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Lo — M N 5, 10— Yk IS DY S BRG] s 1%, HERFAE AR T B3k it A4 ) 2 TR) B A
C2221, i B %h a = 48. 7042 A, b = 145. 1242 A , ¢ = 59.21+2 A; a = 90.00° ,
B =90.00° , y =90.00° ,

2. — P NYE 5, 10— K AP SR -5 Bl 55 ADP 525410 bt 14, SLHRFAEAE T 3A iy
RIS I EE R 02221, B % a = 48.514+2 A, b = 145. 2242 R, c = 59.65+2 A;
a =90.00° , B =90.00° , y =90.00°

3. P NU5 5, 10— IR S VU A M IR & Al 5 ADP 11 &2 & W 1) i A4, FoReAiE7E T
AR A R B R (P21212, WS a = 59.579+2 A ,b = 144.101+2 A ,c =
48.532+2 A a =90.00° , B =90.00° , y = 90.00°

4. —Fh NJE 5, 10— X FEEDY S PRA Bl 5 4 201K 1) 2 A i A, FURpAEAE T ik
o ARIR ZS (R BE Ay 102221, LS4 ha=148.45+2 A ,b=145.23+24,c=59.60+2A;
a =90.00° ,=90.00° , y = 90.00°

5. —Ff ANUE 5, 10— R PV S IR-& g 55 No— MV RZ iR I VE A I = A di A, H
FRAEAE T BTk SR i s (Al ek 2221, S8l a = 48.694+2 A, b = 141.03+2 A , ¢
=59.99+2 A a =90.00° , B =90.00° , y =90.00°

6. —Fh AUE 5, 10— X FEEDY S M BR& il 5 10— FIEDL S BRI =G 0 i 1, oy
TELE T PR AR S TR A :C2221, i i B8 a = 48.86+2 A, b = 144.97+2 A ,c =
59.414+2 A; a =90.00° , B =90.00° , y = 90.00°

7. MR AR EE SR 1 BRI YR 5, 10— YR 736 DY S0 BR A R I8 140 ot 1R 110 5 5 7 Vs, B
5 -

Wil N5 5, 10— kA ZE DU S IR 13l (1 v 5 R A

) A B AL VA AT 45 i

£E 1-2 RJFGBEE MK

FURREAE T, 76 5 %8 25 I .50 % %5 80 % FVRE Ya W, Wadd A <2 0. 01-0. 03mol/
L MgC1,,0.01-0. 04mol/L NiCl,~20% —30% PEG3000 % 4000.0. Imo1/L [¥] pH = 6. 4-7. 0 [¥]
N-2- % L FEWRIE —N-2— LTG5 bk 2Tt R 22V

8. MIPEAUH) K 2 5 3 ATid i AJE 5, 10— R AL DY SR & i 5 ADP /I = &0 il
ENEET T RNk i

] Fr R AU 5, 10— Y% 1 JE DY S M2 G S RIS VB0 N N ATP 598, 7 0 N Ji 551 R
B IRBA AR 5, 10— IR FEEIE M IR& i 5 ATP V&

BRI 5, 10— IR PRS- IR-5 il 5 ATP IKVR-& ¥ '%/ﬂz/ T

) B EE B AL A AT 45

1E 1-2 RIGWe s fs

HRAEAE T, 76 5 2 25 I .50 % &8 80 % VR i FBl Y, Wy A =75 0. 01-0. 03mo1/
L MgC1,,0. 01-0. 04mol/L NiCl,~20% —30% PEG3000 % 4000.0. 1mo1/L [¥] pH = 6. 4-7. 0 [¥]
N-2- ¥ ZHEWRIZE -N-2— LBl R ol bk 2 hif R 2 i

9. MRHPEARIER 4 Frid i AJR 5, 10— IR S DY A IR & B 5 5 2 BRI = A 0 ) i 1k
()45 bm 77125, AL EE
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] TR AU 5, 10— (X I JE DY S M8 6 RO RISV I N A 28 PRV V5 S5 19 B U
5, 10— X PEEPUA M B & Bl 5 B A R TR GV

K Pk NJE 5, 10— IR R DY E 1R & bl B A 20 B TR GV S TRTR 5

) FH A V2 B AL VAT 45 i

1E 1-2 RIS A

HARMELE T, 78 5 & 25 $RICHE .50 % %= 80 % (VR A YE FEl W, i 4 & 0. 01-0. 03mol/
L. MgC1,.0. 01-0. 04mo1/L NiCl1,.20% —30% PEG3000 % 4000.0. Imol/L [¥] pH = 6. 4-7. 0 [{]
N-2- $£ L HEWRIE —N-2- 2T ol M bk 2 T PR 2 v ViR o

10. ARAEACFIEK 5 Pk i AYR 5, 10— R RS IR& Rl 5 No— T RZ R IV 25
(152 A DI i PR IR 45 o T 1 A0

] BT IR N 5, 10— % B 36 DY S M B2 A i (K9 VR P N ATP 56— FRBEPY MR 32k &
B VBRI TR A A BIUR 5, 10— IR RS PR& Rl 55 No— VIR (KRG

K ik NJE 5, 10— IR EEDY S IR & bl B No— MV B IR VR 60 S IR 5

) FH R BAR VA AT 45

15 1-2 RGBS 1A

HARIELE T, 78 5 & 25 I .50 % £ 80 % [NREVEH A, Wi A & 0. 01-0. 03mol/
L MgC1,.0. 01-0. 04mo1/L NiCl,.20% —30% PEG3000 % 4000.0. Imol/L ff] pH = 6. 4-7. 0 [{]
N-2- $2 2 FEWRIE —N-2— 2k ol N bk 2 T PR 2 1 VA o

11, ARAEARIEL R 6 Frik i AR 5, 10— X LD ST IR A Rl 5 10— AR R DY S B2 1
BEVRI SR 45 6 7712, A4

] B3R N 5, 10— 9% A Ik DY S M2 5 i (X9 v P NN ATP 56— FRBE PO SR B2k &
B VBRI RS A BN 5, 10— X FAE DY S fR-& Rl B No— Vi R IRV 5

K Pk NJ& 5, 10— IR R ER DY Z 1R & bl B No— P& B IR ) VR G v IRV &

) FH R 2 BRAL VA AT 45 i

1E 4-14 Rk

HAFIEAE T, 4F 5 32 25 K E .50 % 2 80 % Ve EYu N, il 4 & 0. 01-0. 03mol/
L MgC1,.0. 01-0. 04mo1/L NiCl,.20% —30% PEG3000 % 4000.0. 1mol/L [f] pH = 6. 4-7. 0 [{]
N-2- $£ ZFEWRIE —N-2- ZFf % ol M bk 2 T PR 2 v ViR o

12, MRAEBCRE SR 1 BTk AR 5, 10— X S DY S BR-A Rl 1) il 4 1) F55 M58\ E611
M90. Y152, Y153 {7 2 LR 7E 7 [A] o I T 18 1) 45 ) 1ok, HURFAEAE T Pk 25 40 50 5 S5 5 H
DU RS L A 45 5 o

13, ARPEBAEK 1 Pridk i N 5, 10— % B 356 DY S0 B2 5 38 1) 1R 1) B85, W109,
R148 A7 24 FE L A6 77 18] P T T 1 R 5 1) 58, FLARRAE A T Pk 25 /) 3 5SS ) 5- ML DU SR
MR 2 SR PRI A 4 o

14, PR BRI EE SR 1 BT ad (99 YR 5, 10— ¥ B2 DY &30 B2 A BB 1) s A 119 K10\ R14,
R145. D154 A7 2 FE L A1 25 8] P T T ) 5 A s, URFAE AR T T ik S5 itk b ATP 4545

15, ARPEAFEK 2 Prik i AR 5, 10— X AL S IR-& Rl 55 ADP 1525400 1% it 4
a5 (1) 152-161 £ 28 L EE AE 2 8] A T T8 I 46 1) 188, HRRAEAE T Prid 25 fay 1802 5 AN ATP
TKAAET SR R B PR ik [ 455 1 65 A 3o
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16. HRIRBCRI TR 4 Frik i AJR 5, 10— R B FE P S0 R & il 5 45 &R 10 5 A o
ke B3 A B4 2 A IEFREN 5 89 FI 134 £ 2 FEMR 2 1] 1) 2 K6 IR AE 2% 1) b BIT T 1. 1) 45
Fisk, HASAEAE T T iR G5 I 1 — A 1oop BRI, iZ 45 P IR R SR R IRE & .

17, WRAERRESK 5 Pk i AU 5, 10— X FEE DY S BRA Bl 5 No— I RE i iR 1 V% 25
()5 A R b FE R FR I F55. 156, SH7. M58, E61. P81, Y83, M90. W109. P135. R148.
K150.Y152 Fl Y153 T R 25 A6 3ok, HCARPAE AR T B 45 R Sl il — AN 2K 11 48, No— I i g
13 1o Y0 2 P MR BR A BT IR BRI 1481 i)

18. ARPEAFNER 5 Frik i AJR 5, 10— K FFEE DY SR A Rl 55 No— P HZ iR 1 v 25
(1952 A0 1) it P PP BRLE 25 (1) T 1 45 3k, FURFAEAE T T IR S BR LA Cda 5 C8a 2 [W] 1)
SONEN R AR T L, PTIRRERS IR TR AR T

19. ARPEAFIER 6 Frik i ANJER 5, 10— K FEE DU SR A Rl 5 10— AR IR DY S B2 1
HAY R AT Y83 78 7% [B) (¥ 25 R 3, JLRFEAE T Y83 I B 5AEARIEL K 5 ik (1) i
IRIAL EAREL, KA T2k,

20. S5HEORIEEK 12-19 "HE— IR [ 45 /R BB 55 B il 25 /38 45 6 1)/ N o AL
H IR Z IR LR DR B S e 25 S () — R U LR A0
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AR5, 10- RAEMTMHEEREREESYNGRET
7 N1 NS IR

ARG

[0001] AR K —Fh NUR 5, 10— R IR VU S B8 & Rlls (MTHES) 1) i 14 S L 45 5 1)
T3 15 RN AR B AR 5, 10— IR B 2R DY S IR A5 g 5 ADP (195240 140 i 1R B L 4 it 14 7
i NJR 5, 10— YK DU S TR A5 B S5 75 20 R 11 525 W0 1 ot Ak S L 8 5 16 5 v T 5,
10— YK FF 2 DY SR A5 il 55 NG~ e ff 1 ok 3 285 110 R W 1 it A R L 8 1 5 v T
5, 10= YK FEE DUSU R 4 Rkl 5 7= ) 10— FR IR DU S0 IR R A I i Ak S L 68 R 1) T v 53
W B e AR TN 5, 10— Yk AR I DY S R ol 14D T i A S G B 4 P 179 45 ) bk sk
JR R B 5 DL ORI P Ik 2 o o 8 el s R R BEEAT 25 e v RN L 1 5 v

HERA

[0002]  WHPR, IXFfKH I B R 4EA 2R B4 19 A 40 RO R MR T
WA IR A AL T WD) 3 = SR 40 Sh ) B AL A i 3 o, AR A2 0 40 B A 5 A
BrEARE EE, I HARZ A s PR E B ELEAEH, R R At i g e h B2
IR o IR HBEAE IR A2 ) W B ) TP 6 B (B2 X AR 20, MR/
) B B AR IR A T SR A BRI, 75 A AR PR S T, O MUV R A R B e o 55 1A UAE
Ry KRR, R A LR A AR ¥R 77 8 E (Appling, 1991 ;Fox and Strover, 2008 ;
Chattopadhyay et.al.,2007 ;Farber et.al.,1948) . H®T, LM ER 24 A8 FHVEAL YT 24
V), WAEVR ST R DG T 28 AR IS i S8 53 v R AR

[0003]  WFERAEAEM AR L2 AL SATAE, 40 IR, SR, DU S R4 o IX S8 AR AR
AR BR AT PR S B BT A7 AEAN [R] R A R TP I e TR, e A1 13 a8ty 2 S N 14T AH
HIR . ARPRAS DY S IR AT A 52 sREE (L s Bk S A 45 2 M AL A e 04 = (1) W
WA SR IE F) N S A b, — T TR0 IR W e Y A T ol — Wl T I R s 5 (2) ) 20~ D 2 IR P 2
AT R R 2 R, AR 2R ] LA B S— e R 28, i 28 0T 4l Bl Py 1) AR Ak s B &2 DG
o NI WEIE IR A S A [R)  2 IE 20 R 1K) 5 P T g A Qs i 2 37 K1) 5 e L W TR 80K
2 PR R PRWENE B R 4B N DNA 24, I Ho2s 32540 I oy 19 7] 28 2 B 2 BRIk i, A BA
S— MR B 2 BR MY T AL SN e MHIRAC DR AR I 2R TG B 2 P B0, iz
P AR 22 B ER WA R 25V v I EE A AL HBB [ 2R S AT AR 2 St 4 B 3 4 D,
TE40 ML N B 2 SR 2 B UL & AN R B A 2 R AT B, 2 5R A 2 B S ] LA
M ERAZAE T 40 M P, RN m] DA 0 5 e 45 S R 2R I 45 G RE T o

[0004] 5,10- X FAZEV A MR & AiBE (Homo sapiensh, 10-methenyltetrahydrofolate
synthetase, fa #R MTHES) , L FR N 5— A ERPUE M B LEE (5—formyltetrahydrofolatecyc
lo—-ligase) ., M2 5 : (EC)6. 3. 3. 2.

[0005]  MTHFS fE AL AR AR B K

[0006]
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H 1
N N

MW/N N Mﬁ/|
SOV I
N Q
)\ H i MTHES o)
[¢] C. — o]
A\ N\/\/ o @ ) E
C. . N \
o N ATP  ADP4Pi \/\/ >
0 &%p\bﬂ

S-ABE AN &R 5,10- IR PR R
[0007] R MNIIIES) N 5- FEEPUSE MR (5—formyltetrahydrofolate, faj#Rk 5—FTHF) , [z {v
HI7=4k 5, 10- IR FEPUE MR (5, 10-methenyltetrahydrofolate, faj#k 5, 10-MTHF) . 1t
TEAL S AR SR BRI BE T, R AT ( =B AR ) 4 5, 10- IR PREPIEAMT R &
FSCHE ) B R 1 o
[0008]  MTHFS f77E TR 2 A4, B0 4% 400 K M 34, 26 B HoAE it iR AG s b AR
HEREMH . B BRI 2 A E SR A R R R S A R o, 5- LY
MR A B AT SRR ME — BN ) 4 AR 8 I R B BRAT AR, I HLBA wl BB AR Rk
o LRI AT, 5- TV DY S BRAR A A & — i SR IR A R i AR, B AR AE TP
At rr, HoRASBE 5, 10— IR PRV S M IR -6 i R I8 A4k . R FLshd, 5— L
DU R L PN S R B 1 10% 15 %, 5~ FF IR DY & i 0 — 28 B i AR g 2 (1 Rl 2
HIHIWER, tn 2R R IR EE (serine hydroxymethyltransferase) Fl 5— ZA LK
W —4— PR SR A R FR IRl (AICAR Tfase) o 5, 10— K AR DU SR & B A2 i — 7]
DL 5— G PU S R A 4y o R AL JR AR PR KT o 0 15 14 P 5 PR DY SR 1)
WRE, 5, 10— Ik AL VY A M T ity LA AR 22 i IR R R A QB 422, 91 2 IR (WS IE
AR GIRIE. IR S A T, AE TR MG T i SR B D R L A A % .
[0000] TR AL 5- LR B 1R, W LA 5, 10— 2k 2R PY S IR & 1l
(v e, AN AN FLIRE o A 1 ] LAE 2, 5, 10— K AL DU S0 B2 A I S e A
AT IR R, B RN AT DA IE [y R0 S 3750 A QR4
[0010] 5, 10— IR FFIEPU SR & B2 S 2R B 0 OGS g, 18 AR 2 1 7047, &
R A ) 52 i B L S BRAE JR i S 2 . X TRE 5 RS I S PRI 41 AR AL = DLA. DNA
J% RNA [ 53 0% « DNA (P& R e 55 7R UL, 5, 10— IR B DU SR A e Bl 2 — MR K
BRI EA.
[0011] 5, 10— (K FIEPYE PR G il A2 A [ A9 i) 28 55 1R 741 5 AR ) 20 S5 1R 41
FIVETE LLACH) T3 1 AP - (AR PR EL A AT NCBT ) BLAST %A )
[o012] %K 1
[0013]
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e ) J8.1£.(%)
EEE Pan troglodytes 97%
4 Equus caballus 87%
KA Rattus norvegicus 83%
IR R Mus musculus 83%
R Rabbits 77%
L& Danio rerio 61%
Ik EIR Monosiga brevicollis 44%
Fff X ¥ JAAR  Mycoplasma pneumoniae 28%
A JH 3 7847 @ Bacillus Anthracis 26%

[0014]  EARJEAZ MR 5, 10— IR B I VY S MR & Bl —de st C gl g i, 5 A
U5 5, 10— IR P IEPU S IR -A Rl 2 25 1R 7 21 (K R PR CA 28% o Wi LB LA S A1 5,
10— X B2 DY S BR A5 GBI — 4 25 R i M 1R LR 3
[0015] i T MERIAT EM AL ARG rh AN E , R 28 IRAT AV 2 S G /E A b
T RAF AR o R MR B8 B A P % o g S N A7 A8 TR AT 34, B S &5
G Ja KA, [N 58 BJE T P=P) FAS S5 153 B, 1A LLX Rh &5 GRS 3 2 — g X
N, SRR B, X AR IR AR T T TR R TR 2SR T T 1, 2 T A AR R AR
A& ) R ORFF BN AT o - A IR SRR 10— ARG PO St IR I Ul e D45 &A1 6 1
BRI VYA MR o IXAEE 3 W R AR — R R AR AR S, Horp R 4 e AR AR 2, W
X BEA AU A A 1R 52 M S 2 R [
[0016]  MTHFS {4k, 5— B DY & i IR AN W] i 56 4 o 5, 10— ¢k DY &M 1R (Jolivet,
1997) , WA AL [ N AR T — i IR I 1 (adenosine—triphosphate, &k ATP) Ff H. 7] 4t =
Y] (Huennekens et.al., 1984 ;Jolivet et.al., 1996 ;Maras et.al.,1994) . #%
FEAEAR (NMR) 39 135 R [R) 7 22 A #0752 3 B MTHFS (40 1) R N AFAE AN ZS (Huang
and Schirch,1995) . (1)5— A PSR 1) P B A S i Boehs ATP B IR 5 A 7= AR 2 —
A~ N5— P i 1 v TR 2, IX 0 0 I N ARTT . (2) B8 AN S8 Mok i B AE 3+ W, N10
55 No— Vb R (1) N5 42, T 18— DU 10 7 F 1) 285 5 T K Al o 8 122 PDKC Mol ik o ) 255
IR IR AT, B o TE AL 7= 5, 10— IR R ZE DY IR o 55 10— IR A28 DU &0 1% 2 P R A
[y A =4, T] AAE SR ES & RS N iR 10- BRI MR . RN &G — PAE1S H
MTHFS HEAL I RN AT . B AT, XX — RN AL = 4E 458077 T E BT . Ak
T8 )2 Y5 T i 98 S SR A& (Mycoplasmapnuemoniae) FJ MTHFS (mpMTHES) , 3 H.45 & — B2 iy
1 (adenonisine disphosphate, fij#R ADP) Fl 5— FAEL VI & M BRI — 0 H 54 4584 (Chen
et.al.,2005), B — P 2VE T IRIE FMIE Bacillus anthracis) (bMTHES) 1) MTHFS,
I+ H4i5H ADP (Meieret. al. ,2007) . A Y& MTHFS (hMTHFS) HI R IERR 75 5 & H R EE
FE (http://www. rcesb. org/pdb/) HH— &5 /AR L B R 2D T 28 % (Berman et. al. ,
2000) « M E SR ZEFFE i :hMTHES AT mpMTHES \bMTHFS [ HE AR 2544+ 73 AHABL, TR %6 MTHFS
= T R U Ay s W S S 1 e R I DB o s o DA =y T i i XK 5 N I\
N1O FFEEAR B P FRAVT A 0 Al MTHES IR I mI AT M52/ (Field et. al. , 2006, 2007) .

7
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[0017] 7 B e A A7 i RS A 1) 5— #UKWERE (5-fluorouracil, fajFR 5-FU) &
RLIMEI R & % BE (thymidylate synthase, fi#k TS) KHE/EHIR (Longley et.al.,
2003) , 11 12 & sl (TS) M 5, 10— E I Y i 1R b 3RAG — A~ B filk B o0 >R AR A It 4R
T8 (deoxyuridylate) #Ak 4 iUl 1% (deoxythymidylate) , 3X— AT DNA [ 5
R KEE (Carreras and Santi, 1995) . PR b, 4 THEEHIT R, 5— FBLIY &2
(5=Formy I THF) M A 5-FU —&AE /o SXAEAL 4P ARAE T MTHES "] LA 5- FTEEPY
SR A 5, 10— IR FFFEDUE IR, 1 5, 10— YK S PU S BR v LAEE AL A 5, 10— 37 A 3 Y
AR, K21 5,10- YR EE VISR T2 5-FU M TS VIR AR F 25 Tk, Mt FRAR g
TR PN HI R (Bertino, 1977 ;Sirotnak et.al.,2000) . 5, 10— Y R PUS Mgt
] 24 A BRI AR (serinehydroxymethyltransferase, faj R SHMT) 7E45 4k 225 1%
HH 2R FE DA . SHMT (RS 1 mT LAk MTHES BT, R4 MTHES []JA) :5-
Tk DU & H R m] LL 3N SHMT (Renwick et.al., 1998 ;Schirch and Szebenyi, 2005 ;Stover
and Schirch,1990) ., 5— S JEMKEME —4— FIWEIZFERZ T R 55 7P R RS (phosphoribosylamin
oimidazolecarboxamide transformylase, fajFk ATCARFT) 1 2 Wk % 1 R 5 A Wk JE i
(Glycinamideribonucleotide transformylase, fajFR GARFT) & Bk 2 s
AU BT A B, IT LA 10— I IEPU SR E3RAS 5k B G, A F R A DA Boie 2590 i A
(Allegra et.al., 1985 ;Piper et.al.,1988), &£ 122 (Lometrexol) AN —AUHERFEHL
FHIAREE, F RN GARFT 7 , 1 S e il 18 BVE T IR hE (1) 5 He .

[o018] i H] A7 & M 18 (Methotrexate, fa] HK MTX) Fl & #& M 14 (aminopterin) 1 il
TEA MR IA R B (dihydrofolatereductase, faj #X DHFR) S8 — S MM 1 £ B A A
fir £ W B R, 2 i 30 ) ATCARFT 4 % 3% P£ (Quinlivan et.al.,2000 ;Shih et.al.,
1997) o [AFF, 18 ik 5 A G DY &0 B8 10 2R AL 4 i) 5, 10— ok A1 2k DY & M IR & Bl (5,
10-methenyltetrahydrofolate synthetase, faj#k MTHFS) 55 5— ALY A MR AR &, 13
MNH 22 2 R 3 P AL (serinehydroxymethyltransferase, fij Fk SHMT) 1 ATCARFET ()
BT Ik o G E T, AT R ) XS Bk R T AR AR AR P (R e R R DT RO 1), 3 304 i
Hp— L8 E W2 A3 (1) FSOPELIBT , X AR R H R A R 2R A AT e A A VR T L . S
M BRAT AL WA TIIE YR TT  AFEN A L, (— ) ey JLTHEE G, fEIR 200
e RIS 2B S, T H — 28555 AR UL, X R 29 ER A B (=) XLy
HA R4 T, B, FFARB B IRAT AL 2 A T e 253097 A2 B AT 52
Hob

XBANE

[oo19] A& & B 42 fft — B AN P 5,10- %k A ZE VU & M BR & R B 4 1k,
e fE 4E T BT 3R & UK R A W) OBE h .C2221, S ML 3 % b a=48.70x2 A, b
=145.12+2 A, c=5921+£2 A; « =90.00° , B =90.00° , y =90.00° ,
[0020] A & B 32 fE — B AN JE5,10- %k R U A MR Ak BE 5 ADP [
EE5 W&k 2R AT BT R & KK BN .C2221, B S A
a=4851+22A ,b=14522+x2 A ,c=5965+t2 A; « =90.00 °, B =
90.00° , y =90.00° .,



CN 101781637 A OB P 5/143 T

[0021] A & B 42 fit — A N JE5,10- 3k B & A R A B 5 ADP 1
AWM & R, HOREIE E T BT & & R S R OBE 8 P21212, 8 I S Bk
a=59.579+2A ,b=144.101 2 A ,c=48.532+2 A; a« =90.00° , B =
90.00° , y =90.00° ,
[0022] A k& WM — M ANES10-XFENAHRERES S AR
12 & W A R E A T T R & IR B S TR N sC2221, i B BN
a=4845*2A ,b=14523+22A ,¢c=59.60+2A; « = 90.00 °, B =
90.00° , y = 90.00° ,
[0023] A A& B & 4 — B A U 5, 10— K I DY A R A Rk B 5 N5- W i IR
EUE AR AW, R AE AE T BT R A AR 0 S TR BE O aC2221, i i 2 5k
a=48.69+2A ,b=141.03+2A,c=59.99+2A; « = 90.00 °, B =
90.00° , y =90.00°
[0024] A & B & 4 — P N YR 5, 10— K 5L DY A M R A B 10— BB DD A
MR 2 AW, R E A T BT R A R B IR BE R sC2221, g L S8R
a=4886*t2 A ,b=14497£2 A, ¢ =5941%2 A;a =90.00° , B =
90.00° , y =90.00°
[0025] A B4R AL —Fh IR 5, 10— B DU S R4 BB 1) o 1R 1) &6 i 7 323, A0 ol
BT NJR 5, 10— % B 25 DU S0 18 & R R v 5 i TR & 5 ) P B v sl AR Wi v AT &5
i s 7E 1-2 RGBS A s FURRAEAE T 75 5 22 25 $ G .50 % 22 80 %6 13 A2 Y Rl N , i3iA
40.01-0. 03mol/L MgCl,.0.01-0. 04mol/L NiCl,.20% —30% PEG3000 % 4000.0. Imol/L
(1) pH = 6. 4-7. 0 [f] N-2— F& LHENRME —N-2— LT PR Bl bk £ Tk 2 2% 1 8 o
[0026] AR BHERAE—F0 AR 5, 10— IR L DY A BRA Rl S5 ADP [ 52 G- 10 al AR 1 45 iy
T i A4S < TR AR 5, 10— K S DY S BRA Bli wsd h N ATP 5980, NN IR i
FIFNEE RS 1, IR G S 13 BIAUE 5, 10— IR IS8 & Rl 5 ATP [FTRGV F IT ik N
5, 10— X PRV S IRA Hicli 5 ATP RG-S IR & s BV B AR VAT 45 4
1 1-2 RIGICE S s HURREAE T4E 5 22 25 HEIGHE .50 % 42 80 % AR FE i [ 9, il oy - 7%
0. 01-0. 03mo1/ILMgCl,.0. 01-0. 04mol /L NiCl,\20% —30% PEG3000 % 4000.0. Imol/L [¥] pH
= 6. 4-7. 0 [ N=2— 3£ LFEWRME -N-2— 2T R ol N bk & Tl 83 2% 1 ¥R o
[0027] A Jg BHARAE —Fb PR 5, 10— K B34 DU S R & ) Bl 5 45 &R I 2 A 01 & 1
Ry &5 5 7 325, A EE < 1 BTl AR 5, 10— Yk AR 35 DU S0 18 2 ok Bl (0 90 P I N8 0 BR VR
REFRBINIE S, 10- R IIA M TRA S5 A AR MR AW 8 ATk AR 5, 10- K
L DY S R 4 Bl 5 3 TR VR A TR 5 W BRI B v B A T VR AT 45 3 S 1E
1-2 K OB & 1 s R IEAE T7E 5 22 25 $ IR E .50 % 22 80 % MV FEJu B N, iyl ol - &
0.01-0. 03mo1/L. MgCl,.0.01-0. 04mol/L NiCl,~20% —30% PEG3000 % 4000.0. lmo1/L [
pH = 6. 4-7. 0 [f] N-2— 3£ LFEWRBE —N-2— L TR Bl S bk £ bl 9 22 1 ViR o
[0028] A HHERAE—FF NG 5, 10— R FIEPY A MR A il S5 No- W FE B IRIIE SR &
M e AR IR 5 6 732, A0 < TR AU 5, 10— Yk FF L U S84 O 998 H N ATP
5— LU SR 3R O B B I TR G TR 1S B AE 5, 10— IR EE DU AR & i 5
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CN 101781637 A OB P 6,143 T

N5— I & PR (VR 4 Y s F FIT IR TR 5, 10— IR R EE DY S IR & B 5 No— W RZ IR VR &
W5 WBOR A A VA BAR VA AT S5 0 A8 1-2 RGeS b g R EAE T2 5 2
25 4 [ JE 50 % 2 80 % VR BEJE [ W, Wi Ry = 0. 01-0. 03mol/L MgCl1,.0. 01-0. 04mol/
LNiC1,.20% —30% PEG3000 %2 4000.0. Imol/L ¥ pH = 6. 4-7. 0 [f] N-2- £ ZFEWREE -N-2—- 4
i R B P bR £ TR TR 2 1P AR o

[0020] AN BHHRAE—F NUE 5, 10— X IR PU S IR& i 5 10— ALY S IR I\ E &
WIS AR R 5 8 7 0%, 04 < 1) TR AU 5, 10— vk A2 PO S0 R R I8 D Vs v P i N ATP
5— FTEDYS IR SR IE B BE S TV R A TS 1 B 5, 10— IR ALY SR & Rl 5
No— SV IR FEIVR B8 5K BT IR N8 5, 10— IR S DY UM IR & Rl i 55 No— WU W IR VR &
WSR-S s H R B A BT 45 i s 7E 4-14 RGWCER A R IE/E THE 5 2
25 4% [GJZ .50 % 2 80 % VR B2 7 Bl P, Wy A =7 0. 01-0. 03mol/L MgC1,.0. 01-0. 04mol/
LNiCl,20% —30% PEG3000 £ 4000.0. Imol/L ¥ pH = 6. 4-7. 0 ] N-2— £ LFEWREE -N-2- 2
Fibs 123 P R 2 b 2 2 P A

[0030]  A<S BHERAE—Fi AU 5, 10— R A1 2k PU M-8 & 1 il 1) & A 1) F55. b8 E6 1 MIO .
Y152, Y153 {37 2 HE R 7 77 [A] o BT B 136 IR 45 ) 388, FLRRAEAE T Prid 850 80 5 ) 5- DY &
I o RS JE T 45

[0031] A BHFRME—Fi AU 5, 10— X AL DY S M2 A 13l 1 s 146 11) F85..W109 \R148 £i7 24
FEBR AR (B 0 JIT T2 i) 45 A6 358, SLHFAEAE T i 5 i 4 5 4 5- B DU SR T A 28
TR PIRILHAE 5

[0032]  AJ BHERAE—Fi AU 5, 10— I A I PU M8 & B 1) &8 A4 (1) K10 \R14\R145.D154
PrZ FERR AT 2 8] T BT T U B5 R 35, R TEAE T iR g5 i B ATP 455,

[0033] A HFRME—F AU 5, 10— IR ILPU A M- B2 & bl 5 ADP IR SRk d a5
() 152-161 £ 28 FEBR AE 7% [8) o Bt JE s i 5 R, JUARFAE AR T PIT R &5 M) 302 55 AN ATP JK A T~
S PRI IR Ik (A1 45 5 1) 5 A

[0034] AN B AE—F NI 5, 10— X R DY S MR & il 5 4 20 IR 1) 525 1) s 1k
B3N B4 (A2 FERR RIS 89 FI 135 {37 24 Hh R . W) Iy 2 2 R A 20 1) v JIT TV J P 55 4 35
HRFEAE T TR G5 R T A~ loop ME5M, IX S5 TP IR S R ARE & o

[0035] AR BHERAE—Fl AU 5, 10— IR FEE VU S TR & il 5 No— WG R S &
AW R T S LR TR I F55, 156, S57, M58, E61, P81, Y83, M90, W109, P135, R148, K150,
Y152 H1 Y153 P it g5 ia 8, HAFAEAE T Ik 85 A I8 e — D ERE 148, No— WP i g ik
PEASHERS I T BT IR IR TR 148 rh [A]

[0036] A BHERAE—Fi AU 5, 10— X AL VY A M B2 & bl 5 No— Wi IR I IE A B &
PHR i A RENS PR 2 18] o () 5 A, JLRP IR AR T IR S ER L C4a B C8a 2 [A] B 4y Al
R T HE, PR B B iR 4 T EAHE.

[0037] A HHFRME—F AU 5, 10— X ALY A M T2 & il 5 10- FELYEM BRI E 59
) A Y83 7E 28 8] Fh i 5 A ek, FLASEAE T Y83 WAL B S AERURIE R 5 ATk 1 i A 47
BAHE, ATk,

[0038] ARt LR —Zi BRI &5 51K/ FAE W IR 2 k%
MG PR B S S5 S I — R s LR S
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CN 101781637 A OB P 7/143 7T

P =1 152 AR

[0030] & 1 7t T 5, 10— WF A IEPU SR -5 Rl SR AR IR A P A B A E . TS
R & el (thymidylate synthase, faj #R TS) sMTHFS :5, 10— & B 3 PU & H B8 & Bl IBE
(5, 10-methenyltetrahydrofolatesynthetase, faj#k MTHES) ;SHMT : 42 % iR 4 A I 46 Rl (
serinehydroxymethyrltransferase, fiij #k SHMT) ;DHFR : & M ERiE i il (dihydrofolate
reductase, fi # DHFR) sMTHFR : YE. FF 3 DY & M B2 34 J5L B (Methylenetetrahydrofolate
reductase, faj FK MTHFR) ;MTHFD : . FF & U &3 i 1% it &0 % (methylenetetrahydrofolate
dehydrogenase, faj K MTHFD)

[0040] & 2 7t T MTHFES #EEAL S S 74 5, 10— K AR DY S IR #4640 O 10— ARG DY
&, 5, 10— K F Ik DU S B2 2 R AU 9 mh 1) 7= 4, W DAAE S R &5 A RaS e Ak 10— A DY
AR, A:5,10- RFEPIAMR ;B 10— FELIUE M Z

[0041]  [& 3 7RH T 5, 10— NP F VUM TR-& Bl i A4 (1) 37 4k = AE 5 s =B

[0042] K4 /< T 5, 10— WE A FEVY A M B A il 5 ADP (B G b AR I — 445 /7R =
L

[0043]  K]5 7R T 5, 10— W FIEPUSE MR & il 5 75 2 BRI 25911 St A4 1) = 4E S5 F 7R
=HE.

[0044] K6 /< T 5, 10— WV FIEVY A M TR & bl 5 No— Wi e ot VA 1 526500 0 s 1
() =4 g5 s =

[0045] K| 7 R T 5, 10— WV FIEPY A M BR & bl 5 10— A DY & BR 1K 525400 1) bt A4 1)
=S R,

BAEIHEAR

[0046] AV 5, 10— X FHEEPUEHFR & il (MTHRS) FRIL 54k .

[0047]  MTHFS )2 JE W FE 41 1 K :MAAAAVSSAKRSLRGELKQRLRAMSAEERLRQSRVLSQKVIAHSEY
QKSKRISIFLSMQDEIETEEI IKDIFQRGKICFIPRYRFQSNHMDMVRIESPEETSLLPKTSWNIPQPGEGDVREEA
LSTGGLDLIFMPGLGFDKHGNRLGRGKGY YDAYLKRCLQHQEVKPYTLALAFKEQICLQVPYNENDMKVDEVLYEDS
STA

[0048] T AL AL K SCEE R PCR Sl B4 K A MTHES FIZER. AFR ST
[0049]1  BC019921 i -

[0050]  TACTTCCAATCCAATGCTATGGCGGCGGCAGCGGT

[0051]  BC019921 K :

[0052]  TTATCCACTTCCAATGTTAAGCTGTTGACGAGTCT

[0053]  vu [ 1T 2K FE A, 8 I i B Je WY v [ 31 5 i A PET21b 3048, 804 E & B i
(KRR LA 6 MR R IAFRZ ., {FH] BL21 (DE3) 15 R XX EAEE, 37 BICH, 24
B B 3 0Dy, = 0. 8 I, IIANERIREE S 0. 20M (] TPTG. 4RJ, 16 BEIC BRI 24 /M,
4000rpm, WHEK L.

[0054]  SCHE AR IA T R T 0 R b 22 P (50mM Na,HPO,, 10mMKH,PO,, 137mM NaCl, 2. 7mM
KC1, pH7. 4) , {8 FH 1OOW jE 75 Y5 f A 440 ., 71 I Sh 2% ooP ol v B8 41 1/ 16000 Tpm, 30 43481,
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CN 101781637 A OB P 8/143 T

HY 9%, 28 QIAGEN f¥) Ni-NTA 2% H1 = #7 A1 0] LAAS 2 9] 58 44k 16 21 3, A8 H M 5 ik 200 =5
(TEV) & ARV BRBE R 2 A 1) 6 M ZARR AR . 85, I QIAGEN [#] Ni-NTA £ A
JENTAEZ R E AR TEV 2R EI R M 6 M ARK AR . PAFM 4, 44/ Milipore
2 FE) R4 T Amicon R B 73 1= SkDa, WRAAEE A3 1 2=, {FH GE 2 7] ) SuperDex
G75 73 T 4idk.

[0055]  fif Ff 43 + §fi 40 4k MTHFS 24 8 — [ 3% 0, [A) I & 3 22 b ) #; Oh 20mM
Tris-HC1, pH8. 0,200mM NaCl,0.5mM EDTA( & —Ji% VU Z 1R — 4k ) Fl 5mM B - 375 £ %
(B —-mercaptoethanol) , f#i [ Milipore & IR 4E 77 &, Amicon, #% B 4 75 A bkDa, W45
2 10mg/ml .

[o056]  ARIAMIAL -

[0057] b ARH] SR b &5 5 T - VR B R B BT RS . AR SR
FEW — WY B T v, AR B VR AL R R . AE DU B SIS AR A Hampton 2y A R 1A
i R, SR AE K AN AE 5 & 25 BEICE .50 % 22 80 % VR fEVu [l W, il ol
0.01-0. 03mo1/L MgCl,~0.01-0. 04mol/L NiCl,~20% —30% PEG3000 % 4000.0. Imol/L [
pH = 6. 4-7. 0 [f] N-2- 38 LFEWRIE ~N-2— L TR ok MO Wbk TR PR 22 M - A6 &5 Al AT, i N U5
5, 10— X FELPU M B A RG-S R & B NI 5, 10— Ik RS DY S0 I8 A R 5 il
RV PR S MBRE .

[0058] "IN THI % E—Le Ik 1) St T A

[0059] A5 5, 10— % B2 DU S IR A FSGi 1) ot A PR 485 ot 0, 1 580 T i N8 5, 10— IR
R DY SR & B R R e v 5 WB0R & 4 FOR g 2 IS AE Eppendort ¥R B /LA E
L 14, 000rpm, 15 538 ;5K F] Hampton 2y =) [ i P4 i 126 050 4 &5 o, &5 o P07t V1T 2 i R
0. 02MMgC1,.0. 024 NiCl,. HEPES (0. 1M, pH6. 6) il 20% PEG3350, ALK Ja e 815 21 (1) 5
.

[0060] A& 5, 10— IR FFE VUSR5 Bl ADP (1) 52 6 W) 100 it PR 1R 45 i 77 325, 1 56 TR
RN 5, 10— % I FE DY S BR - B (0¥ VDN N 23R 2k BmM. ) ATP ¥, F5 I IE S 7
FEEES T, IR G G 3R AJE 5, 10— IR TSR & il 5 ATP TRA TR 4 Tk AR 5,
10— X R EE DY S BR 5 5 ATP BTG 5 MIBTR & L /NI s 45 i i I 2 s v/
Eppendorf ¥4 BOHLE Ly 14, 000rpm, 15 7080 ( FEEH LN T 445 ) , X H Hampton
O F) [ AR TR IR & 2 i, &5 i BT iR 4k 0. 02M MgCl,+0. 02M NiCl, HEPES (0. 1M,
pH6. 6) F1 20% PEG3350, 1-2 KUK EE R HAT EL R & .

[0061] AV 5, 10— IR B 56 VU &L IR & i 5 45 20 IR 10 2 6 0 1) b R 19 45 ¥t O 16, 1)
5-10mg/ml & W NN LR BE N 3mM S Z RV TR A L /DI, 45 i BTl ik 85 A
HEATE Eppendor ¥ B0 ML S0 14, 000rpm, 15 438, K 1 Hampton 2 =) 1 & 7 i 12 1
) G5 b, G5 b IR T ZH R R 0. 02M MgCl,.0. 02M NiCl,. HEPES (0. 1M, pH6. 6) H1 20 %
PEG3350, 1-2 RIS af AR AT 2004 e B

[0062]  AJ§ 5, 10— K AL PSR & Rl 15 No— W G B R I IR S I B A V)R b AR 1 45
HB /712, 11 5-10mg/ml & FE W T NN LK E 0 5mM ATP . 5mM 5— A Y &0 M-8 L 2mM 57
F O omM BE B 1, VR A L /NI, &5 AT T B R S Eppendor YA 1R B LS 0
14, 000rpm, 15 73451, K ] Hamp ton 24 =) F éib A4 577 12 100 46 45 it » &5 it BT R 2L Al 0. 02M
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CN 101781637 A OB P 9/143 T

MgCl1,,0. 02M NiCl,. HEPES (0. 1M, pH6. 6) Fl 20% PEG3350, 1-2 R ICHE it A b AT 5 W 4E

[0063]  AJ§ 5, 10— K AL DS BR & R 5 10— FF I DY SR 1) 52 6 400 1) o 1R 1Y) 45 oy
J71, 5-10mg/ml 2 FAVETR NI EE N 5mM ATP.5mM 5— FF I DY S0 158« 2mM 5% 5k 2%
SmM X1, TR 1 /NI, &5 58 DR IT IR B VSR AE Eppendor £ ¥ ¥R BOAILES L 14, 000rpm,
15 43 %0, &5 5 B0 9 A 41 B 8 0. 02M MgCl,.0. 02M NiCl,. HEPES (0. IM, pH6. 6) F1 20 %
PEG3350, 4-14 RICEE i AT B L4

[0064] 45 11 BAAGEFE A S AR AE KT 16°C, HEAT B 2531 B4k o B AL TR V- 45 5 S 56
WAL B TR A 2 SR 2 BT R T B IR TS SR B PR A R TR A AT
P8, 76 300 1 1AL 5 0. 02MMgCl,+0. 02M NiCl, HEPES (0. 1M, pH6. 6) Fl 20% PEG3350 135
FAE R, Git— Bt 1) R L5 KR SEIE 300-500 1 m (19 8RS, 3 i AR R 445 0. 01M
MgC12.0. 01M NiC12.HEPES (0. 1M, pH6. 6) . 10% PEG3350. 20 % H HI1E A B FI I 1 o 4R
Ja e X— G R A PRI A R A

[0065] AR IARTEIfAENT

[0066] 31 HIE AW AR B &G 10-15% Hl p g 4, Bk B, PR A v B
RArh, K0 X TSR T, i BRI R AR . TS EAR AR AT RDER AT, U
K 40,979 A Bk w15 AL 748 FH HKL2000 (Otwinowski and Minor, 1997) . B4z 1 25 44
FEFT A FH 53+ B 4 7 v A B4 Balbes (Long et. al., 2008) , LA (A BUELE 2 1Y)
mpMTHFES (PDB code 1U3G) 245 .. BG4 db A E R W A48 H in—house FRE+copper rotating
anode and a R-AXIS IV++detector (Rigaku,USA) M [E4E5T. 5 -EW045 /IR F FH &
443 Phaser McCoy et. al.,2007) , LAY hMTHFS (1) 454 B EEBT . 45 MY 145 IEAT
A Phenix refine (Adams et. al.,2002) 1 Refmac (Murshudov et.al.,1997). FH R
FH Rfree PRl R MR IR s A IE R 2 .

[0067] A ¥ 5, 10— ¥k A1 2E PU & i B8 & ke B 1) b 1, 28 1R) B O <C2221, & R 2 40
a= 48702 A, b =145.12+t2 A, ¢ =5921+2 A; a =90.00° , B =
90.00° , vy =90.00° .

[0068] A 5, 10— K FIEPYE IR & Hll 55 ADP [ & Wi i 1k, 25 (A R :C2221, i il
Z¥iha =48.51 2 A, b= 14522+2 A, ¢=59.65+2A; « =90.00° , B
=90.00° , vy = 90.00° .

[0069] A 5,10— &k AL DY S R & B S5 ADP (1 2 & W0 I & Ak, 2 (R B O -P21212,
i 2 8 ha=59.579+2A ,b=144.101 2 A, c=48.532+2 A; « =
90.00° , B =90.00° , y = 90.00° ,

[0070]  AJ§ 5, 10— R FE IS FR & -5 5 2R W 2 G0 i 1, 23 [ B <C2221,
i 2 B ok a=48.45+2 A ,b=14523+t2 A, c=5960x2A; « =
90.00° , B =90.00° , y = 90.00° ,

[0071] AR 5, 10— K FEEPUS MR A il No— W JE i IR JE S 1 R A1 db ik, 2% /]
B 202221, B % ha =48.69+2 A |, b =141.03+2 A, c=59.99 +2 A;
a =90.00° , B =90.00° , y =90.00° ,

[0072] A5 5, 10— R I VUM BRA i 10— DY S BRIV = A W0 ) a8, 2 [R)

13



CN 101781637 A OB P 10/143 7T

02221, S % Ha =48.86 £ 2 A, b=144.97+2 A ,c=5941%+2A;« =
90.00° , B =90.00° , y =90.00° ,

[0073] 3% 2 9 NJR 5, 10— IR IR VU S FR-& BB 1) i AR 1K AR BR

[0074] 2

CRYST1  48.705 145.122 59.218 90.00 90.00 90.00 C 2 2 21

SCALE1 0. 020532 —0. 000000 —0. 000000 0. 00000
SCALE2 0. 000000 0. 006891 —0. 000000 0. 00000
SCALE3 0. 000000 0. 000000 0.016887 0. 00000
BT 1 N META 1 43,237 61.209 -8.419 1.00 50.49 N
BT 2 CA META 1 42,398 61.619 -7.299 1.00 41.25 C
BT 3 C META 1 41,884 60.414 -6.517 1.00 49.64 C
BT 4 CB MET A 1 41.219 62.474 -7.778 1.00 25.86 C
BT 5 CG MET A 1 41.498 63.971 -7.808 1.00 55.27 C
BF 6 SD MET A 1 42.109 64.612 -6.232 1.00 57.80 S
BF 7 CE MET A 1 40.856 64.013 -5.094 1.00 35.37 C
BT 8 0 META 1 41.447 59.417 -7.098 1.00 28.81 0
&¥ 9 0 ALAA 2 39.223 58.414 -4.419 1.00 36.59 0
BT 10 N ALAA 2 41.947 60.509 -5.194 1.00 41.59 N
BT 11 CA ALAA 2 41.366 59.490 -4.336 1.00 40.92 C
BT 12 C ALAA 2 39.865 59.452 -4.582 1.00 32.46 C
¥ 13 CB ALA A 2 41.660 59.794 -2.876 1.00 43.26 C
BF 14 N ALAA 3 39.317 60.603 -4.961 1.00 33.36 N
BT 15 CA ALAA 3 37.900 60.726 =-5.272 1.00 37.54 C
BT 16 CB ALA A 3 37.553 62.173 -5.607 1,00 32.19 C
BT 17 C ALAA 3 37.539 59.810 -6.433 1.00 31.59 C
BF 18 0 ALAA 3 36.561 59.067 -6.370 1.00 30.24 0
JBF 19 N ALAA 4 38.335 59,869 -7.496 1.00 29.27 N
BF 20 CA ALAA 4 38.127 58.998 -8.643 1.00 18.41 C
[0075] BF 21 CB ALAA 4 39,090 59,354 -9.768 1.00 29.97 C
BF 22 C ALAA 4 38.272 57.527 -8.255 1.00 23.85 C
BT 23 0 ALAA 4 37.564 56.668 -8,779 1.00 28.00 0
BF 24 N ALAA 5 39.194 57.236 -7.343 1.00 25.57 N
BT 25 CA ALAA 5 39.419 55.858 —6.919 1.00 27.34 C
BF 26 CB ALAA 5 40.666 55.753 —-6.061 1.00 29.60 C
BF 27 C ALAA 5 38.201 55.346 -6.165 1.00 25.26 C
BT 28 0 ALAA 5 37.809 54.186 -6.312 1.00 20.99 0
BT 29 N VALA 6 37.606 56.220 -5.357 1.00 26.45 N
BF 30 CA VALA 6 36.368 55.897 -4.659 1.00 30.83 C
BRF 31 CB VALA 6 35.952 57.021 -3.691 1.00 22.38 C
BT 32 CGl VAL A 6 34.535 56.787 -3.191 1.00 31.08 C
BT 33 CG2 VAL A 6 36.930 57.110 -2.525 1.00 26.60 C
BF 34 C VALA 6 35.240 55.659 -5.657 1.00 20.16 C
&5 35 0 VALA 6 34.474 54.704 -5.533 1.00 23.52 0
BF 36 N SERA 7 35.144 56.531 -6.654 1.00 32.52 N
BT 37 CA SERA 7 34.112 56.393 -7.676 1.00 22.19 C
BF 38 CB SERA 7 34.201 57.533 -8.696 1.00 24.72 C
BF 39 06 SERA 7 34.064 58.796 -8.065 1.00 37.16 0
BT 40 C SERA 7 34,226 55.045 -8.376 1.00 21.60 C
BT 41 0 SERA 7 33.223 54.391 -8.647 1.00 32.80 0
BF 42 N SERA 8 35.459 54.638 -8.657 1.00 25.92 N
BT 43 CA SERA 8 35.730 53.390 -9.364 1.00 26.33 C
¥ 44 CB SERA 8 37.220 53.280 -9.689 1.00 24.79 C
BF 45 0G SER A 8 37.528 52.003 -10.223 1.00 26.13 0
&5 46 C SER A 8 35.303 52.182 -8.548 1.00 20.71 C
BT 47 0 SERA 8 34.701 51.246 -9.072 1.00 27.86 0
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CN 101781637 A 15111 HF] :F!' 11/143 71
¥ 48 N ALAA 9 35.633 52.207 -7.262 1.00 29.59 N
BT 49 CA ALAA 9 35.244 51.141 -6.349 1.00 19.03 C
BT 50 CB ALAA 9 35.768 51.432 -4.955 1.00 27.28 C
BF 51 C ALAA 9 33.727 51.002 -6.334 1.00 23.14 C
BF 52 0 ALAA 9 33.194 49,897 -6.428 1.00 29.07 0
B F 53 N LYS A 10 33.039 52.134 -6.236 1.00 22.07 N
BT 54 CA LYS A 10 31.580 52,146 -6.212 1.00 25.88 C
R 55 CB LYS A 10 31.051 53.566 -5.970 1.00 32.86 C
¥ 56 CG LYS A 10 31.329 54,113 -4.573 1.00 22.99 C
BT 57 CD LYS A 10 30.751 55.518 -4.399 1.00 21.02 c
JRF 58 CE LYS A 10 30.616 55.880 -2.925 1.00 32.36 C
RF 59 NZ LYS A 10 29.966 57.207 -2.726 1.00 43.96 N
RF 60 C LYS A 10 30.997 51.578 -7.503 1.00 25.13 C
JBF 61 O LYS A 10 30.085 50.750 -7.474 1.00 25.56 0
¥ 62 N ARG A 11 31.531 52.024 -8.636 1.00 23.09 N
B 63 CA ARG A 11 31.065 51.553 -9.930 1.00 20.17 C
BF 64 CB ARG A 11 31.817 52.271 -11.051 1.00 33.50 C
AT 65 CG ARG A 11 31.446 51.815 ~12.446 1.00 32.43 C
BF 66 CD ARG A 11 32.306 52.533 ~13.474 1.00 37.12 C
BF 67 NE ARG A 11 33.712 52.514 ~13.080 1.00 35.83 N
BT 68 CZ ARG A 11 34.516 51.468 ~13.240 1.00 46.92 C
JBF 69 NH1 ARG A 1! 34.055 50.354 ~13.794 1.00 47.69 N
BT 70 NH2 ARG A 11 35.782 51.534 -12.848 1.00 43.79 N
BF 71 C ARG A 11 31.229 50.045 ~10.073 1.00 21.69 C
BT 72 0 ARG A 11 30.325 49.355 ~10.543 1.00 24.17 0
BT 73 N SER A 12 32.384 49.531 -9.663 1.00 30.48 N
BF 74 CA SER A 12 32.633 48.095 -9.750 1,00 38.29 C
BF 75 CB SER A 12 34,071 47.762 -9.348 1.00 33.87 C

[0076] BT 76 0G SER A 12 34.989 48.210 -10.330 1.00 35.60 0
BT 77 C SER A 12 31.651 47.328 -8.876 1.00 33.45 C
% F 78 0 SER A 12 31.071 46.328 -9.304 1.00 35.56 0
BF 79 N LEU A 13 31.464 47.805 -7.650 1.00 28.35 N
BT 80 CA LEU A 13 30.552 47.153 -6.722 1.00 26.80 C
BF 81 CB LEU A 13 30.627 47.801 -5.340 1.00 26.17 C
BT 82 CG LEU A 13 29.803 47.135 -4.234 1.00 31.25 C
BT 83 CD1 LEU A 13 30.013 45.617 -4.218 1.00 27.45 C
RF 84 CD2 LEU A 13 30.147 47.739 -2.891 1.00 26.71 C
BT 85 C LEU A 13 29.119 47.151 -7.254 1.00 25.78 C
RF 8 O LEU A 13 28.414 46.148 -7.143 1.00 30.58 0
BT 87 N ARG A 14 28.690 48,268 -7.836 1.00 25.53 N
RBF 88 CA ARG A 14 27.369 48,333 -8.456 1.00 30.17 C
BRF 89 CB ARG A 14 27.122 49,707 -9.084 1.00 22.65 C
RB-F 90 CG ARG A 14 26.978 50.830 -8.075 1.00 22.44 C
BT 91 CD ARG A 14 26.468 52.114 -8.714 1.00 27.02 C
BT 92 NE ARG A 14 26.456 53,198 -7.738 1.00 27.26 N
BT 93 CZ ARG A 14 27.295 54,227 -7.743 1.00 34.40 C
BT 94 NH1 ARG A 14 28.211 54.341 -8.699 1.00 31.50 N
BT 95 NH2 ARG A 14 27.209 55.147 -6.794 1.00 32.52 N
BT 96 C ARG A 14 27.224 47.248 -9.517 1.00 31.22 C
BT 97 O ARG A 14 26.177 46.604 -9.625 1.00 28.00 0
BT 98 N GLY A 15 28.280 47.050 -10.299 1.00 30.59 N
BT 99 CA GLY A 15 28.280 46.021 -11.323 1.00 39.04 C
B 100 C GLY A 15 28.168 44.643 -10.706 1.00 41.45 C
B F 101 0 GLY A 15 27.370 43.815 -11.143 1.00 42.15 0
BT 102 N GLU A 16 28.971 44.402 -9.677 1.00 36.59 N
BF 103 CA GLU A 16 28.937 43.136 -8.957 1.00 44. 44 C
& 104 CB GLU A 16 30.049 43.088 -7.903 1.00 40.98 C
BF 105 C6 GLU A 16 31.432 43.454 -8 441 1.00 52.74 C
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BT 106 CD GLU A 16 32.513 43.427 -7.373 1.00 68.63 C
RF 107 OEl GLU A 16 32.502 42.500 -6.535 1.00 61.94 0
BF 108 OEZ GLU A 16 33.379 44.329 -7.374 1.00 67.31 0
¥ 109 C GLU A 16 27.569 42.908 -8.313 1.00 40.08 C
BF 110 0 GLU A 16 27.071 41.786 -8.285 1.00 51.08 0
BT 111 N LEU A 17 26.963 43.982 -7.813 1.00 43.70 N
RT 112 CA LEU A 17 25.672 43.905 -7.128 1.00 40.38 C
BT 113 CB LEU A 17 25.422 45.173 -6.306 1.00 27.46 C
BRF 114 CG LEU A 17 26.324 45.423 -5.097 1.00 30.92 C
Vi 1156 CD1 LEU A 17 26.050 46.796 —4.489 1.00 25.41 C
¥ 116 CD2 LEU A 17 26.144 44.330 -4.056 1.00 38.85 C
BT 117 C LEU A 17 24.503 43.689 -8.082 1.00 36.65 C
B¥ 118 O LEU A 17 23.671 42.807 -7.867 1.00 32.95 0
B 119 N LYS A 18 24.436 44.511 -9.126 1.00 41.44 N
BT 120 CA LYS A 18 23.311 44.486 -10.056 1.00 41.28 C
¥ 121 CB LYS A 18 23.424 45.621 —-11.074 1.00 42.95 C
BT 122 CG LYS A 18 23.288 47.007 -10.462 1.00 58.80 C
BT 123 CD LYS A 18 23.223 48.082 -11.532 1.00 54.49 C
BT 124 CE LYS A 18 21.944 47.969 -12.343 1.00 61.22 C
BT 125 NZ LYS A 18 20.732 48.098 -11.487 1.00 46.99 N
BT 126 C LYS A 18 23.219 43.145 -10.769 1.00 39.95 C
BT 127 0 LYS A 18 22.147 42.744 -11.222 1.00 39.78 0
BF 128 0 ALA A 19 24.825 39.263 -9.944 1.00 71.01 0
&5 129 N ALA A 19 24.354 42.461 -10.867 1.00 45.56 N
BF 130 CA ALA A 19 24.393 41.112 -11.409 1.00 40.28 C
EF 131 C ALA A 19 24.020 40.118 -10.319 1.00 53.13 C
BT 132 CB ALA A 19 25.774 40.801 -11.961 1.00 60. 65 C
BT 133 N ARG A 20 22.795 40.248 -9.812 1.00 61.43 N

[0077] J&F 134 CA ARG A 20 22.267 39.384 -8.754 1.00 37.19 C
BT 135 C ARG A 20 20.821 39.765 -8.471 1.00 37.46 C
BF 136 CB ARG A 20 23.096 39.509 -7.476 1.00 41.45 C
R 5 137 CG ARG A 20 24.308 38.600 -7.418 1.00 38.72 C
BT 138 CD ARG A 20 25.421 39.237 -6.611 1.00 35.43 C
B¥ 139 NE ARG A 20 25.433 38.782 -b5.225 1.00 53.26 N
Vi 140 CZ ARG A 20 26,310 39.192 -4.314 1.00 56.41 C
BF 141 NH1 ARG A 20 27.246 40.074 -4.637 1.00 48.41 N
¥ 142 NH2 ARG A 20 26.250 38.721 -3.077 1.00 54.77 N
&¥ 143 O ARG A 20 20.413 40.906 -8.704 1.00 36.64 0
BF 144 0 ALA A 24 15.541 36.870 -10.076 1.00 39.79 0
BT 145 N ALA A 24 18.206 36.872 -9.563 1.00 44.35 N
BT 146 CA ALA A 24 17.347 36.031 -8.735 1.00 35.99 C
BT 147 C ALA A 24 15.940 35.979 -9.325 1.00 25.91 C
BT 148 CB ALA A 24 17.311 36.552 -7.306 1.00 51.88 C
BT 149 N SER A 25 15.194 34.929 -8.995 1.00 27.61 N
BT 150 CA SER A 25 13.865 34.720 -9.568 1.00 28.55 C
BT 151 C SER A 25 12.852 35.685 -8.978 1.00 33.80 C
BT 152 CB SER A 25 13.389 33.285 -9.322 1.00 26.45 C
BT 153 0G SER A 25 13.194 33.050 -7.935 1.00 26.72 0
R¥ 154 0 SER A 25 13.085 36.274 -7.926 1.00 32.75 0
BT 155 N ALA A 26 11.724 35.842 -9.662 1.00 25.35 N
BT 156 CA ALA A 26 10.651 36.697 -9.178 1.00 30.23 C
BT 157 CB ALA A 26 9.550 36.798 -10.221 1.00 30.33 C
RF 158 C ALA A 26 10.093 36.183 -7.855 1.00 41.97 C
BF 159 0 ALAA 26 9.887 36.956 -6.915 1.00 29.96 0
BT 160 N GLU A 27 9.857 34.876 -7.786 1.00 29.13 N
BT 161 CA GLU A 27 9.259 34.265 —6.599 1.00 35.58 C
BT 162 CB GLU A 27 8.948 32.785 -6.850 1.00 44.60 C
BT 163 CG GLU A 27 10.150 31.956 -7.271 1.00 41.78 C
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BT 164 CD GLU A 27 9.784 30.522 -7.619 1.00 30.75 C
R 165 OE1 GLU A 27 8.587 30.172 -7.548 1.00 37.75 0
BRF 166 OE2 GLU A 27 10.698 29.744 -7.965 1.00 38.25 0
BT 167 C GLU A 27 10.135 34.431 -5.359 1.00 40.43 C
BF 168 0 GLU A 27 9.629 34.621 -4.248 1.00 35.50 0
BT 169 N GLU A 28 11.448 34.360 -5.550 1.00 26.73 N
BT 170 CA GLU A 28 12.388 34.567 -4.454 1.00 25.18 C
BF 171 CB GLU A 28 13.799 34.173 -4.889 1.00 32.27 C
RF 172 CG GLU A 28 14.901 34.646 -3.958 1.00 36.72 C
RF 173 CD GLU A 28 14.929 33.898 -2.638 1.00 35.59 C
&F 174 OEl1 GLU A 28 14.069 33.019 -2.419 1.00 31,32 0
BF 175 OE2 GLU A 28 15.820 34.189 -1.817 1.00 40.75 0
BT 176 C GLU A 28 12.368 36.022 -3.984 1.00 35.66 C
& 177 O GLU A 28 12.411 36.296 -2.788 1.00 30.01 0
BT 178 N ARG A 29 12.311 36.955 -4.928 1.00 28.72 N
BRF 179 CA ARG A 29 12.193 38.366 —4.581 1.00 23.20 C
BT 180 CB ARG A 29 12.061 39.230 -5.836 1.00 29.48 C
BT 181 CG ARG A 29 13.357 39.466 —6.583 1.00 49.86 C
BF 182 CD ARG A 29 13.168 40.525 -7.662 1.00 42.45 C
BF 183 NE ARG A 29 14.282 40.542 -8.602 1.00 42.62 N
RF 184 CZ ARG A 29 14.275 39.922 -9.778 1.00 50.33 C
BT 185 NH1 ARG A 29 13.207 39.238 -10.164 1.00 55.12 N
BT 186 NH2 ARG A 29 15.337 39.990 -10.569 1.00 44.99 N
BT 187 C ARG A 29 10.965 38.570 -3.713 1.00 31.67 C
BT 188 0 ARG A 29 11.015 39.269 -2.699 1.00 28.47 0
BT 189 N LEU A 30 9.856 37.965 —4.127 1.00 27.53 N
BF 190 CA LEU A 30 8.625 38.042 -3.358 1.00 28.33 C
BT 191 CB LEU A 30 7.465 37.396 -4.116 1.00 30.15 C

[0078] BRF 192 CG LEU A 30 6.996 38.144 -5.362 1.00 45.39 C
BT 193 CD1 LEU A 30 5.796 37.450 -5.986 1.00 46.77 C
T 194 CD2 LEU A 30 6.668 39.592 -5.021 1.00 40.81 C
BT 195 C LEU A 30 8.811 37.380 -2.002 1.00 38.43 C
BT 196 0 LEU A 30 8.290 37.861 -0.996 1.00 33.07 0
B 197 N ARG A 31 9.566 36.284 -1.976 1.00 35.43 N
RF 198 CA ARG A 31 9.822 35.565 -0.729 1.00 41.68 C
¥ 199 CB ARG A 31 10.693 34.330 -0.971 1.00 29.07 C
BT 200 CG ARG A 31 10.874 33.475 0.272 1.00 33.23 C
BF 201 CD ARG A 31 11.891 32.361 0.068 1.00 29.46 C
BT 202 NE ARG A 31 13.267 32.847 0.081 1.00 39.44 N
AT 203 CZ ARG A 31 13.985 33.032 1.185 1.00 25.86 C
BF 204 NHI ARG A 3l 13.452 32.777 2.371 1.00 34.69 N
BT 205 NHZ ARG A 31 15.232 33.472 1.105 1.00 32.18 N
BT 206 C ARG A 31 10.483 36.456 0.316 1.00 33.67 C
BT 207 O ARG A 31 9.963 36.624 1.421 1.00 33.31 0
BT 208 N GLN A 32 11.637 37.019 -0.031 1.00 24.06 N
BF 209 CA GLN A 32 12,363 37.873 0.902 1.00 25.72 C
BT 210 CB GLN A 32 13.760 38.213 0.375 1.00 28.10 C
BT 211 CG GLN A 32 14.696 37.025 0.328 1,00 25.46 C
BF 212 CD GLN A 32 16.121 37.415 0.013 1.00 25.28 C
BF 213 OEl1 GLN A 32 16.672 38.331 0.615 1.00 23.31 0
BT 214 NE2 GLN A 32 16.730 36.715 -0.939 1.00 29.70 N
BT 215 C GLN A 32 11.582 39.141 1.219 1.00 28.45 C
R 216 0 GLN A 32 11.682 39.680 2.324 1.00 26.1% 0
BT 217 N SER A 33 10.807 39.617 0.250 1.00 30.70 N
BF 218 CA SER A 33 9.949 40.770 0.477 1.00 29.80 C
BT 219 CB SER A 33 9.267 41.211 -0.821 1.00 27.34 C
BT 220 0G SER A 33 10.199 41.807 -1.713 1.00 17.82 0
BT 221 € SERA 33 8.924 40.474 1.575 1.00 28.38 C
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BT 222 0 SER A 33 8.645 41.327 2.412 1.00 22.62 0
BT 223 N ARG A 34 8.373 39.264 1.574 1.00 28.26 N
BF 224 CA ARG A 34 7.457 38.836 2.634 1.00 25.71 C
B 225 CB ARG A 34 6.891 37.445 2.336 1.00 32.46 C
BT 226 CG ARG A 34 5.978 37.348 1.131 1.00 41.80 C
BF 227 CD ARG A 34 5.694 35.881 0.824 1.00 54.66 C
¥ 228 NE ARG A 34 4.903 35.696 -0.388 1.00 68.80 N
BT 229 CZ ARG A 34 4.834 34.553 -1.063 1.00 56.35 C
BT 230 NH1 ARG A 34 5.518 33.493 -0.650 1.00 50.15 N
B 231 NH2 ARG A 34 4,089 34.470 -2.156 1.00 79.32 N
BT 232 C ARG A 34 8.151 38.788 3.992 1.00 29,41 C
BF 233 0 ARG A 34 7.560 39.131 5.017 1.00 23.86 0
BT 234 N VAL A 35 9.400 38.339 3.999 1.00 23.99 N
BF 235 CA VAL A 35 10.164 38.231 5.236 1.00 24.68 C
BF 236 CB VAL A 35 11.496 37.488 5.008 1.00 25.40 C
BF 237 CG1 VAL A 35 12.402 37.614 6.218 1.00 28.08 C
B¥ 238 (G2 VAL A 35 11.238 36.029 4.681 1.00 38.64 C
B 239 C VAL A 35 10.439 39.606 5.833 1.00 30.35 C
BT 240 O VAL A 35 10.278 39.818 7.032 1.00 20.23 0
BT 241 N LEU A 36 10.848 40.547 4.992 1.00 21.93 N
&F 242 CA LEU A 36 11.138 41.897 5.467 1.00 21.78 C
BT 243 CB LEU A 36 11.919 42.702  4.419 1.00 23.66 C
BT 244 CG LEU A 36 13.425 42.430 4.502 1.00 35.62 C
BT 245 CD1 LEU A 38 13.743 41.031 4.013 1.00 37.52 C
BT 246 CD2 LEU A 36 14.243 43.458  3.749 1,00 23.59 C
B F 247 C LEU A 36 9.882 42.631 5.907 1.00 22.77 C
BF 248 0 LEU A 36 9.919 43.402 6.864 1.00 27.98 0
& 249 N SER A 37 8.769 42.397 5.219 1.00 22.42 N

[0079] BF 250 CA SER A 37 7.516 43.040 5.607 1.00 22.36 C
BT 251 CB SER A 37 6.386 42.654 4.657 1.00 21.27 C
B F 252 06 SER A 37 6.678 43.051 3.332 1.00 38.43 0
BT 253 C SER A 37 7.150 42.681 7.047 1.00 27.18 C
BT 254 0 SER A 37 6.810 43.553 7.843 1.00 25.48 0
BT 255 N GLN A 38 7.227 41.394 7.372 1.00 21.53 N
BF 256 CA GLN A 38 6.979 40.930 8.734 1.00 20.43 C
BRF 257 CB GLN A 38 7.177 39.412 8.827 1.00 25.87 C
BF 258 CG GLN A 38 5.926 38.581 8.639 1.00 42.07 C
BT 259 CD GLN A 38 6.177 37.1068 8.921 1.00 47.66 C
JBF 260 OEl1 GLN A 38 6.849 36.419 8.149 1.00 39.58 0
B 261 NE2 GLN A 38 5.639 36.616 10.032 1.00 53.01 N
BB 262 C GLN A 38 7.918 41.615 9.711 1.00 22.28 C
R 263 0 GLN A 38 7.484 42.161 10.723 1.00 27.51 0
BT 264 N LYS A 39 9.212 41.567 9.408 1.00 17.06 N
BT 265 CA LYS A 39 10.221 42,196 10.249 1.00 23.59 C
BT 266 CB LYS A 39 11.625 41.990 9.670 1.00 24.01 C
BF 267 CG LYS A 39 12.235 40.619 9.951 1.00 24.33 C
e 268 (€D LYS A 39 11.230 39.501 9.707 1.00 44.61 C
BT 269 CE LYS A 39 11.848 38.123 9.900 1.00 67.70 C
BTF 270 NZ LYS A 39 10.893 37.036 9.530 1.00 39.24 N
BT 271 C LYS A 39 9,037 43.683 10.428 1.00 33.56 C
BT 272 0 LYS A 39 10.136 44.226 11.510 1.00 24.27 0
JBF 273 N VAL A 40 9,471 44.339 9.367 1.00 23.48 N
BT 274 CA VAL A 40 9,165 45.764 9.445 1.00 14.43 C
BT 275 CB VAL A 40 8.925 46.374 8.052 1.00 22.04 C
% F 276 CG1 VAL A 40 8.235 47.731 8.174 1.00 21.98 C
BT 277 CG2 VAL A 40 10. 243 46.509 7.308 1.00 24.26 C
BT 278 C VAL A 40 7.952 46.025 10.332 1.00 17.76 C
BT 279 0 VAL A 40 7.996 46.863 11.235 1.00 26.13 0
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BT 280 N ILE A 41 6.875 45.292 10.082 1.00 21.04 N
BT 281 CA ILE A 41 5.642 45.464 10.839 1.00 25.86 C
BT 282 CB ILE A 41 4.514 44.562 10.283 1.00 29.42 C
BRF 283 CG1 ILE A 41 4,289 44.853 8.798 1.00 28.69 C
BT 284 CD1 ILE A 41 4.191 46.314 8.466 1.00 35.88 C
BT 285 CG2 ILE A 41 3.221 44.753 11.063 1.00 40.69 C
RT 286 C ILE A 41 5.838 45.229 12.344 1.00 27.75 C
BT 287 O ILE A 41 5,097 45.771 13.164 1.00 25.32 0
BT 288 N ALA A 42 6. 848 44.440 12.702 1.00 32.49 N
BT 289 CA ALA A 42 7.141 44.158 14.107 1.00 25.62 C
BT 290 CB ALA A 42 7.619 42.732 14.268 1.00 30.29 C
BRF 291 C ALA A 42 8. 178 45.125 14.671 1.00 35.06 C
BT 292 0 ALA A 42 8.517 45.070 15.853 1.00 22.26 0
T 293 N HIS A 43 8.680 46.010 13.818 1.00 21.52 N
BT 294 CA HIS A 43 9.767 46.904 14.191 1.00 28.56 C
¥ 295 CB HIS A 43 10. 457 47.420 12.929 1.00 16.20 C
BT 296 CG HIS A 43 11.768 48.087 13.185 1.00 18.79 C
BRF 297 ND1 HIS A 43 12.975 47.480 12.916 1.00 24.92 N
BF 298 CE1 HIS A 43 13.958 48.303 13.232 1.00 23.25 C
B 299 NEZ HIS A 43 13.432 49.421 13.698 1.00 26.95 N
BF 300 CD2 HIS A 43 12.063 49.312 13.677 1.00 22.20 C
BT 301 C HIS A 43 9.274 48.068 15.059 1.00 22.73 C
BT 302 0 HIS A 43 8.260 48.697 14.756 1.00 21.61 0
BT 303 N SER A 44 10.002 48.343 16.139 1.00 22.37 N
BT 304 CA SER A 44 9.590 49.343 17.122 1.00 20.61 C
BT 305 CB SER A 44 10.5565 49.349 18.312 1.00 31.97 C
BT 306 0G SER A 44 10. 705 48.048 18.852 1.00 48.48 0
BF 307 C SER A 44 9.498 50.749 16.544 1.00 21.93 C

[0080] BT 308 0 SER A 44 8.541 51.480 16.815 1.00 20.41 0
BT 309 N GLU A 45 10.509 51.136 15.773 1.00 22.14 N
R 310 CA GLU A 45 10. 539 52.462 15.164 1.00 23.22 C
BRF 311 CB GLU A 45 11.893 52.726 14.507 1.00 25.20 C
BT 312 CG GLU A 45 13.038 52.844 15.499 1.00 37.59 C
BRF 313 CD GLU A 45 12.835 53.974 16.490 1.00 33.35 C
BT 314 OEl GLU A 45 11.963 54.838 16.247 1.00 43.69 0
BF 315 OE2 GLU A 45 13.550 54.003 17.511 1.00 40.93 0
BT 316 C GLU A 45 9.419 52.618 14.147 1.00 22.83 C
BF 317 0 GLU A 45 8.814 53.677 14.040 1.00 20.87 0
BT 318 N TYR A 46 9.138 51.555 13.401 1.00 19.12 N
BT 319 CA TYR A 46 8.025 51.577 12.465 1.00 16.98 C
BT 320 CB TYR A 46 8.010 50.322 11.5685 1.00 23,01 C
BT 321 CG TYR A 46 6. 734 50.206 10.796 1.00 24.44 C
BT 322 CD1 TYR A 46 6.536 50.968 9.648 1.00 21.44 C
BT 323 CE1 TYR A 46 5.366 50.885 8.931 1.00 16.96 C
BT 324 CZ TYR A 46 4,368 50.039 9.355 1.00 20.20 C
BF 325 OH TYR A 46 3.204 49.957 8.640 1.00 21.52 0
BT 326 CE2 TYR A 46 4.534 49.272 10.496 1.00 19.97 C
BT 327 CD2 TYR A 46 5.711 49.363 11.211 1.00 15.93 C
BT 3288 C TYR A 46 6.682 51.717 13.184 1.00 20.85 C
BT 3290 0 TYR A 46 5.871 52.573 12.844 1,00 19.38 0
BT 330 N GLN A 47 6.450 50.877 14.184 1.00 19.28 N
BT 331 CA GLN A 47 5.198 50.922 14.930 1.00 14.19 C
Ve 332 CB GLN A 47 5.176 49.824 16.002 1.00 16.91 C
BF 333 CG GLN A 47 5.188 48.424 15.411 1.00 19.60 C
BT 334 CD GLN A 47 5.101 47.338 16.469 1.00 40.49 C
BT 335 OEl GLN A 47 4.964 47.622 17.659 1.00 37.67 0
BT 336 NEZ GLN A 47 5.176 46.087 16.037 1.00 39.61 N
BT 337 C GLN A 47 4.924 52.293 15.558 1.00 12.06 C
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B¥ 338 0 GLN A 47 3.778 52.730 15.635 1.00 21.70 0
RF 339 N LYS A 48 5.978 52.970 15.999 1.00 19.97 N
RF 340 CA LYS A 48 5,827 54.259 16.671 1.00 17.17 C
BT 341 CB LYS A 48 7.006 54.515 17.618 1.00 27.76 C
BF 342 CG LYS A 48 7.112 53.527 18.771 1.00 37.26 C
RF 343 CD LYS A 48 8.440 53.680 19.506 1.00 30.89 C
RF 344 CE LYS A 48 8.577 52.666 20.637 1,00 50.38 C
BT 345 NZ LYS A 48 7.673 52.974 21.777 1.00 44.93 N
BF 346 C LYS A 48 5.695 55.422 15.692 1.00 16.94 C
BT 347 O LYS A 48 5.124 56.455 16.029 - 1.00 18.50 0
BT 348 N SER A 49 6.215 55.245 14.480 1.00 15.50 N
BT 349 CA SER A 49 6.311 56.339 13.506 1.00 13.40 C
BF 350 CB SER A 49 7.066 55.873 12,261 1.00 27.57 C
BT 351 OG SER A 49 6.305 54.918 11.541 1.00 31.97 0
BT 352 C SER A 49 4.945 56.896 13.108 1.00 25.05 C
BT 363 O SER A 49 3.985 56.146 12.951 1.00 21.43 0
BF 354 N LYS A 50 4.864 58.216 12.943 1.00 16,42 N
J&F 355 CA LYS A 50 3.601 58.862 12.612 1.00 17.77 C
BT 356 CB LYS A 50 3.302 59.988 13.610 1.00 28.48 C
BT 357 CG LYS A 50 3.194 59.509 15.058 1.00 33.04 C
BT 358 CD LYS A 50 3.129 60.682 16.036 1.00 30.85 C
T 359 CE LYS A 50 2.981 60.202 17.482 1.00 34.00 C
BT 360 NZ LYS A 50 3.947 59.122 17.818 1.00 40.38 N
BT 361 C LYS A 50 3.606 59.401 11.183 1.00 15.40 C
BT 362 0 LYS A 50 2.587 59.369 10.505 1.00 19.29 0
BF 363 N ARG A 5l 4,760 59.890 10.738 1.00 20.01 N
RT 364 CA ARG A 51 4.916 60.451 9.389 1.00 14.97 C
BT 365 CB ARG A 51 5,191 61.954 9.459 1.00 15.66 C

[0081] BT 366 CG ARG A 51 4,092 62.729 10.172 1.00 27.60 C
BF 367 CD ARG A 51 4.522 64.141 10.542 1.00 21.27 C
RF 368 NE ARG A 51 5.016 64.880 9.386 1.00 19.76 N
BT 369 CZ ARG A 51 4.242 65.464 8.480 1.00 22. 32 C
BT 370 NH1 ARG A 51 2.922 65.399 B.588 1.00 26.48 N
BT 371 NH2 ARG A 51 4.790 66.113 7.462 1.00 21.46 N
BT 372 C ARG A 51 6.066 59.720 8.704 1.00 11.45 C
BT 373 0 ARG A 51 7.194 59.7568 9.163 1.00 20.00 0
B 374 N ILE A 52 5.742 59.043 7.609 1.00 16,68 N
BT 375 CA ILE A 52 6.656 58.071 7.035 1.00 13.49 C
BT 376 CB ILE A 52 6.128 56.647 7.315 1.00 20.95 C
BT 377 CGl1 ILE A 52 7.215 55.590 7.111 1.00 33.17 C
BT 378 CDl ILE A 52 6.919 b4.295 7.847 1.00 36.27 C
BT 379 CG2 ILE A 52 4,884 56.362 6.489 1.00 25.67 C
BF 380 C ILE A 52 6.878 58.264 5.533 1.00 14.94 C
BT 381 0 ILEA 52 5.953 58.590 4.795 1.00 20.16 0
RF 382 N SER A 53 8.121 58,078 5.099 1.00 16.91 N
BT 383 CA SER A 53 8.460 58.090 3.678 1.00 12.88 C
JBF 384 CB SER A 53 9.664 58.984 3.418 1.00 10.77 C
BT 385 0OG SER A 53 10.162 58.779 2.103 1.00 18.76 0
BT 386 C SER A 53 8.813 b56.682 3.244 1.00 13.34 C
Vi 387 0 SER A 53 9.605 56.005 3.895 1.00 19.72 0
BT 388 N ILE A 54 8.223 56.242 2.142 1.00 13.26 N
BT 389 CA ILEA 54 8.505 54.914 1.622 1.00 11.68 C
BT 390 CB ILE A 54 7.410 53.912 2,019 1.00 9.55 C
BT 391 CG1 ILE A 54 7.809 52.489 1.620 1.00 18.54 C
BT 392 CD1 ILE A 54 7.118 51.416 2,451 1.00 16.51 C
BT 393 CGZ2 ILE A 54 6.063 54.307 1.432 1.00 13.71 C
BT 394 C ILE A 54 8.620 54.968 0.110 1.00 12.72 C
BT 395 0 ILE A 54 7.929 55.751 -0.536 1.00 14.87 0
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BT 396 N PHE A 55 9.499 b54.137 -0.444 1.00 13.10 N
BT 397 CA PHE A 55 9.686 54.070 -1.889 1.00 14.41 C
RF 398 CB PHE A 55 11.153 53.793 -2.246 1.00 13.26 C
BT 399 CG PHE A 55 11.700 52.524 -1.649 1.00 19.87 C
BT 400 CD1 PHE A 55 11.614 51.321 -2.335 1.00 27.12 C
BT 401 CE1 PHE A 55 12.121 50.155 -1.789 1.00 15.81 C
BT 402 CZ PHE A 55 12.7256 50.1381 -0.545 1.00 21.00 C
BT 403 CE2 PHE A 55 12,825 51.372 0.148 1.00 15.07 C
BT 404 CD2Z PHE A 55 12.311 52.536 -0.404 1.00 20.17 C
RF 405 C PHE A 55 8.786 53.036 -2.552 1.00 19.61 C
BT 406 O PHE A 55 8.351 52.057 -1.929 1.00 15.86 0
BRF 407 N LEU A 56 8.503 53.287 -3.825 1.00 16.80 N
BT 408 CA LEU A 56 7.779 52.363 -4.676 1.00 22.49 C
Vo 409 CB LEU A 56 6.912 53.149 ~-5.663 1.00 17.52 C
BT 410 CG LEU A 56 5.509 53.576 -5.200 1.00 23.24 C
BT 411 CD1 LEU A 56 5.316 53.449 -3.692 1.00 29.19 C
BT 412 CD2 LEU A 56 5.148 54.977 -5.684 1.00 22.10 C
BT 413 C LEU A 56 8.820 51.503 -5.393 1.00 26.29 C
RF 414 O LEU A 56 9.746 52.025 -6.011 1.00 23.65 0
BF 415 N SER A 57 8.673 50.187 -5.293 1.00 23.61 N
BT 416 CA SER A 57 9.762 49.2656 -5.610 1.00 17.84 C
BT 417 CB SER A 57 9.491 47.888 -4.994 1.00 22.59 C
BT 418 0G SER A 57 9.259 47.989 -3.604 1.00 21.37 0
BT 419 C SER A 57 10.022 49.075 -7.100 1.00 21.93 C
7T 420 O SER A 57 9.098 48.920 -7.883 1.00 19.86 0
BT 421 N MET A 58 11.294 49.069 -7.475 1.00 18.94 N
BRF 422 CA MET A 58 11.681 48.614 -8.802 1.00 18.39 C
BF 423 CB MET A 58 12.963 49.295 -9.245 1.00 23.41 C
[0082] BT 424 CG MET A 58 12.867 50.798 -9.212 1.00 39.53 C
BT 425 SD MET A 58 14,183 51.562 -10.141 1.00 43.98 S
BT 426 CE MET A 58 13.978 53.2656 -9.615 1.00 46. 38 C
BT 427 C MET A 58 11.879 47.115 -8.721 1.00 24.53 C
J&F 428 0 MET A 58 11.714 46.528 -7.656 1.00 19.29 0
RF 429 N GLN A 59 12.240 46.488 -9.833 1.00 26.67 N
BT 430 CA GLN A 59 12.323 45.032 -9.857 1.00 30.96 C
R 431 CB GLN A 59 12,188 44.497 -11.286 1.00 35.93 C
RF 432 CG GLN A 59 10. 768 44,556 -11.813 1.00 26.18 C
RF 433 CD GLN A 59 9.774 43.877 -10.889 1.00 52.89 C
BT 434 OE1 GLN A 59 9.928 42.703 -10.542 1.00 48.41 0
BF 435 NE2 GLN A 59 8.742 44.612 -10.488 1.00 54.44 N
RF 436 C GLN A 59 13.577 44.492 -9.180 1.00 23.90 C
RF 437 0 GLN A 59 13.653 43.307 -8.865 1.00 31.79 0
BT 438 N ASP A 60 14,556 45.360 -8.949 1.00 27.50 N
BT 439 CA ASP A 60 15.761 44.960 -8.233 1.00 28.43 C
BF 440 CB ASP A 60 17.013 45.492 -8.934 1.00 26.48 C
BF 441 CG ASP A 60 16,945 46.985 -9.203 1.00 36.97 C
B 442 OD1 ASP A 60 15.920 47.615 -8.865 1.00 32.78 0
BT 443 OD2 ASP A 60 17.922 47.534 -9.754 1.00 42.07 0
RF 444 C ASP A 60 15.721 45.427 -6.781 1.00 24.71 C
BT 445 0 ASP A 60 16. 761 45.591 -6.143 1.00 28.34 0
BT 446 N GLU A 61 14.5613 45.637 -6.268 1.00 27.61 N
BT 447 CA GLU A 61 14. 328 46.138 -4.910 1.00 24.96 C
BT 448 CB GLU A 61 13.878 47.604 -4.936 1.00 26.62 C
BT 449 CG GLU A 61 14.924 48.576 -5.455 1.00 30.58 C
BT 450 CD GLU A 61 14.472 50.028 -5.387 1.00 26.47 C
7T 451 OE1 GLU A 61 13.262 50.288 -5.535 1.00 22.29 0
RF 452 OE2 GLU A 61 15.333 50.911 -5.196 1.00 31.42 0
BT 453 C GLU A 61 13.303 45.320 -4.135 1.00 17.14 C
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BT 454 0 GLU A 61 12.352 44.783 -4.704 1.00 20.61 0
BF 455 N ILE A 62 13.496 45.239 -2.825 1.00 25.39 N
B¥ 456 CA ILE A 62 12.476 44.684 -1.954 1.00 17.59 C
BT 457 CB ILE A 62 12.806 44.949 -0.476 1.00 22.40 C
¥ 458 CGl ILE A 62 13.861 43.958 0.017 1.00 20.48 C
BF 459 (D1 ILE A 62 13.319 42.569 0.251 1.00 24.09 C
J&F 460 CG2 ILE A 62 11.548 44.848 0.379 1.00 24.10 C
BT 461 C ILE A 62 11.136 45.322 -2.292 1.00 19.41 C
RF 462 0 ILE A 82 11.037 46.538 -2.445 1.00 22.11 0
BT 463 N GLU A 63 10. 106 44.496 -2.412 1.00 16.08 N
BT 464 CA GLU A 63 8,772 44.979 -2.741 1.00 22.42 C
BT 465 CB GLU A 63 7.933 43.840 -3.330 1.00 25.16 C
BT 466 CG GLU A 63 6.484 44.189 -3.612 1.00 24.33 C
BT 467 CD GLU A 63 6.338 45.395 -4.515 1.00 30.86 C
BT 468 OFE1 GLU A 63 6.860 45.354 -5.649 1.00 26.68 0
BT 469 O0E2 GLU A 63 5.692 46.378 -4.092 1.00 23.20 0
BT 470 C GLU A 63 8.106 45.564 -1.494 1.00 34.23 C
BT 471 0 GLU A 63 7.999 44.890 -0.470 1.00 21.19 0
BF 472 N THR A 64 7.677 46.822 -1.580 1.00 24.63 N
BT 473 CA THR A 64 7.105 47.520 -0.428 1.00 17.78 C
BF 474 CB THR A 64 7.580 48.997 -0.363 1.00 13.48 C
BF 475 0G1 THR A 64 7.356 49.636 -1.624 1.00 16.39 0
B 476 CG2 THR A 64 9.055 49.082 -0.011 1.00 18.79 C
¥ 477 C THR A 64 5.577 47.514 -0.393 1.00 15.13 C
BT 478 0 THR A 64 4,975 48.099 0.510 1.00 19.26 0
BT 479 N GLU A 65 4,945 46.863 -1.365 1.00 16.86 N
BT 480 CA GLU A 65 3.484 46.862 -1.443 1.00 16.91 C
FB-F 481 CB GLU A 65 2,998 45.940 -2.568 1.00 21.54 C

[0083] BT 482 CG GLU A 65 1.489 45.757 -2.610 1.00 40.13 C
BT 483 CD GLU A 65 1.035 44.842 -3.736 1.00 60.76 C
BT 484 OEl GLU A 65 1.614 44.915 -4.841 1.00 54.24 0
JBF 485 OE2 GLU A 65 0.091 44.053 -3.518 1.00 55.99 0
BT 48 C GLU A 65 2.804 46.483 -0.118 1,00 21.16 C
¥ 487 0 GLU A 65 1.858 47.142 0.311 1.00 25.74 0
Bt 488 N GLU A 66 3.291 45.431 0.529 1.00 15.79 N
BT 489 CA GLU A 66 2.683 44.962 1.773 1.00 19.83 C
BT 490 CB GLU A 66 3.311 43.636 2.221 1.00 23.36 C
BF 491 CG GLU A 66 2.702 43.039 3.486 1.00 34.17 C
BT 492 CD GLU A 66 3.207 41.629 3.773 1.00 47.04 C
BT 493 OEl GLU A 66 3.314 40.819 2.823 1.00 32.93 0
BF 494 OE2 GLU A 66 3,493 41.328 4.951 1.00 56.71 0
BT 495 C GLU A 66 2.782 46.007 2.882 1.00 22.53 C
BF 496 0 GLU A 66 1.805 46.278 3.579 1.00 16.36 0
BF 497 N ILE A 67 3,966 46.588 3.038 1.00 18.54 N
B 498 CA ILE A 67 4,203 47.609 4.060 1.00 17.49 C
BF 499 CB ILE A 67 5.692 48.004 4.103 1.00 19.60 C
BF 500 CG1 ILE A 67 6.540 46.773 4.430 1.00 14.85 C
B-F 501 CD1 ILE A 67 8.000 46.902 4.057 1.00 19.73 C
BF 502 CG2 ILE A 67 5.941 49.121 5.138 1.00 16. 26 C
B¥ 503 C ILE A 67 3.323 48.840 3.831 1.00 24.36 C
B-F 504 0 ILE A 67 2.770 49.403 4.774 1.00 22,98 0
BT 505 N ILE A 68 3,183 49.246 2.572 1.00 20.62 N
BT 506 CA ILE A 68 2.340 50.389 2.235 1.00 16.34 C
¥ 507 CB ILE A 68 2.408 50.726 0.725 1.00 18.50 C
¥ 508 CGl1 ILE A 68 3.817 51.189 0.359 1.00 15.55 c
BT 509 CD1 ILE A 68 4,028 51.413 -1.144 1.00 22.42 C
JEF 510 CG2 ILE A 68 1.397 51.812 0.367 1.00 17.21 C
BF 511 C TILE A 68 0.890 50.165 2.662 1.00 18.71 C
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BF 512 0 ILEA 68 0.229 51.082 3.143 1.00 18.46 0
BF 513 N LYSA 69 0.392 48.948 2.481 1.00 23.08 N
JBF 514 CA LYS A 69 ~0.967 48.636 2.898 1.00 23.13 C
BF 515 CB LYS A 69 ~1.360 47.230 2.444 1.00 31.31 C
BF 516 CG LYS A 69 ~1.380 47.078 0.928 1.00 44,40 C
F&F 517 CD LYS A 69 ~1.778 45.679  0.495 1.00 53.21 C
¥ 518 CE LYS A 69 ~1.932 45.603 -1.017 1.00 46. 43 C
BF 519 NZ LYS A 69 ~2.159 44.206 -1.479 1.00 45.01 N
BF 520 C LYSA 69 -1.091 48.780 4.411 1.00 23.28 C
BF 521 0 LYS A 69 —2.074 49.325 4.916 1.00 22.88 0
BF 522 N ASP A 70 '-0.070 48.316 5.124 1.00 21.90 N
JF 523 CA ASP A 70 ~0.055 48.361 6.586 1.00 17.42 C
J&F 524 CB ASP A 70 1.094 47.506 7.122 1.00 20.83 C
BF 525 CG ASP A 70 0.995 47.262 8.618 1.00 20.73 C
J&F 526 ODl ASP A 70 0.255 46.345 9.027 1.00 27.16 0
BF 527 0D2 ASP A 70 1.669 47.984 9.377 1.00 20.98 0
BF 528 C ASP A 70 0.073 49.787 7.106 1.00 26.11 C
BF 529 0 ASP A 70 ~0.522 50.139 8.125 1.00 22.63 0
&F 530 N ILEA 71 0.861 50.600 6.405 1.00 17.60 N
BF 531 CA ILEA 71 1.048 52.004 6.765 1.00 16.68 C
BEF 532 CB ILEA 71 1.919 52.740 5.707 1.00 16.26 C
JF 533 CGl ILE A 71 3.399 52.409 5.920 1.00 14.67 C
J&F 534 CDL ILE A 71 4.322 52.913 4.830 1.00 18.09 c
J&F 535 CG2 ILE A 71 1.683 54.247 5.767 1.00 11.70 C
BF 53 C ILEA 71 ~0.300 52.702 6.901 1.00 16.17 C
BF 537 0 ILEA 7l 0.547 53.423 7.866 1.00 24.60 0
JBEF 538 N PHEA 72 ~1.173 52.483 5.924 1.00 22.98 N
JB&F 539 CA PHE A 72 —2.492 53.103 5.939 1.00 26.99 C
J&F 540 CB PHE A 72 ~3.108 53.099 4.539 1.00 20.96 C

[0084] &3 541 COG PHE A 72 ~2.446 54.065 3.587 1.00 20.54 C
JF 542 CDl PHE A 72 ~2.685 55.430 3.689 1.00 23.67 C
J&F 543 CEl PHE A 72 -2.080 56.327 2.824 1.00 25.01 C
JF 544 CZ PHE A 72 1,223 55.863 1.842 1.00 20.00 C
JBF 545 CE2 PHE A 72 -0.970 54.503 1.729 1.00 23.87 C
JBF 546 CD2 PHE A 72 -1.583 53.611 2.599 1.00 22.22 C
JBF 547 C PHE A 72 3,428 52.462 6.969 1.00 26.30 C
JF 548 0 PHE A 72 ~4.289 53.140 7.532 1.00 26.98 0
BF 549 N GLN A 73 -3.950 51.167 7.216 1.00 22.02 N
JBF 550 CA GLN A 73 -4.000 50.477 8.269 1.00 21.95 C
J&F 551 CB GLN A 73 '3.574 49.013 8.379 1.00 21.12 C
JEF 552 G GLN A 73 ~4.086 48.102 7.279 1.00 51.05 C
JBF 553 CD GLN A 73 ~3.911 46.633 7.627 1.00 43.93 C
J&F 554 OEl GLN A 73 _3.850 46.264 8.802 1.00 51.65 0
JBF 555 NE2 GLN A 73 ~3.831 45.789 6.606 1.00 54.07 N
JBF 556 C GLN A 73 -3.766 51.145 9.616 1.00 24.92 C
BF 557 0 GLNA 73 -4.694 51.308 10.413 1.00 27.83 0
BF 558 N ARG A 74 2,512 51.512 9.865 1.00 24.55 N
JF 559 CA ARG A 74 —2.106 52.094 11.138 1.00 23.81 C
J&F 560 CB ARG A 74 ~0.648 51.734 11.444 1.00 24.23 C
JF 561 CGC ARG A 74 ~0.381 50.234 11.592 1.00 27.27 C
BF 562 CD ARG A 74 1.064 49.981 12.011 1.00 25.40 C
JBF 563 NE ARG A 74 1.354 48.570 12.263 1.00 28.74 N
JBF 564 CZ ARG A 74 1.647 48.062 13.458 1.00 37.24 C
J&F 565 NHI ARG A 74 1.698 48.845 14.533 1.00 24.85 N
J&F 566 NH2 ARG A 74 1.894 46.764 13.581 1.00 35.82 N
BF 567 C ARG A 74 -2.296 53.613 11.154 1.00 23.64 C
BF 568 O ARG A T4 ~1.865 54.298 12.091 1.00 20.21 0
BF 569 N GLY A 75 -2.950 54.130 10.119 1.00 27.49 N
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JBF 570 CA GLY A 75 -3.242 55.552 10.027 1.00 24.55 C
B-F 571 C GLY A 75 -2.022 56.451 10.048 1.00 24.00 C
JB-F 572 0 GLY A 75 -2.053 57.529 10.643 1.00 23.30 0
& 573 N LYS A 76 -0.941 56.021 9.403 1.00 20.38 N
¥ 574 CA LYS A 76 0.247 56.880 9.309 1.00 23.69 C
BT 575 CB LYS A 76 1.514 56.015 9.152 1.00 16.61 C
BT 576 CG LYS A 76 1.716 54.959 10.247 1.00 18.34 C
B-F 577 CD LYS A 76 3.056 54,258 10.099 1.00 19.29 C
¥ 578 CE LYS A 76 3.183 53.075 11.053 1.00 20.33 C
BT 579 NZ LYS A 76 3.049 53.496 12.483 1.00 23.43 N
Vi n 580 C LYS A 76 0.105 57.812 8.130 1,00 18.93 C
BF 581 0 LYSA 76 -0.603 57.513 7.169 1.00 21.11 0
BF 582 N ILE A 77 0.766 58.961 8.214 1.00 24.39 N
¥ 583 CA ILE A 77 0.834 59.884 7.087 1.00 19.24 C
BT 584 CB ILE A 77 1.138 61.321 7.540 1.00 25.61 C
B F 585 (Gl ILE A 77 0.286 61.692 8.755 1.00 27.94 C
BF 586 CD1 ILE A 77 -1.207 61.676 8.488 1.00 25.96 C
BF 587 CG2 ILE A 77 0.928 62.306 6.372 1.00 18.92 C
BT 588 C ILE A 77 1.942 59.419 6.156 1.00 15.35 C
B F 589 0 ILE A 77 3.109 59.393 6.543 1.00 17.65 0
BT 500 N CYS A 78 1.571 59.074 4.926 1.00 21.25 N
B F 591 CA CYS A 78 2.472 58.401 3.998 1.00 23.06 C
BF 592 CB CYS A 78 1.767 57.168  3.428 1.00 22.33 C
BF 593 SG CYS A 78 2.818 56.039 2.511 1.00 22.20 S
T 594 C CYS A 78 2.937 59.307 2.851 1.00 17.27 C
¥ 595 0 CYS A 78 2.118 59.916 2.164 1.00 17.99 0
BT 596 N PHE A 79 4,252 59,383 2.658 1.00 18.25 N
& F 597 CA PHE A 79 4.857 60.196 1.603 1.00 18.13 C

[0085] B -F 598 CB PHE A 79 5.747 61.290 2.199 1.00 18.65 C
BF 599 CG PHE A 79 5.020 62.273 3.080 1.00 17.53 C
¥ 600 CD1 PHE A 79 4,521 63.453 2.556 1.00 15.06 C
JBF 601 CE1 PHE A 79 3.865 64.365 3.358 1.00 14.19 C
B F 602 CZ PHE A 79 3.704 64.107 4.709 1.00 14.77 C
BT 603 CE2 PHE A 79 4.212 62.936 5.248 1.00 15.96 C
JF 604 CD2 PHE A 79 4,865 62.028 4.434 1,00 16.36 C
RF 605 C PHE A 79 5.728 59.322 0.707 1.00 18.80 C
BT 606 0 PHE A 79 6.409 58,425 1.192 1.00 15.18 0
BT 607 N ILE A 80 5.721 59.600 -0.594 1.00 16.46 N
BF 608 CA ILE A 80 6.558 58.866 -1.539 1.00 15.99 C
BT 609 CB ILE A 80 5.713 58.031 -2.515 1,00 12.89 C
BF 610 CGl1 ILE A 80 4,788 58.934 -3.332 1.00 15.58 C
B-F 611 CD1 ILE A 80 4,203 58.251 -4.558 1.00 15.91 C
JB.F 612 CG2 ILE A 80 4.929 56.951 -1.744 1.00 14.97 C
BT 613 C ILE A 80 7.469 59.811 -2.326 1.00 19.38 C
J&.F 614 0 ILE A 80 7.190 61.002 -2.437 1.00 16.49 0
BF 615 N PRO A 81 8.570 59.281 -2.870 1.00 19.50 N
BT 616 CA PRO A 81 9.521 60.124 -3.598 1.00 17.14 C
B F 617 CB PRO A 81 10.616 59.134 -4.011 1.00 22.73 C
BF 618 CG PRO A 81 10.510 58.025 -3.012 1.00 16.04 C
BF 619 CD PRO A 81 9.044 57.892 -2.756 1.00 19.69 C
BF 620 C PRO A 81 8.919 60.764 -4.844 1.00 18.98 C
B 621 O PRO A 81 8.166 60.127 -5.579 1.00 16.22 0
BF 622 N ARG A 82 9,248 62.032 -5.065 1.00 12.60 N
BF 623 CA ARG A 82 9.004 62.664 -6.357 1.00 16.55 (o
B F 624 CB ARG A 82 7.898 63.711 -6.262 1.00 16.61 C
BF 625 CG ARG A 82 7.471 64.291 -7.626 1,00 19.56 C
B 626 CD ARG A 82 6.560 65.491 -7.437 1.00 17.50 C
BT 627 NE ARG A 82 7.236 66.536 -6.677 1.00 22.10 N
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BF 628 CZ ARG A 82 6.626 67.555 -6.081 1.00 19.29 C
BT 629 NH1 ARG A 82 5.305 67.684 -6.157 1.00 18.40 N
BT 630 NH2 ARG A 82 7.346 68.449 -5.407 1.00 15.85 N
&T 631 C ARG A 82 10.323 63.276 -6.821 1.00 15.35 C
&5 632 0O ARG A 82 10. 756 64.297 -6.299 1.00 19.11 0
RF 633 N TYR A 83 10.972 62.617 -7.777 1.00 12.69 N
BT 634 CA TYR A 83 12.304 63.001 -8.229 1.00 16.04 C
R¥ 635 CB TYR A 83 13.046 61.795 -8.820 1.00 21.19 C
¥ 636 CG TYR A 83 13.288 60.639 -7.885 1.00 28.11 C
BT 637 CD1 TYR A 83 14.354 60.649 -6.991 1.00 34.10 C
BT 638 CEl TYR A 83 14.587 59.577 -6.144 1.00 35.45 C
BT 639 CZ TYR A 83 13.755 58.479 -6.194 1.00 30.39 C
BT 640 OH TYR A 83 13.976 57.409 -5,359 1.00 37.03 0
¥ 641 CE2 TYR A 83 12.699 58.442 -7.080 1.00 26.33 C
BT 642 CD2 TYR A 83 12.473 59.517 -7.919 1.00 26.99 C
BF 643 C TYR A 83 12.258 64.061 -9.320 1.00 25.94 C
BF 644 O TYR A 83 11.385 64.032 -10.184 1.00 24.13 0
BT 645 N ARG A 84 13.218 64.981 -9.277 1.00 18.56 N
BT 646 CA ARG A 84 13. 487 65.894 ~10.387 1.00 26.36 C
B 647 CB ARG A 84 13.797 67.299 -9.859 1.00 27.78 C
BT 648 CG ARG A 84 12.587 68.196 -9.688 1.00 44.46 C
BT 649 CD ARG A 84 12.381 69.097 ~10.902 1.00 53.84 C
B 650 NE ARG A 84 13.438 70.098 ~11.041 1.00 50.39 N
BT 651 CZ ARG A 84 13.447 71.049 ~11.972 1.00 52. 86 C
ET 652 NH1 ARG A 84 12.454 71.128 -12.845 1.00 47.82 N
BT 653 NH2 ARG A 84 14.447 71.918 -12.035 1.00 52.96 N
B¥ 654 C ARG A 84 14. 688 65.371 ~11.162 1.00 30.79 C
BF 655 O ARG A 84 15. 826 65.542 ~10.732 1.00 35.32 0
[0086] BT 656 N PHE A 85 14.434 64.735 ~12.302 1.00 31.46 N
BT 657 CA PHE A 85 15.493 64.083 -13.069 1.00 34.15 C
BT 658 CB PHE A 85 14,904 63.344 -14.275 1.00 38.51 C
BT 659 CG PHE A 85 14. 178 62.078 -13.912 1.00 41.30 C
BT 660 CD1 PHE A 85 13.169 62.088 -12.963 1.00 33.90 C
BT 661 CEl PHE A 85 12.502 60.927 -12.624 1.00 43.21 C
BT 662 CZ PHE A B5 12.833 59.738 -13.239 1.00 53:72 C
BF 663 CE2 PHE A 85 13.833 59.712 -14.192 1.00 45. 46 C
BT 664 CD2 PHE A 85 14. 500 60.878 -14.524 1.00 60. 65 C
BT 665 C PHE A B85 16. 586 65.055 -13.511 1.00 38.16 C
BF 666 0 PHE A 85 17.743 64.670 -13.675 1.00 45.10 0
BT 667 N GLN A 86 16.216 66.318 13,687 1.00 34.40 N
BT 668 CA GLN A 86 17.166 67.345 -14.097 1.00 48.20 C
BT 669 CB GLN A 86 16. 462 68.695 —~14.270 1.00 45.13 c
B F 670 CG GLN A 86 15.548 68.786 -15,485 1.00 58.93 C
BT 671 CD GLN A 86 14. 142 68.282 -15.212 1.00 61.91 C
J&-F 672 OEl GLN A 86 13.927 67.428 -14. 351 1.00 40. 87 0
RF 673 NE2 GLN A 86 13.173 68.810 -15.951 1.00 59.53 N
BT 674 C GLN A 86 18.344 67.494 -13.130 1.00 50.67 C
BT 675 O GLN A 86 19.414 67.958 -13.523 1.00 41.28 0
BT 676 N SER A 87 18.151 67.107 -11.871 1.00 42.01 N
BF 677 CA SER A 87 19.204 67.259 -10.865 1.00 31.25 C
BT 678 CB SER A 87 19.095 68.620 —10.175 1.00 41.11 C
BF 679 0G SER A 87 17.921 68.701 -9.385 1.00 48.30 0
Vit 680 C SER A 87 19.177 66.158 -9.813 1.00 30.22 C
BF 681 O SER A 87 18.684 65.061 —-10.059 1.00 41.02 0
BT 682 N ASN A 88 19.720 66.462 -8.640 1.00 37.84 N
BT 683 CA ASN A 88 19.625 65.550 -7.510 1.00 38.11 C
BT 684 CB ASN A 88 20,990 65.351 -6.836 1.00 33.17 C
BT 685 CG ASN A 88 21.451 66.568 -6.056 1.00 47.69 C
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BT 686 OD1 ASN A 88 20.883 67.653 -6.170 1.00 50.10 0
B¥ 687 NDZ ASN A 88 22.494 66.389 -5.252 1.00 53.90 N
BF 688 C ASN A 88 18.561 65.992 -6.506 1.00 35.20 C
BRF 689 0O ASN A 88 18.658 65.697 -5.314 1.00 35.75 0
¥ 690 N HIS A 89 17.542 66.694 -6.998 1.00 30.02 N
BT 691 CA HIS A 89 16.434 67.136 -6.154 1.00 24.50 C
BT 692 CB HIS A 89 15.930 68.518 -6.586 1.00 24.71 C
BF 693 CG HIS A 89 14.772  69.025 -5.777 1.00 21.83 C
BF 694 ND1 HIS A 89 14. 861 69.270 -4.424 1.00 23.10 N
BT 695 CEl HIS A 89 13.699 69.711 -3.978 1.00 21.85 C
BF 696 NE2 HIS A 89 12.856 69.769 -4.994 1.00 21.52 N
BT 697 CD2 HIS A 89 13.601 69.338 -6.131 1.00 23.04 C
BT 698 C HIS A 89 15,271 66.148 -6.143 1.00 21.43 C
BT 699 O HIS A 89 14.832 65.665 -7.191 1.00 22.40 0
BT 700 N MET A 90 14.793 65.845 -4.940 1.00 23.13 N
Vi 701 CA MET A 90 13.581 65.068 -4.751 1.00 17.88 C
BT 702 CB MET A 90 13.920 63.605 -4.445 1.00 25.38 C
BT 703 CG MET A 90 14. 507 63.378 -3.053 1.00 28.38 C
BT 704 SD MET A 90 14.894 61.648 -2.676 1.00 30.44 S
B 705 CE MET A 90 13.405 60.853 -3.202 1.00 15.29 C
¥ 706 C MET A 90 12.816 65.680 —-3.578 1.00 23.94 C
BT 707 O MET A 90 13.423 66.276 -2.688 1.00 23.68 0
BT 708 N ASP A 91 11.490 65.571 -3.596 1.00 19.32 N
¥ 709 CA ASP A 91 10.691 65.833 —-2.400 1.00 17.53 C
BT 710 CB ASP A 91 9.642 66.916 -2.623 1.00 16.61 C
BT 711 CG ASP A 91 10.222 68.195 -3.174 1.00 17.61 C
RF 712 0Dl ASP A 091 10.968 68.897 -2.461 1.00 19.56 0
RF 713 ODZ ASP A 91 9.910 68.485 -4.333 1.00 13.86 0
[0087] BT 714 C ASP A 91 9.955 64.557 -2.046 1.00 18.38 C
BT 715 0 ASP A 91 9.866 63.632 -2.858 1.00 22.38 0
RF 716 N MET A 92 9.421 64.513 -0.833 1.00 19.94 N
BF 717 CA MET A 92 8.528 63.440 -0.445 1.00 21.21 C
BT 718 CB MET A 92 8.898 62.912 0.939 1.00 19.44 C
BF 719 CG MET A 92 10.286 62.309 0.995 1.00 15.10 C
BT 720 SD MET A 92 10. 432 60.833 -0.039 1.00 17.87 S
RF 721 CE MET A 92 12.171 60.494 0.136 1.00 16.29 C
RF 722 C MET A 92 7.110 63.989 -0.461 1.00 15.62 C
BT 723 0 MET A 92 6.792 64.943 0.257 1.00 14.10 0
BT 724 N VAL A 93 6.265 63.401 -1.298 1.00 13.20 N
BT 725 CA VAL A 93 4,921 63.924 -1.496 1.00 12.43 C
B 726 CB VAL A 93 4.649 64.239 -2.975 1.00 18.31 C
BT 727 CGl1 VAL A 93 5.616 65.305 -3.468 1.00 21.51 C
BT 728 CGZ VAL A 93 4.770 62.978 -3.818 1.00 18.69 C
BT 729 C VAL A 93 3.854 62.985 -0.953 1.00 13.77 C
BRF 730 0 VAL A 93 3.984 61.764 -1.028 1.00 17.42 0
BT 731 N ARG A 94 2.794 63.572 -0.411 1.00 20.41 N
BT 732 CA ARG A 94 1.755 62.814 0.277 1.00 18.14 C
BRF 733 CB ARG A 94 0.915 63.750 1.154 1.00 25.31 C
BT 734 CG ARG A 94 -0.350 63.104 1.664 1.00 27.69 C
BT 735 CD ARG A 94 -0.207 62,649 3.088 1.00 38.30 C
BT 736 NE ARG A 94 -0.797 63.630 3.984 1.00 38.43 N
BT 737 CZ ARG A 94 ~2.023 63.537 4.485 1.00 38.86 C
RF 738 NH1 ARG A 94 -2.785 62.496 4.189 1.00 49.07 N
BT 739 NH2 ARG A 94 -2.484 64.484 5.288 1.00 35.06 N
RF 740 C ARG A 94 0.834 62.017 -0.651 1.00 20.74 C
RT 741 O ARG A 94 0.324 62.534 -1.646 1.00 25.34 0
BT 742 N ILE A 95 0.630 60.751 -0.300 1.00 14.36 N
BT 743 CA ILE A 95 -0.298 59.875 -0.995 1.00 18.68 C
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BT 744 CB ILE A 95 0.452 58.636 -1.527 1.00 22.48 C
BT 745 CG1 ILE A 95 0.321 58.544 -3.043 1.00 26.39 C
R 746 CD1 ILE A 95 1.027 59.651 -3.770 1.00 32.45 C
BT 747 CG2 ILE A 95 0.008 57.374 -0.819 1.00 39.62 C
BT 748 C ILE A 95 -1.393 59.465 -0.006 1.00 22.25 C
RF 749 0 ILE A 95 -1.104 59.241 1.167 1.00 29.38 0
JRf 750 N GLU A 96 ~2.640 59.370 -0.466 1.00 24.84 N
BT 751 CA GLU A 96 -3.786 59.225 0.448 1.00 23.72 C
BT 752 CB GLU A 96 -4,944 60.112 -0.011 1.00 35.48 C
BT 753 CG GLU A 96 -4,565 61.556 -0.263 1.00 48.02 C
BT 754 CDh GLU A 96 -4.610 62.405 0.990 1.00 54.32 C
BRF 755 OE1 GLU A 96 -4.999 61.884 2.065 1.00 57.37 0
BT 756 OE2 GLU A 96 -4.260 63.601 0.903 1.00 51.17 0
BT 757 C GLU A 96 -4.304 57.795 0.629 1.00 27.75 C
BT 758 O GLU A 96 -5.039 57.510 1.572 1.00 28.88 0
RF 759 N SER A 97 -3.949 56.906 -0.290 1.00 25.60 N
BT 760 CA SER A 97 -4, 359 55.510 -0.192 1.00 39.49 C
B¥ 761 CB SER A 97 -5.797 55.329 -0.678 1.00 26.61 C
Vit n 762 0G SER A 97 -5.876 55.493 -2.081 1.00 30.59 0
BT 763 C SER A 97 -3.432 54.665 -1.038 1.00 25.00 C
RF 764 0 SER A 97 -2.755 55.188 -1,920 1.00 20.33 0
BT 765 N PRO A 98 -3.392 53.352 -0.775 1.00 26.41 N
BT 766 CA PRO A 98 -2.610 52.468 -—1.641 1.00 27.47 C
BT 767 CB PRO A 98 -2.826 51.084 -1.018 1.00 24.08 C
RF 768 CG PRO A 98 -3.202 51.361 0.404 1.00 27.11 C
BT 769 CD PRO A 98 -3.993 52.631 0.359 1.00 26.56 C
B¥ 770 C PRO A 98 -3.157 52.483 -3.060 1.00 36.50 C
BT 771 0 PROA 98 -2.388 52.389 -4.014 1.00 23.16 0
[0088] BF 772 N GLU A 99 -4.475 52.605 -3.190 1.00 29.40 N
RF 773 CA GLU A 99 -5.127 52.530 -4.494 1.00 22.52 C
B¥ 774 CB GLU A 99 -6.643 52.395 -4.332 1.00 30.69 C
BT 775 CG GLU A 99 -7.093 51.072 -3.719 1.00 32.38 C
BT 776 CD GLU A 99 -6.939 51.035 -2.207 1.00 33.79 C
BT 777 OEl GLU A 99 -6.875 52.115 -1.586 1.00 35.06 0
BT 778 OE2 GLU A 99 -6.889 49,926 -1,.638 1.00 35.34 0
BT 779 C GLU A 99 -4.795 53.723 -5.386 1.00 25.47 C
BF¥ 780 O GLU A 99 ~-4.811 53.613 -6.607 1.00 19.00 0
BF 781 N GLU A 100 -4.496 54.864 -~4.778 1.00 18.38 N
BT 782 CA GLU A 100 -4.134 56.056 -5.545 1.00 23.30 C
BT 783 CB GLU A 100 -3.886 57.241 -4.607 1.00 22.02 C
BT 784 CG GLU A 100 -3.555 58.541 -5.323 1.00 23.21 C
BT 785 CD GLU A 100 -3.229 59.676 -4.368 1.00 35.54 C
BT 786 OE1l GLU A 100 -3.328 59.476 -3.141 1.00 33.23 0
BT 787 OE2 GLU A 100 -2.872 60.773 -4.847 1.00 40.00 0
BT 788 C GLU A 100 -2.894 55.795 -6.398 1.00 26.49 C
BF 789 0 GLU A 100 -2.753 56.333 -7.501 1.00 19.28 0
BT 790 N ILE A 101 -2.003 54.952 -5.886 1.00 19.56 N
BT 791 CA ILE A 101 -0.731 54.692 -6.548 1.00 17.58 C
Vs 792 CB ILE A 101 0.141 53.735 -5.720 1,00 16.28 C
BT 793 CG1 ILE A 101 0.523 54.396 -4.392 1.00 26.76 C
BT 794 CD1 ILE A 101 1.287 53.495 -3.453 1.00 23.50 C
¥ 795 CG2 ILE A 101 1.389 53.340 -6.496 1.00 23.50 C
RF 796 C ILE A 101 -0.925 b4,153 -7.967 1.00 23.19 C
BT 797 O ILE A 101 -0. 167 54.488 -8.886 1.00 18.72 0
BT 798 N SER A 102 ~1.960 53.340 -8.141 1.00 25.81 N
BT 799 CA SER A 102 ~2.243 52.701 -9.421 1.00 23.34 C
&5 800 CB SER A 102 -3.346 51.654 -9.248 1.00 19.25 C
BT 801 OG SER A 102 ~2.953 50.6567 -8.321 1.00 45.61 0
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BT 802 C SER A 102 -2.642 53.690 -10.520 1.00 26.68 C
RF 803 O SER A 102 -2.636 53.379 -11.707 1.00 19.58 0
RF 804 N LEU A 103 -3.102 54.873 -10.129 1.00 16.91 N
BF 805 CA LEU A 103 -3.557 55.866 —11.106 1.00 25.53 C
BT 806 CB LEU A 103 -4. 786 56.618 -10.584 1.00 26. 14 C
BT 807 CG LEU A 103 -5.961 55.767 -10.095 1.00 18.37 C
R 808 CD1 LEU A 103 -7.167 56.646 -9.813 1.00 27.03 C
BT 809 CD2 LEU A 103 -6.306 54.685 —11.103 1.00 23.65 C
BT 810 C LEU A 103 -2.473 56.868 -11.505 1.00 25.95 C
V3 811 O LEU A 103 ~-2.622 57.595 -12.486 1.00 21.45 0
BT 812 N LEU A 104 -1.382 56.906 -10.749 1.00 16.95 N
BF 813 CA LEU A 104 -0.333 57.889 —10.997 1.00 14.18 C
BT 814 CB LEU A 104 0.697 57.882 -9.866 1.00 18.81 C
J&F 815 CG LEU A 104 0.177 58.283 -8.487 1.00 15.53 C
BF 816 (D1 LEU A 104 1.259 58.058 -7.445 1.00 18.73 C
BT 817 (D2 LEU A 104 -0.275 59.741 -8.488 1.00 15.30 C
BT 818 C LEU A 104 0.380 57.648 —12.323 1.00 20. 20 C
R¥ 819 O LEU A 104 0.469 56.518 -12.791 1.00 16.71 0
BT 820 N PRO A 105 0.899 58.723 -12.923 1.00 19.06 N
BT 821 CA PRO A 105 1.781 58.626 -14.090 1.00 20.52 C
BT 822 CB PRO A 105 2.057 60.088 —14.457 1.00 26.11 C
BT 823 CG PRO A 105 1.196 60.926 -13.555 1.00 21.04 C
BT 824 CD PRO A 105 0.806 60.092 -12.393 1.00 15.08 C
BT 825 C PRO A 105 3.079 57.973 -13.639 1.00 20.10 C
BT 826 0 PRO A 105 3.367 57.996 12.444 1.00 17.62 0
BF 827 N LYS A 106 3.847 57.406 -14.561 1.00 18.76 N
BF 828 CA LYS A 106 5.108 56.770 —-14.204 1.00 15.60 C
BT 829 CB LYS A 106 5.089 55.285 —14.590 1.00 20.48 C

[0089] BF 830 CG LYS A 106 4,066 54.455 -13.821 1.00 21.96 C
BF 831 CD LYS A 106 3.763 53.143 —-14.535 1.00 31,65 C
&F 832 CE LYS A 106 4,801 52.079 -14.239 1.00 46.37 C
BT 833 NZ LYS A 106 4,685 51.564 —12.842 1.00 50.50 N
BT 834 C LYS A 106 6.301 57.463 —14.850 1.00 22.23 C
BT 835 0O LYS A 106 6.178 58.073 -15.917 1.00 16.99 0
BF 836 N THR A 107 7.458 57.360 —14.199 1.00 16.83 N
BF 837 CA THR A 107 8.697 57.917 -14.733 1.00 22,96 C
BT 838 CB THR A 107 9.708 58.182 -13.617 1.00 23.23 C
BT 839 OGL THR A 107 10. 256 56.935 -13.170 1.00 20.22 0
BF 840 CG2 THR A 107 9.034 58.876 -12.443 1.00 20.21 C
BT 841 C THR A 107 9.352 56.962 ~15.728 1.00 20. 36 C
BF 842 O THR A 107 8.842 55.875 —15.980 1.00 21.07 0
BT 843 N SER A 108 10,496 57.370 -16.270 1.00 24.50 N
BT 844 CA SER A 108 11.264 56.526 -17.184 1.00 27.17 C
BT 845 CB SER A 108 12.381 57.332 -17,852 1.00 25.25 C
BR-F 846 0G SER A 108 13.312 57.798 -16.897 1.00 27.33 0
BRF 847 C SER A 108 11.844 55.292 -16.487 1.00 33.46 C
BF 848 0O SER A 108 12.368 54.387 -17.140 1.00 34.20 0
BT 849 N TRP A 109 11.758 55.258 -15.160 1.00 23.25 N
BT 850 CA TRP A 109 12.157 54.071 -14.416 1.00 30. 16 C
BT 851 CB TRP A 109 12.794 54,448 -13.073 1.00 28.29 C
BT 852 CG TRP A 109 14.102 55.169 -13,207 1.00 35.70 C
BT 853 CD1 TRP A 109 14.285 56.478 —13.546 1.00 28.66 C
BT 854 NE1 TRP A 109 15.625 56.779 -13.563 1.00 38.24 N
BT 855 CE2 TRP A 109 16.338 55.661 -13.230 1.00 40.49 C
BT 856 CD2 TRP A 109 15.413 54.623 -12.994 1.00 34.31 C
BT 857 CE3 TRP A 109 15.891 53.361 -12.632 1.00 38.73 C
BT 858 CZ3 TRP A 109 17.259 53.177 -12.517 1.00 43.96 C
BF 859 CH2 TRP A 109 18.154 54.227 —12.756 1.00 45.06 C
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BT 918 0 GLY A 117 -0.812 70.041 -10.898 1.00 30.23 0
BT 919 N ASP A 118 0.512 68.227 -10.787 1.00 20.34 N
BT 920 CA ASP A 118 -0.169 67.641 -9.642 1.00 18.30 C
BF 921 CB ASP A 118 0.017 66.112 -9.664 1.00 18.82 C
BT 922 CG ASP A 118 -0.864 65.388 -8.650 1.00 24.93 C
BF 923 OD1 ASP A 118 1.321 66.025 -7.681 1.00 28.77 0
BT 924 0D2 ASP A 118 -1.091 64.167 -8.814 1.00 24.50 0
BT 925 C ASP A 118 0.346 68.254 -8.334 1.00 26.34 C
BT 926 0 ASP A 118 1.428 67.917 -7.858 1.00 28.17 0
J&F 927 N VAL A 119 -0.431 69.171 -7.764 1.00 30.86 N
BF 928 CA VAL A 119 -0.036 69.855 -6.534 1.00 27.76 C
BT 929 CB VAL A 119 -0.914 71.086 -6.261 1.00 40.26 C
RF 930 CGl VAL A 119 -0.561 71.690 -4.916 1.00 33.94 C
Vi 931 CG2 VAL A 119 -0.750 72.113 -7.381 1.00 39.71 C
BT 932 C VAL A 119 -0.101 68.917 -5.334 1.00 30.74 C
BT 933 0 VAL A 119 -1.136 68.307 -5.063 1.00 28.20 0
& 934 N ARG A 120 1.011 68.807 -4.617 1.00 22.91 N
BT 935 CA ARG A 120 1.123 67.833 -3.541 1.00 24.13 C
Vi 936 CB ARG A 120 2.127 66.748 -3.922 1.00 23.55 C
BF 937 CG ARG A 120 1.663 65.819 -5.013 1.00 21.89 C
BT 938 €D ARG A 120 0.723 64.768 -4.469 1.00 25.25 C
B 939 NE ARG A 120 -0.081 64.172 -5.529 1.00 25.43 N
BT 940 CZ ARG A 120 -0.754 63.037 -5.401 1.00 19.17 C
JBF 941 NH1 ARG A 120 -0.704 62.365 -4.260 1.00 16.49 N
BT 942 NH2 ARG A 120 -1.467 62.570 -6.415 1.00 21.11 N
BF 943 C ARG A 120 1.592 68.482 -2.261 1.00 13.39 C
BT 944 0 ARG A 120 2.380 69.424 -2.294 1.00 23.12 0
BT 945 N GLU A 121 1.117 67.962 -1.134 1.00 22.38 N

[0091] BT 946 CA GLU A 121 1.694 68.306 0.154 1.00 22.82 C
BF 947 CB GLU A 121 0.795 67.841 1.301 1.00 24.24 C
BT 948 CG GLU A 121 1.421 68.052 2.670 1.00 19.35 C
BT 949 CD GLU A 121 0.701 67.309 3.778 1.00 28.54 C
BT 950 OE1 GLU A 121 -0.508 67.030 3.635 1.00 31.48 0
BT 951 OE2 GLU A 121 1.350 67.002 4.796 1.00 26.47 0
Vi 952 C GLU A 121 3.064 67.638 0.271 1.00 17.21 C
¥ 953 0 GLU A 121 3.165 66.415 0.171 1.00 16.87 0
BT 954 N GLU A 122 4,086 68.448 0.470 1.00 16.13 N
BRF 955 CA GLU A 122 5.443 67.947 0.636 1.00 17.52 C
BT 956 CB GLU A 122 6.446 68.911 -0.009 1.00 13.86 C
BT 957 CG GLU A 122 6.175 69.142 -1.511 1.00 17.86 C
BT 958 CD GLU A 122 7.124 70.146 -2.159 1.00 29,81 C
Vit 959 OEl1 GLU A 122 7.944 70.759 -1.446 1.00 25.71 0
BF 960 OE2 GLU A 122 7.051 70.315 -3.395 1.00 21.56 0
BT 961 C GLU A 122 5.753 67.754 2.118 1.00 20.68 C
BRF 962 0 GLU A 122 5.473 68.632 2.933 1.00 24.76 0
BF 963 N ALA A 123 6.330 66.606 2.460 1.00 18.59 N
BT 964 CA ALA A 123 6.634 66.281 3.854 1.00 19.87 C
RT 965 CB ALA A 123 7.492 65.030 3.929 1.00 18.00 C
BT 966 C ALA A 123 7.283 67.415 4.658 1.00 18.34 C
BT 967 0 ALA A 123 6.934 67.638 5.811 1.00 20.67 0
BF 968 N LEU A 124 8.228 68.126 4.059 1.00 15.98 N
BT 969 CA LEU A 124 8.965 69.150 4.790 1.00 18.26 C
BT 970 CB LEU A 124 10. 315 69.417 4.130 1.00 22.29 C
BT 971 CG LEU A 124 11.298 68.261 4.298 1.00 23.34 C
AT 972 CD1 LEU A 124 12.580 68,521 3.517 1.00 16.56 C
BT 973 CD2 LEU A 124 11.591 68.036 5.779 1.00 21.09 C
BT 974 C LEU A 124 8.185 70.454 4.966 1.00 21.65 C
&T 975 0 LEU A 124 8.627 71.368 5.667 1.00 18.71 0
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Ve 976 N  SER A 125 7.021 70.532 4.334 1.00 20.01 N
BT 977 CA SER A 125 6.160 71.694 4.482 1.00 33.50 C
BT 978 CB SER A 125 5.315 71.900 3.226 1.00 30.46 C
BT 979 0G SER A 125 4.233 70.988 3.184 1.00 34.48 0
BT 980 C  SER A 125 5.253 71.5632 5.695 1.00 31.09 C
BT 981 O SER A 125 4.672 72.504 6.174 1.00 24.39 0
RF 982 N  THR A 126 5.145 70.304 6.198 1.00 19.49 N
BRf 983 CA THR A 126 4,177 70.000 7.248 1.00 22.61 C
BT 984 CB THR A 126 2.988 69.211 6.688 1.00 20.30 C
BT 985 O0G1 THR A 126 3.464 68.018 6.053 1.00 26.53 0
VS 986 CG2 THR A 126 2.222 70.047 5.672 1.00 34.26 C
B 987 C THR A 126 4.725 69.230 8.450 1.00 21.15 C
JRF 988 O THR A 126 3.983 68.501 9.097 1.00 25.22 0
BT 989 N GLY A 127 6. 009 69.384 8.749 1.00 26.65 N
BT 990 CA GLY A 127 6.557 68.813 9.968 1.00 27.25 C
BT 991 C GLY A 127 7.753 67.895 9.805 1.00 25.90 C
BF 992 0 GLY A 127 8.466 67.631 10.773 1.00 34.59 0
BT 993 N GLY A 128 7.975 67.401 8.5%0 1.00 19.35 N
BT 994 CA GLY A 128 9.085 66.499 8.338 1.00 18.68 C
BT 995 C GLY A 128 8.659 65.045 8.414 1.00 14.87 C
BT 996 0 GLY A 128 7.495 64.727 8.186 1.00 18.05 0
BT 997 N LEU A 129 9.600 64.167 8.751 1.00 28.53 N
BT 998 CA LEU A 129 9.336 62.729 8.802 1.00 17.23 C
BT 999 CB LEU A 129 9.874 62.056 7.540 1.00 13.00 C
J/ZF 1000 CG LEU A 129 9.293 62.540 6.209 1.00 15.01 C
/7% 1001 CDI LEU A 129 10.291 62.333 5.076 1.00 16.14 C
/&-F 1002 CD2 LEU A 129 7.971 61.851 5.915 1.00 13.59 C
A 1003 C LEU A 129 9.953 62.054 10.033 1.00 11.35 C

[0092] Z-F 1004 O LEU A 129 11.051 62.404 10.460 1.00 21.75 0
JZF 1005 N  ASP A 130 9.233 61.079 10.582 1.00 15.44 N
/&F 1006 CA ASP A 130 9.709 60.269 11.697 1.00 19.08 C
/&% 1007 CB ASP A 130 8.518 59.670 12.458 1.00 23.52 C
J&F 1008 CG ASP A 130 7.640 60.727 13.095 1.00 25.24 C
Z-F 1009 OD1 ASP A 130 8.176 61.602 13.804 1.00 35.68 0
/&-F 1010 OD2 ASP A 130 6.412 60.683 12.887 1.00 26.42 0
JZF 1011 C ASP A 130 10.584 59.130 11.202 1.00 24,88 C
BT 1012 O ASP A 130 11.555 58.739 11.855 1.00 15.33 0
BT 1013 N LEU A 131 10.225 58.596 10.041 1.00 16. 46 N
&-F 1014 CA LEU A 131 10.857 57.388 9.523 1.00 12.38 C
&F 1015 CB LEU A 131 10.061 56.163 9,947 1.00 12.19 C
BT 1016 CG LEU A 131 10.608 54.812 9.474 1.00 22.98 C
J&F 1017 CD1 LEU A 131 12.033 54.632 9.957 1.00 21.75 C
/&-F 1018 CD2 LEU A 131 9.725 53.679 9.971 1.00 36.61 C
BT 1019 C LEU A 131 10.934 57.428 8.007 1.00 14.29 C
/&F 1020 O LEU A 131 9.935 57.684 7.335 1.00 17.90 0
/ZF 1021 N ILE A 132 12.125 57,163 7.484 1.00 13.67 N
&F 1022 CA ILE A 132 12.351 57.097 6.043 1.00 12.99 C
/&-F 1023 CB ILE A 132 13.355 58.162 5.600 1.00 10.26 C
/&F 1024 CGl ILE A 132 12.811 59.564 5.876 1.00 13.05 C
/&-F 1025 CD1 ILE A 132 13.801 60.675 5.573 1.00 13.09 C
¥ 1026 CG2 ILE A 132 13.696 57.985 4,115 1.00 17.99 C
J&-F 1027 C ILE A 132 12.918 55.733 5.650 1.00 19.28 C
B/F 1028 0O ILE A 132 14.001 55.363 6.095 1.00 12.95 0
B 1029 N PHE A 133 12.188 54.991 4.820 1.00 15.32 N
?-F 1030 CA PHE A 133 12.691 53.735 4.285 1.00 17.78 C
/&F 1031 CB PHE A 133 11.540 52.877 3.767 1.00 17.30 C
J&-F 1032 CG PHE A 133 10. 731 52.227 4.850 1.00 16.48 C
/&-F 1033 CD1 PHE A 133 11.189 51.079 5.480 1.00 20.88 C
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J&-F 1034 CE1 PHE A 133 10.443 50.475 6.467 1.00 18.49 C
/&F 1035 CZ PHE A 133 9.225 51.010 6.837 1.00 18.83 C
J&-F 1036 CE2 PHE A 133 8.757 52.149 6.213 1.00 23.73 C
/& 1037 CD2 PHE A 133 9.505 52.747 5.228 1.00 15.48 C
¥ 1038 C PHE A 133 13.696 54.013 3.167 1.00 28.92 C
&% 1039 O PHE A 133 13.367 54.665 2.173 1.00 20.44 0
/#Z-F 1040 N  MET A 134 14.921 53.522  3.339 1.00 24.41 N
J&F 1041 CA MET A 134 16.026 53.852 2.435 1.00 26.30 C
J&f 1042 CB MET A 134 17.318 54.018  3.237 1.00 23.81 C
/&F 1043 CG MET A 134 17.268 55.077 4.313 1.00 31.74 C
/7§ 1044 SD MET A 134 17.263 56,722 3.590 1.00 33.36 S
& 1045 CE MET A 134 18.446 56.498 2.258 1.00 18.44 C
J&F 1046 C MET A 134 16.274 52,793 1.364 1.00 18.78 C
J&F 1047 O MET A 134 16.666 51.676 1.686 1.00 23.83 0
/& 1048 N PRO A 135 16.094 53.167 0.081 1.00 18.99 N
& 1049 CA PRO A 135 16.404 52.215 -1.001 1.00 21.85 C
/#-F 1050 CB PRO A 135 15.635 52.786 -2.203 1.00 18.71 C
/&-F 1051 CG PRO A 135 15.074 54.127 -1.756 1.00 26.59 C
f&-F 1052 CD PRO A 135 15.705 54.474 -0.444 1.00 20.68 C
& 1063 C PRO A 135 17.895 52.270 -1.297 1.00 21. 34 C
/¥ 1054 O PRO A 135 18.559 53.219 -0.872 1.00 21.20 0
/&F 1055 N GLY A 136 18.415 51.276 -2.011 1.00 22.98 N
&-F 1056 CA GLY A 136 19.811 51.284 -2.411 1.00 18.00 C
AF 1057 C GLY A 136 20.202 50.022 -3.152 1.00 22.41 C
J&F 1058 0O GLY A 136 19.466 49.040 -3.144 1.00 22.62 0
&-F 1069 N LEU A 137 21.365 50.054 -3.793 1.00 26.67 N
&-f 1060 CA LEU A 137 21.883 48.887 -4.492 1.00 23.87 C
/& 1061 CB LEU A 137 22.878 49.308 -5.575 1.00 22.38 C

[0093] &F 1062 CG LEU A 137 22.224 49.922 -6.808 1.00 24.03 C
&-F 1063 (D1 LEU A 137 23.273 50.383 -7.815 1.00 22.53 C
&-F 1064 CD2 LEU A 137 21.273 48.923 -7.428 1.00 26.18 C
/&% 1065 C LEU A 137 22,547 47.923 -3.521 1.00 24.16 C
&F 1066 O LEU A 137 22.419 46.707 -3.657 1.00 25.48 0
&% 1067 N GLY A 138 23.257 48.474 -2.542 1.00 21.55 N
BF 1068 CA GLY A 138 23.929 47.662 -1.547 1.00 21.69 C
&F 1069 C GLY A 138 24.092 48.374 -0.221 1.00 22.82 C
/AF 1070 O GLY A 138 24,054 49.600 -0.151 1.00 21.27 0
J&F 1071 N PHE A 139 24.275 47.591 0.835 1.00 28.74 N
& 1072 CA PHE A 139 24.499 48.119 2.170 1.00 24.53 C
#F 1073 CB PHE A 139 23.192 48.135 2.962 1.00 22.63 C
/& 1074 CG PHE A 139 22,039 48.741 2.221 1.00 26.55 C
/& 1075 CD1 PHE A 139 21.748 50.089 2.348 1.00 33.76 C
/&% 1076 CE1 PHE A 139 20.683 50.651 1.664 1.00 24.83 C
&F 1077 CZ PHE A 139 19.903 49.866 0.854 1.00 24.01 C
&% 1078 CE2 PHE A 139 20.179 48.517 0.722 1.00 23.80 C
/&% 1079 CD2 PHE A 139 21,242 47.962 1.400 1.00 21.49 C
J&-F 1080 C PHE A 139 25.474 47.199 2.880 1.00 23.18 C
/&% 1081 O PHE A 139 25.522 46.007 2.586 1.00 22.77 0
AF 1082 N ASP A 140 26.254 47.744 3.808 1.00 21.20 N
B-F 1083 CA ASP A 140 27.057 46.895 4.687 1.00 37.35 C
/& 1081 CB ASP A 140 28.550 47.253 4.628 1.00 29.98 C
&F 1085 CG ASP A 140 28.844 48.662 5.106 1.00 36.45 C
/&-F 1086 0Dl ASP A 140 28.091 49.189 5.955 1.00 31.94 0
& 1087 (ODZ ASP A 140 29.848 49.240 4.634 1.00 30.43 0
A&F 1088 C  ASP A 140 26.511 46.948 6.115 1.00 38.21 C
&F 1089 0 ASP A 140 25.589 47.708 6.402 1.00 28.56 0
A 1090 N LYS A 141 27.069 46.132 7.001 1.00 32.81 N
BT 1091 CA LYS A 141 26.561 46.039 8.367 1.00 37.43 C
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B-F 1092 CB LYS A 141 27.073 44.763 9.047 1.00 43.56 C
AF 1093 CG LYS A 141 26.510 43.474 8.453 1.00 48.32 C
BF 1094 CD LYS A 141 27,348 42.262 8.856 1.00 41.35 C
&F 1095 CE LYS A 141 27.070 41.055 7.965 1.00 46.98 C
BF 1096 NZ LYS A 141 25.854 40.292 8,368 1.00 48.73 N
BT 1097 C LYS A 141 26.885 47.274 9.211 1.00 27.44 C
BT 1098 0 LYS A 141 26.519 47.343 10.385 1.00 36.71 0
/RZF 1099 N HIS A 142 27.567 48.245 8,610 1.00 27.58 N
J&F 1100 CA HIS A 142 27.869 49.507 9,283 1.00 41.15 C
/&F 1101 CB HIS A 142 29.254 50.024 8.881 1.00 43.21 C
JRF 1102 CG HIS A 142 30.382 49.112 9.255 1.00 51.04 C
J&F 1103 ND1 HIS A 142 30.856 48.129 8.412 1.00 43.32 N
BT 1104 CEl HIS A 142 31.853 47.491 8.998 1.00 53.16 C
/ZF 1105 NE2 HIS A 142 32.049 48.028 10.188 1.00 49.93 N
JZF 1106 CD2 HIS A 142 31.144 49.046 10.372 1.00 57.82 C
JRF 1107 C HIS A 142 26.823 50.573 8.961 1.00 32.77 C
&F 1108 0O HIS A 142 26.830 51.660 9.538 1.00 40.82 0
J&F 1109 N GLY A 143 25,928 50.263 8.033 1.00 30.66 N
&F 1110 CA GLY A 143 24,906 51.209 7.630 1.00 25.96 C
&F 1111 C GLY A 143 25.311 52.031 6.422 1.00 37.16 C
&AF 1112 0 GLY A 143 24.565 52.887 5.966 1.00 34.26 0
J&-F 1113 N ASN A 144 26,510 51.782 5.906 1.00 35.36 N
BT 1114 CA ASN A 144 26.928 52.407 4.662 1.00 30.84 C
J&-F 1115 CB ASN A 144 28.380 52.054 4.321 1.00 36.00 C
¥ 1116 CG ASN A 144 29.376 52.645 5.304 1.00 37.16 C
J&-F 1117 OD1 ASN A 144 30.268 51.949 5.790 1.00 38.86 0
BF 1118 ND2 ASN A 144 29.233 53.935 5.598 1.00 23.20 N
BF 1119 C  ASN A 144 25.998 51.965 3.541 1.00 26.04 C
[0094] JAF 1120 O ASN A 144 25.640 50.789 3.444 1.00 22.74 0
B+ 1121 N ARG A 145 25.598 52.915 2,703 1.00 20.81 N
&F 1122 CA ARG A 145 24.677 52.628 1.613 1.00 22.75 C
BT 1123 CB ARG A 1456 23.373 53.419 1.778 1.00 24.37 C
AF 1124 CG ARG A 145 22.395 b53.264 0.615 1.00 23.08 C
&F 1125 CD ARG A 145 21.231 54.247 0.724 1.00 34.37 C
f&F 1126 NE ARG A 145 21.606 55.585 0.281 1.00 39.93 N
BRF 1127 CZ ARG A 145 21.126 56.185 -0.806 1.00 24.73 C
J&-F 1128 NH1 ARG A 145 20.227 55.578 -1.566 1,00 23.14 N
J&F 1129 NH2 ARG A 145 21.537 b57.405 -1.123 1.00 51.77 N
J&F 1130 C ARG A 145 25.313 52.962 0.274 1.00 24.44 C
®F 1131 O ARG A 145 25.989 53,983 0.133 1.00 28.41 0
/&% 1132 N LEU A 146 25,100 52.086 -0.704 1.00 19.04 N
AF 1133 CA LEU A 146 25.543 52.339 -2.061 1.00 22,32 C
&-F 1134 CB LEU A 146 26.321 51.130 -2.592 1.00 24.86 C
BT 1135 CG LEU A 146 26.766 51.150 -4.057 1.00 30.16 C
/& 1136 CD1 LEU A 146 27.573 52.400 -4.367 1.00 28.85 C
B&-F 1137 CD2 LEU A 146 27.571 49.895 -4.392 1.00 20.09 C
J&F 1138 C LEU A 146 24.308 52.594 -2.908 1.00 21.14 C
A 1139 0 LEU A 146 23.557 51.668 -3.204 1.00 28.90 0
BF 1140 N GLY A 147 24.090 53.851 -3.286 1.00 20.50 N
BAF 1141 CA GLY A 147 22.959 54.197 -4.127 1.00 18.87 C
BRF 1142 C GLY A 147 23.290 54.014 -5.596 1.00 31.39 C
J2F 1143 O GLY A 147 24,339 53.476 -5.940 1.00 29.76 0
BF 1144 N ARG A 148 22.398 54.471 -6.466 1.00 27.26 N
&F 1145 CA ARG A 148 22.604 54.337 -7.905 1.00 33.38 C
/R&F 1146 CB ARG A 148 21.260 54.339 -8.636 1.00 33.58 C
J&RF 1147 CG ARG A 148 20.365 53.192 -8.210 1.00 22.62 C
B-F 1148 CD ARG A 148 19.006 53.231 -8.875 1.00 41.42 C
JA-F 1149 NE ARG A 148 18.084 52.304 -8.227 1.00 46.64 N
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&F 1150 CZ ARG A 148 17.867 51.059 -8.635 1.00 42.63 C
/&-F 1151 NH1 ARG A 148 18.500 50.587 -9.702 1.00 35.28 N
J/&F 1152 NH2 ARG A 148 17.013 50.286 -7.977 1.00 36.84 N
&AF 11563 C ARG A 148 23.535 55.408 -8.467 1.00 36.81 C
J7F 1154 O ARG A 148 23.881 55.380 -9.647 1.00 47.04 0
/&F 1155 N GLY A 149 23.936 56.352 7.621 1.00 35.01 N
/&-F 1156 CA GLY A 149 24.930 57.335 -8.009 1.00 33.00 C
AF 11567 C  GLY A 149 24.473 58.782 -8.024 1.00 31.25 C
BF 1158 0 GLY A 149 25.304 59.690 -8.011 1.00 42.17 0
AF 1159 N LYS A 150 23.162 59.009 -8.049 1.00 34.07 N
/&F 1160 CA LYS A 150 22.639 60.376 -8.121 1.00 33.62 C
&F 1161 CB LYS A 150 21.216 60.400 -8.681 1.00 34.11 C
/¥ 1162 CG LYS A 150 21.041 59.741 -10.037 1.00 64.17 C
&F 1163 CD LYS A 150 20.664 58.281 -9.878 1.00 54.12 C
fZF 1164 CE LYS A 150 19.830 57.796 —-11.047 1.00 61.97 C
BF 1165 NZ LYS A 150 19.169 56.501 -10.731 1.00 49.86 N
&+ 1166 C LYS A 150 22.667 61.113 -6.778 1.00 48.63 C
&F 1167 O LYS A'150 22.676 62.342 -6.741 1.00 41.43 0
&F 1168 N GLY A 151 22.659 60.364 -5.681 1.00 30.17 N
BF 1169 CA GLY A 151 22.721 60.962 -4.357 1.00 38.79 C
&F 1170 C GLY A 151 21.508 61.772 -3.915 1.00 34.04 C
A-F 1171 0 GLY A 151 21.631 62.658 -3.063 1.00 39.54 0
AT+ 1172 N TYR A 152 20.338 61.471 -4.478 1.00 21.35 N
&F 1173 CA TYR A 152 19.088 62.111 -4.061 1.00 18.40 C
J&F 1174 CB TYR A 152 17.890 61.464 —4.753 1.00 21.11 C
AF 1175 CG TYR A 152 17.740 61.777 -6.223 1.00 31.97 C
/&-F 1176 CD1 TYR A 152 18.158 60.873 -7.188 1.00 27.65 C
/&% 1177 CE1l TYR A 152 18.012 61.148 -8.534 1.00 39.17 C

[0095] J&F 1178 CZ TYR A 152 17.434 62.332 -8,928 1.00 33.15 C
AF 1179 OH TYR A 152 17.287 62.604 -10.266 1.00 31.90 0
&-F 1180 CE2 TYR A 152 17.002 63.245 -7.989 1.00 31.67 C
/&F 1181 CD2 TYR A 152 17.153 62.962 -6.644 1,00 24,37 C
/&-F 1182 C TYR A 152 18.851 62.002 -2.555 1.00 30.42 C
Z-F 1183 0 TYR A 152 18.546 62.989 -1.892 1.00 23.10 0
A%+ 1184 N TYR A 153 18.953 60.787 -2.024 1,00 24,94 N
/&F 1185 CA TYR A 153 18.638 60.559 -0.614 1.00 19.78 C
/&F 1186 CB TYR A 153 18.506 59.062 -0.304 1.00 23.73 C
&-F 1187 CG TYR A 153 17.106 58.519 -0.539 1.00 21.62 C
/&-F 1188 (DI TYR A 153 16.737 58.002 -1.772 1.00 23.97 C
/&F 1189 CEl TYR A 153 15.460 57.516 -1.995 1.00 23.01 C
&F 1190 CZ TYR A 153 14.532 57.544 -0.978 1.00 23.30 C
J&F 1191 OH TYR A 153 13.264 57.057 -1.200 1.00 17.47 0
J&F 1192 CE2 TYR A 153 14.871 58.053 0.259 1.00 17.07 C
#F 1193 (D2 TYR A 153 16.150 58.539 0.473 1.00 21.64 C
AF 1194 C TYR A 153 19.627 61.242 0.329 1.00 29,45 C
& 1195 0 TYR A 153 19.239 61.747 1.379 1.00 27.11 0
BT 1196 N ASP A 154 20.901 61.270 -0.041 1.00 31.05 N
3 1197 CA ASP A 154 21.887 61.954 0.791 1.00 28.94 C
F-F 1198 CB ASP A 154 23.298 61.802 0.218 1.00 49.55 C
BF 1199 CG ASP A 154 23.677 60.353 -0.022 1.00 47.24 C
/&-F 1200 0Dl ASP A 154 24.471 59.807 0.774 1.00 65.16 0
Z-F 1201 0OD2 ASP A 154 23.175 59.759 -1.001 1.00 47.71 0
BF 1202 C ASP A 154 21.519 63.427 0.910 1.00 31.47 C
&-F 1203 0 ASP A 154 21.617 64.020 1.981 1.00 33.90 0
A5 1204 N ALA A 155 21.074 64.007 -0.199 1.00 32.45 N
&F 1205 CA ALA A 155 20.689 65.414 -0.229 1.00 35.10 C
BF 1206 CB ALA A 155 20.559 65.896 -1.669 1.00 22.54 C
BF 1207 C ALA A 155 19.393 65.659 0.534 1.00 27.03 C
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J&F 1208 0 ALA A 155 19. 244 66.671 1.222 1.00 25.56 0
J&F 1209 N TYR A 156 18.447 64.735 0.408 1.00 26.27 N
/&-F 1210 CA TYR A 156 17.184 64.876 1.117 1.00 16.66 C
/¥ 1211 CB TYR A 156 16.172 63.812 0.691 1.00 16.85 C
J&-F 1212 CG TYR A 156 14.794 64.084 1.234 1.00 19.64 C
J&-F 1213 CD1 TYR A 156 13.994 65.075 0.677 1.00 18.77 C
BT 1214 CEl TYR A 156 12.732 65.348 1.185 1.00 15.50 C
BF 1215 CZ TYR A 156 12.264 64.628 2.270 1.00 14.21 C
f&-F 1216 OH TYR A 156 11.014 64.882 2.771 1.00 15.00 0
Ve 1217 CE2 TYR A 156 13.042 63.641 2.843 1.00 11.27 C
¥ 1218 (D2 TYR A 156 14.303 63.376  2.328 1.00 15.67 C
B-F 1219 C TYR A 156 17.388 64.843 2.630 1.00 25.39 C
¥ 1220 O TYR A 156 16.784 65.628 3.355 1.00 23.85 0
&F 1221 N LEU A 157 18.236 63.936 3.102 1.00 31.73 N
&-F 1222 CA LEU A 157 18.546 63.850 4.532 1.00 29.13 C
&F 1223 CB LEU A 157 19.567 62.742 4.797 1.00 27.65 C
&F 1224 CG LEU A 157 19.084 61.500 5.552 1.00 42.50 C
/&-F 1225 (D1 LEU A 157 17.566 61.412 5.585 1.00 38.95 C
&-F 1226 CD2 LEU A 157 19.703 60.232 4.967 1.00 31.62 C
¥ 1227 C  LEU A 157 19.049 65.174 5.099 1.00 29.60 C
/&F 1228 0 LEU A 157 18.686 65.564 6.208 1.00 32.13 0
B+ 1229 N LYS A 158 19.889 65.862 4.338 1.00 29.76 N
J&F 1230 CA LYS A 158 20.417 67.149 4.775 1.00 31.40 C
J&-F 1231 CB LYS A 158 21.479 67.662 3.800 1.00 41.47 C
/&-F 1232 CG LYS A 158 22.744 66.819 3.766 1.00 30.25 C
&F 1233 CD LYS A 158 23.802 67.469 2.889 1.00 55.67 C
/B&F 1234 CE LYS A 158 25.101 66.682 2.907 1.00 70.84 C
J&F 1235 NZ LYS A 158 26.143 67.338 2,068 1.00 63.62 N

[0096] /&F 1236 C LYS A 158 19.305 68.179 4.946 1.00 39.92 C
¥ 1237 0 LYS A 158 19.332 ©68.980 5.877 1.00 31.77 0
B-F 1238 N ARG A 159 18.326 68.154 4.046 1.00 28.35 N
&F 1239 CA ARG A 159 17.193 69.067 4.131 1.00 31.23 C
& 1240 CB ARG A 159 16.312 68.964 2.882 1.00 32.46 C
BF 1241 CG ARG A 159 16.911 69. 541 1.608 1.00 34.99 C
&-F 1242 CD ARG A 159 15.956 69.330 0.430 1.00 33.18 C
JZ-F 1243 NE ARG A 159 14.712 70.061 0.634 1.00 28.55 N
/&F 1244 CZ ARG A 159 13.533 69.706 0.139 1.00 23.50 C
J&-F 1245 NH1 ARG A 159 13.413 68.612 -0.599 1.00 19, 35 N
J&F 1246 NH2 ARG A 159 12.465 70.449 0.392 1.00 17.16 N
BF 1247 C ARG A 159 16.347 68.797 5.375 1.00 28.05 C
BF 1248 O ARG A 159 15.843 69.728 6.003 1.00 34,82 0
BF 1249 N CYS A 160 16. 182 67.523 5.719 1.00 25.62 N
&F 1250 CA CYS A 160 15.356 67.147 6.864 1.00 20.60 C
®-f 1251 CB CYS A 160 15.254 65.629 6.986 1.00 24.30 C
BF 1252 SG CYS A 160 14.249 64.876 5.702 1.00 22.63 S
BT 12563 C CYS A 160 15.904 67.733 8.154 1.00 29.65 C
BZF 1264 0 CYS A 160 15.151 68.066 9.068 1.00 33.15 0
/& 12556 N LEU A 161 17.222 67.855 8.220 1.00 30.45 N
/&F 1256 CA LEU A 161 17.882 68.398 9.398 1.00 36.83 C
& 1267 CB LEU A 161 19.397 68.247 9.260 1.00 39.22 C

BF 12568 CG LEU A 161 19.982 66.861 9.572 1,00 35.05 C
/AF 1259 CD1 LEU A 161 19.004 65.734 9.267 1.00 42.41 C
&F 1260 CD2 LEU A 161 21.294 66.654 8.833 1.00 39.26 C
&-F 1261 C LEU A 161 17.500 69.860 9.625 1.00 49.12 C
/¥ 1262 0 LEU A 161 17.561 70.364 10.748 1.00 33.01 0
/&-F 1263 N GLN A 162 17.090 70.534 8.556 1.00 31.12 N
J&F 1264 CA GLN A 162 16.727 71.941 8.646 1.00 31.33 C
J&-F . 1265 CB GLN A 162 16.888 72.620 7.288 1.00 35.10 C
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B+ 1266 CG GLN A 162 18.319 72.888 6.883 1.00 37.14 C
J&F 1267 CD GLN A 162 18.398 73.538 5.523 1.00 33.73 C
&F 1268 OEl GLN A 162 17.566 73.275 4.655 1.00 54.38 0
BT 1269 NE2 GLN A 162 19.390 74.397 5.328 1.00 43.22 N
BT 1270 C GLN A 162 15.310 72.175 9.158 1.00 42.74 C
&F 1271 0 GLN A 162 14.934 73.314  9.433 1.00 43.31 0
f/f 1272 N 1IS A 163 14.525 71.109 9.281 1.00 24.71 N
BT 1273 CA HIS A 163 13.129 71.247  9.687 1.00 28.65 C
BAF 1274 CB HIS A 163 12.201 70.759 8.577 1.00 31.78 C
& F 1275 CG HIS A 163 12.220 71.614 7.355 1.00 23.99 C
J/Z-F 1276 ND1 HIS A 163 13.267 71.604 6.458 1.00 38.86 N
&F 1277 CEl1 HIS A 163 13.010 72.449 5.476 1.00 30.97 C
J&-F 1278 NE2 HIS A 163 11.833 73.007 5.702 1.00 44.58 N
J&-F 1279 (D2 HIS A 163 11.318 72.501 6.869 1.00 19.86 C
&-F 1280 C HIS A 163 12.818 70.462 10.940 1.00 44.67 C
ZF 1281 0 HIS A 163 11.760 70.629 11.546 1.00 41.36 0
&-F 1282 N GLN A 164 13.734 69.586 11.319 1.00 26.72 N
J&F 1283 CA GLN A 164 13.488 68.723 12.452 1.00 31.24 C
/&F 1284 CB GLN A 164 13.418 67.266 11.997 1.00 30.96 C
J&-F 1285 CG GLN A 164 12.670 67.069 10.699 1.00 33.88 C
/Z-F 1286 CD GLN A 164 12.471 65.611 10.375 1.00 18.16 C
&F 1287 OF1 GLN A 164 12.587 64.750 11.248 1.00 30.18 0
/&-F 1288 NE2 GLN A 164 12.171 65.320 9.116 1.00 29.97 N
&-F 1289 C GLN A 164 14.583 68.895 13.476 1.00 29.68 C
/A-F 1290 0 GLN A 164 15.761 68.986 13.132 1.00 26.40 0
&F 1291 N GLU A 165 14,175 68.950 14,737 1.00 39.37 N
&f 1292 CA GLU A 165 15.101 69.002 15.852 1.00 38.63 C
&F 1293 CB GLU A 165 14.367 69.423 17.126 1.00 42.44 C

[0097] BF 1294 CG GLU A 165 13.473 70.644 16.958 1.00 50.87 C
J&F 1295 CD GLU A 165 12.249 70.366 16.100 1.00 65.49 C
J/Z-F 1296 OEl GLU A 165 11.799 69.200 16.058 1.00 62.43 0
/&-F 1297 OE2 GLU A 165 11.735 71.316 15.470 1.00 57.39 0
&F 1298 C GLU A 165 15.701 67.619 16.029 1.00 44.04 C
BRF 1299 0 GLU A 165 16,777 67.462 16.603 1.00 45.99 0
/&-F 1300 N VAL A 166 14.989 66.616 15.528 1.00 31.28 N
&-F 1301 CA VAL A 166 15.448 65,238 15.582 1.00 23.77 C
J&F 1302 CB VAL A 166 14,590 64.397 16.541 1,00 40.89 C
J&-F 1303 CGl VAL A 166 14.863 64.796 17.987 1.00 37.86 C
/Z-F 1304 CG2 VAL A 166 13.113 64.558 16.209 1.00 49.67 C
/&F 1306 C VAL A 166 15,373 64.647 14,182 1.00 24.93 C
/¥ 1306 0 VAL A 166 14. 332 64.697 13.539 1.00 31.03 0
&F 1307 N LYS A 167 16,483 64.102 13.707 1.00 29.16 N
¥ 1308 CA LYS A 167 16.534 63.541 12,365 1.00 40.50 C
/AF 1309 CB LYS A 167 17.972 63.161 11.995 1.00 38.26 C
¥ 1310 CG LYS A 167 18. 669 62.264 13.004 1.00 37.26 C
/&F 1311 Cb LYS A 167 20.096 61.958 12.571 1.00 52.99 C
J&-F 1312 CE LYS A 167 20.752 60.933 13.487 1.00 62.49 C
/AF 1313 NZI LYS A 167 22,106 60.543 13.006 1.00 54.86 N
RF 1314 C LYS A 167 15.600 62.338 12,231 1.00 26.80 C
BF 1315 0 LYS A 167 15.358 61.622 13.202 1.00 26.96 0
/#2F 1316 N PRO A 168 15.061 62.121 11.022 1.00 20.26 N
J&F 1317 CA PRO A 168 14.214 60.950 10.783 1.00 16.87 C
/AF 1318 CB PRO A 168 13.857 61.067 9.296 1.00 16.76 C
&F 1319 CG PRO A 168 14.077 62.506 8.953 1.00 25.10 C
/&F 1320 CD PRO A 168 15.200 62.967 9.825 1.00 27.73 C
/A&F 1321 C PRO A 168 15.017 59.677 11.000 1.00 17.62 C
/&F 1322 0 PRO A 168 16.213 59.657 10.697 1.00 20.78 0
AT 1323 N TYR A 169 14.376 58.634 11.518 1.00 13.49 N
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BF 1324 CA TYR A 169 15.016 57.330 11.609 1.00 17.61 C
&-F 1325 CB TYR A 169 14.217 56.402 12.526 1.00 22.81 C
&-F 1326 CG TYR A 169 14.954 55.135 12.913 1.00 23.72 C
/&-F 1327 CD1 TYR A 169 15.918 55.149 13.913 1.00 22.88 C
J&-F 1328 CE1 TYR A 169 16. 5697 53.998 14.260 1.00 23.20 C
AF 1329 CZ TYR A 169 16.310 52.812 13.611 1.00 20.33 C
/Z-f 1330 OH TYR A 169 16.981 51.662 13.951 1.00 33.43 0
/&F 1331 CE2 TYR A 169 15.360 52.773 12.617 1.00 30.19 C
J&F 1332 CD2 TYR A 169 14.689 53.928 12.272 1.00 26.49 C
&F 1333 C TYR A 169 15.084 56.758 10.200 1.00 17.36 C
BF 1334 0 TYR A 169 14.123 56.8567 9.444 1.00 19.69 0
¥ 1335 N THR A 170 16.223 56.184 9.831 1.00 15.14 N
/&-F 1336 CA THR A 170 16.390 55.657 8.475 1.00 17.61 C
/&F 1337 CB THR A 170 17.589 56.299 7.750 1.00 17.38 C
/&F 1338 0Gl1 THR A 170 18.759 56.189 8.568 1.00 19.82 0
/&-F 1339 CG2 THR A 170 17.310 57.774 7.481 1.00 20.98 C
BF 1340 C THR A 170 16.539 54.144 8.472 1.00 18.86 C
&F 1341 O THR A 170 17.430 53.593 9.123 1.00 26.33 0
BT 1342 N LEU A 171 15.655 53.482 7.734 1.00 18.93 N
¥ 1343 CA LEU A 171 15.562 52.030 7.758 1.00 18.35 C
2 1344 CB LEU A 171 14.220 51.618 8.367 1.00 21.32 C
/¥ 1345 CG LEU A 171 14.075 50.268 9.074 1.00 40.36 C
J&-F 1346 CD1 LCU A 171 15.174 50.073 10,106 1.00 34.51 C
/ZF 1347 CD2 LEU A 171 12.702 50.176 9.733 1.00 28.33 C
AF 1348 C LEU A 171 15.685 51.477 6.340 1.00 20.10 C
&F 1349 0 LEU A 171 14.794 51.669 5.513 1.00 20.54 0
A-F 1350 N ALA A 172 16. 788 50.784 6.072 1.00 16.52 N
J7-F 1351 CA ALA A 172 17.024 50.180 4.765 1.00 13.96 C
[0098] &F 1352 CB ALA A 172 18.514 50.163 4.455 1.00 16.63 C
J&F 1353 C ALA A 172 16.449 48.774 4.696 1.00 24.47 C
R-F 13564 O ALA A 172 16.471 48.036 5.682 1.00 23.73 0
/ZF 1355 N LEU A 173 15.941 48,412 3.521 1.00 21.98 N
7 1356 CA LEU A 173 15.362 47.102 3.287 1.00 21.72 C
/Z-F 1357 CB LEU A 173 13.906 47.244 2.851 1.00 19.32 C
/ZF 1358 CG LEU A 173 13.022 48.080 3.781 1.00 23.33 C
/&F 1359 Cbl1 LEU A 173 11. 636 48.291 3.188 1.00 16.29 C
&F 1360 CD2 LEU A 173 12.937 47.429 5.156 1.00 14.65 C
&F 1361 C LEU A 173 16.180 46.421 2.201 1.00 26.56 C
&-F 1362 0O LEU A 173 16.221 46.885 1.062 1.00 29.29 0
J&-F 1363 N ALA A 174 16.843 45.328 2.552 1.00 19.45 N
/&F 1364 CA ALA A 174 17.829 44.747 1.655 1.00 18.56 C
JAF 1365 CB ALA A 174 19.228 45.026 2,171 1.00 24.16 C
JZF 1366 C ALA A 174 17.644 43.257 1.428 1.00 27.06 C
RF 1367 O ALA A 174 17.372 42.504  2.358 1.00 25.18 0
&F 1368 N PHE A 175 17.796 42.832 0.180 1.00 17.66 N
/&F 1369 CA PHE A 175 17.909 41.411 -0.091 1.00 22.70 C
J&F 1370 CB PHE A 175 18.015 41.158 -1.594 1.00 25.59 C
&F 1371 CG PHE A 175 16. 748 41.426 -2.345 1.00 21.67 C
J&-F 1372 CD1 PHE A 175 15.565 40.824 -1.961 1.00 16.47 C
/&Z-F 1373 CEl1 PHE A 175 14. 401 41.057 -2.646 1.00 21.02 C
/&F 1374 CZ PHE A 175 14. 405 41.896 -3.745 1.00 25.39 C
/&% 1375 CE2 PHE A 175 15.579 42,502 -4.140 1.00 18.21 C
J&-F 1376 CD2 PHE A 175 16. 743 42.265 -3.443 1.00 19.97 C
B-F 1377 C PHE A 175 19.178 40.929 0.580 1.00 24.62 C
&-F 1378 0 PHE A 175 20.105 41.710 0.803 1.00 29.93 0
BAF 1379 N LYS A 176 19.228 39.644 0.906 1.00 29.68 N
&F 1380 CA LYS A 176 20.463 39.062 1.398 1.00 25.09 C
J&F 1381 CB LYS A 176 20.306 37.552 1.579 1.00 27.62 C
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B 1382 CG LYS A 176 19.441 37.154 2.754 1.00 28.98 C
J&F 1383 CD LYS A 176 19.472 35.643 2.971 1.00 36.91 C
A-F 1384 CE LYS A 176 18.881 34.903 1.782 1.00 37.36 C
J&F 1385 NZ LYS A 176 18.721 33.448 2.058 1.00 42.51 N
&F 1386 C LYS A 176 21.574 39.346 0.396 1.00 15.90 C
&F 1387 O LYS A 176 22.714 39.607 0.768 1.00 20.44 0
BT 1388 N GLU A 177 21.224 39.294 -0.882 1.00 25.32 N
/&% 1389 CA GLU A 177 22.200 39.455 -1.953 1.00 31.24 C
/&F 1390 CB GLU A 177 21.570 39.094 -3.302 1.00 27.67 C
A 1391 CG GLU A 177 21.297 37.601 -3.491 1.00 30.59 C
AF 1392 CD GLU A 177 19.993 37.135 -2.859 1.00 41.80 C
®-F 1393 OEl GLU A 177 19.405 37.884 -2.049 1.00 34.14 0
- 1394 OE2 GLU A 177 19.554 36.007 -3.175 1.00 34.99 0
J&F 1395 C GLU A 177 22,820 40.856 -1.994 1.00 37.35 C
BF 1396 O GLU A 177 23.855 41.065 -2.625 1.00 30.47 0
&F 1397 N GLN A 178 22.193 41.804 -1.303 1.00 36.22 N
J%F 1398 CA GLN A 178 22.639 43.194 -1.324 1.00 29.61 C
A&F 1399 CB GLN A 178 21.439 44.140 -1.262 1.00 29.43 C
JZ2F 1400 CG GLN A 178 20.628 44.205 -2.540 1.00 23.93 C
J&f 1401 CD GLN A 178 19. 467 45.165 -2.427 1.00 31.28 C
J&-F 1402 OEl GLN A 178 19.547 46.310 -2.872 1.00 31.53 0
J&-F 1403 NEZ GLN A 178 18.386 44.711 -1.809 1.00 19.77 N
/&F 1404 C GLN A 178 23.619 43.544 -0.208 1.00 24.49 C
/ZF 1405 O GLN A 178 24.236 44.611 -0.230 1.00 22.05 0
&F 1406 N ILE A 179 23.757 42.657 0.774 1.00 25.63 N
A-F 1407 CA ILE A 179 24.676 42.911 1.876 1.00 23.42 C
&-F 1408 CB ILE A 179 24,367 42.030 3.103 1.00 24.35 C
J&F 1409 CGl ILE A 179 22.884 42.123 3.470 1.00 24.89 C

[0099] J7F 1410 CD1 ILE A 179 22.371 43.547 3.623 1.00 24.96 C
&% 1411 CG2 ILE A 179 25.246 42.424 4.276 1.00 30.60 C
BF 1412 C ILE A 179 26.123 42.706 1.438 1.00 23.43 C
BF 1413 O ILE A 179 26.484 41.643 0.933 1.00 34.25 0
/ZF 1414 N CYS A 180 26.941 43.734 1.636 1.00 23.65 N
&-F 1415 CA CYS A 180 28.340 43.735 1.222 1.00 26.86 C
¥ 1416 CB CYS A 180 28.634 44.989 0.400 1.00 28.20 C
/¥ 1417 SG CYS A 180 27.579 45.186 -1.037 1.00 32.19 S
J&F 1418 C CYS A 180 29.266 43.721 2.431 1.00 38.73 C
&F 1419 0 CYS A 180 28.877 44.138 3.520 1.00 32.70 0
/&% 1420 N LEU A 181 30.496 43.254 2.237 1.00 40.01 N
/& 1421 CA LEU A 181 31.498 43.309 3.294 1.00 33.49 C
&% 1422 CB LEU A 181 32,796 42.621 2.857 1.00 33.75 C
B-F 1423 CG LEU A 181 33.880 42.312 3.904 1.00 41.07 C
/&-F 1424 (D1 LEU A 181 35.005 41.491 3.289 1.00 33.81 C
J&-F 1425 CD2 LEU A 181 34.449 43.567 4.557 1.00 37.05 C
¥ 1426 C LEU A 181 31.778 44.762 3.638 1.00 35.36 C
BF 1427 O LEU A 181 31.760 45,150 4.805 1.00 37.58 0
BF 1428 N  GLN A 182 32,026 45.564 2.607 1.00 32.02 N
BT 1429 CA GLN A 182 32.465 46.939 2.786 1.00 36.60 C
AT 1430 CB GLN A 182 33.983 46.966 2.976 1.00 32.92 C
AF 1431 CG GLN A 182 34,669 48.227 2.490 1.00 41.85 C
AF 1432 CD GLN A 182 34.986 49.194 3.609 1.00 55.63 C
&F 1433 O0El GLN A 182 35.607 50.234 3.384 1.00 71.24 0
&-F 1434 NE2 GLN A 182 34.569 48.856 4.823 1.00 54.48 N
&F 1435 € GLN A 182 32,067 47.798 1.590 1.00 47.43 C
BT 1436 0 GLN A 182 32.539 47.581 0.476 1.00 27.37 0
AF 1437 N VAL A 183 31,193 48.771 1.822 1.00 31.55 N
AF 1438 CA VAL A 183 30.792 49.693 0.765 1.00 24.14 C
&+ 1439 CB VAL A 183 29.351 50.199 0.968 1.00 33.25 C
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/& 1440 CGl VAL A 183 29.064 51.368 0.037 1.00 29.58 C
¥ 1441 (CG2 VAL A 183 28.355 49.072 0.750 1.00 29.97 C
&F 1442 C VAL A 183 31.741 50.882 0.712 1.00 36.41 C
R 1443 0O VAL A 183 31.920 51.582 1.707 1.00 34.55 0
BT 1444 N  PRO A 184 32.366 51.109 -0.452 1.00 28.90 N
J/Z-F 1445 CA PRO A 184 33.244 52.276 -0.580 1.00 35.06 C
VS 1446 CB PRO A 184 33.638 52.260 -2.062 1.00 35.92 C
BT 1447 CG PRO A 184 33.407 50.852 -2.514 1.00 40.32 C
/A-F 1448 CD PRO A 184 32.248 50.350 -1.709 1.00 37.19 C
J&F 1449 C PRO A 184 32.444 53.534 -0.267 1.00 38.75 C
B-F 1450 O PRO A 184 31.343 53.687 -0.794 1.00 37.70 0
&-F 1451 O ALA A 185 34,230 56.942 0.801 1.00 43.67 0
/Z-F 1452 N ALA A 18b 32.974 54.413 0.578 1.00 30.55 N
/&-F 1453 CA ALA A 185 32.238 55.610 0.970 1.00 36.19 C
/R-F 1454 C ALA A 185 33.004 56.900 0.691 1.00 46.39 C
/& 1455 CB ALA A 185 31.844 55.534 2,442 1.00 49.68 C
/&-F 1456 N  ASN A 186 32,269 57.950 0.329 1.00 62.02 N
J&-F 1457 CA ASN A 186 32.847 59.280 0.163 1.00 60.12 C
/&F 1458 C ASN A 186 33.103 59.939 1.511 1.00 58.29 C
J&-F 1459 CB ASN A 186 31.927 60.170 -0.676 1.00 59.88 C
J&-F 1460 CG ASN A 186 32.044 59.897 -2.164 1.00 65.22 C
/&-F 1461 OD1 ASN A 186 33.045 59.3556 -2.633 1,00 56.30 0
/&-F 1462 ND2 ASN A 186 31.019 60.282 2.917 1.00 64.85 N
/&F 1463 0 ASN A 186 32.327 59.762 2.455 1.00 59.60 0
A-F 1464 O ALA A 190 24.511 57.205 4.486 1.00 40.41 0
/&F 1465 N ALA A 190 26.139 59.419 3.741 1.00 46.14 N
J&-F 1466 CA ALA A 190 25.483 59.331 5.043 1.00 38.96 C
/&f 1467 C ALA A 190 25.044 57.898 5.351 1.00 33.11 C

[0100] J&-F 1468 CB ALA A 190 24.297 60.281 5.103 1.00 45.44 C
J&-F 1469 N LYS A 191 25.277 57.453 6.581 1.00 32.25 N
BT 1470 CA LYS A 191 24.898 56.102 6.974 1.00 33.05 C
BF 1471 CB LYS A 191 25.717 55.631 8.173 1.00 39.21 C
BT 1472 CG LYS A 191 27.220 55.706 8.010 1.00 37.53 C
BT 1473 CD LYS A 191 27.867 54.693 8.937 1.00 43.35 C
BZ-F 1474 CE LYS A 191 29.121 55.234 9.591 1.00 46.63 C
/& 1475 NZ LYS A 191 29.494 54,407 10.774 1.00 57.53 N
BF 1476 C LYS A 191 23.422 56.019 7.332 1.00 34.18 C
B-F 1477 0 LYS A 191 22.836 56.989 7.810 1.00 35.97 0
BF 1478 N VAL A 192 22.828 54.853 7.1056 1.00 27.06 N
BF 1479 CA VAL A 192 21.469 54.594 7.561 1.00 24.39 C
/&F 1480 CB VAL A 192 20.723 53.603 6.643 1.00 23.86 C
/&-F 1481 CG1 VAL A 192 20.599 54.176 5.234 1.00 25.04 C
J7-F 1482 CGZ VAL A 192 21.428 52.258 6.608 1.00 25.90 C
&F 1483 C VAL A 192 21.529 54.054 8.980 1.00 31.85 C
BF 1484 0 VAL A 192 22.543 53.491 9.395 1.00 31.64 0
&-F 1485 N  ASP A 193 20.448 54.234 9.729 1.00 24.62 N
/&-F 1486 CA ASP A 193 20.430 53.811 11.122 1.00 26.41 C
J&F 1487 CB ASP A 193 19.209 54.378 11.837 1.00 20.49 C
J&-F 1488 CG ASP A 193 19.362 55.849 12.155 1.00 22.17 C
J&-F 1489 0Dl ASP A 193 20.414 56.224 12.713 1.00 36.45 0
/&F 1490 0D2 ASP A 193 18.432 56.625 11.855 1.00 21.62 0

7-F 1491 C ASP A 193 20.441 52.303 11.233 1.00 25.18 C
J&F 1492 0 ASP A 193 21.083 51.738 12.120 1.00 22.99. 0
JBF 1493 N GLU A 194 19.730 51.653 10.321 1.00 22.26 N
BF 1494 CA GLU A 194 19.568 50.213 10.392 1.00 19.27 C
J&F 1495 CB GLU A 194 18.426 49.882 11.345 1.00 29.48 C
&-F 1496 CG GLU A 194 18.133 48.411 11.506 1.00 22.64 C
&F 1497 CD GLU A 194 17.173 48.165 12.654 1.00 25.10 C
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J/ZF 1498 OF1 GLU A 194 16.858 46.991 12.934 1.00 37.98 0
/2-F 1499 OE2 GLU A 194 16. 740 49.160 13.273 1.00 34.35 0
&F 1500 C GLU A 194 19.300 49.604 9.027 1.00 23.05 C
/Z¥F 1501 O GLU A 194 18.56565 50.161 8.217 1.00 18.31 0
J/&-F 1502 N VAL A 195 19.919 48.456 8,781 1.00 21.02 N
B+ 1503 CA VAL A 195 19.665 47.699 7.565 1.00 27.72 C
/Z&-F 1504 CB VAL A 195 20.972 47.377 6.803 1.00 23.14 C
J&F 1505 CGl VAL A 195 21.816 48.627 6.637 1.00 24.03 C
J&F 1506 CG2 VAL A 195 21.766 46.300 7.524 1.00 52.71 C
B&F 1507 C VAL A 195 18.950 46.406 7.943 1.00 28.09 C
J&F 1508 0 VAL A 195 19. 422 45.659 8.794 1.00 25.89 0
&F 1509 N LEU A 196 17.795 46.162 7.335 1.00 17.17 N
/&F 1510 CA LEU A 196 17.049 44.940 7.585 1.00 21.85 C
/&-F 1511 CB LEU A 196 15.558 45.236 7.740 1.00 23.73 C
&AF 1512 CG LEU A 196 15.145 46.097 8.936 1.00 25.55 C
/A-F 1513 CDl LEU A 196 13.629 46.242 8.967 1.00 21.28 C
J/&-F 1514 (D2 LEU A 196 15.657 45.484 10.224 1.00 22.11 C
&-F 1515 C LEU A 196 17.251 43.979 6.431 1.00 28.50 C
&-F 1516 O LEU A 196 17.358 44.397 5.278 1.00 20.60 0
&F 1517 N TYR A 197 17.290 42.690 6.746 1.00 23.79 N
&-F 1518 CA TYR A 197 17.459 41.661 5.733 1.00 23.77 C
&F 1519 CB TYR A 197 18.820 41.812 5.063 1.00 17.47 C
&ZF 1520 CG TYR A 197 19.975 41.612 6.015 1.00 22.60 C
/A% 1521 CD1 TYR A 197 20.522 40.351 6.215 1.00 33.83 C
/ZF 1522 CE1 TYR A 197 21.573 40.159 7.088 1.00 28,87 C
/&F 1623 CZ TYR A 197 22.092 41.232 7.779 1.00 32.86 C
J&F 1524 OH TYR A 197 23.141 41.040 8.649 1.00 37.85 0
B&¥F 1525 CE2 TYR A 197 21.567 42.496 7.600 1.00 38.33 C
[0101] &F 1526 CD2 TYR A 197 20.513 42.679 6.722 1.00 31.81 C
&F 1527 C TYR A 197 17.382 40.291 6.379 1.00 20.89 C
¥ 1528 0O TYR A 197 17.722 40.138 7.554 1.00 32.65 0
&F 1529 N GLU A 198 16.926 39.302 5.614 1.00 31.22 N
&-F 1530 CA GLU A 198 17.092 37.899 5.995 1.00 29.71 C
JZ&-F 1631 CB GLU A 198 16.628 37.635 7.428 1.00 52.28 C
ZF 1532 CG GLU A 198 17.492 36.613 8.156 1.00 53.70 C
/&F 1533 CD GLU A 198 18.983 36.887 8.005 1.00 50.28 C
&F 1534 OEl GLU A 198 19.433 37.210 6.882 1.00 45.72 0
J&F 1535 OE2 GLU A 198 19.712 36.768 9.012 1.00 63.90 0
/&-F 1536 C GLU A 198 16. 448 36.921 5.018 1.00 37.74 C
B+ 1637 O GLU A 198 15. 663 37.315 4.155 1.00 42.79 0
/¥ 1538 0 ALA A 199 14.190 33.761 4.584 1,00 43.85 0
AF 1539 N ALA A 199 16.803 35.646 5.155 1.00 45.01 N
/Z-F 1540 CA ALA A 199 16.381 34.623 4.204 1.00 37.79 C
/Z-F 1541 C ALA A 199 14.873 34.619 4.032 1.00 42.44 C
/¥ 1542 CB ALA A 199 16.864 33.247 4.651 1.00 56.16 C
RAF 1543 0 HOH 1 9.583 67.067 1.099 1.00 4.20 0
AF 1544 0 HOH 2 9.962 70.055 0.511 1.00 16.46 0
JB-f 1545 0 HOH 3 8. 030 57.515 -6.473 1.00 19.94 0
B 1546 O  HOH 4 11.746 56.561 0.959 1.00 15.98 0
&F 1547 O HOH 5 0.928 54.112 -11.476 1.00 17.61 0
/&F 1548 0 HOH 6 9.527 55.580 —5.257 1.00 19.76 0
AF 1549 0O HOH 7 9.174 72,967 -2.618 1,00 20.16 0
&-F 1550 O HOH 8 —-0. 142 62.909 -10.971 1.00 19.76 0
/& 1551 O HOH 9 0.831 54.309 13.612 1.00 23.81 0
/&F 1552 0 HOH 10 11.046 71.372 -2.862 1.00 13.36 0
&F 1553 O HOH 11 16.156 46.268 -1.688 1.00 21.53 0
J&-F 1554 0 HOH 12 23.341 57.589 -5.007 1.00 27.92 0
&% 15655 0 HOH 13 11.294 42.957 -6.403 1.00 32.98 0
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J&-F 1556 0 HOH 14 0.000 b54.788 -14.804 1.00 29.19 0
J&-F 1557 0 HOH 15 3.506 66.394 -8.240 1.00 24.86 0
&F 1558 0 HOH 16 6.012 49.126 —-4.118 1.00 26.62 0
/&F 1559 0 HOH 17 10. 086 66.627 -7.299 1.00 23.30 0
BT 1560 O  HOH 18 13.642 72.463 2.346 1.00 31.11 0
/2-F 1561 O  HOH 19 0.362 66.401 7.180 1.00 25.87 0
/7F 15662 O  HOH 20 4.181 70.052 -4.880 1.00 24.35 0
BT 1563 O  HOH 21 -5.037 55.922 7.050 1.00 34.82 0
B-F 15664 0 HOH 22 12.236 52,918 -5.746 1.00 29.85 0
J/&F 1565 O HOH 23 18.671 59.070 12.369 1.00 43.00 0
J&F 15666 O  HOH 24 1.315 46.977 16.578 1.00 35.89 0
/BF 1567 O  HOH 25 -3.197 57.766 6.977 1.00 29.53 0
/&F 15668 0 HOH 26 10.389 69.271 -7.1567 1.00 17.05 0
J&F 15669 O HOH 27 256.527 57.134 0.097 1.00 35.69 0
/&F 15670 O  HOH 28 0.059 45.275 11.352 1.00 28.91 0
/&-f 1571 O HOH 29 11.376 57.034 -10.654 1.00 22.35 0
BAF 1572 0  HOH 30 6.405 45.094 1.580 1.00 26.76 0
/¥ 1573 O HOH 31 -3.831 62.752 -2.931 1.00 32.78 0
&% 1574 O HOH 32 11. 141 60. 326 -16.070 1.00 26.74 0
BF 15675 0  HOH 33 6.735 72.561 0.000 0.77 11.81 0
/&F 1576 0 HOH 34 9.530 58.150 -8.805 1.00 22.02 0
/¥ 1577 O  HOH 35 16. 427 39.886 2.976 1.00 28.66 0
/&F 1578 O HOH 36 0.138 48.701 -1.262 1.00 27.30 0
/¥ 1579 0  HOH 37 1.464 51.702 14.603 1.00 24.79 0
&-F 1580 O HOH 38 31.312 42.328 -0.552 1.00 32.80 0
/&-F 1581 0 HOH 39 12.364 46.397 17.067 1.00 35.33 0
&-F 1582 0 HOH 40 3.708 49.731 -4.760 1.00 26.44 0
&-F 1583 O HOH 41 3.533 71.268 -0.336 1.00 27.24 0
[0102] /&-F 1584 0 HOH 42 6.763 64.585 -11.5567 1,00 30.92 0
/&% 15685 0  HOH 43 -8.419 56.456 -2.370 1.00 29.90 0
/&% 1586 0 HOH 44 2.074 72.336 2.723 1.00 31.62 0
/&F 1587 O HOH 45 13.206 30.466 -7.249 1.00 33.58 0
/&-F 1588 0 HOH 46 7.439 67.126 -11.072 1,00 36.31 0
/A-F 1589 0  HOH 47 5.497 61.144 -13.268 1.00 30.70 0
&-F 15690 O HOH 48 —0.863 44.614 7.404 1.00 31.32 0
A-fF 1591 0O HOH 49 6.417 49.742 -8.287 1.00 33.54 0
¥ 15692 0  HOH 50 16.436 59.829 14.953 1.00 35.85 0
&-F 15693 0 HOH 51 9.812 66.574 -10.176 1.00 27.70 0
J&-F 1594 0 HOH 52 ~7.880 64.626 1.874 1.00 56.14 0
/&-F 1595 0O  HOH 53 16.309 48.928 -1.740 1.00 31.70 0
&F 1596 0 HOH 54 32.310 44.685 -0.233 1.00 36.38 0
&F 1597 0 HOH 55 7.590 64.459 12.112 1.00 32.70 0
/&-F 1598 0 HOH 56 7.910 70.302 -8.306 1.00 34.01 0
J&¥ 1599 0 HOH 87 18.214 40.463 -9.563 1.00 28.63 0
&F 1600 0 HOH 58 19.493 39.989 10.351 1.00 45.09 0
J&F 1601 0 HOH 59 11.710 43.477 13.559 1,00 31.77 0
&¥ 1602 0 HOH 60 12.299 55.406 -6.241 1.00 32.82 0
&-F 1603 0 HOH 61 -6.741 66.716 0.528 1.00 42.37 0
B+ 1604 0 HOH 62 8.500 70.711 8247 1.00 26.35 0
F 1605 O HOH 63 6.670 59.621 17.455 1.00 48.64 0
/&% 1606 0  HOH 64 31.043 56.011 -9.096 1.00 39.00 0
&F 1607 O HOH 65 20.160 58.458 9.255 1.00 44.83 0
ZF 1608 0O  HOH 66 9.818 ©64.204 13.652 1.00 44.89 0
&% 1609 0 HOH 67 -1.062 59. 831 3.969 1.00 20.69 0
&-F 1610 0 HOH 68 18.893 38.320 -11.925 1.00 35.04 0
A-F 1611 0 HOH 69 29.343 58.240 -0.097 1.00 42.87 0
&F 1612 0 HOH 70 17.106 65.358 -3.015 1.00 24.46 0
/& 1613 0 HOH 71 10.465 70.738 -15.257 1.00 43.18 0
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BT 1614 O HOH 72 29.569 58.034 -7.505 1.00 39.65 0
BF 1615 O HOH 73 -3.448 59. 684 4,998 1.00 34.62 0
Vi 1616 O HOH 74 5,547 43.502 -0.621 1.00 37.06 0
BT 1617 O HOH 75 1.032 49.483 -3.653 1.00 40.51 0
JBF 1618 O HOH 76 4.888 59.848 20.526 1.00 35.57 0
Ve 1619 O HOH 7 18. 007 42. 046 9.919 1.00 36.22 0
Ve 1620 O HOH 78 33.480 60.828 -10.012 1.00 44.15 0
JF 1621 O HOH 79 27.719 60.196 1.617 1.00 38.51 0
BF 1622 0 HOH 80 27.600 41.102 -2.195 1.00 41.89 0
BF 1623 0 HOH 81 22.006 47.629 10.867 1.00 34.27 0
BT 1624 O HOH 82 18.466 33.821 -2.119 1.00 38.12 0
BF 1625 0 HOH 83 20.986 36.410 —-10.928 1.00 41.13 0
¥ 1626 O HOH 84 14.095 30.178 -1.762 1.00 38.02 0
RF 1627 O HOH 85 -2.578 67.124 1.861 1.00 37.03 0
BT 1628 0 HOH 86 19.978 58.288 -3.984 1.00 20.06 0
BT 1629 O HOH 87 -6. 576 54.927 2.601 1.00 39.57 0
T 1630 O HOH 88 17.172 30.892 -0.514 1.00 43.68 0
BT 1631 O HOH 89 -6. 781 63. 960 4,284 1.00 45.18 0

[0103] Vi 1632 0O HOH 90 5.590 41.330 1.144 1.00 36. 04 0
BT 1633 O HOH 91 10.588 69.782 13.644 1.00 56. 56 0
BT 1634 O HOH 92 34.938 47.666 -5.252 1.00 38.63 0
BT 1635 O HOH 93 28.135 53.804 -1.572 1.00 42.14 0
BT 1636 O HOH 94 23.823 49.737 11.392 1.00 54.16 0
JBF 1637 O HOH 95 10.320 39.781 -11.263 1.00 49.69 0
Vo 1638 O HOH 96 19.884 43.016 -7.188 1.00 52,46 0
¥ 1639 0 HOH 97 11.174 26.833 -8.058 1.00 49.86 0
BT 1640 O HOH 98 16. 770 57.623 -9.608 1.00 42.94 0
B 1641 O HOH 99 -2.272 66.732 8.172 1.00 59.69 0
JF 1642 O HOH 100 19.435 44.208 10.874 1.00 38.32 0
BT 1643 O HOH 101 17.533 30.419 2.470 1.00 47. 48 0
#F 1644 O HOH 102 4.399 41.716 -2.647 1.00 42.21 0
END

[0104] 3K 3 9 NVE 5, 10— X FEE DS IR-A Rl 5 43 2098 1) B2 A 0 I Fi AR TR AR

[0105] % 3
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ATOM 1 N META 1 -17.348 -10.183  7.583 1.00 35.43 N
ATOM 2 CA META 1 -17.905 -11.515 7.788 1.00 41.41 c
ATOM 3 C META 1 -17.380 -12.476  6.724 1.00 45.63 C
ATOM 4 CB MET A 1 -19.440 -11.478 7.773 1.00 45.32 C
ATOM 5 C6G MET A 1 -20. 067 -10.617 8.868 1.00 37.59 C
ATOM 6 SD MET A 1 -19.725 -11.228 10.533 1.00 59.03 S
ATOM 7 CE MET A 1 -20. 654 —-12.757 10.528 1.00 53. 80 C
ATOM 8 0 META I -16.773 -13.499 7.044 1.00 42.09 0
ATOM 9 0 ALAA 2 -14.960 -14.026 4.128 1.00 49.53 0
ATOM 10 N ALAA 2 -17.615 -12.138 5.458 1.00 48.40 N
ATOM 11 CA ALAA 2 -17.077 -12.905 4.338 1.00 45.74 c
ATOM 12 C ALAA 2 -15.560 —-13.001 4.459 1.00 49.29 C
ATOM 13 CB ALAA 2 -17.464 -12.257 3.017 1.00 40.17 C
ATOM 14 0 ALAA 3 -12.247 ~13.680 6.175 1.00 42.90 0
ATOM 15 N ALAA 3 -14.950 -11.917 4.932 1.00 48.58 N
ATOM 16 CA ALAA 3 -13.517 -11.881 5.196 1.00 52.51 o
ATOM 17 C ALAA 3 -13.159 -12.859  6.315 1.00 50. 38 c
ATOM 18 CB ALAA 3 ~13.085 —10.466 5.567 1.00 47.96 c
ATOM 19 N ALAA 4 -13.885 -12.759 7.425 1.00 36.70 N
ATOM 20 CA ALAA 4 -13,661 -13.620 8.579 1.00 40.63 o
ATOM 21 CB ALAA 4 -14.641 —-13.285 9.702 1.00 32.11 C
ATOM 22 C ALAA 4 -13.771 -15.086 8.195 1.00 39.83 C
ATOM 23 0 ALAA 4 -12.959 -15.905 8.628 1.00 35,23 0
ATOM 24 N ALAA 5 ~14. 778 —-15.409  7.385 1.00 29.09 N
ATOM 25 CA ALAA 5 ~14.978 —-16.776  6.915 1.00 31.34 C
ATOM 26 CB ALAA 5 -16.217 -16.865 6,040 1.00 40.09 C
ATOM 27 C ALAA 5 -13.748 -17.265 6.160 1.00 41.10 C
ATOM 28 0 ALAA 5 ~13.344 -18.426  6.293 1.00 35.68 0
[0106] ATOM 29 N VALA 6 -13.156 -16.376 5.366 1.00 38.33 N
ATOM 30 CA VALA 6 -11.916 —-16.687 4.663 1.00 48.93 C
ATOM 31 CB VALA 6 ~11.498 -15.546  3.698 1.00 60.52 C
ATOM 32 CG1 VALA 6 -10. 167 -15.860  3.028 1.00 47.51 C
ATOM 33 CG2 VALA 6 -12.570 -15.319  2.641 1.00 34.39 o
ATOM 34 C VALA 6 -10.802 -16.982 5.672 1.00 31.98 c
ATOM 35 0 VALA 6 -10.124 -18.012 5.576 1.00 28.68 0
ATOM 36 N SERA 7 -10.639 -16.087 6.647 1.00 42.71 N
ATOM 37 CA SERA 7 -9.637 -16.250 7.703 1.00 34.73 C
ATOM 38 CB SERA 7 -9,676 -15.074 8.687 1.00 35.76 c
ATOM 39 06 SER A 7 -9.444 -13.837 8.036 1.00 51.46 0
ATOM 40 C SERA 7 -9.805 -17.565  8.462 1.00 40. 44 C
ATOM 41 0 SERA 7 -8.821 -18.236 8.781 1.00 39.35 0
ATOM 42 N SERA 8 -11. 049 -17.927 8.762 1.00 34.96 N
ATOM 43 CA SER A 8 -11. 317 -19.198 9.426 1.00 35.73 C
ATOM 44 CB SERA 8 -12,805 -19.359 9.732 1.00 30. 41 C
ATOM 45 0G SER A 8 -13.055 -20.649 10.259 1.00 41.68 0
ATOM 46 C SERA 8 -10.831 -20.368 8.572 1.00 40.24 o
ATOM 47 0 SERA 8 -10. 080 -21.226  9.046 1.00 31.04 0
ATOM 48 N ALAA 9 -11.255 -20.392 7.311 1.00 27.74 N
ATOM 49 CA ALAA 9 -10.8562 -21.453  6.390 1.00 28,91 C
ATOM 50 CB ALAA 9 -11.508 -21.264 5.032 1.00 36.07 C
ATOM 51 C ALAA 9 -9.325 -21.546  6.257 1.00 30.07 C
ATOM 52 0 ALAA 9 -8.765 -22.640 6.218 1.00 36.17 0
ATOM 53 N LYSA 10 -8.652 -20.400 6.195 1.00 32.46 N
ATOM 54 CA LYS A 10 -7.191 -20.387 6.172 1.00 40.86 C
ATOM 55 CB LYS A 10 -6.657 -18.964 5.966 1.00 41.64 C
ATOM 56 CG LYS A 10 ~6.842 -18.415 4.561 1.00 38.00 C
ATOM 57 CD LYS A 10 -6.293 -16.997 4.444 1.00 34.36 C
ATOM 58 CE LYS A 10 -6.150 -16.592  2.980 1.00 32.98 C
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ATOM 59 NZ LYS A 10 -5.606 -15.216 2.829 1.00 55.50 N
ATOM 60 C LYS A 10 -6.622 -20.973 7.461 1.00 38.45 C
ATOM 61 O LYS A 10 -5.691 -21.780 7.430 1.00 38.50 0
ATOM 62 N ARG A 11 -7.184 -20.550 8.591 1.00 33.39 N
ATOM 63 CA ARG A 11 -6.722 -20.999 9.901 1.00 29.69 C
ATOM 64 CB ARG A 11 -7.484 -20.265 11.007 1.00 57.95 C
ATOM 65 CG ARG A 11 -7.179 20.743 12.422 1.00 54.26 C
ATOM 66 CD ARG A 11 -8. 149 -20.141 13.437 1.00 56.68 C
ATOM 67 NE ARG A 11 -9.533 -20. 187 12.967 1.00 57.12 N
ATOM 68 CZ ARG A 11 -10. 333 -21.243 13.081 1.00 59.00 C
ATOM 69 NH1 ARG A 11 -9.894 -22.357 13.653 1.00 52,97 N
ATOM 70 NH2 ARG A 11 -11.576 -21.189 12,621 1.00 57.11 N
ATOM 71 C ARG A 11 -6, 850 -22.514 10.067 1.00 39.39 C
ATOM 72 0 ARG A 11 -5.913 -23.181 10.511 1.00 38.22 0
ATOM 73 N SERA 12 -8.004 -23.063 9.704 1.00 32.80 N
ATOM 74 CA SER A 12 -8.183 -24.507 9.771 1.00 35.88 C
ATOM 75 CB SER A 12 -9.612 -24.905 9.399 1.00 32.51 C
ATOM 76 0G SER A 12 -10. 556 -24. 357 10.306 1.00 56.44 0
ATOM 77 C SER A 12 -7.181 -25.219 8.869 1.00 42.98 C
ATOM 78 0 SER A 12 -6.486 -26.139 9.302 1.00 33.33 0
ATOM 79 N LEU A 13 -7.107 -24.797 7.610 1.00 32.15 N
ATOM 80 CA LEUA 13 -6. 189 —-25.427 6.670 1.00 27.68 C
ATOM 81 CB LEU A 13 -6.291 -24.781 5.284 1.00 30.53 C
ATOM 82 CG LEU A 13 -5.494 -25.416 4.139 1.00 38.90 C
ATOM 83 CD1 LEU A 13 -5.683 -26.929 4.073 1.00 35.08 C
ATOM 84 CD2 LEU A 13 -5.869 —-24.780 2.811 1.00 35.99 C
ATOM 8 C LEU A 13 —-4.753 -25.392 7.210 1.00 34.85 C
ATOM 86 O LEU A 13 -4.016 -26.369 7.087 1.00 30.26 0
ATOM 87 N ARG A 14 -4.370 -24.280 7.832 1.00 32.31 N
ATOM 88 CA ARG A 14 -3.041 -24.166 8.435 1.00 37.55 C
ATOM 89 CB ARG A 14 -2.835 -22.791 9.078 1.00 36.39 C
ATOM 90 CG ARG A 14 -2.619 -21.670 8.081 1.00 31.34 C
ATOM 91 CD ARG A 14 -1.982 -20.451 8.732 1.00 30.65 C

[0107] ATOM 92 NE ARG A 14 -1.930 -19.332 7.797 1.00 24.75 N
ATOM 93 CZ ARG A 14 -2.783 -18.314 7.803 1.00 38.94 C
ATOM 94 NH1 ARG A 14 -3.748 -18.260 8.712 1.00 33.84 N
ATOM 95 NHZ ARG A 14 -2.668 -17.345 6.902 1.00 51.22 N
ATOM 96 C ARG A 14 -2.792 -25.255 9.473 1.00 36. 40 C
ATOM 97 0 ARG A 14 -1.795 -25.970 9.402 1.00 40.50 0
ATOM 98 N GLY A 15 -3.689 -25.363 10.447 1.00 39.63 N
ATOM 99 CA GLY A 15 —-3.558 -26.368 11.487 1.00 31.32 C
ATOM 100 C GLY A 15 -3.500 -27.763 10.879 1.00 40.63 C
ATOM 101 0 GLY A 15 -2.653 -28.584 11.236 1.00 37.31 0
ATOM 102 N GLU A 16 -4,422 -28.002 9.959 1.00 36.67 N
ATOM 103 CA GLU A 16 4,443 -29.249 9.213 1.00 40.11 C
ATOM 104 CB GLU A 16 ~5,. 5566 -29.191 8.167 1.00 40.23 C
ATOM 105 CG GLU A 16 -5.953 -30.528 7.567 1.00 57.62 C
ATOM 106 CD GLU A 16 -7.067 -30.391 6.547 1.00 76. 46 C
ATOM 107 OE1 GLU A 16 ~-7.826 -29.403 6.635 1.00 50.42 0
ATOM 108 OE2 GLU A 16 -7.181 -31.261 5.654 1.00 62.86 0
ATOM 109 C GLU A 16 -3.090 -29.475 8.539 1.00 46.98 C
ATOM 110 0 GLU A 16 -2.481 -30.535 8.683 1.00 42.79 0
ATOM 111 N LEU A 17 -2.634 -28.470 7.797 1.00 38.11 N
ATOM 112 CA LEU A 17 -1.368 -28.553 7.076 1.00 34.21 C
ATOM 113 CB LEU A 17 -1.136 -27.292 6.234 1.00 38.20 C
ATOM 114 CG LEU A 17 -1. 837 -27.221 4.873 1.00 34.43 C
ATOM 115 CD1 LEU A 17 -1.655 —25.850 4.237 1.00 33.00 C
ATOM 116 CD2 LEU A 17 -1.323 -28.314 3.951 1.00 27.80 C
ATOM 117 € LEU A 17 -0.191 -28.789 8.013 1.00 39.30 C
ATOM 118 0 LEU A 17 0.686 -29.609 7.719 1.00 37.86 0
ATOM 119 N LYS A 18 -0.172 -28.072 9.136 1.00 34.58 N
ATOM 120 CA LYS A 18 0.917 -28.206 10.098 1.00 41.66 C
ATOM 121 CB LYS A 18 0.865 -27.093 11.142 1.00 46.40 C
ATOM 122 CG LYS A 18 0.862 -25.692 10.553 1.00 54.69 C
ATOM 123 CD LYS A 18 1. 526 —-24,.701 11.490 1.00 38.83 C
ATOM 124 CE LYS A 18 3.007 -25.013 11.623 1.00 59.40 C
ATOM 125 NZ LYS A 18 3.758 -23.905 12.276 1.00 69.07 N
ATOM 126 C LYS A 18 0.895 -29.572 10.780 1.00 61.57 C
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ATOM 127 O LYS A 18 1.935 -30.092 11.190 1.00 59.62 0
ATOM 128 O ALA A 19 0.981 —-33.389 11.131 1.00 73.95 0
ATOM 129 N ALA A 19 -0.295 -30.147 10.902 1.00 55.21 N
ATOM 130 CA ALA A 19 -0.434 -31.482 11.461 1,00 44.27 C
ATOM 131 C ALA A 19 0,318 -32.500 10.606 1.00 58.84 C
ATOM 132 CB ALA A 19 -1.902 -31.862 11.579 1.00 55.82 C
ATOM 133 N ARG A 20 0.219 -32, 360 9.287 1.00 57.92 N
ATOM 134 CA ARG A 20 0. 890 -33.271 8.359 1.00 43.89 C
ATOM 135 C ARG A 20 9395 -33.010 8301 1.00 53.35 ¢
ATOM 136 CB ARG A 20 0.275 -33. 166 6.957 1.00 58.35 C
ATOM 137 CG ARG A 20 -1. 088 -33. 815 6.837 1.00 47.85 C
ATOM 138 CD ARG A 20 -1.556 -33.901 5.384 1.00 75.44 C
ATOM 139 NE ARG A 20 -1.996 -32.613 4,850 1.00 57.07 N
ATOM 140 CZ ARG A 20 27509 -32.443  3.632 1.00 82,48 c
ATOM 141 NH1 ARG A 20 -2. 656 —33.482 2.823 1.00 83.04 N
ATOM 142 NH2 ARG A 20 -2.883 -31.236 3.225 1.00 69. 45 N
ATOM 143 O ARG A 20 3.193 -33.951 8.274 1.00 56.32 0
ATOM 144 N LEU A 21 2.778 -31,735 8.277 1.00 50.17 N
ATOM 145 CA LEU A 21 4,190 -31. 369 8.302 1.00 44.16 C
ATOM 146 C LEU A 21 4,846 -31.851 9.600 1.00 49.08 C
ATOM 147 CB LEU A 21 4, 357 -29. 857 8.175 1.00 50.77 C
ATOM 148 CG LEU A 21 3.970 —29. 181 6.858 1.00 47.94 C
ATOM 149 CD1 LEU A 21 3.965 -27.65H8 7.014 1.00 40.74 C
ATOM 150 CD2 LEU A 21 4.910 -29. 604 5.740 1.00 41.32 C
ATOM 151 O LEU A 21 5. 883 -32.517 9.567 1.00 44. 46 0
ATOM 152 N MET A 24 6. 928 - 35,336 9.749 1.00 60.95 N
ATOM 153 CA MET A 24 6. 985 -36. 107 8.515 1.00 53.82 C
ATOM 154 C MET A 24 8. 030 -37.198 8.632 1.00 50.79 C
ATOM 155 CB MET A 24 7.351 -35.210 7.330 1.00 b2.83 C
ATOM 156 CG MET A 24 6. 197 -34.471 6.686 1.00 64. 36 C
ATOM 157 SD MET A 24 6. 724 —-33. 657 5.151 1.00 54.60 S
ATOM 158 CE MET A 24 7.420 -35.035 4,263 1.00 43.93 C
ATOM 159 0O MET A 24 7.961 —38.208 7.927 1.00 66.68 0

[0108] ATOM 160 N SER A 25 8. 985 -36.976 9.531 1.00 37.07 N
ATOM 161 CA SER A 25 10. 213 -37.765 9.602 1.00 45.26 C
ATOM 162 C SER A 25 11. 342 -36, 970 8.955 1,00 42.30 C
ATOM 163 CB SER A 25 10. 049 -39.133 8.928 1.00 40.76 C
ATOM 164 0G SER A 25 11. 276 —39.605 8.395 1.00 58.02 0
ATOM 165 O SER A 25 11. 237 -36.552 7.800 1.00 43.52 0
ATOM 166 N ALA A 26 12. 408 -36.739 9.712 1.00 40. 38 N
ATOM 167 CA ALA A 26 13. 519 —-35. 941 9.221 1.00 49.26 C
ATOM 168 CB ALA A 26 14. 656 -35.939 10.230 1.00 35.37 C
ATOM 169 C  ALA A 26 13,994 ~36.458 7.868 1.00 51.61 c
ATOM 170 O ALA A 26 14,094 -35.700 6.901 1.00 55.34 0
ATOM 171 N GLU A 27 14. 265 —37. 758 7.804 1.00 54.21 N
ATOM 172 CA GLU A 27 14. 808 —-38.375 6.599 1.00 46.54 C
ATOM 173 CB GLU A 27 15. 147 -39. 850 6.847 1.00 49.20 C
ATOM 174 CG GLU A 27 13. 997 -40. 680 7.400 1.00 53.03 C
ATOM 175 CD GLU A 27 14. 363 —42. 145 7.591 1.00 71.27 C
ATOM 176 OEl1 GLU A 27 15. 562 -42. 484 7.486 1.00 61.46 0
ATOM 177 OQE2 GLU A 27 13. 450 —42. 960 7.846 1.00 62.39 0
ATOM 178 C  GLU A 27 13,900 -38.224  5.376 1.00 4. 89 C
ATOM 179 O GLU A 27 14. 384 —38. 108 4.249 1.00 40.96 0
ATOM 180 N GLU A 28 12. 589 -38. 230 5.589 1.00 37.13 N
ATOM 181 CA GLU A 28 11. 665 —-38. 016 4,483 1.00 28.63 C
ATOM 182 (CB GLU A 28 10. 235 —38. 382 4,885 1.00 43.48 C
ATOM 183 (G GLU A 28 9.155 -37.948  3.889 1.00 40.84 ¢
ATOM 184 CD GLU A 28 9. 263 —38.642 2.543 1.00 38.77 C
ATOM 185 OE1 GLU A 28 10. 184 -39. 464 2.368 1.00 31.10 0
ATOM 186 OF2 GLU A 28 8. 425 —-38. 366 1.657 1.00 46.32 0
ATOM 187 C GLU A 28 11. 739 -36.573 3.988 1.00 46.59 C
ATOM 188 0O GLU A 28 11. 759 -36. 329 2.783 1.00 51.17 0
ATOM 189 N ARG A 29 11. 789 -35.618 4.914 1.00 40.35 N
ATOM 190 CA ARG A 29 11.947 -34. 218 4,539 1.00 36.98 C
ATOM 191 CB ARG A 29 12. 064 -33. 328 5.773 1.00 40.62 C
ATOM 192 CG ARG A 29 10. 816 -33. 255 6.620 1.00 68.20 C
ATOM 193 CD ARG A 29 10. 941 -32. 144 7.643 1.00 59.79 C
ATOM 194 NE ARG A 29 9. 850 —-32. 164 8.610 1.00 65,36 N

45



CN 101781637 A

i

R B

42/143 71

[0109]

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211

212
213
214
215
216
217
218
219
220
221

222
223
224
225
226
227
228
229
230
231

232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
2560
251
252
253
254
255
256
257
258
259
260
261
262

CZ
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ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
GLN
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. 895
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. 234
. 359
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. 357
. 500
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. 472
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. 590
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. 225
. 882
. 960
. 129
. 980
. 256
. 479
. 157
. 330
. 813
. 393
. 079
. 389
. 347
. 477
. 735
. 852
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. 708
. 278
. 681
. 035
. 376
. 612
. 524
. 166
. 440
. 249
. 039
. 175
. 602
. 373
. 093
. 386
. 162
. 257
. 742
. 432
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. 967
. 228
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. 639
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. 646
. 140
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. 313
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. 794
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[0110]

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

263
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266
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SER
SER
SER
GLN
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GLN
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LYS
LYS
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LYS
VAL
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ILE
ILE
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HIS
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HIS
HIS
HIS
SER
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TYR
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. 456
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. 569
. 989
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. 349
. 444
. 835
. 122
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. 363
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. 096
. 681
. 175
. 922
. 665
. 094
. 441
. 364
. 828
.211
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.115
. 209
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. 499
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.125
. 181
. 130
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. 279
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. 894
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. 006
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.218
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. 749
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.935
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. 123
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. 622
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. 579
. 145
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. 867
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. 836
. 232
. 386
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. 247
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. 245
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. 199
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. 198
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CN 101781637 A 1«51'1 AR :F!' 44/143 T
ATOM 331 CB TYR A 46 16.426 -22.198 -11.543 1.00 14.51 C
ATOM 332 CG TYR A 46 17. 680 -22.299 -10.713 1.00 26. 34 C
ATOM 333 CDI TYR A 46 17.854 -21.500 -9.588 1.00 14.70 C
ATOM 334 CE1 TYR A 46 19.001 -21.566 -8.840 1.00 12.71 C
ATOM 335 CZ TYR A 46 20. 008 -22.437 -9.208 1.00 33.14 C
ATOM 336 OH TYR A 46 21.161 -22.510 -8.464 1.00 31.46 0
ATOM 337 CE2 TYR A 46 19. 866 -23. 241 10,3256 1.00 25.64 C
ATOM 338 CD2 TYR A 46 18.708 -23.163 ~11.072 1.00 17.68 C
ATOM 339 ¢ TYRA 46 17.805 -20. 838 ~13. 155 1.00 26.85 C
ATOM 340 0 TYRA 46 18. 656 -20.047 ~12.749 1.00 36. 88 0
ATOM 341 N GLN A 47 18. 008 -21.615 -14,213 1.00 25.63 N
ATOM 342 CA GLN A 47 19. 270 -21.565 -14,946 1.00 22.30 C
ATOM 343 CB GLN A 47 19.327 -22.674 —15.998 1.00 26.79 C
ATOM 344 CG GLN A 47 19. 180 -24. 093 -15.444 1.00 23.71 C
ATOM 345 CD GLN A 47 19. 472 -25,163 -16.495 1.00 54.26 C
ATOM 346 OEl GLN A 47 19. 889 -24.855 -17.616 1.00 39.80 0
ATOM 347 NE2 GLN A 47 19. 261 -26.425 -16.131 1.00 34.80 N
ATOM 348 C GLN A 47 19.511 -20.204 -15.606 1.00 28.36 C
ATOM 349 0 GLN A 47 20. 6567 -19.779 -15.766 1.00 25.17 0
ATOM 350 N LYS A 48 18.432 -19.522 -15.976 1.00 23.88 N
ATOM 351 CA LYS A 48 18.532 -18.236 —-16.665 1.00 23.78 C
ATOM 352 CB LYS A 48 17.326 -18.027 -17.585 1.00 33.63 C
ATOM 353 CG LYS A 48 17.230 —-19. 000 -18.765 1.00 33.52 C
ATOM 354 CD LYS A 48 15.936 -18. 764 -19.549 1.00 40.52 C
ATOM 355 CE LYS A 48 15.794 -19.715 ~20.741 1.00 43.51 C
ATOM 356 NZ LYS A 48 16.669 -19.330 21,881 1.00 45.67 N
ATOM 357 € LYS A 4B 18.649 —-17.045 -15.715 1.00 25. 39 C
ATOM 358 0 LYS A 48 19.192 -16. 011 -16.081 1.00 30. 46 0
ATOM 359 N SER A 49 18.135 -17.200 -14.498 1.00 26.77 N
ATOM 360 CA SER A 49 18.056 -16. 107 —-13.521 1.00 32.22 C
ATOM 361 CB SER A 49 17.141 -16.495 -12.357 1.00 27.74 C
ATOM 362 0G SER A 49 17.849 -17.290 —-11.420 1.00 44.21 0
ATOM 363 C SERA 49 19.414 -15.694 -12.954 1.00 36.24 C

[0111] ATOM 364 0O SER A 49 20.177 -16.528 -12.466 1.00 27.52 0
ATOM 365 N LYS A 50 19.691 -14.394 -12,997 1.00 43.26 N
ATOM 366 CA LYS A 50 20.953 -13.845 -12.505 1.00 37.10 C
ATOM 367 CB LYS A 50 21.398 -12.680 -13.399 1.00 36.75 C
ATOM 368 CG LYS A 50 21.429 -13.051 -14.889 1.00 55.97 C
ATOM 369 CD LYS A 50 21,209 -11.845 -15.801 1.00 74.87 C
ATOM 370 CE LYS A 50 21.437 -12.209 -17.271 1.00 64. 34 C
ATOM 371 NZ LYS A 50 20. 675 —13.422 -17.688 1.00 44, 05 N
ATOM 372 C LYS A 50 20.836 -13.399 —-11. 050 1.00 25.41 C
ATOM 373 0 LYS A 50 21.691 -13.718 -10.221 1.00 26.09 0
ATOM 374 N ARG A 51 19.764 -12.673 -10.743 1.00 30.39 N
ATOM 375 CA ARG A 51 19.529 -12. 155 -9.393 1.00 21.23 C
ATOM 376 CB ARG A 5l 19.230 -10.656 -9.451 1.00 20.04 C
ATOM 377 CG ARG A 51 20.292 -9.875 -10.233 1.00 30.62 C
ATOM 378 CD ARG A 51 19.902 -8.421 -10.462 1.00 19.20 C
ATOM 379 NE ARG A 51 19.450 -7.785 -9.227 1.00 28,77 N
ATOM 380 CZ ARG A 51 20.261 -7.278 -8.306 1.00 28.96 C
ATOM 381 NH1 ARG A 51 21.574 -7.324 -8.484 1.00 27.77 N
ATOM 382 NH2 ARG A 51 19,757 -6.729 -7.209 1.00 23.87 N
ATOM 383 C ARG A 51 18.404 -12.918 -8.703 1.00 20.02 C
ATOM 384 0 ARG A 51 17.256 -12.897 -9.154 1.00 18.34 0
ATOM 385 N ILE A 52 18,743 -13.597 -7.611 1.00 17.16 N
ATOM 386 CA ILE A 52 17.837 —-14.563 -7.001 1.00 16.03 C
ATOM 387 CB ILE A 52 18.392 -15.990 -7.173 1.00 38.42 C
ATOM 388 CG1 ILE A 52 17.271 -17.022 -7.117 1.00 41.08 C
ATOM 389 CD1 ILE A 52 17.585 -18.279 -7.894 1.00 58.18 C
ATOM 390 CGZ2 ILE A 52 19.451 -16.293 -6.121 1.00 34.97 C
ATOM 391 C ILE A 52 17.547 -14.332 -5.518 1.00 23.10 C
ATOM 392 0 ILE A 52 18.449 -14.048 -4.724 1.00 22.53 0
ATOM 363 N SER A 53 16.274 -14.458 -5.150 1.00 22.24 N
ATOM 394 CA SER A 53 15.880 -14.468 -3.744 1.00 19.21 C
ATOM 395 CB SER A 53 14,722 -13.503 -3.484 1.00 32.24 C
ATOM 396 0G SER A 53 14.079 -13.821 -2.257 1.00 24.12 0
ATOM 397 C SER A 53 15.484 -15.876 -3.308 1.00 15.17 C
ATOM 398 0 SER A 53 14. 649 -16.518 -3.943 1.00 13.96 0
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432 N
433 CA
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436 SD
437 CE
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448 O
449 N
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ATOM 467 CA ILE A 62 11.778 -27.904 2.019 1.00 33.22 C
ATOM 468 CB ILE A 62 11. 450 -27.590 0.550 1.00 29.83 C
ATOM 469 CG1 ILE A ©2 10. 349 -28. 526 0.048 1.00 27.75 C
ATOM 470 CD! ILE A 62 10. 846 —-29.922 -0.300 1.00 27.21 C
ATOM 471 CG2 TLE A 62 12.705 -27.725 -0.313 1.00 30.04 C
ATOM 472 C ILE A 62 13,119 -27. 270 2.372 1.00 34.72 C
ATOM 473 0 ILE A 62 13. 208 —26. 054 2.530 1.00 28.82 0
ATOM 474 N GLU A 63 14. 155 -28. 093 2.511 1.00 26.61 N
ATOM 475 CA GLU A 63 15.497 -27.592  2.802 1.00 31.05 ¢
ATOM 476 CB GLU A 63 16. 359 —-28. 697 3.415 1.00 23. 31 C
ATOM 477 CG GLU A 63 17.804 -28. 295 3.675 1,00 31.43 C
ATOM 478 CD GLU A 63 17.923 —-27. 141 4.647 1.00 44.82 C
ATOM 479 OEl GLU A 63 17.572 -27. 319 5.835 1.00 36.76 0
ATOM 480 OE2 GLU A 63 18,375 -26.057 4.221 1.00 38.70 0
ATOM 481 C GLU A 63 16. 167 —-27. 045 1.540 1.00 27.26 C
ATOM 482 0 GLU A 63 16. 280 —-27.743 0.537 1.00 30.44 (0]
ATOM 483 N THR A 64 16. 615 —25. 796 1.604 1.00 26.62 N
ATOM 484 CA THR A 64 17.166 —25.113 0.435 1.00 22.92 C
ATOM 485 CB THR A 64 16. 646 —-23. 665 0.345 1.00 22.76 C
ATOM 486 0Gl1 THR A o4 16. 942 -22. 969 1.569 1.00 18. 66 0]
ATOM 487 CG2 THR A 64 15. 141 -23.662 0.094 1.00 19. 32 C
ATOM 488 C THR A 64 18. 691 -25.079 0.388 1.00 21.51 C
ATOM 489 0 THR A 64 19. 266 —24.506 -0.536 1.00 26.42 0
ATOM 490 N GLU A 65 19. 337 —-25.702 1.373 1.00 23.98 N
ATOM 491 CA GLU A 65 20. 796 —-25. 695 1.466 1.00 23.73 C
ATOM 492 CB GLU A 65 21. 282 —-26.631 2.577 1.00 39.12 C
ATOM 493 CG GLU A 65 22.792 —-26. 862 2.544 1.00 39. 96 C
ATOM 491 CD GLU A 65 23,306 -27.653 3,732 1.00 72,42 ¢
ATOM 495 OFE1 GLU A 65 22. 825 -27. 418 4. 861 1.00 76.12 0
ATOM 496 OE2 GLU A 65 24. 205 -28. 500 3.536 1.00 80.85 6}
ATOM 497 C GLU A 65 21.500 -26. 063 0. 157 1.00 31.88 C
ATOM 498 0O GLU A 65 22.430 -25.378 ~-0.269 1.00 33.98 (0]
ATOM 499 N GLU A 66 21.062 -27.148 -0.471 1.00 27.62 N

[0113] ATOM 500 CA GLU A ©66 21.707 -27.619 -1.689 1.00 40.04 C
ATOM 501 CB GLU A 66 21.172 -28.995 -2.114 1.00 44. 42 C
ATOM 502 CG GLU A 66 21.899 -29.596 -3.322 1.00 63.21 C
ATOM 503 CD GLU A 66 21.400 -30.984 -3.699 1.00 72.93 C
ATOM 504 OF1 GLU A 66 20.836 -31.683 -2.828 1.00 54.36 [0}
ATOM 505 OE2 GLU A 66 21.578 -31.377 -4.874 1.00 71.60 0
ATOM 506 C GLU A 66 21.550 -26.596 -2.810 1.00 34,01 C
ATOM 507 O GLU A 66 22,495 —-26.332 -3.556 1.00 36.42 0
ATOM 508 N ILE A 67 50,360 ~26.013 -2.914 1.00 30.70 N
ATOM 509 CA 1ILE A 67 20. 109 -24.975 -3.909 1.00 29,69 C
ATOM 510 CB ILE A 67 18,630 —24.532 -3.903 1.00 36. 65 ¢
ATOM 511 CGl ILE A 67 17.718 -25.717 —-4.227 1.00 28.65 C
ATOM 512 CD1 ILE A 67 16. 258 —-25.456 -3.956 1.00 25.49 C
ATOM 513 CG2 ILE A 67 18.406 -23.391 -4.891 1.00 26.10 C
ATOM 514 C ILE A 67 21.019 -23.768 -3.669 1.00 28.88 C
ATOM 515 O ILE A 67 21.612 -23.226 -4.603 1.00 20.04 0
ATOM 516 N ILE A 68 21.141 —23.358 -2.410 1.00 33.08 N
ATOM 517 CA ILE A 68 21.983 -22.216 -2.065 1.00 25.58 C
ATOM 518 CB 1ILE A 68 21.917 -21.888 -0.560 1.00 26.15 C
ATOM 519 CGl ILE A 68 20.505 -21.442 -0.176 '1.00 22.27 C
ATOM 520 CD1 ILE A 68 20. 336 -21.167 1.306 1.00 18.19 C
ATOM 521 CG2 ILE A 68 22.929 -20.804 -0.202 1.00 20.30 C
ATOM 522 C ILE A 68 23.434 -22.437 -2.483 1.00 24.94 C
ATOM 523 0O ILE A 68 24.091 -21.522 -2.983 1.00 32.43 0]
ATOM 524 N LYS A 69 23.932 -23.651 -2.278 1.00 22.04 N
ATOM 525 CA LYS A 69 25.277 -23.993 -2.716 1.00 27.44 C
ATOM 526 CB LYS A 69 25.651 -25.407 -2.281 1.00 39.11 C
ATOM 527 CG LYS A 69 25. 881 -25.551 -0.793 1.00 46.15 C
ATOM 528 CD LYS A 69 26. 240 -26.984 -0.456 1.00 70.71 C
ATOM 529 CE LYS A 69 26.464 -27.173 1.032 1.00 60.62 C
ATOM 530 NZ LYS A 69 26.631 28.619 1.352 1.00 47.11 N
ATOM 531 C LYS A 69 25.406 -23.870 —-4.226 1.00 27.30 C
ATOM 532 O LYS A 69 26.398 —23.339 -4,722 1.00 31.73 0
ATOM 533 N ASP A 70 24.403 -24.367 —4.950 1.00 29.51 N
ATOM 534 CA ASP A 70 24.404 -24.304 -6.408 1.00 31.89 C
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CN 101781637 A i BB P 47/143 T
ATOM 535 CB ASP A 70 23.211 -25.063 -6.996 1.00 29.96 C
ATOM 536 CG ASP A 70 23.391 -25.379 -8.473 1,00 29.93 C
ATOM 537 OD1 ASP A 70 24.141 -26.326 -8.797 1.00 43.01 (0]
ATOM 538 0OD2 ASP A 70 22.772 -24.690 -9.307 1.00 31.04 (0]
ATOM 539 C ASP A 70 24.375 -22.864 -6.891 1.00 29.87 C
ATOM 510 O ASP A 70 25,051 -22,518 -7.855 1.00 31.26 0
ATOM 541 N ILE A 71 23.578 —22.031 -6.224 1.00 32.71 N
ATOM 542 CA ILE A 71 23.421 -20.636 —-6.621 1.00 20.89 C
ATOM 543 CB ILE A 71 22.517 -19.864 -5.624 1.00 30.12 C
ATOM 544 CG1 ILE A 71 21.045 -20.176 -5.898 1.00 29.89 C
ATOM 545 CD1 ILE A 71 20. 093 -19. 645 -4.843 1.00 16.37 C
ATOM 546 CG2 ILE A 71 22.756 —-18.357 -5.715 1.00 19.01 C
ATOM 547 C ILE A 71 24,771 -19.935 -6.760 1.00 26. 45 C
ATOM 548 O ILE A 71 25.012 -19.211 -7.730 1.00 31.39 0
ATOM 549 N PHE A 72 25.653 -20.169 -5.794 1.00 27.64 N
ATOM 550 CA PHE A 72 26.951 -19.505 -5.758 1.00 29. 86 C
ATOM 551 CB PHE A 72 27.522 —-19.530 -4.339 1.00 32.08 C
ATOM 552 CG PHE A 72 26. 843 —-18.575 -3.400 1.00 42.39 C
ATOM 553 CD1 PHE A 72 27.033 -17.208 -3.526 1.00 29.49 C
ATOM 554 CE1 PHE A 72 26.412 —-16.327 -2.670 1.00 25.70 C
ATOM 555 CZ PHE A 72 25.591 -16.802 -1.679 1.00 22.78 C
ATOM 556 CE2 PHE A 72 25. 387 -18.159 -1.542 1.00 26.43 C
ATOM 557 CD2 PHE A 72 26. 010 -19. 040 -2.401 1.00 20.86 C
ATOM 558 C PHE A 72 27.952 -20.091 -6.754 1.00 38.31 C
ATOM 559 0 PHE A 72 28. 850 —-19.389 -7,231 1.00 40.72 0
ATOM 560 N GLN A 73 27.792 -21.372 7.065 1.00 36.02 N
ATOM 561 CA GLN A 73 28.633 -22.022 -8.061 1.00 38.31 C
ATOM 562 CB GLN A 73 28.401 —-23.529 -8.061 1.00 35.14 C
ATOM 563 CG GLN A 73 28. 816 -24.209 -6.768 1.00 39.63 C
ATOM 564 CD GLN A 73 28. 596 —25.702 -6.806 1.00 45.79 C
ATOM 565 OEl1 GLN A 73 28. 312 —-26.272 -7.861 1.00 70.15 0}
ATOM 566 NE2 GLN A 73 28. 723 —26.348 -5.653 1.00 45.02 N
ATOM 567 C GLN A 73 28.343 -21.467 -9.437 1.00 38.59 C

[0114] ATOM 568 O GLN A 73 29. 253 -21.314 —-10.255 1.00 39.65 0
ATOM 569 N ARG A 74 27.069 -21.174 -9.682 1.00 33.21 N
ATOM 570 CA ARG A 74 26. 627 —-20.626 —-10.954 1.00 26.75 C
ATOM 571 CB ARG A 74 25.159 -20.982 —11.204 1.00 25.62 C
ATOM 572 CG ARG A 74 24.884 -22.460 -11.486 1.00 25.11 C
ATOM 573 CD ARG A 74 23,461 -22.632 -12.010 1.00 32.84 C
ATOM 574 NE ARG A 74 23.061 —24.025 —-12.214 1.00 45b. 06 N
ATOM 575 CZ ARG A 74 22.561 —-24.512 -13.351 1.00 65.79 C
ATOM 576 NH1 ARG A 74 22.388 —-23.727 -14.409 1.00 41.22 N
ATOM 577 NH2 ARG A 74 99, 224 ~25.792 ~13.426 1.00 67, 05 N
ATOM 578 C ARG A 74 26.821 ~19. 107 -10.986 1.00 29. 48 c
ATOM 579 O ARG A 74 26.398 —18.434 —11.934 1.00 27.95 0
ATOM 580 N GLY A 75 27462 18,582 -9.941 1.00 32, 34 N
ATOM 581 CA GLY A 75 97,777 -17.166 -9.838 1.00 21,49 C
ATOM 582 C GLY A 75 26.571 —-16.241 -9.885 1.00 35.21 C
ATOM 583 O GLY A 75 26. 639 -15.173 —-10.502 1.00 34. 32 0
ATOM 584 N LYS A 76 25.468 —16.640 -9.246 1.00 29. 84 N
ATOM 585 CA LYS A 76 24.267 —-15.800 -9.210 1.00 34.53 C
ATOM 586 CB LYS A 76 22.995 -16.650 -9.162 1.00 30.00 C
ATOM 587 CG LYS A 76 22.895 -17.700 -10.254 1.00 26.79 C
ATOM 588 CD LYS A 76 21.615 -18.501 -10.100 1.00 27.26 C
ATOM 589 CE LYS A 76 21.473 —-19.540 -11.206 1.00 24.02 C
ATOM 590 NZ LYS A 76 21.431 -18.914 -12.554 1.00 25.77 N
ATOM 591 C LYS A 76 24.304 -14.887 -7.998 1.00 31.13 C
ATOM 592 0 LYS A 76 24.960 -15.201 -7.006 1.00 27.40 0
ATOM 593 N ILE A 77 23.595 ~13.764 -8.070 1.00 30.68 N
ATOM 594 CA ILE A 77 23.508 -12.862 —6.921 1.00 27.09 C
ATOM 595 CB 1ILE A 77 23,210 -11.404 -7.347 1.00 30.30 C
ATOM 596 CGl1 ILE A 77 23.942 -11.080 -8.649 1.00 37.46 C
ATOM 597 CD1 ILE A 77 25.448 -11.364 -8.604 1.00 26.76 C
ATOM 598 CG2 ILE A 77 23.625 -10.401 -6.254 1.00 19.17 C
ATOM 599 C ILE A 77 22.449 -13.386 —5.948 1.00 18.72 C
ATOM 600 O ILE A 77 21.294 -13.569 —6.322 1.00 24.43 0
ATOM 601 N CYS A 78 22.851 -13.642 -4.706 1.00 24.65 N
ATOM 602 CA CYS A 78 21.969 -14.287 -3.732 1.00 26.20 C
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ATOM 603 CB CYS A 78 22.682 ~15.467 -3.060 1.00 19.07 C
ATOM 604 SG CYS A 78 21.588 —16.608 -2.145 1.00 24.47 N
ATOM 606 C CYS A 78 21.433 -13.333 -2.661 1.00 32.12 C
ATOM 606 0 CYS A 78 22.198 -12.664 -1.965 1.00 23.23 0
ATOM 607 N PHE A 79 20.112 -13.296 -2.522 1.00 21.22 N
ATOM 608 CA PHE A 79 19.459 -12.460 -1.520 1.00 19.86 C
ATOM 609 CB PHE A 79 18.583 -11.395 -2.186 1.00 27.17 C
ATOM 610 CG PHE A 79 19.351 -10.411 -3.033 1.00 19.57 C
ATOM 611 CD1 PHE A 79 19.768 -9.193 -2.509 1.00 19.90 C
ATOM 612 CE1 PHE A 79 20.478 -8.287 -3.286 1.00 19.09 C
ATOM 613 CZ PHE A 79 20.772 -8.591 -4.599 1.00 20.67 C
ATOM 614 CE2 PHE A 79 20. 359 -9.802 -5.132 1.00 27.19 C
ATOM 615 CDZ2 PHE A 79 19.652 -10.703 -4.350 1.00 17.60 C
ATOM 616 C PHE A 79 18.586 -13.313 -0.610 1.00 14.77 C
ATOM 617 O PHE A 79 17.933 -14.245 -1.065 1.00 19.41 0
ATOM 618 N ILE A 80 18.566 -12.991 0,679 1.00 17.20 N
ATOM 619 CA ILE A 80 17.722 -13. 715 1.628 1.00 20.77 C
ATOM 620 CB ILE A 80 18.547 -14.608 2.588 1.00 13.36 C
ATOM 621 CGl ILE A 80 19.525 -13.752 3.399 1.00 10.30 C
ATOM 622 CDl ILE A 80 20.288 -14.509 4.464 1.00 9.08 C
ATOM 623 CG2 ILE A 80 19. 264 -15.711 1.813 1.00°13.21 C
ATOM 624 C ILE A 80 16.841 -12.767 2.441 1.00 28.40 C
ATOM 625 0 ILE A 80 17.138 -11.569 2,560 1.00 20.90 0
ATOM 626 N PRO A 81 15.747 -13.305 3.002 1.00 19.06 N
ATOM 627 CA PRO A 81 14.795 -12.481 3.749 1.00 17.40 C
ATOM 628 CB PRO A 81 13.742 -13.498 4.210 1.00 16.26 C
ATOM 629 CG PRO A 81 13.825 —-14.609 3.226 1.00 23.69 C
ATOM 630 CD PRO A 81 15.287 -14.699 2.869 1.00 22.71 C
ATOM 631 C PRO A 81 15.420 -11.807 4.961 1.00 23. 82 C
ATOM 632 0 PRO A 81 16.291 -12.388 5.616 1.00 17.41 0
ATOM 633 N ARG A 82 14,976 -10.586  5.242 1.00 17.42 N
ATOM 634 CA ARG A 82 15.252 -9.933 6.507 1.00 17.43 C
ATOM 635 CB ARG A 82 16.380 -8.913 6.374 1.00 18.65 C

[0115] ATOM 636 CG ARG A 82 16.818 -8.301 7.723 1.00 13.65 C
ATOM 637 CD ARG A 82 17.750 -7.113  7.507 1.00 22, 97 C
ATOM 638 NE ARG A 82 17.103 -6.040 6.754 1.00 23.41 N
ATOM 639 CZ ARG A 82 17.755 -5.077 6.106 1.00 20.98 C
ATOM 640 NH1 ARG A 82 19.081 -5.042 6.112 1.00 17.19 N
ATOM 641 NH2 ARG A 82 17.078 -4.143 5.450 1.00 18.02 N
ATOM 642 C ARG A 82 13.961 9.265 6.975 1.00 23.53 C
ATOM 643 O ARG A 82 13.620 -8.170 6.531 1.00 23.381 0
ATOM 644 N TYR A 83 13.239 -9.947 7.860 1.00 16.77 N
ATOM 645 CA TYR A 83 11.917 -9.507 8.293 1.00 19.53 C
ATOM 646 CB TYR A 83 11.106 -10.691 8.839 1.00 25.78 C
ATOM 647 CG TYR A 83 10.936 —-11.863 7.903 1.00 23.74 C
ATOM 648 CD1 TYR A 83 9.910 -11.885 6.968 1.00 27.79 C
ATOM 649 CE1 TYR A 83 9.740 -12.967 6.116 1.00 25.84 C
ATOM 650 CZ TYR A 83 10. 598 -14.046 6.202 1.00 26.63 C
ATOM 651 OH TYR A 83 10.435 -15.121 5.361 1,00 31.61 0
ATOM 652 CE2 TYR A 83 11.618 -14.053 7.129 1.00 22.12 C
ATOM 653 CD2 TYR A 83 11.777 ~12.965 7.978 1.00 32.63 C
ATOM 654 C TYR A 83 11,966 -8.447 9.388 1.00 25.33 C
ATOM 655 0 TYR A 83 12.737 -8.563 10.340 1.00 28.74 0
ATOM 656 N ARG A 84 11.127 -7.422 9.251 1.00 30.90 N
ATOM 657 CA ARG A 84 10.809 -6.528 10.361 1.00 28.42 C
ATOM 658 CB ARG A 84 10.490 -5.123 9.849 1.00 32.82 C
ATOM 659 CG ARG A 84 11.714 —4.304 9.458 1.00 54.19 C
ATOM 660 CD ARG A 84 12,187 -3.424 10.605 1.00 51.68 C
ATOM 661 NE ARG A 84 11.117 -2.553 11.094 1.00 77.07 N
ATOM 662 CZ ARG A 84 11.272 -1.617 12.027 1.00 72.76 C
ATOM 663 NH1 ARG A 84 12.463 -1.420 12.579 1.00 51.64 N
ATOM 664 NHZ ARG A 84 10.236 -0.877 12.408 1.00 51.95 N
ATOM 665 C ARG A 84 9.591 -7.105 11.070 1.00 32.09 C
ATOM 666 O ARG A 84 8.464 -6.974 10.588 1.00 51.25 0
ATOM 667 N PHE A 85 9.813 -7.754 12.204 1.00 39.47 N
ATOM 668 CA PHE A 85 8.731 -8.443 12.900 1.00 51.93 C
ATOM 669 CB PHE A 85 9.304 -9.363 13.984 1.00 42.53 C
ATOM 670 CG PHE A 85 10. 207 ~10.438 13.440 1.00 52. 39 C
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ATOM 739 CG2 VAL A 93 19.518 -9. 780 3.914 1.00 16.71 C
ATOM 740 C VAL A 93 20.492 -9,723 1.064 1.00 17.73 C
ATOM 741 O VAL A 93 20. 355 —10.943 1.136 1.00 21.97 0
ATOM 742 N ARG A 94 21.547 -9, 147 0.499 1.00 34,02 N
ATOM 743 CA ARG A 94 22.554 -9.940 -0.192 1.00 21.96 C
ATOM 711 CB ARG A 94 23.332 -9.064 -1.170 1.00 21.24 C
ATOM 745 CG ARG A 94 24,322 -9.820 -2.028 1.00 22.27 C
ATOM 746 CD ARG A 94 24.915 -8.914 -3.079 1.00 31.11 C
ATOM 747 NE ARG A 94 05.922 —9.597 -3.884 1.00 37 69 N
ATOM 748 CZ ARG A 94 26.818 -8.972 -4.643 1.00 41.04 C
ATOM 749 NH1 ARG A 94 26.836 -7.646 -4.697 1.00 29. 21 N
ATOM 750 NH2 ARG A 94 27.700 -9.675 -5.344 1,00 30.73 N
ATOM 751 C ARG A 94 23.513 -10. 630 0.766 1.00 23.81 C
ATOM 752 0 ARG A 94 24. 049 -10. 006 1.679 1.00 23.98 0
ATOM 753 N ILE A 95 23.714 -11.927 0.555 1.00 24.71 N
ATOM 754 CA ILE A 95 24. 778 —12. 659 1.228 1.00 27.55 C
ATOM 755 CB ILE A 95 24. 248 —-13. 903 1.966 1.00 29.81 C
ATOM 756 CGl ILE A 95 23.419 -14. 784 1.026 1.00 29.90 C
ATOM 757 €Dl ILE A 95 23.126 —-16. 165 1.589 1.00 26.54 C
ATOM 758 CG2 ILE A 95 23.430 —13. 485 3.185 1.00 18. 39 C
ATOM 759 C ILE A 95 25.830 -13.039 0.183 1.00 32.06 C
ATOM 760 O ILE A 95 25.508 -13.183 -1.001 1.00 37.38 0
ATOM 761 N GLU A 96 27.082 ~13. 191 0.607 1.00 29.20 N
ATOM 762 CA GILU A 96 28.181 —-13.357 -0.345 1.00 44.03 C
ATOM 763 CB GLU A 96 29.322 -12.3806 -0.023 1.00 51.73 C
ATOM 764 CG GLU A 96 28,905 10.925 0.127 1.00 58.68 C
ATOM 7656 CD GLU A 96 29. 043 -10.125 -1.158 1.00 47.61 C
ATOM 766 OE! GLU A 96 29. 885 —10.486 -2.007 1.00 64.94 0]
ATOM 767 OE2 GLU A 96 28.317 -9.120 -1.313 1.00 61.53 0
ATOM 768 C GLU A 96 28. 720 —14.789 -0.432 1.00 33.26 C
ATOM 769 0 GLU A 96 29,565 -15.086 —1.272 1.00 30.84 0
ATOM 770 N SER A 97 28.241 —-15. 669 0.440 1.00 30.11 N
ATOM 771 CA SER A 97 28.634 -17.076 0.398 1.00 37.47 C

[0117] ATOM 772 CB SER A 97 30. 065 —-17. 259 0.908 1.00 26.39 C
ATOM 773 0OG SER A 97 30. 156 —-16. 967 2.290 1.00 38.94 0]
ATOM 774 C SER A 97 27.679 ~17.912 1.238 1.00 34. 16 C
ATOM 775 0 SER A 97 26.972 -17. 377 2.089 1.00 33.04 0
ATOM 776 N PRO A 98 27,643 -19.230  0.991 1.00 33,13 N
ATOM 777 CA PRO A 098 26. 820 -20.110 1.828 1.00 30.58 C
ATOM 778 CB PRO A 98 26.990 -21. 488 1. 173 1.00 19.91 C
ATOM 779 CG PRO A 98 27.481 -21.209 -0.221 1.00 35,04 C
ATOM 780 CD PRO A 98 28.296 -19.952 -0.114 1.00 25, 84 C
ATOM 781 C PRO A 98 27,357 -20.153  3.251 1.00 31.66 ¢
ATOM 782 O PRO A 08 26.594 -20.353 4,195 1.00 37.09 0
ATOM 783 N GLU A 99 28.666 -19, 969 3.392 1.00 32.35 N
ATOM 784 CA GLU A 99 29. 336 -20. 097 4.683 1.00 33.75 C
ATOM 785 CB GLU A 99 30.842 -20. 286 4,484 1.00 31.32 C
ATOM 786 CG GLU A 99 31.228 —-21. 649 3.910 1.00 37.29 C
ATOM 787 CD GLU A 99 31.072 -21.738 2.398 1.00 40.91 C
ATOM 788 OE1 GLU A 99 31.243 -20. 706 1.719 1.00 37.93 0
ATOM 789 O0EZ2 GLU A 99 30. 788 —22. 846 1.888 1.00 44.79 0
ATOM 790 C GLU A 99 29. 062 -18.916 5.613 1.00 29.51 C
ATOM 791 O GLU A 99 29.148 -19. 040 6.831 1.00 31.65 0
ATOM 792 N GLU A 100 28.734 -17.772 5.027 1.00 33.16 N
ATOM 793 CA GLU A 100 28.369 -16. 587 5.792 1.00 38.79 C
ATOM 794 CB GLU A 100 28.199 ~15, 397 4,844 1.00 36.03 C
ATOM 795 CG GLU A 100 27.678 —14.134 5.504 1.00 30.16 C
ATOM 796 CD GLU A 100 27.417 -13.022 4.507 1.00 31.20 C
ATOM 797 OE1 GLU A 100 27.680 -13. 224 3.304 1.00 30.94 0
ATOM 798 O0E2 GLU A 100 26.953 —-11.942 4,926 1.00 30.52 0
ATOM 799 C GLU A 100 27.080 —-16. 823 6.582 1.00 34.62 C
ATOM 800 O GLU A 100 26. 893 -16. 286 7.676 1.00 29.82 0]
ATOM 801 N ILE A 101 26.189 -17.632 6.020 1.00 25.79 N
ATOM 802 CA ILE A 101 24,910 -17.911 6.660 1.00 20.82 C
ATOM 803 CB 1ILE A 101 24. 060 -18. 891 5.812 1.00 19.12 C
ATOM 804 CGl1 ILE A 101 23.655 —18. 237 4,492 1.00 26.20 C
ATOM 805 CD1 ILE A 101 23.083 -19. 218 3.465 1.00 22.05 C
ATOM 806 CG2 ILE A 101 22.807 -19. 338 6.559 1.00 25.25 C
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ATOM 807 C ILE A 101 25.135 -18. 461 8.066 1.00 31.37 C
ATOM 808 O ILE A 101 24.336 -18.221 8.967 1.00 30.71 0
ATOM 809 N SER A 102 26. 237 -19. 183 8.247 1.00 31.02 N
ATOM 810 CA SER A 102 26. 539 -19. 843 9.518 1,00 36.66 C
ATOM 811 CB SER A 102 27.681 -20. 842 9.332 1.00 29.04 C
ATOM 812 0OG SER A 102 27.329 -21. 839 8.393 1.00 48.98 0
ATOM 813 C SER A 102 26.901 -18.871 10.640 1.00 30.84 C
ATOM 814 O SER A 102 26.790 -19.204 11.816 1.00 28.86 0
ATOM 815 N LEU A 103 97.346 -17.675 10.274 1.00 17.98 N
ATOM 816 CA LEU A 103 27.799 -16.702 11.261 1.00 22.91 C
ATOM 817 CB LEU A 103 29.041 -15,972 10.742 1.00 37.35 C
ATOM 818 CG LEU A 103 30.179 -16.842 10.198 1.00 30.28 C
ATOM 819 CD1 LEU A 103 31.410 ~15.993 9.902 1.00 26.42 C
ATOM 820 CD2 LEU A 103 30.522 -17.953 11.177 1.00 27.83 C
ATOM 821 C LEU A 103 26.716 -15.690 11.647 1.00 21.54 C
ATOM 822 O LEU A 103 26.848 -14.971 12,633 1.00 28.93 0
ATOM 823 N LEU A 104 25.646 —-15.645 10.866 1.00 25,59 N
ATOM 824 CA LEU A 104 24.574 -14.683 11.086 1.00 25.47 C
ATOM 825 CB LEU A 104 93 568 -14.751 9,933 1.00 27. 69 c
ATOM 826 CG LEU A 104 24,088 -14. 349 8.553 1.00 29.36 C
ATOM 827 (D1 LEU A 104 23.015 —14. 551 7.485 1.00 19. 45 C
ATOM 828 (D2 LEU A 104 24.569 —-12.906 8.584 1.00 17.98 C
ATOM 829 (C LEU A 104 23.854 -14.920 12.410 1.00 28.97 C
ATOM 830 O LEU A 104 23.845 -16.039 12.922 1.00 22.71 0
ATOM 831 N PRO A 105 23,248 -13.861 12.966 1.00 25, 38 N
ATOM 832 CA PRO A 105 22.384 -13.963 14.147 1.00 26.02 C
ATOM 833 CB PRO A 105 22.127 -12.498 14.530 1.00 20.33 C
ATOM 834 CG PRO A 105 23.018 -11.679 13.669 1.00 20.06 C
ATOM 835 CD PRO A 105 23.326 -12.483 12.460 1.00 22.32 C
ATOM 836 C PRO A 105 21.071 -14.612 13.728 1.00 26.01 C
ATOM 837 O PRO A 105 20. 755 -14.625 12.536 1.00 21.32 0
ATOM 838 N LYS A 106 20.311 -15.140 14.678 1.00 21.61 N
ATOM 839 CA LYS A 106 19.067 -15.816 14.339 1.00 24.57 C

[0118] ATOM 840 CB LYS A 106 19.125 -17.296 14.726 1.00 29.34 C
ATOM 841 CG LYS A 106 20. 144 -18.091 13.936 1.00 19.98 C
ATOM 842 CD LYS A 106 20.581 -19,339 14.685 1.00 43. 34 C
ATOM 843 CE LYS A 106 19. 562 -20.453 14.542 1.00 66.04 C
ATOM 844 NZ LYS A 106 19.584 -21.056 13.178 1.00 60.87 N
ATOM 845 C LYS A 106 17.875 -15.149 15.001 1.00 28.83 C
ATOM 846 O LYS A 106 17.996 --14.555 16.073 1.00 24.37 0
ATOM 847 N THR A 107 16. 721 -15.263 14,355 1.00 28.97 N
ATOM 848 CA THR A 107 15.488 -14.682 14.866 1.00 41.42 C
ATOM 849 CB THR A 107 14. 520 -14.367 13.718 1.00 27.65 C
ATOM 850 0G1 THR A 107 13.935 -15.585 13.241 1.00 25.46 0
ATOM 851 CG2 THR A 107 15.275 -13.703 12.575 1.00 34.96 C
ATOM 852 C THR A 107 14. 815 -15.628 15.858 1.00 31.14 C
ATOM 853 O THR A 107 15,319 -16.717 16.127 1.00 23.89 0
ATOM 854 N SER A 108 13. 677 -15.210 16.404 1.00 40.71 N
ATOM 855 CA SER A 108 12,934 -16.047 17.346 1.00 30.30 C
ATOM 856 CB SER A 108 11. 782 -15.263 17.974 1.00 34.00 C
ATOM 857 0OG SER A 108 10. 946 -14.709 16.974 1.00 37.75 0
ATOM 858 C SER A 108 12.409 -17.318 16.675 1.00 37.65 C
ATOM 859 O SER A 108 11.920 -18.227 17.340 1.00 43.83 0
ATOM 860 N TRP A 109 12.518 —-17.378 15.353 1.00 33.57 N
ATOM 861 CA TRP A 109 12. 130 -18.566 14.608 1.00 33.19 C
ATOM 862 CB TRP A 109 11.454 —-18.184 13.284 1.00 35.96 C
ATOM 863 CG TRP A 109 10.169 —17.404 13.444 1.00 42.16 C
ATOM 864 CD1 TRP A 109 10. 040 -16.083 13.771 1.00 41.33 C
ATOM 865 NE1 TRP A 109 8.711 -15.732 13.813 1.00 41.01 N
ATOM 866 CE2 TRP A 109 7.955 —-16.827 13.503 1.00 52.77 C
ATOM 867 CD2 TRP A 109 8.834 17,901 13.260 1.00 47.16 C
ATOM 868 CE3 TRP A 109 8.308 -19.149 12.916 1,00 46.51 C
ATOM 869 CZ3 TRP A 109 6.933 —-19.286 12.828 1.00 52.12 C
ATOM 870 CH2 TRP A 109 6. 078 —18.204 13.075 1.00 52.52 C
ATOM 871 CZ2 TRP A 109 6. 567 —16.970 13.412 1.00 60.10 C
ATOM 872 C TRP A 109 13. 345 -19.438 14.331 1.00 30.70 C
ATOM 873 O TRP A 109 13.246 —20.426 13.605 1.00 30.26 0
ATOM 874 N ASN A 110 14. 493 -19. 061 14.892 1.00 29.49 N
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ATOM 875 CA ASN A 110 15.723 -19.831 14.714 1.00 34.47 C
ATOM 876 CB ASN A 110 15.543 -21.259 15,227 1.00 40.93 C
ATOM 877 CG ASN A 110 15.544 -21.334 16.734 1.00 51.79 C
ATOM 878 OD1 ASN A 110 16. 541 -21.014 17.381 1.00 57, 31 0
ATOM 879 ND2 ASN A 110 14.423 -21.758 17.305 1.00 71.22 N
ATOM 880 C ASN A 110 16. 186 —19.847 13.262 1.00 28.32 C
ATOM 881 0 ASN A 110 16. 848 -20.783 12,811 1.00 28.81 0
ATOM 882 N ILE A 111 15. 825 ~18.796 12.542 1,00 26.62 N
ATOM 883 CA ILE A 111 16,260 -18 603 11172 1.00 38 00 c
ATOM 884 CB TILE A 111 15. 074 -18.247 10.258 1.00 40.064 C
ATOM 885 CG! ILE A 111 14. 078 -19.408 10.214 1.00 43.89 C
ATOM 886 CD1 ILE A 111 14. 726 -20. 737 9.846 1.00 44.77 C
ATOM 887 CG2 ILE A 111 15. 564 -17, 907 8.859 1.00 33.44 C
ATOM 888 C ILE A 111 17.288 —-17.482 11.135 1.00 30.44 C
ATOM 889 O ILE A 111 17.100 —-16.445 11.772 1.00 26.28 0
ATOM 890 N PRO A 112 18.391 -17.700 10.407 1.00 34.04 N
ATOM 891 CA PRO A 112 19.427 -16.676 10.257 1.00 24. 31 C
ATOM 892 CB PRO A 112 20.577 -17. 438 9.588 1.00 31.13 C
ATOM 893 CG PRO A 112 20. 312 -18. 897 9.897 1.00 21.89 C
ATOM 894 CD PRO A 112 18. 818 —-19. 004 9.870 1.00 27.21 C
ATOM 895 C PRO A 112 18. 987 -15. 505 9,376 1.00 29.10 C
ATOM 896 O PRO A 112 18.304 —15. 688 8.367 1.00 26.60 0
ATOM 897 N GLN A 113 19. 368 -14. 302 9,790 1.00 21.54 N
ATOM 898 CA GLN A 113 19. 250 —-13. 109 8.963 1.00 28.40 C
ATOM 899 CB GLN A 113 17.799 -12. 601 8.898 1.00 27.26 C
ATOM 900 CG GLN A 113 17.226 11.995 10.194 1.00 18.85 C
ATOM 901 CD GLN A 113 15.839 —11. 370 9.996 1.00 23.42 C
ATOM 902 OE! GLN A 113 15. 006 -11.893 9,251 1.00 23.67 0
ATOM 903 NE2 GLN A 113 15.594 -10.246 10.662 1.00 19.95 N
ATOM 904 C GLN A 113 20.196 —-12, 061 9.554 1.00 27.97 C
ATOM 905 0 GLN A 113 20. 447 -12.068 10.762 1.00 19.92 0
ATOM 906 N PRO A 114 20.754 -11.183 8.706 1.00 25.29 N
ATOM 907 CA PRO A 114 21.683 -10. 162 9.211 1.00 31.51 C

[0119] ATOM 908 CB PRO A 114 21.976 —-9. 308 7.975 1.00 28.77 C
ATOM 909 CG PRO A 114 21.668 —-10.231 6.781 1.00 21.02 C
ATOM 910 CD PRO A 114 20.525 -11.077 7.252 1.00 20.86 C
ATOM 911 C PRO A 114 21.002 -9.327 10.283 1.00 31.49 C
ATOM 912 O PRO A 114 19.785 -9,214 10.252 1.00 25.25 [0}
ATOM 913 N GLY A 115 21.769 -8.756 11.205 1.00 30.01 N
ATOM 914 CA GLY A 115 21.209 -8.023 12.325 1.00 15.78 C
ATOM 915 C GLY A 11b 20.797 -6.594 12.022 1.00 28.75 C
ATOM 916 O GLY A 115 20.832 -6.150 10.878 1.00 31.31 6}
ATOM 917 N GLU A 116 20,412 ~5.869 13.068 1,00 29.06 N
ATOM 918 CA GLU A 116 19.916 -4.502 12.938 1.00 40.71 C
ATOM 919 CB GLU A 116 19.292 -4,034 14.256 1.00 60.48 C
ATOM 920 CG GLU A 116 17.972 -4.700 14,595 1.00 68.12 C
ATOM 921 CD GLU A 116 17.375 -4.178 15.889 1.00 96. 58 C
ATOM 922 OE1 GLU A 116 18.022 -3.332 16.542 1.00114. 85 0
ATOM 923 OE2 GLU A 116 16.260 -4,612 16.254 1.00 81.77 0
ATOM 924 C GLU A 116 20.978 -3.501 12.504 1.00 39.97 C
ATOM 925 0 GLU A 116 20.681 -2.548 11.782 1.00 40.02 0
ATOM 926 N GLY A 117 22.208 -3.704 12.962 1.00 33.84 N
ATOM 927 CA GLY A 117 23.283 -2.788 12.632 1.00 28.35 C
ATOM 928 C GLY A 117 24,066 -3.200 11.402 1.00 39.54 C
ATOM 929 0 GLY A 117 24.976 —-2.487 10.976 1.00 30.45 0
ATOM 930 N ASP A 118 23.713 —-4.349 10.830 1.00 25.16 N
ATOM 931 CA ASP A 118 24,421 -4.878 9.674 1.00 24.75 C
ATOM 932 CB ASP A 118 24.336 -6.407 9.657 1.00 31.38 C
ATOM 933 CG ASP A 118 25.209 -7.038 8.582 1.00 32.38 C
ATOM 934 0D1 ASP A 118 25.724 —6. 305 7.711 1.00 31.26 0
ATOM 935 0D2 ASP A 118 25.372 -8.277 8.605 1.00 25.91 0
ATOM 936 C ASP A 118 23.848 —4.273 8.384 1.00 32.04 C
ATOM 937 O ASP A 118 22.771 —4.652 7.924 1.00 30.56 0
ATOM 938 N VAL A 119 24.574 -3.315 7.820 1.00 26.19 N
ATOM 939 CA VAL A 119 24. 179 -2.665 6.574 1.00 26.70 C
ATOM 940 CB VAL A 119 25. 059 -1.440 6.260 1.00 51.21 C
ATOM 941 CG1 VAL A 119 24.698 -0.876 4,891 1.00 32.19 C
ATOM 942 (CG2 VAL A 119 24.913 -0.376 7.338 1.00 23.60 C
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ATOM 943 C VAL A 119 24.302 -3.637 5.413 1.00 34.24 C
ATOM 944 0 VAL A 119 25.3568 -4.228 5.206 1.00 43.90 0
ATOM 945 N ARG A 120 23.223 -3.792 4.652 1.00 35 .96 N
ATOM 946 CA ARG A 120 23.184 -4.768 3.571 1.00 25.81 C
ATOM 947 CB ARG A 120 22.227 -5.914 3.910 1.00 27.21 C
ATOM 948 CG ARG A 120 22.695 -6.824 5.013 1.00 25.05 C
ATOM 949 CD ARG A 120 23.751 -7.763 4.506 1.00 19.90 C
ATOM 950 NE ARG A 120 24.424 -8.418 5.618 1.00 23.37 N
ATOM 951 CZ ARG A 120 25.163 -9.515 5.503 1.00 19.76 C
ATOM 952 NH1 ARG A 120 25.317 -10.093 4.319 1.00 16.71 N
ATOM 953 NH2 ARG A 120 25,735 -10.043 6.577 1.00 19,90 N
ATOM 954 C ARG A 120 22,710 -4.144 2.282 1.00 22. 44 C
ATOM 955 0 ARG A 120 21.895 -3.224 2.288 1.00 23.28 0
ATOM 956 N GLU A 121 23.217 -4.664 1,172 1.00 27.70 N
ATOM 957 CA GLU A 121 22.652 -4.358 -0.130 1.00 22.49 C
ATOM 958 CB GLU A 121 23.542 -4.924 -1.232 1.00 23.96 C
ATOM 959 CG GLU A 121 23.106 —4.545 -2.633 1.00 33.43 C
ATOM 960- CD GLU A 121 23.779 -5.385 -3.699 1.00 38.32 C
ATOM 961 OEl1 GLU A 121 25.008 -5.600 -3.608 1.00 26.55 0
ATOM 962 OEZ GLU A 121 23.075 -5.836 -4.626 1.00 32.68 0
ATOM 963 C GLU A 121 21.265 -4.988 -0.214 1.00 18.03 C
ATOM 964 0 GLU A 121 21.118 -6.199 -0.049 1.00 24.91 0
ATOM 965 N GLU A 122 20.251 -4.167 -0.459 1.00 21.40 N
ATOM 966 CA GLU A 122 18.881 -4.650 -0.587 1.00 19.02 C
ATOM 967 CB GLU A 122 17.905 -3.675 0.091 1.00 18.93 C
ATOM 968 CG GLU A 122 18.320 -3.295 1,511 1.00 18.51 C
ATOM 969 CD GLU A 122 17.367 -2.321 2.180 1.00 25.80 C
ATOM 970 OEl GLU A 122 16.625 -1.614 1.467 1.00 34.27 0
ATOM 971 OE2 GLU A 122 17.371 -2.257  3.427 1.00 31.10 0
ATOM 972 C GLU A 122 18.559 -4.803 ~2.069 1.00 23.86 C
ATOM 973 0 GLU A 122 18.836 -3.901 -2.854 1.00 29.60 0
ATOM 974 N  ALA A 123 17.977 -5.940 -2.446 1.00 25.56 N
ATOM 975 CA ALA A 123 17.786 -6.271 -3.859 1.00 28.22 C

[0120] ATOM 976 CB ALA A 123 16.997 -7.581 -4.012 1.00 17.96 C
ATOM 977 C ALA A 123 17.140 -5.158 -4.682 1.00 27,93 C
ATOM 978 0 ALA A 123 17.486 —4.961 -5.847 1.00 24.48 0
ATOM 979 N LEU A 124 16.207 -4.432 -4.074 1.00 23.89 N
ATOM 980 CA LEU A 124 15.458 -3.408 -4.791 1.00 28.50 C
ATOM 981 CB LEU A 124 14.104 -3.169 -4.117 1.00 26.08 C
ATOM 982 CG LEU A 124 13.157 -4.360 -4.277 1.00 24.55 C
ATOM 983 CD1 LEU A 124 11.781 -4.064 -3.683 1.00 20.31 C
ATOM 984 (D2 LEU A 124 13.047 -4.745 -5.754 1.00 20.98 C
ATOM 985 C LEU A 124 16.238 -2.100 -4.962 1.00 27.78 C
ATOM 986 0 LEU A 124 15.797 -1.186 -5.663 1.00 21.64 0
ATOM 987 N SER A 125 17.406 -2.025 4.336 1.00 28.30 N
ATOM 988 CA SER A 125 18.283 —0.866 -4.483 1.00 33.56 C
ATOM 989 CB SER A 125 19.045 -0.603 -3.183 1.00 31.61 C
ATOM 990 O0G SER A 125 20.169 -1.464 -3.079 1.00 29.31 0
ATOM 991 C SER A 125 19,288 -1.072 -5.616 1.00 36.73 C
ATOM 992 0 SER A 125 19.988 -0.136 -6.018 1.00 29.10 0
ATOM 993 N THR A 126 19.360 -2.297 -6.130 1.00 26.11 N
ATOM 994 CA THR A 126 20,353 -2.634 -7.146 1.00 23.78 C
ATOM 995 CB THR A 126 21.523 -3.446 -6.548 1.00 25.67 C
ATOM 996 0G1 THR A 126 21.003 -4.586 -5.859 1.00 32.61 0
ATOM 997 CG2 THR A 126 22.330 -2.615 -5.572 1.00 33.32 C
ATOM 998 C THR A 126 19.794 -3.435 -8.318 1.00 33.24 C
ATOM 999 0 THR A 126 20.503 -4.265 -8.891 1.00 29.32 0
ATOM 1000 N GLY A 127 18.534 -3.213 -8.672 1.00 26.50 N
ATOM 1001 CA GLY A 127 18.011 -3.803 -9.892 1.00 28.97 C
ATOM 1002 C GLY A 127 16.819 —4.737 -9.773 1.00 38.40 C
ATOM 1003 O GLY A 127 16.170 -5.018 -10.780 1.00 35.89 0
ATOM 1004 N GLY A 128 16,535 -5.229 -8.569 1.00 30.24 N
ATOM 1005 CA GLY A 128 15.407 -6.121 -8.366 1.00 21.52 C
ATOM 1006 C GLY A 128 15.786 -7.588 -8.367 1.00 19.66 C
ATOM 1007 O GLY A 128 16.933 -7.943 -8.109 1.00 21.04 0
ATOM 1008 N LEU A 129 14.814 -8.445 -8.665 1.00 28.93 N
ATOM 1009 CA LEU A 129 15.035 -9.887 -8.675 1.00 27.99 C
ATOM 1010 CB LEU A 129 14.406 -10.525 -7.431 1.00 17.49 C
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ATOM 1079 CA GLY A 138 0.490 -24.977 1.546 1.00 24. 44 C
ATOM 1080 C GLY A 138 0. 266 —24. 25H2 0.234 1.00 33.42 C
ATOM 1081 O GLY A 138 0.237 -23.021 0.173 1.00 32.21 (0]
ATOM 1082 N PHE A 139 0.104 -25,036 —-0.823 1.00 37.96 N
ATOM 1083 CA PHE A 139 -0.124 -24.515 -2.158 1.00 39.27 C
ATOM 1084 CB PHE A 139 1. 188 -24.512 -2.944 1,00 31.22 C
ATOM 1085 CG PHE A 139 2.307 -23.774 2.263 1.00 35.12 C
ATOM 1086 CD1 PHE A 139 2,529 -22.429 -2.516 1.00 24.89 C
ATOM 1087 CE1 PHE A 139 3562 -21.755 -1.899 1.00 26.47 ¢
ATOM 1088 (CZ PHE A 139 4,387 -22.419 -1.023 1.00 26.07 C
ATOM 1089 CE2 PHE A 139 4,181 -23.759 -0,762 1.00 33.81 C
ATOM 1090 CD2 PHE A 139 3,146 -24.431 -1.383 1.00 30.30 C
ATOM 1091 C PHE A 139 -1.124 -25.420 -2.864 1.00 33.91 C
ATOM 1092 0O PHE A 139 -1.188 -26.611 -2.570 1.00 29.73 0
ATOM 1093 N ASP A 140 -1.914 -24.860 -3.776 1.00 31.43 N
ATOM 1094 CA ASP A 140 -2.715 -25.681 -4.680 1.00 40. 46 C
ATOM 1095 CB ASP A 140 -4.204 -25.308 —4.625 1.00 34.29 C
ATOM 1096 CG ASP A 140 -4,499 -23.940 -5.208 1.00 37.42 C
ATOM 1097 O0OD1 ASP A 140 -3.705 -23.445 -6.035 1.00 36.04 0
ATOM 1098 0OD2 ASP A 140 -5.543 -23.361 ~-4.841 1.00 36.83 0
ATOM 1099 C ASP A 140 -2.145 -25.598 -6.100 1.00 40.56 C
ATOM 1100 O ASP A 140 -1.216 -24.834 -6.352 1.00 40.14 0
ATOM 1101 N LYS A 141 -2.688 —-26.389 -7.020 1.00 38.93 N
ATOM 1102 CA LYS A 141 -2.141 -26.469 —-8.373 1.00 44.75 C
ATOM 1103 CB LYS A 141 -2.584 -27.767 —9.056 1.00 38.99 C
ATOM 1104 CG LYS A 141 -2.044 29.024 -8.392 1.00 34.83 C
ATOM 1105 CD LYS A 141 -2.577 -30.285 —9.067 1.00 47.52 C
ATOM 1106 CE LYS A 141 -2.116 -31.541 -8.330 1.00 45.13 C
ATOM 1107 NZ LYS A 141 -2.588 -32.796 -8.990 1.00 47.28 N
ATOM 1108 C LYS A 141 -2.494 -25.267 -9.247 1.00 33.40 C
ATOM 1109 O LYS A 141 ~-2.258 —25.282 -10.452 1.00 41.47 0
ATOM 1110 N HIS A 142 -3.066 -24.233 -8.641 1.00 33.91 N
ATOM 1111 CA HIS A 142 -3.346 -22.992 -9.359 1.00 33.52 C

[0122] ATOM 1112 CB HIS A 142 ~-4. 761 -22.505 -9.076 1.00 39.97 C
ATOM 1113 CG HIS A 142 -5.826 -23.403 -9.633 1.00 56.23 C
ATOM 1114 ND1 HIS A 142 -6. 581 -24.227 -8.847 1.00 51.01 N
ATOM 1115 CE1 HIS A 142 -7.428 -24.905 -9.617 1.00 34.57 C
ATOM 1116 NE2 HIS A 142 -7.230 -24.544 -10.863 1.00 65.99 N
ATOM 1117 CD2 HIS A 142 -6. 225 -23,602 -10.913 1.00 73.93 C
ATOM 1118 C HIS A 142 -2.352 -21.908 -8.974 1.00 33.53 C
ATOM 1119 O HIS A 142 -2.454 -20.770 -9.421 1.00 47.44 0
ATOM 1120 N GLY A 143 1,389 22,270 -8.137 1.00 29. 48 N
ATOM 1121 CA GLY A 143 0,409 -21.319 ~7.663 1.00 32.85 c
ATOM 1122 C GLY A 143 -0.891 -20.515 -6.469 1,00 34.82 C
ATOM 1123 O GLY A 143 -0. 226 —-19. 565 6.052 1.00 27.28 0
ATOM 1124 N ASN A 144 -2.049 -20.878 -5.922 1.00 35.96 N
ATOM 1125 CA ASN A 144 -2.520 -20.237 -4.701 1.00 35.19 C
ATOM 1126 CB ASN A 144 -3.964 -20.624 -4.377 1.00 36.66 C
ATOM 1127 CG ASN A 144 -4,974 -19.941 -5,281 1.00 43.34 C
ATOM 1128 OD1 ASN A 144 -5.910 -20.574 5.765 1.00 53.24 0
ATOM 1129 ND2 ASN A 144 -4, 790 —-18.646 -5.510 1.00 33.32 N
ATOM 1130 C ASN A 144 -1.606 -20.638 -3.559 1.00 28.27 C
ATOM 1131 O ASN A 144 -1.219 -21.804 -3.450 1.00 31.78 0
ATOM 1132 N ARG A 145 -1.261 -19.673 -2.712 1.00 32.96 N
ATOM 1133 CA ARG A 145 -0.327 -19.909 -1.616 1.00 32.90 C
ATOM 1134 CB ARG A 145 0.928 —-19.039 -1.783 1.00 22.22 C
ATOM 1135 CG ARG A 145 2.000 -19.299 -0.738 1.00 27.54 C
ATOM 1136 CD ARG A 145 3.190 -18.367 -0.900 1.00 25.11 C
ATOM 1137 NE ARG A 145 2.887 -17.027 -0.415 1.00 42.90 N
ATOM 1138 CZ ARG A 145 3.363 -16.511 0.713 1.00 29.03 C
ATOM 1139 NH1 ARG A 145 4,183 —17.215b 1.480 1.00 28.88 N
ATOM 1140 NH2 ARG A 145 3.025 —15, 280 1.066 1.00 41.83 N
ATOM 1141 C ARG A 145 -0. 968 -19.639 -0.257 1.00 23.94 C
ATOM 1142 O ARG A 145 -1.693 —-18.662 —0.078 1.00 27.93 0
ATOM 1143 N LEU A 146 -0. 697 —20.515 0.701 1.00 27.75 N
ATOM 1144 CA LEU A 146 -1.113 -20. 275 2.073 1.00 22.25 C
ATOM 1145 CB LEU A 146 -1. 853 -21. 487 2.637 1.00 29. 28 C
ATOM 1146 CG LEU A 146 -2.244 -21.431 4,119 1.00 24.76 C
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CN 101781637 A i BB P 59,/143 B
ATOM 1351 C THR A 170 7.846 —18.404 -8.365 1.00 20.93 C
ATOM 1352 O THR A 170 6. 878 —18.963 -8.879 1.00 29.34 0
ATOM 1353 N LEU A 171 8.822 -19.056 -7.743 1.00 23.76 N
ATOM 1354 CA LEU A 171 8.883 —-20.507 -7.701 1.00 23.84 C
ATOM 1355 CB LEU A 171 10. 241 -20.982 -8.223 1.00 16.63 C
ATOM 1356 CG LEU A 171 10.296 -22.334 -8.934 1.00 39.12 C
ATOM 1357 CD1 LEU A 171 9. 322 -22.365 -10.105 1.00 35.34 C
ATOM 1358 CD2 LEU A 171 11. 720 -22.605 =-9.411 1.00 31,27 C
ATOM 1359 C  LEU A 171 8673 21,020 —-6.284 1.00 28 71 c
ATOM 1360 O LEU A 171 9.518 -20.813 -5.416 1.00 26.29 0
ATOM 1361 N ALA A 172 7.550 -21.694 -6.054 1.00 30.63 N
ATOM 1362 CA ALA A 172 7.278 -22.278 -4.747 1.00 28.49 C
ATOM 1363 CB ALA A 172 5.788 -22.241 -4.439 1.00 26.59 C
ATOM 1364 C ALA A 172 7.799 -23.706 -4.681 1.00 32.32 C
ATOM 1365 O ALA A 172 7.693 -24.452 -5.649 1.00 34.54 0
ATOM 1366 N LEU A 173 8.364 -24.072 -3.534 1.00 37.15 N
ATOM 1367 CA LEU A 173 8.885 —-25.416 -3.310 1.00 29.88 C
ATOM 1368 CB LEU A 173 10. 360 -25.363 -2.917 1.00 26.05 C
ATOM 1369 CG LEU A 173 11.230 -24.459 -3.795 1.00 30.88 C
ATOM 1370 CD1 LEU A 173 12.605 -24.252 -3.169 1.00 15.21 C
ATOM 1371 CD2 LEU A 173 11.350 25.007 -5.219 1.00 15.70 C
ATOM 1372 C LEU A 173 8.070 -26.077 -2.210 1.00 32.78 C
ATOM 1373 O LEU A 173 7.955 —25.542 -1.106 1.00 39.60 0
ATOM 1374 N ALA A 174 7.502 -27.240 -2.510 1.00 29.43 N
ATOM 1375 CA ALA A 174 6.536 —27.848 -1.606 1.00 34.20 C
ATOM 1376 CB ALA A 174 5.123 -27.477 -2.038 1.00 32.05 C
ATOM 1377 C ALA A 174 6.659 -29.363 —1.474 1.00 34.72 C
ATOM 1378 O ALA A 174 6.791 -30.077 —2.471 1.00 35.57 0
ATOM 1379 N PHE A 175 6.615 —29.843 -0.233 1.00 32.88 N
ATOM 1380 CA PHE A 175 6. 424 -31. 261 0.032 1.00 25.94 C
ATOM 1381 CB PHE A 175 6. 305 -31.515 1.535 1.00 32.53 C
ATOM 1382 CG PHE A 175 7.574 -31.284 2.298 1.00 24.18 C
ATOM 1383 CD1 PHE A 175 8.757 —-31.873 1.896 1,00 24.55 C

[0126] ATOM 1384 CE1 PHE A 175 9.915 -31.664 2.605 1.00 24.55 C
ATOM 1385 CZ PHE A 175 9. 896 -30.872 3.730 1.00 22.51 C
ATOM 1386 CE2 PHE A 175 8, 725 -30. 288 4,140 1.00 15.94 C
ATOM 1387 CD2 PHE A 175 7.575 ~30. 497 3.433 1.00 18.73 C
ATOM 1388 C PHE A 175 5.125 -31.679 -0.644 1.00 25.03 C
ATOM 1389 O PHE A 175 4,240 -30,850 -0.847 1.00 35,51 0
ATOM 1390 N LYS A 176 5.011 -32.953 -1.009 1.00 33.96 N
ATOM 1391 CA LYS A 176 3.756 —-33.476 -1.540 1.00 34.54 C
ATOM 1392 CB LYS A 176 3882 -34.962 -1.860 1,00 27,81 C
ATOM 1393 CG LYS A 176 5 068 -35.321 —2.725 1.00 40.85 c
ATOM 1394 CD LYS A 176 5. 068 -36.814 ~3.054 1.00 56,08 ¢
ATOM 1395 CE LYS A 176 5 387 -37.660 -1.833 1.00 43.87 c
ATOM 1396 NZ LYS A 176 5.595 —-39.092 -2.195 1.00 58.80 N
ATOM 1397 C LYS A 176 2.667 -33.279 -0.496 1.00 33.36 C
ATOM 1398 O LYS A 176 1.489 -33.170 -0.818 1.00 31.84 0
ATOM 1399 N GLU A 177 3. 079 -33.237 0.765 1.00 28.10 N
ATOM 1400 CA GLU A 177 2.151 —-33. 066 1.872 1.00 40.72 C
ATOM 1401 CB GLU A 177 2. 848 —33. 396 3.201 1.00 39.96 C
ATOM 1402 CG GLU A 177 3. 056 —34. 894 3.455 1.00 24.10 C
ATOM 1403 CD GLU A 177 4. 282 —35. 460 2.753 1.00 52.25 C
ATOM 1404 OEl1 GLU A 177 4. 833 -34.795 1,848 1.00 43. 39 [0}
ATOM 1405 OE2 GLU A 177 4, 693 —36. 585 3.108 1.00 52.79 0
ATOM 1406 C GLU A 177 1. 532 -31.664 1.920 1.00 32.63 C
ATOM 1407 O GLU A 177 0. 463 —-31.474 2.499 1.00 37.74 0
ATOM 1408 N GLN A 178 2.197 -30.690 1.301 1.00 30.00 N
ATOM 1409 CA GLN A 178 1. 729 —-29. 304 1.333 1.00 31.45 C
ATOM 1410 CB GLN A 178 2.906 —-28. 326 1.289 1.00 33.04 C
ATOM 1411 CG GLN A 178 3. 746 —-28. 318 2.543 1.00 22.73 C
ATOM 1412 CD GLN A 178 4.942 -27.411 2.423 1,00 37.78 C
ATOM 1413 OE1 GLN A 178 5. 004 -26. 356 3.060 1.00 36.68 0
ATOM 1414 NE2 GLN A 178 5.901 -27.807 1.589 1.00 21.62 N
ATOM 1415 C GLN A 178 0,747 —28.975 0.212 1.00 29.64 C
ATOM 1416 O GLN A 178 0.122 -27.916 0.225 1,00 24.16 0
ATOM 1417 N ILE A 179 0.605 —29.885 -0.746 1.00 29.89 N
ATOM 1418 CA ILE A 179 -0. 281 -29.665 -1.887 1.00 24.16 C

63



CN 101781637 A i BB P 60,/143 T
ATOM 1419 CB ILE A 179 0,101 -30.552 -3.088 1.00 32.57 C
ATOM 1420 CG1 ILE A 179 1.600 -30.427 -3.388 1.00 37.81 C
ATOM 1421 CD1 ILE A 179 2.080 —-28.973 -3.580 1.00 29.55 C
ATOM 1422 CG2 ILE A 179 -0.738 -30.180 -4.314 1.00 30.85 C
ATOM 1423 C ILE A 179 -1.737 -29.912 -1.523 1.00 31.84 C
ATOM 1424 O ILE A 179 -2.092 -31.002 -1.093 1.00 48,22 0
ATOM 1425 N CYS A 180 -2.568 -28.888 -1.708 1.00 28.44 N
ATOM 1426 CA CYS A 180 -3.974 -28.928 -1.319 1.00 36.25 C
ATOM 1427 CB CYS A 180 1,301 -27.755 -0.388 1.00 32. 34 ¢
ATOM 1428 SG CYS A 180 -3.136 -27.519 0.966 1.00 35.16 S
ATOM 1429 C CYS A 180 -4,898 -28.866 -2.533 1.00 49.32 C
ATOM 1430 O CYS A 180 -4,.512 -28.380 -3.594 1.00 39.22 0
ATOM 1431 N LEU A 181 -6.123 -29,351 -2.366 1.00 33.65 N
ATOM 1432 CA LEU A 181 -7.130 -29.269 -3.413 1.00 30.24 C
ATOM 1433 CB LEU A 181 -8.408 -29.999 -2.977 1.00 63.26 C
ATOM 1434 CG LEU A 181 -9.510 -30.305 -3.999 1.00 58.06 C
ATOM 1435 CD1 LEU A 181 -10. 576 —-31.207 -3.394 1.00 49.89 C
ATOM 1436 CD2 LEU A 181 -10. 150 -29.036 -4.536 1.00 58,28 C
ATOM 1437 C LEU A 181 -7.413 -27.801 -3.699 1.00 38.20 C
ATOM 1438 O LEU A 181 -7.232 -27.339 -4.821 1.00 52.39 0
ATOM 1439 N GLN A 182 -7.864 -27.071 -2.680 1.00 48.09 N
ATOM 1440 CA GLN A 182 -8.096 -25.630 —-2.799 1.00 32.40 C
ATOM 1441- CB GLN A 182 -9, 587 -25.328 —-3.016 1.00 29.44 C
ATOM 1442 CG GLN A 182 -10. 088 -25.647 -4.431 1.00 93. 26 C
ATOM 1443 CD GLN A 182 -11.605 -25.769 -4.527 1.00112.60 C
ATOM 1444 OE1 GLN A 182 -12.313 -25.725 -3.518 1.00108. 40 0
ATOM 1445 NE2 GLN A 182 -12.109 -25.931 -5.750 1.00 81.78 N
ATOM 1446 C GLN A 182 ~7.566 -24.866 -1.584 1.00 44.84 C
ATOM 1447 O GLN A 182 -7.850 -25.222 —0.442 1.00 45.95 4]
ATOM 1448 N VAL A 183 -6. 777 -23.827 -1.839 1.00 39.36 N
ATOM 1449 CA VAL A 183 -6. 368 —22.904 -0.786 1.00 41.34 C
ATOM 1450 CB VAL A 183 -4,938 -22.360 -1.007 1.00 40.73 C
ATOM 1451 CG1 VAL A 183 -4,693 -21.138 -0.127 1.00 29.31 C

[0127] ATOM 1452 CG2 VAL A 183 -3.896 -23.442 -0.745 1.00 25.41 C
ATOM 1453 C VAL A 183 -7.333 -21.725 -0.754 1.00.10.58 C
ATOM 1454 O VAL A 183 -7.547 -21.070 -1.773 1.00 44.59 0
ATOM 1455 N PRO A 184 -7.932 -21.454 0.415 1.00 36.99 N
ATOM 1456 CA PRO A 184 -8. 785 -20. 264 0.509 1.00 39.41 C
ATOM 1457 CB PRO A 184 -9, 206 —-20. 243 1.983 1.00 38.48 C
ATOM 1458 CG PRO A 184 8. 985 -21,643 2.479 1.00 44.74 C
ATOM 1459 CD PRO A 184 -7.816 —22.168 1.697 1.00 38.54 C
ATOM 1460 C PRO A 184 -7.956 -19. 026 0.185 1.00 40.13 C
ATOM 1461 O PRO A 184 -6. 818 -18.921 0.651 1.00 48.91 0
ATOM 1462 O ALA A 185 -0, 772 -15.662 -0.856 1.00 40.24 0
ATOM 1463 N ALA A 185 -8.505 —-18.103 -0.596 1.00 32.40 N
ATOM 1464 CA ALA A 185 -7.745 -16.928 -1.004 1.00 47.07 C
ATOM 1465 C ALA A 185 -8.543 -15.642 -0.826 1.00 52.53 C
ATOM 1466 CB ALA A 185 -7.983 -17.075 -2.450 1.00 39.69 C
ATOM 1467 N ASN A 186 -7.835 -14.531 -0.636 1.00 56.50 N
ATOM 1468 CA ASN A 186 -8.462 —-13,215 -0.580 1.00 48.90 C
ATOM 1469 C ASN A 186 -8.842 ~-12.727 -1.972 1.00 64. 36 C
ATOM 1470 CB ASN A 186 -7.529 -12.195 0.080 1.00 70.86 C
ATOM 1471 CG ASN A 186 -7.421 -12.384 1.582 1.00 64.33 C
ATOM 1472 O0OD1 ASN A 186 -8. 309 —-12.958 2.214 1.00 72.14 0
ATOM 1473 ND2 ASN A 186 -6. 331 —-11. 891 2.163 1.00 52.84 N
ATOM 1474 O ASN A 186 -7.981 —-12.306 -2.749 1.00 75.54 0
ATOM 1475 N MET A 190 -1.962 —-12.869 -4.212 1.00 44.48 N
ATOM 1476 CA MET A 190 -0.939 -13.082 -5.239 1.00 63.43 C
ATOM 1477 C MET A 190 -0.665 —14.572 -5.440 1,00 41.72 C
ATOM 1478 CB MET A 190 0.373 -12.359 -4.878 1.00 43.13 C
ATOM 1479 CG MET A 190 0.275 -10.831 -4.752 1.00 45.40 C
ATOM 1480 SD MET A 190 0.499 -9.926 -6.301 1.00 87.43 S
ATOM 1481 CE MET A 190 1.838 -10.849 -7.068 1.00 59,57 C
ATOM 1482 0O MET A 190 -0.200 —-15.241 -4.522 1.00 39.33 0
ATOM 1483 N LYS A 191 -0.955 —15,083 -6.635 1.00 33.92 N
ATOM 1484 CA LYS A 191 -0, 598 -16.447 -7.000 1.00 31.80 C
ATOM 1485 CB LYS A 191 -1. 388 —-16.915 -8.224 1.00 40.53 C
ATOM 1486 CG LYS A 191 -2.899 -16.794 -8.127 1.00 45.28 C
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ATOM 1487 CD LYS A 191 -3.557 ~17.890 -8.965 1.00 64.09 C
ATOM 1488 CE LYS A 191 4,689 -17.366 -9.835 1.00 50.15 C
ATOM 1489 NZ LYS A 191 -4.148 -16.607 -10.997 1.00 71.72 N
ATOM 1490 C LYS A 191 0.883 -16.517 -7.340 1.00 32.44 C
ATOM 1491 O LYS A 191 1.504 -15.511 -7.675 1.00 43.74 0
ATOM 1492 N VAL A 192 1.449 -17.713 -7.268 1.00 31.88 N
ATOM 1493 CA VAL A 192 2.829 -17.906 -7.681 1.00 31.76 C
ATOM 1494 (CB VAL A 192 3.599 —18.847 -6.728 1.00 28.93 C
ATOM 1495 CG1 VAL A 192 3608 ~18.269 -5.328 1.00 23.76 ¢
ATOM 1496 CG2 VAL A 192 2.992 -20.249 -6.722 1.00 23.01 C
ATOM 1497 C VAL A 192 2821 -18.457 ~9.094 1.00 29,33 c
ATOM 1498 O VAL A 192 1.833 -19.046 -9.527 1.00 42.83 0
ATOM 1499 N ASP A 193 3.914 -18.259 -9.818 1.00 31.07 N
ATOM 1500 CA ASP A 193 3 988 -18.710 ~11.200 1.00 28.19 c
ATOM 1501 CB ASP A 193 5.235 —18.144 —-11.883 1.00 16.48 C
ATOM 1502 CG ASP A 193 5.106 —16.667 -12.183 1.00 24.68 C
ATOM 1503 OD1 ASP A 193 4.051 -16.277 -12.724 1.00 37.40 0
ATOM 1504 OD2 ASP A 193 6.043 -15.895 —-11.870 1.00 29.10 0
ATOM 1505 C ASP A 193 3.967 -20.227 -11.299 1.00 30.99 C
ATOM 1506 O ASP A 193 3,353 —-20.792 -12.204 1.00 27.49 0
ATOM 1507 N GLU A 194 4.621 20.890 -10.353 1.00 30.28 N
ATOM 1508 CA GLU A 194 4,746 —-22.335 -10.431 1.00 24.15 C
ATOM 1509 CB GLU A 194 5.810 —22.685 -11.469 1.00 32.11 C
ATOM 1510 CG GLU A 194 6. 101 —24.158 -11.632 1.00 28.50 C
ATOM 1511 CD GLU A 194 7.140 -24.395 -12.707 1.00 33.79 C
ATOM 1512 OE1 GLU A 194 7.552 —-25,556 -12.907 1.00 39.54 0
ATOM 1513 OE2 GLU A 194 7.547 -23.405 -13.353 1.00 27.03 0
ATOM 1514 C  GLU A 194 5 096 -22.953 -9.086 1.00 32.69 C
ATOM 1515 O GLU A 194 5.894 -22.398 -8.326 1.00 33.90 0
ATOM 1516 N VAL A 195 4,493 -24.104 -8.799 1.00 30.47 N
ATOM 1517 CA VAL A 195 4,818 -24.862 -7.597 1.00 31.52 C
ATOM 1518 CB VAL A 195 3.558 -25.177 -6.751 1.00 28.62 C
ATOM 1519 CG1 VAL A 195 2.653 -23.961 -6.688 1.00 29.00 C

[0128] ATOM 1520 CG2 VAL A 195 2.792 -26.354 -7.339 1.00 55.22 C
ATOM 1521 C VAL A 195 5.517 -26.157 -7.995 1.00 23.73 C
ATOM 1522 0O VAL A 195 5.040 -26.895 —8.855 1.00 25.42 0
ATOM 1523 N LEU A 196 6. 671 —26.412 -7.394 1.00 28.94 N
ATOM 1524 CA LEU A 196 7.392 -27.650 -7.644 1.00 35.96 C
ATOM 1525 CB LEU A 196 8. 897 -27,390 -7.768 1.00 25,27 C
ATOM 1526 CG LEU A 196 9. 345 -26. 544 8.961 1.00 38.86 C
ATOM 1527 CD1 LEU A 196 10. 865 —26.484 -9.009 1.00 28.41 C
ATOM 1528 CD2 LEU A 196 8.786 —27.106 ~10.259 1.00 19.48 C
ATOM 1529 C LEU A 196 7.125 -28.629 -6.516 1.00 33.95 C
ATOM 1530 O LEU A 196 7.022 -28,230 -5.354 1.00 38.25 0
ATOM 1531 N TYR A 197 7.016 -29.908 -6.858 1.00 41.45 N
ATOM 1532 CA TYR A 197 6. 800 —-30.942 -5.858 1.00 37.66 C
ATOM 1533 CB TYR A 197 5,438 -30.746 -5.205 1.00 34.37 C
ATOM 1534 CG TYR A 197 4.295 -30.923 -6.169 1.00 38.32 C
ATOM 1535 CD1 TYR A 197 3.709 -32.168 —6.3514 1.00 41.89 C
ATOM 1536 CE1 TYR A 197 2.662 —-32.339 -7.244 1.00 50.32 C
ATOM 1537 CZ TYR A 197 2.196 —-31.261 -7.960 1.00 44.36 C
ATOM 1538 OH TYR A 197 1. 155 —-31.434 -8.843 1.00 52.81 0
ATOM 1539 CE2 TYR A 197 2.764 -30.016 -7.797 1.00 39.75 C
ATOM 1540 CD2 TYR A 197 3.808 —29.852 -6.908 1.00 35.32 C
ATOM 1541 C TYR A 197 6.848 —-32.341 —-6.453 1.00 36.13 C
ATOM 1542 O TYR A 197 6. 627 —-32.522 -7.645 1.00 47.70 0
ATOM 1543 N GLU A 198 7.164 -33.307 -5.592 1.00 52.19 N
ATOM 15414 CA GLU A 198 6. 867 —34.733 -b.775 1.00 44.71 C
ATOM 1545 CB GLU A 198 6. 647 35.123 -7.234 1.00 48.53 C
ATOM 1546 CG GLU A 198 5.171 -35.192 -7.603 1.00 43.72 C
ATOM 1547 CD GLU A 198 4,939 -35.646 -9.032 1.00 73.97 ¢
ATOM 1548 OE1 GLU A 198 5.800 -36.369 -9.575 1.00 68.63 0
ATOM 1549 OE2 GLU A 198 3.892 -35.284 -9.610 1,00 60.54 0
ATOM 1550 C GLU A 198 7.841 -35.687 -5.073 1.00 69.29 C
ATOM 1551 O GLU A 198 8.889 —35.273 -4.576 1,00 76.51 0
ATOM 1552 N GLY A 199 7.464 -36.963 -5.033 1.00 63.47 N
ATOM 15563 CA GLY A 199 8.156 -37.974 -4.251 1.00 54.55 C
ATOM 1554 C GLY A 199 9,662 -37.821 -4.207 1.00 46.69 C
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ATOM 1555 O GLY A 199 10.390 -38.709 -4.646 1.00 76.54 0
TER
ATOM 1556 N GLU B 99 17.852 -8.153 10.596 1.00 37.71 N
ATOM 1557 CA GLU B 99 17.029 -7.630 11.676 1.00 34.14 c
ATOM 1558 CB GLU B 99 17.412 -8.320 12.985 1.00 49.80 c
ATOM 1559 CG GLU B 99 17.835 -9.775 12.795 1.00 48. 33 c
ATOM 1560 CD GLU B 99 18,121 ~10.490 14.101 1.00 50.23 c
ATOM 1561 OEl GLU B 99 18.662 ~11.617 14.058 1.00 37.82 0
ATOM 1562 OE2 GLU B 99 17.803 -9.928 15 170 1.00 47.82 0
ATOM 1563 C GLU B 99 17.199 -6.110 11.807 1.00 54,27 C
ATOM 1564 O GLU B 99 16.801 ~5.341 10.927 1.00 30.98 0
TER
ATOM 1565 NI NI C 1 9,273 -26.086 -8.257 1.00 60.90 Ni
ATOM 1566 NI NI C 2 13.510 -2.332 5.278 1.00 38. 07 Ni
TER
ATOM 1567 MG MG D 1 14.614 -5.513 -1.077 1.00 14.36 Mg
TER
ATOM 1568 MG MG E 1 ~6.266 -30.692  0.622 1.00 48,45 Mg
TER
ATOM 1569 MC MG F 1 4.519 -14.811 4.833 1.00 43. 68 Mg
TER
ATOM 1570 MC MC G 1 8.965 -15.718  9.665 1.00 51.14 Mg
TER
HETATM 1571 O HOH S 1 20.670 -6.197 8.103 1.00 20.50 0
HETATM 1572 O HOH § 2 23.088 -18.358 11.662 1.00 17,99 0
HETATM 1573 O HOH S 3 12.612 -15.819 -0.836 1.00 21.77 0
HETATM 1574 O HOH S 4 14.973  0.483  2.530 1.00 19, 49 0
HETATM 1575 O HOH S 5 ~4.989 -14.208 -0.084 1.00 33. 20 0
HETATM 1576 O HOH S 6 19,293 -23.396 4587 1.00 25.94 0
HETATM 1577 O HOH S 7 4.032 -35 574 11.337 1.00 3478 0
HETATM 1578 O HOH S 8 3.031 -13.561 3.014 1.00 45 74 0
HETATM 1579 O HOH S 9 ~7.836 -27.823 -8.363 1.00 32,44 0
HETATM 1580 O HOH S 10 14.377 -5.838 7.333 1.00 31.49 0
HETATM 1581 O HOH S 11 14,741 -17.108 5.396 1.00 25.88 0

[0129] HETATM 1582 O HOH S 12 16.145 ~15.086 6.636 1.00 19,57 0
HETATM 1583 O HOH S 13 14.454 -14.579  8.713 1.00 25.37 0
HETATM 1584 O HOH S 14 17.950  0.000 0.000 1.00 29 28 0
HETATM 1585 O HOH S 15 24.225 ~17.596 14.899 1.00 21.36 0
HETATM 1586 O HOH S 16 15.689 -1.218 5.214 1.00 29. 80 0
HETATM 1587 O HOH S 17 12.742 -15.367 10,719 1.00 32.23 0
HETATM 1588 O HOH S 18 25.044 -25.852 ~12.680 1.00 38. 81 0
HETATM 1589 O HOH S 19 12.043 -16.992 5.780 1.00 36.55 0
HETATM 1590 O HOH S 20 0.611 -22.636 ~11.410 1.00 44. 72 0
HETATM 1591 O HOH S 21 8.153 -26.167 1.666 1.00 30.66 0
HETATM 1592 O HOH S 22 6.953 -7.174 3.082 1.00 36.76 0
HETATM 1593 O HOH S 23 25.796 -12.768 -4.027 1.00 32. 35 0
HETATM 1594 O HOH S 24 ~6.819 -10.006 -3.358 1.00 47.27 0
HETATM 1595 O HOH S 25 14.330 -5.781 10.087 1.00 28 84 0
HETATM 1596 O HOH S 26 24.391 -9.500 11.117 1.00 30. 04 0
HETATM 1597 O HOH S 27 31.967 -8.168 -2.681 1.00 43. 62 0
HETATM 1598 O HOH S 28 11,556 -19.702 5.754 1.00 41.45 0
HETATM 1599 O HOH S 29 15.615 -8.219 —13.318 1.00 43. 54 0
HETATM 1600 O HOH S 30 -16.413 -8.436 5.310 1.00 39. 85 0
HETATM 1601 O HOH S 31 13.602 -9.597 ~14.507 1.00 47,94 0
HETATM 1602 O HOH S 32 18.177 -27.698 ~-1.049 1.00 31.54 0
HETATM 1603 O HOH S 33 7.604 -0.152 13.211 1.00 49 10 0
HETATM 1604 O HOH S 34 13.351 ~12.233 16.471 1.00 47. 36 0
HETATM 1605 O HOH S 35 28.685 ~10.108 4.258 1.00 42.05 0
HETATM 1606 O HOH S 36 14.484 -2.189 -0.513 1.00 32. 36 0
HETATM 1607 O HOH S 37 13.141 -15.318 —15.838 1.00 47. 68 0
HETATM 1608 O HOH S 38 25.583 -6.559 1.516 1.00 35.93 0
HETATM 1609 O HOH S 39 97.362 -8.407 1.058 1.00 41.43 0
HETATM 1610 O HOH S 40 26.116 -9.098 12.898 1.00 36.09 0
HETATM 1611 O HOH S 41 22.970 -20. 946 —14.785 1.00 28. 85 0
HETATM 1612 O HOH S 42 20.495 2.667 -4.910 1.00 35.87 0
HETATM 1613 O HOH S 43 5.095 3.273 -3.235 1.00 47.20 0
HETATM 1614 O HOH S 44 0.773 -15.377 5.161 1.00 41.27 0
HETATM 1615 O HOH S 45 16.400 1,674 -8 083 1.00 37.60 0

66



CN 101781637 A i BB P 63/143 T
HETATM 1616 O HOH S 46 0.105 -19.652 -11.977 1.00 50.88 0
HETATM 1617 O HOH S 47 27.231 -5.440 -1.618 1.00 41.82 0
HETATM 1618 O HOH S 48 ~8.047 —28.649 0.784 1.00 40.53 0
HETATM 1619 O HOH S 49 4.309 -33.208 11.811 1.00 60.35 0
HETATM 1620 O HOH S 50 4,924 -37.494 10.095 1.00 52.27 0
HETATM 1621 0 HOH S 51 6.211 —-14.001 -14.207 1.00 39.24 0
HETATM 1622 0 HOH S 52 20.081 -1.828 8.828 1.00 43.03 0
HETATM 1623 O HOH S 53 -4,576 -31.771 5.029 1.00 68.58 0
HETATM 1624 O HOH S 54 17.542 -7.853 ~11.804 1.00 52.02 0
HETATM 1625 O HOH S 55 17.847 -22.495 9.029 1.00 34.25 0
HETATM 1626 O HOH S 56 -4.408 -13.226 -3.207 1.00 66.57 0
HETATM 1627 O HOH S 57 7.963 -23.544 1.912 1.00 30.72 0

[0130] HETATM 1628 O HOH S 58 23.970 -2.024 -10.843 1.00 46.27 0
HETATM 1629 0 HOH S 59 21.486 ~1.136 -10.328 1.00 39.14 0
HETATM 1630 O HOH S 60 7.338 1.921 -2.769 1.00 53.37 0
HETATM 1631 0O HOH S 61 16.190 -25.684 9.225 1.00 63.34 0
HETATM 1632 0 HOH S 62 20.806 -1.494 -0.056 1.00 36.25 0
HETATM 1633 O HOH S 63 5.117 -10.360 13.635 1.00 47.26 0
HETATM 1634 0 HOH S 64 11.942 -25.834 -16.882 1.00 39.38 0
HETATM 1635 O HOH S 65 4.308 2.909 ~7.440 1.00 45.58 0
HETATM 1636 O HOH S 66 -1.871 -16.476 4.293 1.00 49.34 0
HETATM 1637 O HOH S 67 2.058 -24.940 -11.104 1.00 32.35 0
HETATM 1638 0 HOH S 68 ~3.654 -13.400 3.891 1.00 46.22 0
TER

[0131] 3K 4 K AU 5, 10— IR FFLVYE N ER G Al 5 ADP 1R G010 di AR AL FR

[0132] &4
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ATOM 1 N ALAA -1 -17.037 6.341 -3.440 1.00 67.21 N
ATOM 2 CA ALAA -1 -17.589 7.665 -3.694 1.00 56.32 C
ATOM 3 CB ALAA -1 -17.439  8.548 -2.460 1.00 40.37 C
ATOM 4 C ALAA -1 -16.917 8.309 -4.904 1.00 55.26 C
ATOM 5 0 ALAA -1 ~16.149  9.260 -4.767 1.00 54.51 0
ATOM 6 N ALAA O -17.219 7.782 -6.087 1.00 46.84 N
ATOM 7 CA ALAA O -16.570 8.212 -7.323 1.00 50.89 C
ATOM 8 CB ALAA O ~-17.068 7.382 -8.498 1.00 52.82 C
ATOM 9 C ALAA O -16.732 9.703 -7.618 1.00 54.32 C
ATOM 10 0 ALAA O -15.762 10.382 -7.953 1.00 51.61 0
ATOM 11 N META 1 -17.956 10.208 -7.500 1.00 35.55 N
ATOM 12 CA MET A 1 ~18.236 11.606 -7.817 1.00 35.65 C
ATOM 13 CB MET A 1 ~19.740 11.838 -7.969 1.00 31.45 C
ATOM 14 CG MET A 1 -20.405 10.915 -8.977 1.00 39.79 C
ATOM 15 SD MET A 1 -19.560 10.886 -10.572 1.00 49.17 S
ATOM 16 CE MET A 1 -19.980 12.506 -11.210 1.00 30.92 C
ATOM 17 C MET A 1 -17.647 12.550 -6.772 1.00 38.66 C
ATOM 18 0 META 1 -17.142 13.622 -7.107 1.00 35.66 0
ATOM 19 N ALAA 2 -17.713 12,149 -5.507 1.00 40.37 N
ATOM 20 CA ALAA 2 ~17.108 12.930 -4.436 1.00 45.63 C
ATOM 21 CB ALAA 2 ~17.495 12.362 -3.079 1.00 39.83 C
ATOM 22 C ALAA 2 ~15.593 12.940 -4.601 1.00 40.98 C
ATOM 23 0 ALAA 2 -14.933 13.941 -4.320 1.00 40.05 0
ATOM 24 N ALAA 3 -15.052 11.817 -5.064 1.00 38.82 N
ATOM 25 CA ALAA 3 -13.621 11,701 -5.314 1.00 43.68 C
ATOM 26 CB ALA A 3 -13.259 10.264 -5.678 1.00 34.60 C
ATOM 27 C ALAA 3 -13.203 12.654 -6.425 1.00 32.72 C
ATOM 28 0 ALAA 3 -12.200 13.356 —6.311 1.00 36.09 0

[0133] ATOM 29 N ALAA 4 -13.989 12.679 -7.497 1.00 35.81 N
ATOM 30 CA ALAA 4 -13.701 13.532 -8.644 1.00 26.73 C
ATOM 31 CB ALAA 4 -14.621 13.187 -9.802 1.00 27.09 C
ATOM 32 C ALAA 4 -13.822 15.011 -8.287 1.00 28.76 C
ATOM 33 0 ALAA 4 -13.050 15.839 -8.769 1.00 30.28 0
ATOM 34 N ALAA 5 -14.797 15.334 -7.444 1.00 27.61 N
ATOM 3 CA ALAA 5 -15.005 16.708 -7.002 1.00 32.20 C
ATOM 36 CB ALAA 5 -16.259 16.808 -6.145 1.00 28,22 C
ATOM 37 C ALAA 5 -13.790 17.223 -6.238 1.00 33.93 C
ATOM 383 0 ALAA 5 -13.451 18.405 -6.314 1.00 28.58 0
ATOM 39 N VALA 6 -13.137 16.330 -5.503 1.00 33.08 N
ATOM 40 CA VALA 6 -11.934 16.685 -4.764 1.00 33.44 C
ATOM 41 CB VAL A 6 -11,530 15.576 -3.769 1.00 33.38 C
ATOM 42 CGl VAL A 6 -10.185 15.894 -3.136 1.00 35.97 C
ATOM 43 CG2 VAL A 6 -12.599 15.404 -2.702 1.00 29.20 C
ATOM 44 C VALA 6 -10.783 16.933 -5.730 1.00 30.85 C
ATOM 45 0 VALA 6 -10.059 17.920 -5.610 1.00 26.62 0
ATOM 46 N SERA 7 -10.626 16.032 -6.694 1.00 31.55 N
ATOM 47 CA SERA 7 -9.577 16.161 -7.698 1.00 31.70 C
ATOM 48 CB SERA 7 -9.625 14.980 -8.665 1.00 35.87 C
ATOM 49 0G SER A 7 -9.589 13.750 -7.961 1.00 40.86 0
ATOM 50 C SERA 7 -9.723 17.467 -8.468 1.00 27.45 C
ATOM 51 0 SERA 7 -8.735 18.129 -8.780 1.00 38.29 0
ATOM 52 N SERA 8 -10.963 17.831 -8.775 1.00 31.44 N
ATOM 53 CA SER A 8 -11.243 19.072 -9.487 1.00 31.86 C
ATOM 54 CB SERA 8 -12.737 19.182 -9.796 1.00 27.08 C
ATOM 55 06 SER A 8 -13.025 20.368 -10.516 1.00 29.58 0
ATOM 56 C SERA 8 -10. 787 20.290 -8.688 1.00 30.02 C
ATOM 57 0 SERA 8 -10.160 21.201 -9.233 1.00 31.63 0
ATOM 58 N ALAA 9 -11.108 20.304 -7.397 1.00 33.05 N
ATOM 59 CA ALAA 9 -10. 726 21.408 —6.523 1.00 28.48 C
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ATOM 60 CB ALA A 9 -11.372 21.248 -5.148 1.00 34.84 C
ATOM 61 C ALAA 9 9.208 21.501 -6.394 1.00 26.20 C
ATOM 62 0 ALAA 9 -8.640 22.593 -6.419 1.00 29.65 0
ATOM 63 N LYS A 10 -8.5566 20.350 -6.261 1.00 25.05 N
ATOM 64 CA LYS A 10 -7.100 20.306 -6.206 1.00 28.57 C
ATOM 65 CB LYS A 10 -6.603. 18.872 -6.010 1.00 31.94 C
ATOM 66 CG LYS A 10 -6.844 18.295 -4.620 1.00 28.80 C
ATOM 67 CD LYS A 10 -6.317 16.867 -4.532 1.00 28.88 C
ATOM 68 CE LYS A 10 -6.387 16.320 -3.116 1.00 30.92 C
ATOM 69 NZ LYS A 10 -5.879 14.920 -3.046 1.00 31.41 N
ATOM 70 C LYS A 10 -6.512 20.884 -7.488 1.00 31.65 C
ATOM 71 0 LYS A 10 -5.608 21.717 -7.449 1.00 28.85 0
ATOM 72 N ARG A 11 ~7.040 20.432 -8.621 1.00 29.76 N
ATOM 73 CA ARG A 11 -6.587 20.891 -9.926 1.00 27.65 C
ATOM 74 CB ARG A 11 -7.344 20.156 -11.033 1.00 29.19 C
ATOM 75 CG ARG A 11 -7.149 20.749 -12.417 1.00 44.58 C
ATOM 76 CD ARG A 11 -7.954 19.979 -13.455 1.00 57.40 C
ATOM 77 NE ARG A 11 ~9.374 19.940 -13.107 1.00 40.25 N
ATOM 78 CZ ARG A 11 -10. 240 20.908 -13.394 1.00 53.81 C
ATOM 79 NH1 ARG A 11 -9.835 21.992 -14.041 1.00 52.92 N
ATOM 80 NH2 ARG A 11 -11.512 20.796 13.037 1.00 49.16 N
ATOM 81 C ARG A 11 -6.762 22.398 -10.077 1.00 29.84 C
ATOM 82 0 ARG A 11 -5.850 23.095 -10.522 1.00 30.08 0
ATOM 83 N SERA 12 ~7.937 22.898 -9.706 1.00 33.81 N
ATOM 84 CA SER A 12 -8.213 24.326 -9.796 1.00 33.67 C
ATOM 85 CB SER A 12 -9.667 24.629 -9.423 1.00 33.93 C
ATOM 86 0G SER A 12 -10. 534 24.397 -10.520 1.00 41.64 0
ATOM 87 C SER A 12 -7.257 25.138 -8.926 1.00 32.05 C
ATOM 88 0 SERA 12 -6, 787 26.200 -9.332 1.00 32.31 0
ATOM 89 N LEU A 13 —-6.965 24.630 -7.733 1.00 28.35 N
ATOM 90 CA LEU A 13 -6.076 25.324 -6.808 1.00 31.76 C
ATOM 91 CB LEU A 13 —-6.142 24.690 -5.417 1.00 28.56 C
ATOM 92 CG LEU A 13 -5.457 25.466 -4.289 1.00 29.23 C
[0134] ATOM 93 (D1 LEU A 13 -5.852 26.939 -4.313 1.00 25.00 C
ATOM 94 CD2 LEU A 13 -5.778 24.843 -2.941 1.00 24.99 C
ATOM 95 C LEU A 13 -4.639 25.340 -7.318 1.00 24.38 C
ATOM 9% 0 LEUA 13 -3.930 26.332 -7.160 1.00 28.27 0
ATOM 97 N ARG A 14 -4,212 24.238 -7.928 1.00 25.28 N
ATOM 98 CA ARG A 14 ~-2.868 24.151 -8.488 1.00 29.22 C
ATOM 99 CB ARG A 14 -2.607 22.756 -9.063 1.00 26.33 C
ATOM 100 CG ARG A 14 -2.546 21.653 -8.015 1.00 37.22 C
ATOM 101 CD ARG A 14 -1.980 20.368 -8.599 1.00 32.80 C
ATOM 102 NE ARG A 14 -2.038 19.264 -7.644 1.00 33.51 N
ATOM 103 CZ ARG A 14 -2.948 18.296 -7.672 1.00 40.03 C
ATOM 104 NH1 ARG A 14 -3.882 18.282 -8.614 1.00 36,84 N
ATOM 105 NHZ ARG A 14 -2.921 17.336 -6.759 1.00 35.60 N
ATOM 106 C ARG A 14 -2.644 25,218 -9.560 1.00 31.22 C
ATOM 107 O ARG A 14 -1.623 25.904 -9.562 1.00 28.32 0
ATOM 108 N GLY A 15 -3.608 25,354 -10.465 1.00 34.73 N
ATOM 109 CA GLY A 15 -3.535 26.358 -11.510 1.00 32.22 C
ATOM 110 C GLY A 15 -3.476 27.756 -10.929 1.00 33.44 C
ATOM 111 0 GLY A 15 -2.683 28.592 -11.363 1.00 37.08 0
ATOM 112 N GLU A 16 -4.323 28.008 -9.937 1.00 30.90 N
ATOM 113 CA GLU A 16 -4.340 29.292 -9.247 1.00 40.01 C
ATOM 114 CB GLU A 16 -5.497 29.338 -8.250 1.00 31.39 C
ATOM 115 CG GLU A 16 -5.373 30.419 -7.192 1.00 44.27 C
ATOM 116 CD GLU A 16 -6.531 30,403 -6.213 1.00 76.03 C
ATOM 117 OE1l GLU A 16 -7.579 29.808 -6.544 1.00 65.38 0
ATOM 118 O0E2 GLU A 16 ~6.396 30.983 -5.115 1.00 66.94 0
ATOM 119 C GLU A 16 -3.020 29.548 -8.529 1.00 43.49 C
ATOM 120 0 GLU A 16 -2.499 30,664 -8.545 1.00 37.47 0
ATOM 12t N LEU A 17 -2.482 28.505 -7.905 1.00 37.86 N
ATOM 122 CA LEU A 17 -1.228 28.611 -7.166 1.00 32.69 C
ATOM 123 CB LEU A 17 -1.016 27.374 6.288 1.00 31.01 C
ATOM 124 CG LEU A 17 -1.904 27.272 -5.046 1.00 36.79 C
ATOM 125 CD1 LEU A 17 -1.770 25.902 -4.400 1.00 34.00 C
ATOM 126 CD2 LEU A 17 -1.571 28.378 -4.054 1.00 33.36 C
ATOM 127 C LEU A 17 -0.041 28.800 -8.100 1.00 37.34 C
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ATOM 128 0 LEU A 17 0.851 29.601 -7.824 1.00 36.66 0
ATOM 129 N LYS A 18 -0.028 28.065 -9.208 1.00 36.00 N
ATOM 130 CA LYS A 1B 1.067 28.174 -10.166 1.00 37.03 C
ATOM 131 CB LYS A 18 0.993 27.071 -11.223 1.00 29.44 C
ATOM 132 CG LYS A 1B 1.104 25.670 —10.657 1.00 43.79 C
ATOM 133 €D LYS A 18 1.930 24.767 -11.557 1.00 64. 46 C
ATOM 134 CE LYS A 18 3.417 25,048 -11.393 1.00 72.85 C
ATOM 135 NZ LYS A 18 4,256 24.044 -12.105 1.00 54.36 N
ATOM 136 C LYS A 18 1.094 29.544 -10.833 1.00 38.69 C
ATOM 137 0 LYS A 18 2.162 30.069 —11.143 1.00 48. 34 0
ATOM 138 N ALAA 19 -0.083 30.118 -11.058 1.00 37.19 N
ATOM 139 CA ALA A 19 -0.167 31.459 -11.619 1.00 36.50 C
ATOM 140 CB ALA A 19 -1.618 31.864 -11.826 1.00 38.43 C
ATOM 141 C ALA A 19 0.544 32.452 -10.705 1.00 50.52 C
ATOM 142 0 ALA A 19 1.372 33.244 —11.156 1.00 46.79 0
ATOM 143 N ARG A 20 0.221 32.398 -9.416 1.00 39.87 N
ATOM 144 CA ARG A 20 0.852 33.273 -8.431 1.00 42.52 C
ATOM 145 CB ARG A 20 0.270 33.031 -7.033 1.00 39.21 C
ATOM 146 CG ARG A 20 -1.118 33,618 -6.828 1.00 45.85 C
ATOM 147 CD ARG A 20 -1.396 33.920 -5.359 1.00 63.77 C
ATOM 148 NE ARG A 20 -2.079 32.826 -4.676 1.00 70.37 N
ATOM 149 CZ ARG A 20 -2.433 32.858 -3.395 1.00 70.83 C
ATOM 150 NHL ARG A 20 -2.161 33.927 -2.660 1.00 69.57 N
ATOM 151 NH2 ARG A 20 -3.055 31.822 -2.847 1.00 52.65 N
ATOM 152 C ARG A 20 2.367 33.089 -8.403 1.00 37.06 C
ATOM 153 0 ARG A 20 3.118 34.062 -8.359 1.00 44.20 0
ATOM 154 N LEU A 21 2.808 31.836 -8.427 1.00 41.16 N
ATOM 155 CA LEU A 21 4,229 31.522 -8.359 1.00 40.58 C
ATOM 156 CB LEU A 21 4.434 30.014 -8.215 1.00 34.91 C
ATOM 157 CG LEU A 21 3.955 29.411 -6.895 1.00 39.30 C
ATOM 158 CDI LEU A 21 3.748 27.907 -7.018 1.00 41.64 C
ATOM 159 CD2 LEU A 21 4,935 29.737 -5.778 1.00 43.03 C
ATOM 160 C LEU A 21 4,989 32.047 -9.573 1.00 46.65 C
[0135] ATOM 161 0 LEU A 21 6.061 32.639 -9,436 1.00 45.55 0
ATOM 162 N ALA A 22 4,432 31.826 —-10.759 1.00 46.33 N
ATOM 163 CA ALA A 22 5.058 32.284 -11.993 1.00 44.66 C
ATOM 164 CB ALA A 22 4,277 31.779 -13.200 1.00 40.64 C
ATOM 165 €C ALA A 22 5.162 33.805 -12.026 1.00 44.52 C
ATOM 166 0 ALA A 22 6.037 34.361 -12.689 1.00 53.10 0
ATOM 167 N ALA A 23 4,276 34.471 -11.292 1,00 50.29 N
ATOM 168 CA ALA A 23 4.217 35.929 -11.293 1.00 39.99 C
ATOM 169 CB ALA A 23 2.797 36.402 -11.013 1.00 39.59 C
ATOM 170 C ALA A 23 5.195 36.561 -10.305 1.00 58.87 C
ATOM 171 0 ALA A 23 5.323 37.783 -10.248 1.00 44.40 0
ATOM 172 N MET A 24 5.879 35.730 -9.527 1.00 62.12 N
ATOM 173 CA MET A 24 6.869 36.227 -8.580 1.00 52,90 C
ATOM 174 CB MET A 24 7.110 35.212 -7.460 1.00 45.20 C
ATOM 175 CG MET A 24 5.923 34.998 -6.535 1.00 43.03 C
ATOM 176 SD MET A 24 6.316 33.864 -5.193 1.00 54.04 S
ATOM 177 CE MET A 24 7.723 34.697 -4.460 1.00 41.08 C
ATOM 178 C MET A 24 8.184 36.538 -9.282 1,00 41.91 C
ATOM 179 0 MET A 24 8.601 35.820 -10.190 1.00 52.38 0
ATOM 180 N SER A 25 8.833 37.617 -8.859 1.00 46.46 N
ATOM 181 CA SER A 25 10.136 37.978 -9.400 1.00 43.54 C
ATOM 182 CB SER A 25 10.486 39.426 -9.045 1.00 49.34 C
ATOM 183 0OG SER A 25 10.577 39.596 -7.639 1.00 44.45 0
ATOM 188 C SER A 25 11.206 37.030 -8.869 1.00 43.82 C
ATOM 18 0 SER A 25 11.043 36.429 -7.808 1.00 46.67 0
ATOM 186 N ALA A 26 12.298 36.895 -9.613 1.00 43.13 N
ATOM 187 CA ALA A 26 13.378 35.999 -9.222 1.00 40.66 C
ATOM 188 CB ALA A 26 14.410 35.895 -10.332 1.00 39. 22 C
ATOM 189 C ALA A 26 14.035 36.453 -7.922 1.00 46.94 C
ATOM 190 0 ALA A 26 14.445 35.630 -7.103 1.00 40,18 0
ATOM 191 N GLU A 27 14.131 37.765 -7.739 1.00 41.77 N
ATOM 192 CA GLU A 27 14.784 38.328 —6.563 1.00 45.37 C
ATOM 193 CB GLU A 27 15.211 39.774 —6.826 1.00 49,26 C
ATOM 194 CG GLU A 27 14.088 40.683 -7.294 1.00 56.79 C
ATOM 195 CD GLU A 27 14. 587 42.058 -7.685 1.00 58.43 C
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ATOM 196 OEl GLU A 27 15.811 42.288 -7.595 1.00 66. 64 0
ATOM 197 OE2 GLU A 27 13.760 42.906 -8.083 1.00 51.22 0
ATOM 198 C GLU A 27 13.901 38.247 -5.319 1.00 48.93 C
ATOM 199 0 GLU A 27 14.401 38.245 -4.194 1.00 41.64 0
ATOM 200 N GLU A 28 12.589 38.178 -5.525 1.00 41.59 N
ATOM 201 CA GLU A 2B 11. 657 38.032 -4.412 1.00 35.67 C
ATOM 202 CB GLU A 28 10. 245 38.452 -4.824 1.00 42.36 C
ATOM 203 CG GLU A 28 9.155 38.0256 -3.849 1.00 44.64 C
ATOM 204 CD GLU A 28 9.240 38.731 -2.505 1.00 47.59 C
ATOM 205 OEl1 GLU A 28 10.176 39.533 -2.299 1.00 39.19 0
ATOM 206 OE2 GLU A 28 8.363 38.482 -1.652 1.00 47.29 0
ATOM 207 C GLU A 28 11.656 36.598 -3.899 1.00 45, 04 C
ATOM 208 0 GLU A 28 11.565 36.359 -2.695 1.00 46.95 0
ATOM 209 N ARG A 29 11.756 35.644 -4.819 1.00 37.55 N
ATOM 210 CA ARG A 29 11.855 34.238 -4.447 1.00 43.86 C
ATOM 211 CB ARG A 29 11.915 33.347 -5.690 1.00 35.80 C
ATOM 212 CG ARG A 29 10.646 33.340 -6.524 1.00 46. 66 C
ATOM 213 CD ARG A 29 10.696 32.244 -7.580 1.00 57.23 C
ATOM 214 NE ARG A 29 9.592 32.341 -8.530 1.00 61.21 N
ATOM 215 CZ ARG A 29 9.695 32.869 -9.746 1.00 72.85 C
ATOM 216 NH1 ARG A 29 10.857 33.349 -10.169 1.00 61.12 N
ATOM 217 NH2 ARG A 29 8.637 32.914 —-10.544 1.00 61.98 N
ATOM 218 C ARG A 29 13.098 34.015 -3.596 1.00 44.98 C
ATOM 219 0 ARG A 29 13.057 33.307 -2.592 1.00 34.72 0
ATOM 220 N LEU A 30 14.203 34.627 -4.010 1.00 39.40 N
ATOM 221 CA LEU A 30 15.466 34.498 -3.295 1.00 47.51 C
ATOM 222 CB LEU A 30 16.607 35.096 -4.119 1.00 41.72 C
ATOM 223 CG LEU A 30 16.945 34.377 -5.424 1.00 54.84 C
ATOM 224 CD1 LEU A 30 17.663 35.310 -6.391 1.00 57.01 C
ATOM 225 CD2 LEU A 30 17.769 33.123 -5.158 1.00 39.95 C
ATOM 226 C LEU A 30 15.398 35.165 -1.926 1.00 43.43 C
ATOM 227 O LEU A 30 16.087 34.754 -0.992 1.00 44.89 0
ATOM 228 N ARG A 31 14.564 36.193 -1.811 1.00 44.79 N
[0136] ATOM 229 CA ARG A 31 14.419 36.921 -0.556 1.00 41.05 C
ATOM 230 CB ARG A 31 13.662 38.232 -0.772 1.00 36.99 C
ATOM 231 CG ARG A 31 13.862 39.140 0.447 1.00 40.86 C
ATOM 232 CD ARG A 31 12.744 40.334 0.260 1.00 38.85 C
ATOM 233 NE ARG A 31 11.339 39.941 0.204 1.00 46.06 N
ATOM 234 CZ ARG A 31 10.607 39.633 1.270 1.00 36.96 C
ATOM 235 NH1 ARG A 31 11.149 39.666 2.480 1.00 40.48 N
ATOM 236 NH2 ARG A 31 9.335 39.288 1.126 1.00 31.91 N
ATOM 237 C ARG A 31 13.709 36.082 0.499 1.00 44.23 C
ATOM 238 0 ARG A 31 14.228 35.884 1.598 1.00 35.94 0
ATOM 239 N GLN A 32 12.517 35.596 0.165 1.00 37.45 N
ATOM 240 CA GLN A 32 11.766 34.746 1.082 1.00 40.22 C
ATOM 241 CB GLN A 32 10.385 34.407 0.516 1.00 36.11 C
ATOM 242 CG GLN A 32 9.463 35.604 0.357 1.00 44.90 C
ATOM 243 CD GLN A 32 8.030 35.199 (.074 1.00 40.53 C
ATOM 244 OE1 GLN A 32 7.507 34.264 0.680 1.00 36.76 0
ATOM 245 NE2 GLN A 32 7.386 35.904 -0.849 1.00 31.94 N
ATOM 246 C GLN A 32 12.540 33.468 1.379 1.00 37.11 C
ATOM 247 0 GLN A 32 12,412 32.892 2.458 1.00 38.49 0
ATOM 248 N SER A 33 13.345 33.032 0.415 1.00 39.49 N
ATOM 249 CA SER A 33 14.175 31.846 0.592 1.00 37.81 C
ATOM 250 CB SER A 33 14.851 31.458 -0.725 1.00 35.89 C
ATOM 251 0G SER A 33 13.915 30.921 -1.642 1.00 30.44 0
ATOM 252 C SER A 33 15.221 32.070 1.678 1.00 35.64 C
ATOM 253 0 SER A 33 15.476 31.188 2.496 1.00 31.88 0
ATOM 254 N ARG A 34 15.824 33.254 1.681 1.00 40.06 N
ATOM 255 CA ARG A 34 16.826 33.601 2,683 1.00 36.24 C
ATOM 256 CB ARG A 34 17.591 34.859 2,266 1.00 46.15 C
ATOM 257 CG ARG A 34 18.516 34.641 1.082 1.00 43.75 C
ATOM 258 CD ARG A 34 18.997 35.954 0.487 1.00 60.28 C
ATOM 2569 NE ARG A 34 19.609 35.747 -0.823 1.00 67.57 N
ATOM 260 CZ ARG A 34 19.870 36.716 -1.694 1.00 78.88 C
ATOM 261 NH1 ARG A 34 19.573 37.976 -1.403 1.00 70.51 N
ATOM 262 NH2 ARG A 34 20.426 36.424 -2.862 1.00 88.18 N
ATOM 263 C ARG A 34 16.196 33.790 4.059 1.00 33.84 C
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ATOM 264 0 ARG A 34 16.830 33.535 5.083 1.00 36.10 0
ATOM 2656 N VAL A 35 14,946 34.237 4.078 1.00 32.54 N
ATOM 266 CA VAL A 35 14.217 34.389 5.333 1.00 37.13 C
ATOM 267 CB VAL A 35 12.910 35.177 5.146 1.00 38.96 C
ATOM 268 CGl VAL A 35 12.098 35.172 6.433 1.00 46.77 C
ATOM 269 CG2 VAL A 35 13.209 36.602 4.702 1.00 39.96 C
ATOM 270 C VAL A 35 13.908 33.024 5.941 1.00 41.80 C
ATOM 2717 0 VAL A 35 14.078 32.816 7.142 1.00 36.70 0
ATOM 272 N LEU A 36 13.457 32.094 5.104 1.00 34.49 N
ATOM 273 CA LEU A 36 13.156 30.742 5.563 1.00 39.38 C
ATOM 274 CB LEU A 36 12.356 29.967 4,512 1.00 34.28 C
ATOM 275 CG LEU A 36 10.833 30.071 4.636 1.00 41.84 C
ATOM 276 CD1 LEU A 36 10.375 31.507 4.460 1.00 53.80 C
ATOM 277 CD2 LEU A 36 10. 145 29.162 3.635 1.00 31.09 C
ATOM 278 C LEU A 36 14.423 29.981 5.935 1.00 35.15 C
ATOM 279 0 LEU A 36 14.424 29.188 6.874 1.00 38.60 0
ATOM 280 N SER A 37 15.500 30.226 5.198 1.00 31.87 N
ATOM 281 CA SER A 37 16.781 29.608 5.505 1.00 29.99 C
ATOM 282 CB SER A 37 17.862 30.109 4.551 1.00 28.65 C
ATOM 283 0G SER A 37 17.659 29.602  3.249 1.00 47.32 0
ATOM 284 C SER A 37 17.181 29.892 6.946 1.00 34.99 C
ATOM 285 0 SER A 37 17.475 28.975 7.710 1.00 30.68 0
ATOM 286 N GLN A 38 17.186 31.169 7.311 1.00 34.40 N
ATOM 287 CA GLN A 38 17.542 31.582 8.663 1.00 36.71 C
ATOM 288 CB GLN A 38 17.595 33.108 8,756 1.00 41.17 C
ATOM 289 CG GLN A 38 18.492 33.757 7.712 1.00 42.19 C
ATOM 290 €D GLN A 3B 19.931 33.286 7.802 1.00 66.94 C
ATOM 291 OElI GLN A 38 20.457 33.058 8.892 1.00 67.58 0
ATOM 292 NE2 GLN A 38 20.577 33.144 6.651 1.00 56.59 N
ATOM 293 C GLN A 38 16.5656 31.022 9.696 1.00 37.01 C
ATOM 294 0 GLN A 38 16.959 30.677 10.810 1.00 35.68 0
ATOM 295 N LYS A 39 15.291 30.931 9.323 .00 28.60 N
ATOM 296 CA LYS A 39 14.278 30.366 10.211 1.00 29.98 C
[0137] ATOM 297 CB LYS A 39 12.870 30.582 9.645 1.00 39.07 C
ATOM 298 CG LYS A 39 12.420 32.035 9.608 1.00 38.73 C
ATOM 299 CD LYS A 39 11.140 32.193 8.797 1.00 57.75 C
ATOM 300 CE LYS A 39 9.894 31.991 9.646 1.00 48.34 C
ATOM 301 NZ LYS A 39 9.420 33.267 10.255 1.00 59.89 N
ATOM 302 C LYS A 39 14.529 28.878 10.440 1.00 41.19 C
ATOM 303 0 LYSA 39 14.312 28.363 11.537 1.00 28.97 0
ATOM 304 N VAL A 40 14,988 28,193 9.397 1.00 29.50 N
ATOM 305 CA VAL A 40 15.279 26.7656 9.485 1.00 29.76 C
ATOM 306 CB VAL A 40 15.489 26.138 8.090 1.00 33.26 C
ATOM 307 CG1 VAL A 40 16,109 24,752 8.212 1.00 29.23 C
ATOM 308 CG2 VAL A 40 14,174 26.070 7.339 1.00 34.30 C
ATOM 309 C VAL A 40 16.510 26.491 10.343 1.00 36.70 C
ATOM 310 0 VAL A 40 16.514 25.572 11.163 1.00 32.29 0
ATOM 311 N ILE A 41 17.553 27.290 10.147 1.00 29.52 N
ATOM 312 CA ILE A 41 18.799 27.107 10.882 1.00 34.56 C
ATOM 313 CB ILE A 41 19.905 28.050 10.370 1.00 33.41 C
ATOM 314 CGl ILE A 41 20.016 27.970 8.846 1.00 40.75 C
ATOM 315 CD1 ILE A 41 20.155 26.559 8.313 1.00 37.26 C
ATOM 316 CG2 ILE A 41 21.234 27.706 11.013 1.00 40.75 C
ATOM 317 C ILEA 41 18.597 27.321 12.380 1.00 35.87 C
ATOM 318 0 ILEA 41 19.300 26.735 13.200 1.00 30.56 0
ATOM 319 N ALA A 42 17.626 28.158 12,731 1.00 36. 40 N
ATOM 320 CA ALA A 42 17.328 28.438 14.130 1.00 42.84 C
ATOM 321 CB ALA A 42 16.849 29.873 14.294 1.00 35.96 C
ATOM 322 C ALA A 42 16.289 27.462 14.676 1.00 38.76 C
ATOM 323 0 ALA A 42 15.985 27.468 15.869 1.00 30,53 0
ATOM 324 N HIS A 43 15.752 26.624 13.794 1.00 27.39 N
ATOM 325 CA HIS A 43 14.702 25.679 14.161 1.00 32.83 C
ATOM 326 CB HIS A 43 14.059 25.088 12,904 1.00 28.97 C
ATOM 327 CG HIS A 43 12. 675 24.560 13.122 1.00 26.07 C
ATOM 328 ND1 HIS A 43 12.428 23.300 13.622 1.00 37.13 N
ATOM 329 CEl HIS A 43 11.124 23.109 13.705 1.00 35.18 C
ATOM 330 NEZ HIS A 43 10.515 24.200 13.275 1.00 33.81 N
ATOM 331 CD2 HIS A 43 11.463 25.122 12.903 1.00 31.63 C
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ATOM 332 C HIS A 43 15.243 24.562 15.054 1.00 31.99 C
ATOM 333 0 HIS A 43 16.286 23.975 14,7656 1.00 25.53 0
ATOM 334 N SER A 44 14.524 24.269 16.134 1.00 34.05 N
ATOM 335 CA SER A 44 14.982 23.297 17,126 1.00 29.49 C
ATOM 336 CB SER A 44 14.178 23.424 18.424 1.00 33.02 C
ATOM 337 0G SER A 414 12.795 23.228 18.191 1.00 49.40 0
ATOM 338 C SER A 44 14.945 21.855 16,626 1.00 31.02 C
ATOM 339 0 SER A 44 15.813 21.055 16.972 1.00 31.33 0
ATOM 340 N GLU A 45 13.939 21.519 15.825 1.00 26.57 N
ATOM 341 CA GLU A 45 13.857 20.178 15.254 1.00 25.63 C
ATOM 342 CB GLU A 45 12,474 19.911 14.654 1.00 30.74 C
ATOM 343 CG GLU A 45 11.416 19.550 15.681 1.00 44.15 C
ATOM 344 CD GLU A 45 11.742 18.271 16.430 1.00 69.97 C
ATOM 345 OEl GLU A 45 11.838 17.203 15.787 1.00 55.37 0
ATOM 346 OE2 GLU A 45 11.896 18.332 17.667 1.00 50.89 0
ATOM 347 C GLU A 45 14.944 19.958 14,207 1.00 25.59 C
ATOM 348 0 GLU A 45 15.415 18.838 14,020 1.00 28.97 0
ATOM 349 N TYRA 46 15.342 21.030 13.527 1.00 25.09 N
ATOM 350 CA TYR A 46 16.421 20.946 12,549 1.00 26.65 C
ATOM 351 CB TYR A 46 16.481 22.205 11,683 1.00 26.17 C
ATOM 352 CG TYR A 46 17.744 22.278 10.859 1.00 34.88 C
ATOM 3563 CD1 TYR A 46 17.882 21.525 9,701 1.00 26.33 C
ATOM 354 CE1 TYR A 46 19.037 21.581 8947 1.00 27.53 C
ATOM 3556 CZ TYR A 46 20.076 22.390 9.352 1.00 28.52 C
ATOM 356 OH TYR A 46 21.226 22.441 8.600 1.00 32.34 0
ATOM 357 CE2 TYR A 46 19.966 23.143 10,502 1.00 30.21 C
ATOM 358 CDZ TYR A 46 18.806 23.082 11.249 1.00 29.04 C
ATOM 359 C TYRA 46 17.776 20.728 13.216 1.00 28.94 C
ATOM 360 0 TYRA 46 18.544 19.857 12.812 1.00 25.20 0
ATOM 361 N GLN A 47 18.063 21.527 14,238 1.00 26.76 N
ATOM 362 CA GLN A 47 19. 345 21.452 14.927 1.00 34.32 C
ATOM 363 CB GLN A 47 19.484 22.604 15.926 1.00 25,69 C
ATOM 364 CG GLN A 47 19.765 23.952 15.273 1.00 27.35 C
[0138] ATOM 365 CD GLN A 47 21.087 23.975 14.522 1.00 42.04 C
ATOM 366 OE1 GLN A 47 22.039 23.287 14.893 1.00 37.56 0
ATOM 367 NEZ GLN A 47 21.153 24.775 13.463 1.00 36.57 N
ATOM 368 C GLN A 47 19.542 20.109 15.625 1.00 27.13 C
ATOM 369 0 GLN A 47 20.669 19.632 15.759 1,00 28.81 0
ATOM 370 N LYS A 48 18.443 19.499 16.054 1.00 24.87 N
ATOM 371 CA LYS A 48 18.505 18.220 16.754 1.00 31.68 C
ATOM 372 CB LYS A 48 17.280 18.045 17.653 1.00 30.89 C
ATOM 373 CG LYS A 48 17.193 19.030 18.807 1.00 30.86 C
ATOM 374 CD LYS A 48 15.867 18.891 19.540 1.00 45.30 C
ATOM 375 CE LYS A 48 15.853 19.721 20.811 1.00 44,14 C
ATOM 376 NZ LYS A 48 16.930 19.294 21.745 1.00 50.74 N
ATOM 377 C LYS A 48 18.589 17.048 15.781 1.00 29. 36 C
ATOM 378 0 LYS A 48 19.108 15.986 16.121 1.00 30.71 0
ATOM 379 N SER A 49 18.076 17.245 14.571 1.00 28. 47 N
ATOM 380 CA SER A 49 17.999 16.168 13.590 1.00 31.19 C
ATOM 381 CB SER A 49 17.089 16.562 12,419 1.00 30.63 C
ATOM 382 0G SER A 49 17.704 17.553 11.608 1.00 41.68 0
ATOM 383 C SER A 49 19.372 15.753 13.075 1.00 31.79 C
ATOM 384 0 SER A 49 20.228 16.595 12.811 1.00 39.69 0
ATOM 385 N LYS A 50 19.565 14.447 12,926 1.00 28.18 N
ATOM 386 CA LYS A 50 20.845 13.894 12.503 1.00 29.45 C
ATOM 387 CB LYS A 50 21.272 12,782 13.462 1.00 40.96 C
ATOM 388 CG LYS A 50 21.366 13.230 14.917 1.00 55.59 C
ATOM 389 CD LYS A 50 21.126 12.074 15.877 1.00 51.61 C
ATOM 390 CE LYS A 50 21.244 12.523 17.327 1.00 53.43 C
ATOM 391 NZ LYS A 50 20.373 13.694 17.631 1.00 45.80 N
ATOM 392 C LYS A 50 20.778 13.364 11.071 1.00 29,53 C
ATOM 393 0 LYS A 50 21.740 13.479 10.310 1.00 28.97 0
ATOM 394 N ARG A 51 19.637 12.782 10.711 1.00 29.83 N
ATOM 395 CA ARG A 51 19.429 12.254 9.365 1.00 25.62 C
ATOM 396 CB ARG A 51 19.122 10.757 9.419 1.00 23.45 C
ATOM 397 CG ARG A 51 20.252  9.931 10.023 1.00 27.23 C
ATOM 398 CD ARG A 51 19.798 8.532 10.398 1.00 24.82 C
ATOM 399 NE ARG A 51 19.213 7.830 9.262 1.00 27.74 N
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ATOM 400 CZ ARG A 5l 19.913 7.148 8.362 1.00 32.94 C
ATOM 401 NH1 ARG A 51 21.234 7.071 8,463 1.00 29.22 N
ATOM 402 NHZ ARG A 51 19.291 6.544 7.360 1.00 27.58 N
ATOM 403 C ARG A b5l 18.305 13.017 8.668 1.00 24.68 C
ATOM 404 0 ARG A 51 17.177 13.064 9.155 1.00 25.76 0
ATOM 405 N ILE A 52 18.619 13.608 7.522 1.00 26.07 N
ATOM 406 CA ILE A 52 17.719 14.573  6.907 1.00 26.68 C
ATOM 407 CB ILE A 52 18.287 15.996  7.045 1.00 35.11 C
ATOM 408 CG1 ILE A 52 17.261 17.035 6.598 1.00 30.98 C
ATOM 409 CD1 ILE A 52 17.676 18.434  6.936 1.00 51.42 C
ATOM 410 CG2 ILE A 52 19.577 16.139  6.252 1.00 36.84 C
ATOM 411 C ILE A 52 17.399 14.301 5.439 1.00 24.12 C
ATOM 412 0 ILE A 52 18.252 13.860 4.668 1.00 28.67 0
ATOM 413 N SER A 53 16.151 14.568 5,068 1.00 24.80 N
ATOM 414 CA SER A 53 15.726 14.525 3.673 1.00 24.13 C
ATOM 415 CB SER A 53 14.541 13.575 3.497 1.00 26.22 C
ATOM 416 0G SER A 53 13.888 13.801 2.266 1.00 25.94 0
ATOM 417 C SER A 53 15.339 15.927 3.218 1.00 25.04 C
ATOM 418 0 SER A 53 14. 463 16.556 3.808 1.00 22.16 0
ATOM 419 N ILE A 54 15.999 16.417 2.173 1.00 24.64 N
ATOM 420 CA 1ILE A 54 15.690 17.733 1.626 1.00 25.59 C
ATOM 421 CB ILE A 54 16.737 18.777 2.050 1.00 27.74 C
ATOM 422 CGl1 ILE A 54 16.287 20.187 1.654 1.00 29.36 C
ATOM 423 (D1 ILE A b4 17.064 21.283 2.343 1.00 30.14 C
ATOM 424 CG2 ILE A b4 18.094 18. 441 1.449 1.00 23.80 C
ATOM 425 C ILE A 54 15.605 17.677 0.102 1.00 27.19 C
ATOM 426 0 ILE A 54 16.295 16.885 -0.539 1.00 25.28 0
ATOM 427 N PHE A 55 14.755 18.521 -0.473 1.00 23.32 N
ATOM 428 CA PHE A 55 14.557 18.537 -1.917 1.00 25.72 C
ATOM 429 CB PHE A 55 13.086 18.803 -2.255 1.00 26.43 C
ATOM 430 CG PHE A 55 12.543 20.072 -1.660 1.00 30.99 C
ATOM 431 CD1 PHE A 55 12.590 21.261 -2.370 1.00 26.92 C
ATOM 432 CEl PHE A 55 12,088 22.432 -1.824 1.00 24.99 C
[0139] ATOM 433 CZ PHE A b3 11.529 22.421 -0.557 1.00 26.29 C
ATOM 434 CE2 PHE A 55 11.476 21.242 0.160 1.00 24.23 C
ATOM 435 CD2 PHE A 35 11.980 20.076 -0.391 1.00 26.41 C
ATOM 436 C PHE A 95 15. 449 19.562 -2.605 1.00 32.16 C
ATOM 437 0 PHE A 55 15.853 20.557 -2.000 1.00 24.71 0
ATOM 438 N LEU A 56 15.766 19.300 -3.869 1.00 23.29 N
ATOM 439 CA LEU A 56 16.492 20.252 -4.702 1.00 29.50 C
ATOM 440 CB LEU A 56 17.397 19.516 -5.692 1.00 30.43 C
ATOM 441 CG LEU A 56 18.343 18.487 -5.059 1.00 30.70 C
ATOM 442 CD1 LEU A 56 19.217 17.846 -6.120 1.00 26.28 C
ATOM 443 CD2 LEU A 56 19.199 19,129 -3.976 1.00 28.82 C
ATOM 444 C LEU A 56 15.482 21.136 -5.434 1.00 38.67 C
ATOM 445 0 LEU A 56 14.594 20.641 -6.127 1.00 34.26 0
ATOM 446 N SER A 57 15,627 22.446 -5.271 1.00 36.35 N
ATOM 447 CA SER A 57 14.580 23.396 -5.638 1.00 35.39 C
ATOM 448 CB SER A 57 14.866 24.762 -5.007 1.00 30.14 C
ATOM 449 O0G SER A 57 14.920 24.670 -3.597 1.00 31.76 0
ATOM 450 C SER A 57 14.336 23.569 -7.136 1.00 35.22 C
ATOM 451 0 SER A 57 15.273 23.704 -7.921 1.00 29.40 0
ATOM 452 N MET A 58 13,060 23.565 -7.511 1.00 30.41 N
ATOM 453 CA MET A 58 12.636 23.994 -8.836 1.00 41.22 C
ATOM 454 CB MET A 58 11.358 23.267 -9.257 1.00 39.47 C
ATOM 455 CG MET A 58 11.519 21.757 -9.377 1.00 35.43 C
ATOM 456 SD MET A 58 9.974 20.908 -9.755 1.00 52.68 S
ATOM 457 CE MET A 58 10.392 19.224 -9.310 1.00 52.72 C
ATOM 458 C MET A 58 12.408 25.504 -8.801 1.00 44.27 C
ATOM 459 0 MET A 538 12.435 26.113 -7.731 1.00 38.74 0
ATOM 460 N GLN A 59 12.176 26.107 -9.962 1.00 47.52 N
ATOM 461 CA GLN A 59 12.106 27.564 -10.055 1.00 56. 34 C
ATOM 462 CB GLN A 59 12.108 28.018 -11.518 1,00 48.33 C
ATOM 463 CG GLN A 59 13.340 27.586 —-12.297 1.00 50.33 C
ATOM 464 CD GLN A 59 14.633 28.066 -11.663 1.00 72.97 C
ATOM 465 OFE1 GLN A 59 14.654 29.068 -10.948 1.00 83.62 0
ATOM 466 NE2 GLN A 59 15.722 27.351 -11.926 1.00 90.53 N
ATOM 467 C GLN A 59 10.915 28.171 -9.317 1.00 40.29 C
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ATOM 468 O GLN A 59 10.912 29.364 -9.020 1.00 44.32 0
ATOM 469 N ASP A 60 9.908 27.355 -9.024 1.00 40.92 N
ATOM 470 CA ASP A 60 8.725 27.835 -8.314 1.00 35.98 C
ATOM 471 CB ASP A 60 7.445 27.401 -9.034 1.00 39.33 C
ATOM 472 CG ASP A 60 7.357 25.899 -9.211 1.00 54.58 C
ATOM 473 0OD1 ASP A 60 8.309 25.190 -8.818 1.00 46.44 0
ATOM 474 0D2 ASP A 60 6.333 25.425 9.747 1.00 47.71 0
ATOM 475 C ASP A 60 8.697 27.367 -6.863 1.00 38.04 C
ATOM 476 0 ASP A 60 7.638 27.319 -6.239 1.00 38.40 0
ATOM 477 N GLU A 61 9.868 27.029 -6.332 1.00 30.77 N
ATOM 478 CA GLU A 61 9.978 26.547 -4.959 1.00 35.63 C
ATOM 479 CB GLU A 61 10.367 25.068 -4.941 1.00 28,95 C
ATOM 480 CG GLU A 61 9.316 24.120 -5.483 1.00 38.87 C
ATOM 481 CD GLU A 61 9.803 22.684 -5.504 1.00 29.74 C
ATOM 482 OEl GLU A 61 11.030 22.477 -5.586 1.00 26.45 0
ATOM 483 OE2 GLU A 61 8.966 21.762 -5.438 1.00 38.35 0
ATOM 484 C GLU A 61 11.006 27.336 -4.156 1.00 33.03 C
ATOM 48 0 GLU A 61 11.972 27.864 -4.709 1.00 27.59 0
ATOM 486 N ILE A 62 10.788 27.409 -2.846 1.00 31.44 N
ATOM 487 CA ILE A 62 11.774 27.971 -1.938 1.00 30.14 C
ATOM 488 CB ILE A 62 11.399 27.704 -0.465 1.00 26.78 C
ATOM 489 CG1 ILE A 62 10.354 28.711 0.020 1.00 29.24 C
ATOM 490 CD1 ILE A 62 10.922 30.087 0.315 1.00 28.80 C
ATOM 491 CG2 ILE A 62 12.632 27.781 0.416 1.00 31.60 C
ATOM 492 C ILE A 62 13.126 27.333 -2.222 1.00 31.67 C
ATOM 493 O ILE A 62 13.238 26.109 -2.288 1.00 29.84 0
ATOM 494 N GLU A 63 14.149 28.162 -2.402 1.00 28.68 N
ATOM 495 CA GLU A 63 15.493 27.665 -2.682 1.00 32.98 C
ATOM 496 CB GLU A 63 16. 362 28.769 -3.287 1.00 33.65 C
ATOM 497 CG GLU A 63 17.826 28.392 -3.431 1.00 39.99 C
ATOM 498 CD GLU A 63 18.046 27.245 -4.399 1.00 42.40 C
ATOM 499 OEl1 GLU A 63 17.677 27.382 -5.584 1.00 39.73 0
ATOM 500 OE2 GLU A 63 18.600 26.209 -3.975 1.00 36.14 0
[0140] ATOM 501 C GLU A 63 16.151 27.095 -1.425 1.00 33.09 C
ATOM 502 0 GLU A 63 16.259 27.775 -0.406 1.00 34.17 0
ATOM 503 N THR A 64 16.596 25.844 -1.510 1.00 27.40 N
ATOM 504 CA THR A 64 17.131 25.137 -0.351 1.00 27.73 C
ATOM 505 CB THR A 64 16. 623 23.682 -0.302 1.00 27.73 C
ATOM 506 0G1 THR A 64 17.022 22,997 -1.497 1.00 28.70 0
ATOM 507 CG2 THR A 64 15.107 23.643 -0.177 1.00 23.38 C
ATOM 508 C THR A 64 18.656 25.099 -0.319 1.00 29.81 C
ATOM 509 0 THR A 64 19.245 24.462 0.554 1.00 27.99 0
ATOM 510 N GLU A 65 19.291 25.780 -1.267 1.00 26.44 N
ATOM 511 CA GLU A 65 20.746 25.722 -1.414 1.00 27.35 C
ATOM 512 CB GLU A 65 21.216 26.641 -2.544 1.00 30.61 C
ATOM 513 CG GLU A 65 22.721 26.641 -2,755 1.00 39.24 C
ATOM 514 CD GLU A 65 23.118 27.274 -4.072 1.00 54.22 C
ATOM 515 OEl GLU A 65 22.215 27.570 -4.881 1.00 77.10 0
ATOM 516 OE2 GLU A 65 24,330 27.474 -4.299 1.00 62.44 0
ATOM 517 C GLU A 65 21.511 26.046 -0.131 1.00 29.12 C
ATOM 518 0 GLU A 65 22.441 25.333 0.239 1.00 27.66 0
ATOM 519 N GLU A 66 21.122 27.125 0.539 1.00 28.32 N
ATOM 520 CA GLU A 66 21.817 27.558 1.746 1.00 37.24 C
ATOM 521 CB GLU A 66 21.366 28.962 2.162 1.00 35.36 C
ATOM 522 CG GLU A 66 22.179 29.558 3.300 1.00 49.41 C
ATOM 523 CD GLU A 66 21,781 30.987 3.619 1.00 74.37 C
ATOM 524 OEl1 GLU A 66 21.445 31.741 2.680 1.00 59.62 0
ATOM 525 OE2 GLU A 66 21.809 31.357 4.811 1.00 72.13 0
ATOM 526 C GLU A 66 21.616 26.568 2.890 1.00 27.87 C
ATOM 527 0 GLU A 66 22.530 26.326 3.677 1.00 28.20 0
ATOM 528 N ILE A 67 20.417 25.998 2.975 1.00 26.17 N
ATOM 529 CA ILE A 67 20.124 24.983 3.981 1.00 27.49 C
ATOM 530 CB ILE A 67 18.643 24.566 3.955 1.00 28.51 C
ATOM 531 CG1 ILE A 67 17.743 25.774 4.220 1.00 30.92 C
ATOM 532 CD1 ILE A 67 16.263 25.454 4.198 1.00 24.68 C
ATOM 533 CG2 ILE A 67 18.379 23.481 4.985 1.00 24.91 C
ATOM 534 C ILE A 67 20.995 23.750 3.767 1.00 30.76 C
ATOM 535 0 ILE A 67 21.548 23.197 4.716 1.00 29.92 0
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ATOM 536 N ILE A 68 21.115 23.328 2.512 1.00 32.73 N
ATOM 537 CA ILE A 68 21.936 22.175 2.162 1.00 26. 45 C
ATOM 538 CB ILE A 68 21.889 21.882 0.649 1.00 27.21 C
ATOM 539 CG1 ILE A 68 20,482 21.441 0.234 1.00 25.56 C
ATOM 540 CD1 ILE A 68 20.291 21.330 -1.264 1.00 26.25 C
ATOM 541 CG2 ILE A 68 22.899 20.812 0.287 1.00 23.87 C
ATOM 542 C ILE A 68 23.386 22.374 2,601 1.00 32.70 C
ATOM 543 O ILE A 68 24.021 21.451 3.114 1.00 26.24 0
ATOM 544 N LYS A 69 23.902 23.584 2.402 1.00 26.99 N
ATOM 545 CA LYS A 69 25.255 23.917 2.831 1.00 28.05 C
ATOM 546 CB LYS A 69 25.627 25.338 2.403 1.00 27.25 C
ATOM 547 CG LYS A 69 25.777 25.527 0.904 1.00 50.71 C
ATOM 548 CD LYS A 69 26.207 26.949 0.579 1.00 51.27 C
ATOM 549 CE LYS A 69 26. 103 27.235 -0.911 1.00 64.98 C
ATOM 550 NZ LYS A 69 26.330 28.676 -1.212 1.00 61.77 N
ATOM 551 C LYS A 69 25.378 23.787 4.345 1.00 28.63 C
ATOM 562 0 LYS A 69 26.336 23.206 4.852 1.00 33.43 0
ATOM 563 N ASP A 70 24,401 24.336 5.060 1.00 29.82 N
ATOM 554 CA ASP A 70 24.391 24.277 6.515 1.00 28.82 C
ATOM 555 CB ASP A 70 23.194 25.047 7.076 1.00 25.98 C
ATOM 556 CG ASP A 70 23.295 2b.266 8.574 1.00 32.74 C
ATOM 557 0OD1 ASP A 70 24.159 26.060 9.001 1.00 26.87 0
ATOM 558 O0D2 ASP A 70 22.507 24.652 9.325 1.00 30.72 0
ATOM 559 C ASP A 70 24.338 22.829 6.984 1.00 31.56 C
ATOM 560 O ASP A 70 25,043 22.439 7.917 1.00 29.98 0
ATOM 561 N ILEA 71 23.495 22.038 6.327 1.00 25.52 N
ATOM 562 CA ILE A 71 23.347 20.623 6.645 1.00 27.50 C
ATOM 563 CB ILE A 71 22.442 19.913 5.616 1.00 24.31 C
ATOM 564 CG1 ILE A 71 20.972 20.217 5.904 1.00 23.17 C
ATOM 565 CD1 ILE A 71 20.024 19.683 4.855 1.00 29.66 C
ATOM 566 CGZ ILE A 71 22.682 18.413 5.637 1.00 25.88 C
ATOM 567 C ILEA 71 24.691 19.905 6.708 1.00 31.62 C
ATOM 568 0 ILE A 71 24,974 19.178 7.663 1.00 28.95 0
[0141] ATOM 569 N PHE A 72 25.516 20.119 5.687 1.00 31.70 N
ATOM 570 CA PHE A 72 26.812 19.457 5.599 1.00 27.46 C
ATOM 571 CB PHE A 72 27.347 19.49% 4.166 1.00 31.83 C
ATOM 572 CG PHE A 72 26.670 18.523 3.243 1.00 31.88 C
ATOM 573 CD1 PHE A 72 26.997 17.178 3.277 1.00 34.85 C
ATOM 574 CE1 PHE A 72 26.377 16.279  2.435 1.00 28.17 C
ATOM 575 CZ PHE A 72 25.417 16.718 1.543 1.00 30. 46 C
ATOM 576 CE2 PHE A 72 25.081 18.056 1.498 1.00 38.89 C
ATOM 577 CD2 PHE A 72 25,705 18.951  2.347 1.00 29.77 C
ATOM 578 C PHE A 72 27.836 20.044 6.565 1.00 31.32 C
ATOM 579 0 PHE A 72 28.724 19.336 7.036 1.00 32,60 0
ATOM 580 N GLN A 73 27.709 21.334 6.8568 1.00 35.07 N
ATOM 581 CA GLN A 73 28.620 21.995 7.787 1.00 40.47 C
ATOM 582 CB GLN A 73 28.476 23.519 7.699 1.00 35.05 C
ATOM 583 CG GLN A 73 28.993 24.118 6.399 1.00 40.80 C
ATOM 584 CD GLN A 73 28,849 25.627 6.352 1.00 49.39 C
ATOM 585 OE1 GLN A 73 28.305 26.241 7.269 1.00 61.38 0
ATOM 586 NEZ GLN A 73 29.338 26.233 5.278 1.00 46.00 N
ATOM 587 C GLN A 73 28.394 21.5192 9.222 1.00 42.94 C
ATOM 588 0O GLN A 73 29.282 21.633 10.066 1.00 39.75 0
ATOM 589 N ARG A 74 27.207 20.983 9.494 1.00 32.76 N
ATOM 590 CA ARG A 74 26. 885 20.472 10.823 1.00 36.79 C
ATOM 591 CB ARG A 74 25.523 20.999 11.292 1.00 29.86 C
ATOM 592 CG ARG A 74 25.468 22.519 11.372 1.00 30.49 C
ATOM 593 CD ARG A 74 24.121 23.029 11.829 1.00 29.46 C
ATOM 594 NE ARG A 74 23.947 24.444 11.514 1.00 35.32 N
ATOM 595 CZ ARG A 74 24.441 25.439 12.243 1.00 50.33 C
ATOM 596 NH1 ARG A 74 25.150 256.177 13.333 1.00 33.72 N
ATOM 597 NH2 ARG A 74 24.229 26.697 11.880 1.00 35.63 N
ATOM 598 C ARG A 74 26.926 18.943 10.849 1.00 31.73 C
ATOM 599 0 ARG A 74 26.412 18.315 11.777 1.00 28.05 0
ATOM 600 N GLY A 75 27.534 18.356 9.820 1.00 32.36 N
ATOM 601 CA GLY A 75 27.732 16.918 9.758 1.00 33.59 C
ATOM 602 C GLY A 75 26.461 16.092 9.815 1.00 35.10 C
ATOM 603 O GLY A 75 26.458 14,991 10.364 1.00 37.19 0
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ATOM 604 N LYS A 76 25.376 16.621  9.257 1.00 32.63 N
ATOM 605 CA LYS A 76 24,128 15.870 9.183 1.00 30.79 C
ATOM 606 CB LYS A 76 22.924 16.810 9.082 1.00 35.54 C
ATOM 607 CG LYS A 76 22.741 17.746 10.269 1.00 32.69 C
ATOM 608 CD LYS A 76 21.453 18.547 10.136 1.00 31.89 C
ATOM 609 CE LYS A 76 21.367 19.655 11.175 1.00 35.54 C
ATOM 610 NZ LYS A 76 21.377 19.127 12.5667 1.00 30.15 N
ATOM 611 C LYS A 76 24.165 14.945 7.974 1.00 32.10 C
ATOM 612 0 LYS A 76 24.804 15.252 6.971 1.00 29.43 0
ATOM 613 N TLE A 77 23.486 13.807 8.075 1.00 28.85 N
ATOM 614 CA ILE A 77 23.405 12.871 6.962 1.00 30,21 C
ATOM 615 CB ILE A 77 23.129 11.439 7.445 1.00 27.61 C
ATOM 616 CGl ILE A 77 24.075 11.074 8.590 1.00 36.90 C
ATOM 617 CD1 ILE A 77 25.537 11.228 8.243 1.00 32.97 C
ATOM 618 CG2 ILE A 77 23.276 10.451 6.300 1.00 30.13 C
ATOM 619 C ILE A 77 22.300 13.319 6.016 1.00 27.67 C
ATOM 620 0 ILE A 77 21.130 13.369 6.394 1.00 25.06 0
ATOM 621 N CYS A 78 22.679 13.643 4.785 1.00 2b.32 N
ATOM 622 CA CYS A 78 21.757 14.261 3.840 1.00 29.39 C
ATOM 623 CB CYS A 78 22.428 15.460 3.166 1.00 26.22 C
ATOM 624 SG CYS A 78 21.301 16,521 2.243 1.00 31.18 S
ATOM 625 C CYS A 78 21.247 13.285 2.783 1.00 28.37 C
ATOM 626 0 CYS A 78 22.028 12.581 2.143 1.00 28.17 0
ATOM 627 N PHE A 79 19.929 13.255 2.610 1.00 29.02 N
ATOM 628 CA PHE A 79 19.295 12,431 1.587 1.00 26.35 C
ATOM 629 CB PHE A 79 18.418 11.347 2.224 1.00 30.13 C
ATOM 630 CG PHE A 79 19.178 10.363 3.069 1.00 32.18 C
ATOM 631 CD1 PHE A 79 19.644 9.177 2.527 1.00 25.63 C
ATOM 632 CE1 PHE A 79 20.341 8.272 3.303 1.00 29.84 C
ATOM 633 CZ PHE A 79 20.577 8.544  4.636 1.00 24.42 C
ATOM 634 CE2 PHE A 79 20.114 9.721 5.189 1.00 28.28 C
ATOM 635 CD2 PHE A 79 19.418 10.621 4.409 1.00 27.81 C
ATOM 636 C PHE A 79 18.441 13.310 0.680 1.00 28.75 C

[0142] ATOM 637 O PHE A 79 17.807 14.260 1.143 1.00 24.78 0
ATOM 638 N ILE A 80 18.426 12.994 -0.610 1.00 24.90 N
ATOM 639 CA ILE A 80 17.596 13.725 -1.560 1.00 25.00 C
ATOM 640 CB ILE A 80 18.449 14.544 -2.549 1.00 25.70 C
ATOM 641 CG1 ILE A 80 19.372 13.622 -3.349 1.00 23.85 C
ATOM 642 CD1 ILE A 80 20.043 14.298 -4.528 1.00 24.35 C
ATOM 643 CGZ ILE A 80 19.239 15.616 -1.811 1.00 23,95 C
ATOM 644 C ILE A 80 16.682 12.783 -2.338 1.00 23.87 C
ATOM 645 0 ILE A 80 16.934 11.579 -2.406 1.00 23.86 0
ATOM 646 N PRO A 81 15.610 13.334 -2.923 1.00 26.70 N
ATOM 647 CA PRO A 81 14.650 12.566 -3.721 1.00 23.35 C
ATOM 648 CB PRO A 81 13.646 13.630 -4.172 1.00 28.01 C
ATOM 649 CG PRO A 81 13.751 14.711 -3.153 1.00 24.32 C
ATOM 650 CD PRO A 81 15.192 14.737 -2.756 1.00 27.72 C
ATOM 651 C PRO A 81 15.269 11.906 -4.951 1.00 26. 48 C
ATOM 652 0 PRO A 81 16.108 12,503 -5.630 1.00 26.01 0
ATOM 653 N ARG A 82 14.852 10.673 -5.221 1.00 29.46 N
ATOM 654 CA ARG A 82 15.127 10.023 -6.495 1.00 28.29 C
ATOM 655 CB ARG A 82 16.179 8.923 -6.352 1.00 23.49 C
ATOM 656 CG ARG A 82 16.576 8.283 -7.679 1.00 32.19 C
ATOM 657 CD ARG A 82 17.491 7.092 -7.463 1.00 29.99 C
ATOM 658 NE ARG A 82 16.859 6.078 -6.625 1.00 38.44 N
ATOM 659 CZ ARG A 82 17.501 5.046 -6.087 1.00 32.55 C
ATOM 660 NH1 ARG A 82 18.801 4.888 -6.297 1.00 29.59 N
ATOM 661 NH2 ARG A 82 16.844 4.173 -5.337 1.00 27.35 N
ATOM 662 C ARG A 82 13.821 9.443 -7.020 1.00 29.61 C
ATOM 663 0 ARG A 82 13.349 8.414 -6.535 1.00 29.50 0
ATOM 664 N TYR A 83 13.234 10.117 -8.004 1.00 30.67 N
ATOM 665 CA TYR A 83 11.927  9.733 -8.527 1.00 28.60 C
ATOM 666 CB TYR A 83 11.219 10.942 -9.148 1.00 28.76 C
ATOM 667 CG TYR A 83 11.141 12.150 -8.246 1.00 31.73 C
ATOM 668 CD1 TYR A 83 10.034 12.366 -7.434 1.00 43.85 C
ATOM 669 CE1 TYR A 83 9.962 13.470 -6.606 1.00 40.97 C
ATOM 670 CZ TYR A 83 11.001 14.373 -6.584 1.00 39.67 C
ATOM 671 OH TYR A 83 10.931 15.470 -5.760 1.00 49.74 0
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ATOM 672 CE2 TYR A 83 12.110 14.182 -7.380 1.00 34.40 C
ATOM 673 CD2 TYR A 83 12.174 13.077 -8.204 1.00 40.75 C
ATOM 674 C TYR A 83 12.011 8.620 -9.565 1.00 35.41 C
ATOM 675 O TYR A 83 12. 850 8.656 —10.464 1.00 32.03 0
ATOM 676 N ARG A 84 11.130 7.634 -9.430 1.00 32.90 N
ATOM 677 CA ARG A 84 10. 923 6. 628 -10.463 1.00 39.96 C
ATOM 678 CB ARG A 84 10. 676 5.259 -9.832 1.00 56.01 C
ATOM 679 CG ARG A 84 11.929 4,573 -9.317 1.00 61.23 C
ATOM 680 CD ARG A 84 12,461 3 579 -10.335 1.00 55 92 ¢
ATOM 681 NE ARG A 84 11.429 2.623 —-10.723 1.00 69.91 N
ATOM 682 CZ ARG A 84 11.620 1.601 -11.550 1.00 82.08 C
ATOM 683 NH1 ARG A 84 12. 814 1.385 —-12.087 1.00 76. 86 N
ATOM 684 NH2 ARG A 84 10. 610 0.793 -11.841 1.00 86564 N
ATOM 685 C ARG A 84 9.708 7.063 -11.269 1.00 46.81 C
ATOM 686 O ARG A 84 8.571 6.770 —10.902 1.00 48. 80 0
ATOM 687 N PHE A 85 9, 957 7.770 —-12.365 1.00 41.90 N
ATOM 688 CA PHE A 85 8. 899 8.474 —13.087 1.00 54.48 C
ATOM 689 CB PHE A 85 9. 497 0.340 —14. 198 1.00 56.50 C
ATOM 690 CG PHE A 85 10. 252 10.532 -13.687 1.00 60.75 C
ATOM 691 CD1 PHE A 85 9.630 11.761 —-13.559 1.00 59.71 C
ATOM 692 CEl PHE A 85 10.323 12.858 -13.084 1.00 62.20 C
ATOM 693 CZ PHE A 85 11.647 12.732 —-12.727 1.00 48.15 C
ATOM 694 CE2 PHE A 85 12.277 11.512 -12.845 1.00 53. 86 C
ATOM 695 CD2 PHE A 85 11.581 10.419 -13.321 1.00 62.37 C
ATOM 696 C PHE A 85 7.773 7.596 -13.635 1.00 59. 32 C
ATOM 697 O PHE A 85 6. 717 8. 107 —14.007 1.00 59.85 0
ATOM 698 N GLN A 86 7. 988 6.285 —13.684 1.00 35.25 N
ATOM 699 CA GLN A 86 6.944 5 380 —14.151 1.00 62. 22 c
ATOM 700 CB GLN A 86 7.437 3.932 —-14.178 1.00 53.33 C
ATOM 701 CG GLN A 86 8.472 3.631 —-15.248 1.00 64.10 C
ATOM 702 CD GLN A 86 9. 884 3.941 —14.798 1.00 76.99 C
ATOM 703 OEl GLN A 86 10. 290 5.101 —14.732 1.00 63.65 (0]
ATOM 704 NE2 GLN A 86 10. 647 2.898 -14.492 1.00 63.54 N

[0143] ATOM 705 C GLN A 86 5.705 5.474 -13.268 1.00 73.76 C
ATOM 706 O GLN A 86 4, 577 5.517 -13.762 1.00 66. 37 0]
ATOM 707 N SER A 87 5. 925 5.506 —11.958 1.00 72.23 N
ATOM 708 CA SER A 87 4. 833 5.484 -10,995 1.00 53.83 C
ATOM 709 CB SER A 87 4. 826 4,149 —-10.250 1.00 45.08 C
ATOM 710 OG SER A 87 6. 083 3.904 -9.645 1.00 53.19 0
ATOM 711 C SER A 87 4,934 6. 627 9.992 1.00 47.76 C
ATOM 712 O SER A 87 5.611 7.626 —10.235 1.00 62,28 (0]
ATOM 713 N ASN A 88 4,244 6.472 -8.866 1.00 49. 18 N
ATOM 714 CA ASN A 88 4.321 7.435 -7.778 1.00 55.16 C
ATOM 715 CB ASN A 88 2.959 7.595 -7.100 1.00 49. 05 C
ATOM 716 CG ASN A 88 2.504 6.328 -6.399 1.00 63.40 C
ATOM 717 OD1 ASN A 88 2. 988 5.234 -6.693 1.00 54.01 0
ATOM 718 ND2 ASN A 88 1. 569 6.470 -5.468 1.00 50.00 N
ATOM 719 C ASN A 88 5. 357 6.999 -6.753 1.00 60.29 C
ATOM 720 O ASN A 88 5.129 7.096 -5,546 1.00 45.00 6]
ATOM 721 N HIS A 89 6. 498 6.522 -7.238 1.00 36.41 N
ATOM 722 CA HIS A 89 7.520 5.973 -6.357 1.00 38.87 C
ATOM 723 CB HIS A 89 7.863 4,542 -6.765 1.00 37.34 C
ATOM 724 CG HIS A B89 8. 959 3.936 -5.950 1.00 37.70 C
ATOM 725 ND1 HIS A 89 8. 777 3.529 -4.647 1.00 35.99 N
ATOM 726 CE1 HIS A 89 9.910 3.038 -4.179 1,00 32.30 C
ATOM 727 NE2 HIS A &9 10. 820 3.115 -5.132 1.00 35.66 N
ATOM 728 (CD2 HIS A 89 10. 252 3.673 -6.251 1.00 28.56 C
ATOM 729 C HIS A 89 8.797 6.809 -6.292 1.00 32.12 C
ATOM 730 O HIS A 89 9.332 7.237 -7.313 1.00 32.21 0
ATOM 731 N MET A 90 9. 279 7.022 -5.072 1.00 30.08 N
ATOM 732 CA MET A 90 10. 522 7.741 -4.846 1.00 31.04 C
ATOM 733 CB MET A 90 10. 245 9.226 -4.602 1.00 34.11 C
ATOM 734 CG MET A 90 9. 782 9.535 -3.184 1.00 33.33 C
ATOM 735 SD MET A 90 9.420 11.279 -2.901 1.00 42.63 S
ATOM 736 CE MET A 90 10.908 12.028 -3.546 1.00 23.25 C
ATOM 737 C MET A 90 11. 232 7.154 -3.636 1.00 31.54 C
ATOM 738 0O MET A 90 10. 592 6.630 -2.725 1.00 30.28 0
ATOM 739 N ASP A 91 12. 558 7.229 -3.636 1.00 25.51 N
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ATOM 740 CA ASP A 91 13.329 6.953 -2.433 1.00 27.24 C
ATOM 741 CB ASP A 91 14.325 5.814 -2.637 1.00 28.78 C
ATOM 742 CG ASP A 91 13.716  4.623 -3.318 1.00 37.06 C
ATOM 743 OD1 ASP A 91 12.821  3.983 -2.726 1.00 33.04 0
ATOM 744 0D2 ASP A 91 14.154  4.324 -4.446 1.00 30.44 0
ATOM 745 C ASP A 91 14.106 8.198 -2.077 1.00 33.16 C
ATOM 746 O ASP A 91 14.190 9.140 -2.867 1.00 26.43 0
ATOM 747 N MET A 92 14,682 8.197 -0.884 1.00 23.04 N
ATOM 748 CA MET A 92 15.613  9.240 -0.496 1.00 24.03 C
ATOM 749 CB MET A 92 15.256 9.786 0.887 1.00 24.72 C
ATOM 750 CG MET A 92 13.880 10.439 0.940 1.00 24.19 C
ATOM 751 SD MET A 92 13.716 11.840 -0.190 1.00 25.01 S
ATOM 752 CE MET A 92 11,990 12.260 0.035 1.00 24.72 C
ATOM 753 C MET A 92 17.015 8.650 -0.524 1.00 22.97 C
ATOM 754 O MET A 92 17.302 7.682 0.180 1.00 31.70 0
ATOM 755 N VAL A 93 17.876  9.221 -1.359 1.00 22.16 N
ATOM 756 CA VAL A 93 19.215 8.682 -1.561 1.00 25.00 C
ATOM 757 CB VAL A 93 19.476 8.376 -3.055 1.00 25.74 C
ATOM 758 CG1 VAL A 93 18.530 7.284 -3.535 1.00 24.41 C
ATOM 759 CG2 VAL A 93 19.314 9.630 -3.892 1.00 22.16 C
ATOM 760 C VAL A 93 20.295 9.621 -1.029 1.00 25.85 C
ATOM 761 O VAL A 93 20.177 10.841 -1.130 1.00 26.52 0
ATOM 762 N ARG A 94 21.347 9.041 -0.460 1.00 27.49 N
ATOM 763 CA ARG A 94 22.377 9.814 0.228 1.00 24.86 C
ATOM 764 CB ARG A 94 23.142 8.923 1.210 1.00 28.92 C
ATOM 765 CG ARG A 94 24.198 9.660 2.020 1.00 30.82 C
ATOM 766 CD ARG A 94 24.909 8.718 2,982 1.00 42.10 C
ATOM 767 NE ARG A 94 25.823 9.427 3.873 1.00 36.15 N
ATOM 768 CZ ARG A 94 26.642 8.832 4.736 1.00 43.17 C
ATOM 769 NH1 ARG A 94 26.671 7.509 4,830 1.00 37.81 N
ATOM 770 NHZ ARG A 94 27.437 9.562 5.507 1.00 50.02 N
ATOM 771 C ARG A 94 23.367 10.500 -0.710 1.00 27.88 C
ATOM 772 0 ARG A 94 23.934 9.870 -1.603 1.00 29.22 0

[0144] ATOM 773 N ILEA 95 23.568 11.797 -0.493 1.00 24.12 N
ATOM 774 CA ILE A 95 24.633 12.536 -1.157 1.00 27.69 C
ATOM 775 CB ILE A 95 24.111 13.799 -1.864 1.00 29.73 C
ATOM 776 CG1 ILE A 95 23.363 14.696 -0.877 1.00 30.12 C
ATOM 777 CD1 ILE A 95 22.973 16.042 -1.455 1.00 26.33 C
ATOM 778 CG2 ILE A 95 23.216 13.421 -3.037 1,00 24.61 C
ATOM 779 C ILEA 95 25.688 12,918 -0.123 1.00 36.89 C
ATOM 780 O ILEA 95 25.380 13.065 1.0569 1.00 31.76 0
ATOM 781 N GLU A 96 26.926 13.061 0,548 1.00 30.07 N
ATOM 782 CA GLU A 96 27.993 13.269 0.413 1.00 35.10 C
ATOM 783 CB GLU A 96 29.121 12.268 0.233 1.00 36.57 C
ATOM 784 CG GLU A 96 28.702 10.864 -0.066 1.00 56.18 C
ATOM 785 CD GLU A 96 29.008 9.849 0.993 1.00 47.31 C
ATOM 786 OE1 GLU A 96 29.703 10.123 1.951 1.00 64.46 0
ATOM 787 OE2 GLU A 96 28.570 8.728 0.838 1.00 54.71 0
ATOM 788 C GLU A 96 28.542 14.680 0.477 1.00 35.42 C
ATOM 789 0 GLU A 96 29.367 14.954 1.279 1.00 40.05 0
ATOM 790 N SER A 97 28.054 15.563 -0.364 1.00 33.47 N
ATOM 791 CA SER A 97 28.468 16.964 -0.331 1,00 33.48 C
ATOM 792 CB SER A 97 29.930 17.100 -0.764 1.00 34.96 C
ATOM 793 0G SER A 97 30.0563 17.009 -2.173 1.00 40.36 0
ATOM 794 C SER A 97 27.583 17.832 -1.221 1.00 35.11 C
ATOM 795 0 SER A 97 26.920 17.325 -2.126 1.00 32.20 0
ATOM 796 N PRO A 98 27.571 19.150 -0.966 1.00 33.40 N
ATOM 797 CA PRO A 98 26.799 20.070 -1.807 1.00 28.51 C
ATOM 798 CB PRO A 98 27.039 21.436 -1.152 1.00 29.32 C
ATOM 799 CG PRO A 98 27.473 21.126 0.248 1.00 39.09 C
ATOM 800 CD PRO A 98 28.239 19.846 0.147 1.00 32.93 C
ATOM 801 C PROA 98 27.327 20.081 -3.234 1.00 34.25 C
ATOM 802 O PRO A 98 26.549 20.219 -4.178 1.00 41.67 0
ATOM 803 N GLUA 99 28.639 19.926 -3.384 1.00 34.17 N
ATOM 804 CA GLU A 99 29.277 20.006 -4.694 1.00 34.61 C
ATOM 805 CB GLU A 99 30.791 20.184 -4.548 1.00 35.09 C
ATOM 806 CG GLU A 99 31.210 21.512 -3.930 1.00 40.72 C
ATOM 807 CD GLU A 99 31.033 21.540 -2.426 1.00 46.97 C
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ATOM 808 OEl GLU A 99 31.104 20.462 -1.800 1.00 34.38 0
ATOM 809 OE2 GLU A 99 30.828 22.640 -1.870 1.00 43.37 0
ATOM 810 C GLU A 99 28.967 18.802 -5.583 1.00 30.30 C
ATOM 811 O GLU A 99 29.024 18.898 —6.806 1.00 33.07 0
ATOM 812 N GLU A 100 28.645 17.668 -4.969 1.00 28.84 N
ATOM 813 CA GLU A 100 28.300 16.472 -5.728 1.00 30.30 C
ATOM 814 CB GLU A 100 28.088 15.284 -4.794 1.00 32.47 C
ATOM 815 CG GLU A 100 27.479 14.081 -5.482 1.00 29.39 C
ATOM 816 CD GLU A 100 27.301 12,905 -4.550 1.00 39.83 C
ATOM 817 OE1 GLU A 100 27.598 13.047 -3.346 1.00 38.01 0
ATOM 818 OE2 GLU A 100 26.866 11.838 -5.025 1.00 41.18 0
ATOM 819 € GLU A 100 27.045 16.707 -6.562 1.00 30.86 C
ATOM 820 0 GLU A 100 26.899 16.166 -7.660 1.00 28.06 0
ATOM 821 N ILE A 101 26.142 17.519 -6.025 1.00 28.98 N
ATOM 822 CA 1ILE A 101 24.887 17.840 -6.693 1.00 27.76 C
ATOM 823 CB ILE A 101 24. 0567 18.837 -5.863 1.00 25.37 C
ATOM 824 CG1 ILE A 101 23.652 18.206 -4.528 1.00 29.29 C
ATOM 825 (D1 ILE A 101 23.104 19.193 -3.519 1.00 25.62 C
ATOM 826 CG2 ILE A 101 22.829 19.292 -6.642 1.00 29.52 C
ATOM 827 C ILE A 101 25.127 18.415 -8.087 1.00 29.87 C
ATOM 828 0 ILE A 101 24.345 18.182 -9.009 1.00 29.85 0
ATOM 829 N SER A 102 26.221 19.151 -8.237 1.00 28.16 N
ATOM 830 CA SER A 102 26.526 19.822 -9.496 1.00 36.20 C
ATOM 831 CB SER A 102 27.625 20.863 -9.288 1.00 30.86 C
ATOM 832 0G SER A 102 27.143 21.949 -8.519 1.00 55.60 0
ATOM 833 C SER A 102 26.924 18.877 —10.628 1.00 33.71 C
ATOM 834 0 SER A 102 26.859 19.250 —11.796 1.00 29.44 0
ATOM 835 N LEU A 103 27.337 17.661 -10.283 1.00 29.97 N
ATOM 836 CA LEU A 103 27.794 16.703 -11.288 1.00 31.13 C
ATOM 837 CB LEU A 103 29.052 15.978 -10.806 1.00 26.14 C
ATOM 838 CG LEU A 103 30.184 16.857 —10.275 1.00 35. 31 C
ATOM 839 CD1 LEU A 103 31.386 16.004 -9.881 1.00 33.26 C
ATOM 840 CD2 LEU A 103 30.578 17.923 -11.292 1.00 30. 62 C
[0145] ATOM 841 C LEU A 103 26.723 15.681 -11.660 1.00 33.38 C
ATOM 842 0 LEU A 103 26. 855 14.971 —12.657 1.00 26.49 0
ATOM 843 N LEU A 104 25.669 15.602 —-10.854 1.00 23.22 N
ATOM 844 CA LEU A 104 24,598 14.636 -11.088 1.00 24.22 C
ATOM 845 CB LEU A 104 23.605 14.651 -9.924 1.00 31.48 C
ATOM 846 CG LEU A 104 24,106 14,099 -8.587 1.00 25.65 C
ATOM 847 CD1 LEU A 104 23.037 14.250 -7.521 1.00 25.08 C
ATOM 848 CDZ LEU A 104 24.515 12.643 -8.738 1,00 25.43 C
ATOM 849 C LEU A 104 23.853 14.900 -12.392 1.00 27.23 C
ATOM 850 O LEU A 104 23.737 16.045 -12.827 1.00 24.43 0
ATOM 851 N PRO A 105 23.345 13.834 -13.024 1.00 24.30 N
ATOM 852 CA PRO A 105 22.488 13.986 -14.204 1.00 26.27 C
ATOM 853 CB PRO A 105 22.331 12.552 -14.715 1.00 24. 14 C
ATOM 854 CG PRO A 105 22,595 11.692 -13.536 1.00 25.06 C
ATOM 855 CD PRO A 105 23.543 12.424 -12.647 1.00 23.45 C
ATOM 856 C PRO A 105 21.137 14.550 -13.783 1.00 35.06 C
ATOM 857 O PRO A 105 20.789 14.474 -12.605 1.00 24.95 0
ATOM 858 N LYS A 106 20.387 15.113 -14.724 1.00 27.17 N
ATOM 859 CA LYS A 106 19.106 15.725 —14.392 1.00 31.28 C
ATOM 860 CB LYS A 106 19.107 17.206 -14.778 1.00 35.14 C
ATOM 861 CG LYS A 106 20.168 18.019 -14.060 1.00 30.63 C
ATOM 862 CD LYS A 106 20.357 19.386 —14.695 1.00 42.65 C
ATOM 863 CE LYS A 106 19.488 20.430 -14.026 1.00 57.07 C
ATOM 864 NZ LYS A 106 19.943 20.706 -12.636 1.00 62.53 N
ATOM 865 C LYS A 106 17.930 15.007 -15.041 1.00 33.67 C
ATOM 866 O LYS A 106 18.086 14.316 -16.049 1.00 27.53 0
ATOM 867 N THR A 107 16.752 15.178 -14.450 1.00 30.70 N
ATOM 868 CA THR A 107 15.531 14.588 -14.980 1.00 31.47 C
ATOM 869 CB THR A 107 14.529 14.279 -13.853 1.00 28.00 C
ATOM 870 0G1 THR A 107 14.005 15.508 -13.334 1.00 30.50 0
ATOM 871 CG2 THR A 107 15.206 13.501 —12.735 1.00 33.86 C
ATOM 872 C THR A 107 14,866 15.541 -15.967 1.00 33.33 C
ATOM 873 0 THR A 107 15.400 16.608 -16.269 1.00 29.67 0
ATOM 874 N  SER A 108 13.695 15.155 -16.463 1.00 29.30 N
ATOM 875 CA SER A 108 12.958 15.991 -17.405 1.00 35.38 C
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ATOM 876 CB SER A 108 11.819 15.201 -18.052 1.00 32.05 C
ATOM 877 0OG SER A 108 10.920 14.707 -17.076 1.00 37.03 0
ATOM 878 C SER A 108 12.422 17.251 -16.727 1.00 38.81 C
ATOM 879 O SER A 108 11.923 18.158 -17.391 1.00 33.53 0
ATOM 880 N TRP A 109 12.528 17.302 -15.403 1.00 36. 80 N
ATOM 881 CA TRP A 109 12.129 18.486 -14.649 1.00 34.73 C
ATOM 882 CB TRP A 109 11.474 18.088 -13.323 1.00 42.39 C
ATOM 883 CG TRP A 109 10.155 17.386 -13.484 1.00 45.90 C
ATOM 884 CD1 TRP A 109 9.957 16.085 -13.845 1.00 45.73 C
ATOM 885 NE1 TRP A 109 8.611 15.803 -13.886 1.00 47.09 N
ATOM 886 CE2 TRP A 109 7.912 16.929 -13.545 1.00 40.50 C
ATOM 887 CD2 TRP A 109 8.850 17.949 -13.283 1.00 55.96 C
ATOM 888 CE3 TRP A 109 8.386 19,213 -12.908 1.00 52.46 C
ATOM 889 CZ3 TRP A 109 7.020 19.417 -12.809 1.00 48.72 C
ATOM 890 CH2 TRP A 109 6.113 18.384 -13.075 1.00 47.82 C
ATOM 891 CZ2 TRP A 109 6.537 17.137 -13.443 1.00 41.98 C
ATOM 892 C TRP A 109 13.339 19.375 -14.386 1.00 35.12 C
ATOM 893 O TRP A 109 13.2564 20.355 -13.647 1.00 28.64 0
ATOM 894 N ASN A 110 14. 465 19.023 -15.000 1.00 31.76 N
ATOM 895 CA ASN A 110 15,717 19.739 -14.788 1.00 26.31 C
ATOM 896 CB ASN A 110 15.651 21.148 -15.378 1.00 36.20 C
ATOM 897 CG ASN A 110 16.029 21.176 -16.843 1.00 47.37 C
ATOM 898 0Dl ASN A 110 16.992 21.835 -17.234 1.00 55.76 0
ATOM 899 ND2 ASN A 110 15.285 20.441 -17.661 1.00 38.71 N
ATOM 900 C ASN A 110 16.149 19.790 -13.325 1.00 40.33 C
ATOM 901 O ASN A 110 16.706 20.787 —-12.867 1.00 31.97 0
ATOM 902 N ILE A 111 15.888 18.709 -12.598 1.00 28.98 N
ATOM 903 CA ILE A 111 16.329 18.584 -11.214 1.00 33.28 C
ATOM 904 CB 1ILE A 111 15.148 18.338 -10.260 1.00 35.42 C
ATOM 905 CG1 ILE A 111 14,288 19.596 -10.155 1.00 38.30 C
ATOM 906 CD1 ILE A 111 15.017 20.778 —-9.557 1.00 38.51 C
ATOM 907 CGZ2 ILE A 111 15.653 17.924 -8.884 1.00 38.44 C
ATOM 908 C ILE A 111 17.311 17.430 -11.094 1.00 31.45 C
[0146] ATOM 909 O ILE A 111 17.063 16.345 -11.616 1.00 26.83 0
ATOM 910 N PRO A 112 18.437 17.666 -10.410 1.00 26.15 N
ATOM 911 CA PRO A 112 19.479 16.647 -10.255 1.00 25.94 C
ATOM 912 CB PRO A 112 20.605 17.404 -9.541 1.00 29.50 C
ATOM 913 CG PRO A 112 20.319 18.855 -9.784 1.00 28.05 C
ATOM 914 CD PRO A 112 18.832 18.954 -9.817 1.00 32.62 C
ATOM 915 C PRO A 112 19.031 15.460 -9.405 1.00 31.71 C
ATOM 916 O PRO A 112 18.295 15.624 -8.431 1.00 31.29 0
ATOM 917 N GLN A 113 19.482 14.271 -9.792 1.00 25.48 N
ATOM 918 CA GLN A 113 19.272 13.057 -9.013 1.00 25.25 C
ATOM 919 CB GLN A 113 17.798 12.639 -9.013 1.00 28.73 C
ATOM 920 CG GLN A 113 17.338 11.899 -10.262 1.00 27.07 C
ATOM 921 CD GLN A 113 15.932 11.344 -10.122 1.00 26.04 C
ATOM 922 OFE1 GLN A 113 15.079 11.941 -9.466 1.00 24.10 0
ATOM 923 NE2 GLN A 113 15.684 10.196 -10.740 1.00 30.58 N
ATOM 924 C GLN A 113 20. 145 11.950 -9.590 1.00 33.63 C
ATOM 925 0 GLN A 113 20.327 11.872 -10.804 1.00 31.61 0
ATOM 926 N PRO A 114 20.702 11.096 -8.719 1.00 32.63 N
ATOM 927 CA PRO A 114 21.594 10.019 -9.162 1.00 34.36 C
ATOM 928 CB PRO A 114 21.774 9.177 -7.897 1.00 36.39 C
ATOM 929 CG PRO A 114 21.589 10.148 -6.782 1.00 27.28 C
ATOM 930 CD PRO A 114 20.544 11.119 -7.255 1.00 28.58 C
ATOM 931 C PROA 114 20.977 9.180 -10.280 1.00 28.46 C
ATOM 932 0 PRO A 114 19.782  8.890 -10.245 1,00 29.12 0
ATOM 933 N GLY A 115 21.791 8.805 -11.261 1.00 28.57 N
ATOM 934 CA GLY A 115 21.325 8.020 -12.391 1.00 32.46 C
ATOM 935 C GLY A 115 20.885 6.621 -12.005 1.00 39.64 C
ATOM 936 0 GLY A 115 21.063 6.194 -10.865 1.00 31.19 0
ATOM 937 N GLU A 116 20.320 5.900 —12.967 1.00 46.89 N
ATOM 938 CA GLU A 116 19.748 4.583 -12.704 1.00 42.72 C
ATOM 939 CB GLU A 116 18.977 4.077 -13.925 1.00 53.86 C
ATOM 940 CG GLU A 116 17.759 4.914 -14.279 1.00 73.99 C
ATOM 941 CD GLU A 116 16.972  4.332 -15.436 1.00 90.88 C
ATOM 942 OE1 GLU A 116 17.020 3.099 -15.630 1.00 93.13 0
ATOM 943 OE2 GLU A 116 16.301 5.108 -16.150 1.00 72.16 0
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ATOM 944 C GLU A 116 20. 784 3.547 -12.273 1.00 46.51 C
ATOM 945 O GLU A 116 20. 478 2.651 -11.488 1.00 50.37 (0]
ATOM 946 N GLY A 117 22,004 3.668 —-12.785 1.00 41.73 N
ATOM 947 CA GLY A 117 23. 056 2.721 -12.460 1.00 43.63 C
ATOM 948 C GLY A 117 23. 867 3.118 -11,241 1.00 47.27 C
ATOM 949 0 GLY A 117 24, 744 2.374 -10,801 1.00 36.54 0
ATOM 950 N ASP A 118 23.572 4,292 -10.693 1.00 34.62 N
ATOM 951 CA ASP A 118 24. 292 4.809 -9.533 1.00 31.27 C
ATOM 952 CB ASP A 118 24221  6.339 -9.514 1.00 33.54 ¢
ATOM 953 CG ASP A 118 25.176 6.959 -8.510 1.00 41.90 C
ATOM 954 (0OD1 ASP A 118 25.719 6.221 -7.664 1.00 31.20 0
ATOM 955 0D2 ASP A 118 25. 384 8.190 -8.569 1.00 32.09 0
ATOM 956 C ASP A 118 23.734 4,230 —8.230 1.00 35.63 C
ATOM 957 O ASP A 118 92,736 4.718 -7.701 1.00 42. 63 0
ATOM 958 N VAL A 119 24, 386 3.191 -7.716 1.00 33.16 N
ATOM 959 CA VAL A 119 23.935 2.532 —6.492 1.00 35.07 C
ATOM 960 CB VAL A 119 24,714 1.231 -6.229 1.00 42.07 C
ATOM 961 CG1 VAL A 119 24, 334 0.652 —4.876 1,00 48.84 C
ATOM 962 (CG2 VAL A 119 24. 457 0.224 -7.341 1.00 40.55 C
ATOM 963 C VAL A 119 24, 0h5 3,449 -5.277 1.00 36.23 C
ATOM 964 0 VAL A 119 25, 148 3.902 4,934 1.00 44,03 0
ATOM 965 N ARG A 120 22.928 3.706 —4.623 1.00 34.34 N
ATOM 966 CA ARG A 120 22.882 4.672 -3.532 1.00 29.87 C
ATOM 967 CB ARG A 120 21.997 5.859 -3.916 1.00 33.35 C
ATOM 968 CG ARG A 120 22.575H 6.737 -5.005 1.00 31.59 C
ATOM 969 CD ARG A 120 23.643 7.662 —4.458 1.00 32.53 C
ATOM 970 NE ARG A 120 24. 438 8.259 -5.527 1.00 31.88 N
ATOM 971 CZ ARG A 120 55033 9.442 -5.443 1.00 27,87 c
ATOM 972 NH1 ARG A 120 24.912 10.168 -4.340 1.00 25.33 N
ATOM 973 NH2 ARG A 120 25. 737 0.905 —-6.466 1.00 25.93 N
ATOM 974 C ARG A 120 22.374 4,074 -2.230 1.00 29.64 C
ATOM 975 0O ARG A 120 21. 589 3.127 -2.228 1.00 29.34 4]
ATOM 976 N GLU A 121 22.833 4.643 -1.122 1.00 29.04 N

[0147] ATOM 977 CA GLU A 121 22,304 4.312 0.188 1.00 31.08 C
ATOM 978 CB GLU A 121 23. 231 4. 846 1.283 1.00 29.40 C
ATOM 979 CG GLU A 121 22. 833 4, 446 2.693 1.00 40.68 C
ATOM 980 CD GLU A 121 23. 563 5. 246 3.756 1.00 39.00 C
ATOM 981 OF1 GLU A 121 24, 788 5. 447 3.617 1.00 47.68 0
ATOM 982 OE2 GLU A 121 22. 908 5.675 4,729 1.00 32.18 0
ATOM 983 C GLU A 121 20, 926 4,951 0.310 1.00 26.60 C
ATOM 984 O GLU A 121 20, 784 6. 162 0.154 1.00 26.82 6]
ATOM 985 N GLU A 122 19. 911 4,137 0.570 1.00 26.13 N
ATOM 986 CA GLU A 122 18.557 4.652 0.716 1.00 30,35 c
ATOM 987 CB GLU A 122 17. 547 3.704 0.069 1.00 27.18 C
ATOM 988 CG GLU A 122 17.762 3.520 -1.425 1.00 27.74 C
ATOM 989 CD GLU A 122 16. 834 2.487 -~2.030 1.00 37.90 C
ATOM 990 OEL GLU A 122 16,088 1.835 -1.270 1.00 38,20 0
ATOM 991 OE2 GLU A 122 16. 853 2.325 -3.268 1.00 41.42 0
ATOM 992 (C GLU A 122 18, 225 4, 880 2.1856 1.00 26.97 C
ATOM 993 O GLU A 122 18. 508 4,034 3.033 1.00 33.64 0
ATOM 994 N ALA A 123 17. 629 6. 030 2.477 1.00 25,00 N
ATOM 995 CA ALA A 123 17. 357 6. 436 3.852 1.00 29. 39 C
ATOM 096 CB ALA A 123 16. 514 7.701 3.870 1.00 26.41 C
ATOM 997 C ALA A 123 16. 693 5.343 4,689 1.00 32.08 C
ATOM 998 O ALA A 123 17. 049 5.142 5.850 1.00 28.40 0
ATOM 999 N LEU A 124 15. 733 4, 640 4,097 1.00 30.44 N
ATOM 1000 CA LEU A 124 14. 956 3. 644 4,826 1.00 39.00 C
ATOM 1001 CB LEU A 124 13. 579 3. 466 4.186 1.00 30.52 C
ATOM 1002 CG LEU A 124 12. 603 4. 625 4,387 1.00 35.94 C
ATOM 1003 CD1 LEU A 124 11. 309 4, 362 3.636 1.00 34.74 C
ATOM 1004 CD2 LEU A 124 12. 331 4,852 5.869 1.00 36.83 C
ATOM 1005 C LEU A 124 15. 658 2.294 4.954 1.00 37.96 C
ATOM 1006 O LEU A 124 15.112 1. 359 5.533 1.00 41.81 0
ATOM 1007 N SER A 125 16. 865 2.188 4,415 1.00 34.44 N
ATOM 1008 CA SER A 125 17. 630 0. 954 4.554 1.00 38.38 C
ATOM 1009 CB SER A 125 18. 211 0.514 3.209 1.00 32.89 C
ATOM 1010 OG SER A 125 19. 130 1. 468 2.710 1.00 43.81 6}
ATOM 1011 C SER A 125 18. 739 1.120 5.586 1.00 41.21 C
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ATOM 1012 O SER A 125 19. 417 0. 155 5.945 1.00 44.32 0
ATOM 1013 N THR A 126 18. 909 2.348 6.069 1.00 35.88 N
ATOM 1014 CA THR A 126 19. 970 2.659 7.018 1.00 34.10 C
ATOM 1015 CB THR A 126 21. 064 3.527 6.369 1.00 39.19 C
ATOM 1016 0OG1 THR A 126 20. 455 4. 596 5.632 1.00 33.79 0
ATOM 1017 CG2 THR A 126 21.903 2. 688 5.421 1.00 45.10 C
ATOM 1018 C THR A 126 19. 463 3.351 8.283 1.00 32.19 C
ATOM 1019 O THR A 126 20. 241 3.961 9.017 1.00 38.58 0
ATOM 1020 N GLY A 127 18,162 3.261 8.539 1.00 33,16 N
ATOM 1021 CA GLY A 127 17. 617 3.757 9.791 1.00 37.18 C
ATOM 1022 C  OLY A 127 16.540 4.822 9.692 1.00 40.91 c
ATOM 1023 O GLY A 127 16. 075 5.322 10.713 1.00 54.10 0
ATOM 1024 N GLY A 128 16, 143 5.176 B.475 1.00 34.95 N
ATOM 1025 CA GLY A 128 15. 081 6. 149 8.280 1.00 34.80 C
ATOM 1026 C GLY A 128 15. 529 7.594 8.400 1.00 28.96 C
ATOM 1027 O GLY A 128 16, 705 7.907 8.219 1.00 27.00 0
ATOM 1028 N LEU A 129 14, 587 8,478 8.716 1.00 30.96 N
ATOM 1029 CA LEU A 129 14. 856 9.912 8.742 1.00 27.32 C
ATOM 1030 CB LEU A 129 14. 237 10.576 7.509 1.00 25.28 C
ATOM 1031 CG LEU A 129 14.763 10.111 6.148 1.00 23.38 C
ATOM 1032 CD1 LEU A 129 13.720 10.335 5.062 1.00 26.02 C
ATOM 1033 CD2 LEU A 129 16. 069 10.815 5.809 1.00 24.81 C
ATOM 1034 C LEU A 129 14.324 10.588 10.005 1.00 24.48 C
ATOM 1035 O LEU A 129 13.273 10.214 10.526 1.00 27.66 0
ATOM 1036 N ASP A 130 15.057 11.587 10.488 1.00 26.62 N
ATOM 1037 CA ASP A 130 14. 627 12.379 11.635 1.00 28.01 C
ATOM 1038 CB ASP A 130 15.839 12.918 12.401 1.00 23.83 C
ATOM 1039 CG ASP A 130 16.655 11.819 13.053 1.00 28.29 C
ATOM 1040 O0OD1 ASP A 130 16.054 10.924 13.684 1.00 33.44 0
ATOM 1041 OD2 ASP A 130 17.898 11.852 12.940 1.00 28.72 0
ATOM 1042 C ASP A 130 13.755 13.542 11.178 1.00 28.86 C
ATOM 1043 O ASP A 130 12.775 13.894 11.832 1.00 25.56 0
ATOM 1044 N LEU A 131 14.123 14.133 10.046 1.00 24.60 N

[0148] ATOM 1045 CA LEU A 131 13.417 15.295 9.525 1.00 25.91 C
ATOM 1046 CB LEU A 131 14. 131 16. 580 9.943 1.00 24.15 C
ATOM 1047 CG LEU A 131 13.571 17.865 9.327 1.00 31.38 C
ATOM 1048 CD1 LEU A 131 12.423 18.402 10.161 1.00 41.02 C
ATOM 1049 CD2 LEU A 131 14. 660 18.912 9.191 1.00 41.81 C
ATOM 1050 C LEU A 131 13.298 15,256 8.006 1.00 25.53 C
ATOM 1051 O LEU A 131 14. 248 14. 907 7.305 1.00 25.09 0]
ATOM 1052 N ILE A 132 12.123 15.623 7.505 1.00 24.03 N
ATOM 1053 CA ILE A 132 11.891 15.696 6.070 1.00 24.00 c
ATOM 1054 CB ILE A 132 10. 882 14.633 5.605 1.00 23.31 C
ATOM 1055 CG1 ILE A 132 11. 361 13.230 5.985 1.00 23.19 C
ATOM 1056 CD1 ILE A 132 10.412 12.134 5.568 1.00 25.95 C
ATOM 1057 CG2 ILE A 132 10. 654 14.735 4.104 1.00 26.29 C
ATOM 1058 C ILE A 132 11. 357 17.070 5.688 1.00 27.42 C
ATOM 1059 O ILE A 132 10. 264 17. 456 6.100 1.00 25.56 0
ATOM 1060 N PHE A 133 12.133 17.812 4,908 1.00 24.87 N
ATOM 1061 CA PHE A 133 11. 646 19.059 4,336 1.00 25.54 C
ATOM 1062 CB PHE A 133 12. 807 19,909 3.831 1.00 27.89 C
ATOM 1063 CG PHE A 133 13.623 20.527 4,926 1.00 29.75 C
ATOM 1064 CD1 PHE A 133 13.182 21.670 5.573 1.00 30.40 C
ATOM 1065 CE1 PHE A 133 13.933 22.248 6.580 1.00 25,17 C
ATOM 1066 CZ PHE A 133 15. 135 21, 687 6.947 1.00 27.05 C
ATOM 1067 CE2 PHE A 133 15. 585 20.550 6.308 1.00 26.69 C
ATOM 1068 CD2 PHE A 133 14. 833 19.974 5.305 1.00 25.87 C
ATOM 10689 C PHE A 133 10. 670 18.767 3.199 1.00 29.24 C
ATOM 1070 O PHE A 133 11. 018 18.105 2.221 1.00 28.43 0
ATOM 1071 N MET A 134 9. 447 19. 265 3.332 1.00 30.16 N
ATOM 1072 CA MET A 134 8. 387 18.945 2.385 1.00 25.71 C
ATOM 1073 CB MET A 134 7.084 18.659 3.136 1.00 36.74 C
ATOM 1074 CG MET A 134 7.171 17.515 4,133 1.00 28.61 C
ATOM 1075 SD MET A 134 7.172 15.906 3.323 1.00 32.48 S
ATOM 1076 CE MET A 134 5.659 16.021 2.375 1.00 28.84 C
ATOM 1077 C MET A 134 8.161 20.074 1.391 1.00 28.05 C
ATOM 1078 O MET A 134 7.841 21.195 1.785 1.00 28.70 0
ATOM 1079 N PRO A 135 8.334 19.784 0.091 1.00 33.40 N
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ATOM 1080 CA PRO A 135 7.955 20.744 -0.947 1.00 29.27 C
ATOM 1081 CB PRO A 135 8.752 20.283 -2.167 1.00 25.17 C
ATOM 1082 CG PRO A 135 9.073 18.839 -1.920 1.00 29.26 C
ATOM 1083 CD PRO A 135 8.829 18.5156 -0.471 1.00 29.15 C
ATOM 1084 C PRO A 135 6.472 20.602 -1.250 1.00 34.12 C
ATOM 1085 O PRO A 135 5.827 19.689 -0.736 1.00 27.46 0
ATOM 1086 N GLY A 136 5.944 21.479 -2.096 1.00 35.51 N
ATOM 1087 CA GLY A 136 4.543 21.420 -2.473 1.00 26.88 C
ATOM 1088 C GLY A 136 4,090 22.699 -3.147 1.00 33.34 C
ATOM 1089 O GLY A 136 4.774 23.718 -3.076 1.00 29.11 0
ATOM 1090 N  LEU A 137 2.938 22.649 -3.808 1.00 27.38 N
ATOM 1091 CA LEU A 137 2.390 23.837 -4.450 1.00 34.04 C
ATOM 1092 CB LEU A 137 1.430 23.457 -5.579 1.00 29.01 C
ATOM 1093 CG LEU A 137 2.085 22.916 -6.852 1.00 32.40 C
ATOM 1094 CD1 LEU A 137 1.039 22.681F -7.933 1.00 27.53 C
ATOM 1095 CD2 LEU A 137 3.159 23.874 -7.338 1.00 38.57 C
ATOM 1096 C LEU A 137 1.683 24.730 -3.439 1.00 29.49 C
ATOM 1097 O LEU A 137 1.771 25.956 -3.513 1.00 29.33 0
ATOM 1098 N GLY A 138 0.986 24.111 -2.492 1.00 23.44 N
ATOM 1099 CA GLY A 138 0.252 24.863 -1.493 1.00 28.80 C
ATOM 1100 C GLY A 138 0.104 24.164 -0.154 1.00 32.79 C
ATOM 1101 O GLY A 138 0.119 22,937 -0.067 1.00 24.20 0
ATOM 1102 N PHE A 139 -0.039 24.963 0.897 1.00 31.77 N
ATOM 1103 CA PHE A 139 -0.279 24.450 2.237 1.00 28.97 C
ATOM 1104 CB PHE A 139 1.015 24.422 3.057 1.00 31.29 C
ATOM 1105 CG PHE A 139 2.209 23.894 2.311 1.00 31.80 C
ATOM 1106 CD1 PHE A 139 2.598 22,572 2.445 1.00 33.62 C
ATOM 1107 CEl1 PHE A 139 3.699 22.087 1.766 1.00 31.26 C
ATOM 1108 CZ PHE A 139 4.430 22.924 0.948 1.00 29.58 C
ATOM 1109 CE2 PHE A 139 4.067 24.246 0.810 1.00 29.96 C
ATOM 1110 CD2 PHE A 139 2.954 24,726 1.493 1.00 34.72 C
ATOM 1111 C PHE A 139 -1.267 25.371 2.934 1.00 34.87 C
ATOM 1112 O PHE A 139 -1.340 26.557 2.616 1.00 32.00 0
[0149] ATOM 1113 N  ASP A 140 -2.025 24.827 3.880 1.00 26.37 N
ATOM 1114 CA ASP A 140 -2.822 25.661 4.772 1.00 32.89 C
ATOM 1115 CB ASP A 140 -4,304 25.263 4.753 1.00 29.04 C
ATOM 1116 CG ASP A 140 -4,543 23.8562 5.250 1.00 40.95 C
ATOM 1117 OD1 ASP A 140 -3.742 23.360 6.072 1.00 40.76 0
ATOM 1118 OD2 ASP A 140 -5.543 23.235 4.824 1.00 37.45 0
ATOM 1119 C  ASP A 140 -2.234 25,597 6.181 1.00 40. 43 C
ATOM 1120 O ASP A 140 -1.302 24.832 6.434 1.00 31.64 0
ATOM 1121 N LYS A 141 -2.768 26.401 7.092 1.00 40.43 N
ATOM 1122 CA LYS A 141 -2.218 26.479 B8.442 1.00 39.07 C
ATOM 1123 CB LYS A 141 -2.621 27.795 9.113 1.00 40.82 C
ATOM 1124 CG LYS A 141 -1.961 29.020 B8.491 1,00 45.01 C
ATOM 1125 CD LYS A 141 -2,578 30.317 8.997 1.00 42.95 C
ATOM 1126 CE LYS A 141 -2.065 31.512 8.204 1.00 53.96 C
ATOM 1127 NZ LYS A 141 -2,454 32.813 8.817 1.00 54.31 N
ATOM 1128 C LYS A 141 -2.617 25.281 9.303 1.00 38.88 C
ATOM 1129 O LYS A 141 -2,364 25.259 10.507 1.00 44.29 0
ATOM 1130 N  HIS A 142 -3.232 24.284 8.675 1.00 38.42 N
ATOM 1131 CA HIS A 142 -3.620 23.057 9.365 1.00 49.20 C
ATOM 1132 CB HIS A 142 -5.038 22.644 8.968 1.00 41.48 C
ATOM 1133 CG HIS A 142 -6.084 23.640 9.359 1.00 58.71 C
ATOM 1134 ND1 HIS A 142 -6.894 23.475 10.461 1.00 66.42 N
ATOM 1135 CE1 HIS A 142 =7.712 24.508 10.562 1.00 59.78 C
ATOM 1136 NE2 HIS A 142 -7.457 25.339 9.568 1.00 60.94 N
ATOM 1137 CD2 HIS A 142 -6.443 24.820 8.801 1.00 44.36 C
ATOM 1138 C HIS A 142 -2.641 21.929 9.057 1.00 41.39 C
ATOM 1139 O HIS A 142 -2.753 20.832 9.600 1.00 43.84 0
ATOM 1140 N  GLY A 143 -1.683 22.208 8,181 1,00 33.67 N
ATOM 1141 CA GLY A 143 -0.684 21.225 7.810 1.00 35.74 C
ATOM 1142 C GLY A 143 -1.057 20.448 6.562 1.00 38.30 C
ATOM 1143 O GLY A 143 -0.279 19.628 6.078 1.00 33.60 0
ATOM 1144 N  ASN A 144 -2.255 20.695 6.044 1.00 32.21 N
ATOM 1145 CA ASN A 144 -2.673 20.075 4.793 1.00 35.54 C
ATOM 1146 CB ASN A 144 -4.119 20.440 4.463 1.00 33.06 C
ATOM 1147 CG ASN A 144 -5.100 19.940 5.504 1.00 45.25 C
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ATOM 1216 CA TYR A 153 5.414 12.461 -0.909 1.00 30.55 C
ATOM 1217 CB TYR A 153 5.595 13.956 -0.639 1.00 27.39 C
ATOM 1218 CG TYR A 153 7.020 14.428 -0.819 1.00 30.23 C
ATOM 1219 CD! TYR A 153 7.470 14.899 -2.046 1.00 31.46 C
ATOM 1220 CEl TYR A 153 8.776 156.328 -2.212 1.00 27.09 C
ATOM 1221 CZ TYR A 153 9.649 15.287 -1.139 1.00 29.64 C
ATOM 1222 OH TYR A 153 10.952 15.708 -1.279 1.00 25.03 0
ATOM 1223 CE2 TYR A 153 9.223 14.823 0.084 1.00 28.05 C
ATOM 1224 CD2 TYR A 153 7.919 14.396 0.239 1.00 27.06 C
ATOM 1225 C TYR A 153 4,396 11.854 0.054 1.00 29.95 C
ATOM 1226 O TYR A 153 4.762 11.389 1.133 1.00 33.14 0
ATOM 1227 N  ASP A 154 3.122 11.863 -0.328 1.00 30.36 N
ATOM 1228 CA ASP A 154 2,102 11.171 0.451 1.00 27.12 C
ATOM 1229 CB ASP A 154 0.744 11.230 -0.248 1.00 33.72 C
ATOM 1230 CG ASP A 154 0.172 12.629 -0.298 1.00 41.37 C
ATOM 1231 OD1 ASP A 154 0.320 13.377 0.691 1.00 39.60 0
ATOM 1232 0D2 ASP A 154 -0.440 12.979 -1.327 1.00 45.26 0
ATOM 1233 C ASP A 154 2.513 9.715 0.600 1.00 30.88 C
ATOM 1234 O ASP A 154 2.538 9.173 1.702 1.00 31.94 0
ATOM 1235 N  ALA A 155 2.837 9.092 -0.529 1.00 34.94 N
ATOM 1236 CA ALA A 155 3.209 7.684 -0.558 1.00 38.12 C
ATOM 1237 CB ALA A 155 3.380 7.212 -1.993 1.00 29.33 C
ATOM 1238 C  ALA A 155 4.472 7.408 0.251 1.00 29.45 C
ATOM 1239 O  ALA A 155 4,538 6.428 0.992 1.00 36.40 0
ATOM 1240 N TYR A 156 5.474 8.271 0.107 1.00 27.83 N
ATOM 1241 CA TYR A 156 6.727 8.086 0.828 1.00 28.06 C
ATOM 1242 CB TYR A 156 7.797 9.075 0.360 1.00 27.60 C
ATOM 1243 CG TYR A 156 9.149 8.816 0.983 1.00 25.51 C
ATOM 1244 (D1 TYR A 156 10.010 7.868  0.448 1.00 24. 47 C
ATOM 1245 CEl1 TYR A 156 11.244  7.620 1.018 1.00 25.37 C
ATOM 1246 CZ TYR A 156 11.628 8.319 2.142 1.00 28.03 C
ATOM 1247 OH TYR A 156 12.856 8.077 2.713 1.00 28.12 0
ATOM 1248 CE2 TYR A 156 10.789  9.263 2.695 1.00 26.46 C
[0151] ATOM 1249 (D2 TYR A 156 9.557 9.504 2.117 1.00 25.26 C
ATOM 1250 C TYR A 156 6.531 8.204 2.336 1.00 28.82 C
ATOM 1251 O TYR A 156 7.056 7.396 3.099 1.00 30.47 0
ATOM 1252 N  LEU A 157 5 774 9.211 2.761 1.00 31.14 N
ATOM 1253 CA LEU A 157 5.510 9.416 4.183 1.00 35.54 C
ATOM 1254 CB LEU A 157 4,633 10.647 4.410 1.00 30.07 C
ATOM 12556 CG LEU A 157 5,387 11.931 4.754 1,00 41.61 C
ATOM 1256 CD1 LEU A 157 4.423 13.079 5.017 1.00 36.81 C
ATOM 1257 (D2 LEU A 157 6.290 11.697 5.959 1.00 46.83 C
ATOM 1258 C  LEU A 157 4,878 8.192 4.832 1.00 31.54 C
ATOM 1259 O LEU A 157 5.161 7.876 5.985 1.00 32.79 0
ATOM 1260 N LYS A 158 4,019 7.505 4.090 1.00 38.38 N
ATOM 1261 CA LYS A 158 3.388 6.296 4.604 1.00 37.95 C
ATOM 1262 CB LYS A 158 2.218 5.882 3.709 1,00 39.33 C
ATOM 1263 CG LYS A 158 1.162 6.970 3.582 1.00 44.63 C
ATOM 1264 CD LYS A 158 0.032 6.571 2.646 1.00 50.72 C
ATOM 1265 CE LYS A 158 ~-0.857 7.769 2.328 1.00 48.92 C
ATOM 1266 NZ LYS A 158 -2.163 7.371 1.731 1.00 56.14 N
ATOM 1267 C LYS A 158 4,409 5.170 4.744 1.00 39.24 C
ATOM 1268 O LYS A 158 4.327 4.361 5.668 1.00 38.61 0
ATOM 1269 N ARG A 159 5.379 5.132 3.833 1.00 39.41 N
ATOM 1270 CA ARG A 159 6.467 4.160 3.911 1.00 43.52 C
ATOM 1271 CB ARG A 159 7.355 4.227 2.666 1.00 32.50 C
ATOM 1272 CG ARG A 159 6.980  3.241 1.574 1.00 43.55 C
ATOM 1273 CD ARG A 159 7.856 3.429 0.342 1.00 35.97 C
ATOM 1274 NE ARG A 159 9.268 3.165 0.610 1.00 35.23 N
ATOM 1275 CZ ARG A 159 10.267 3.616 -0.143 1.00 34.31 C
ATOM 1276 NH1 ARG A 159 10. 013 4.366 -1.207 1.00 38.57 N
ATOM 1277 NH2 ARG A 159 11.522 3.326 0.171 1.00 38.55 N
ATOM 1278 C ARG A 159 7.322 4.352 5,160 1.00 32,52 C
ATOM 1279 O ARG A 159 7.725 3.380 5.796 1.00 33.36 0
ATOM 1280 N CYS A 160 7.609 5.605 5.500 1.00 32.90 N
ATOM 1281 CA CYS A 160 8.398 5.905 6.690 1.00 34.95 C
ATOM 1282 CB CYS A 160 8.608 7.409 6.838 1.00 36.53 C
ATOM 1283 SG CYS A 160 9.643 8.130 5.555 1.00 43.13 N
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ATOM 1284 C CYS A 160 7.720 5. 356 7.935 1.00 38.17 C
ATOM 1285 O CYS A 160 8.379 5.020 8.917 1.00 45.79 0
ATOM 1286 N LEU A 161 6. 395 5.279 7.885 1.00 57.66 N
ATOM 1287 CA LEU A 161 5.617 4. 671 8.955 1.00 53.85 C
ATOM 1288 CB LEU A 161 4. 189 5.220 8.948 1.00 50. 30 C
ATOM 1289 CG LEU A 161 3. 975 6. 648 9.464 1.00 48. 38 C
ATOM 1290 CD1 LEU A 161 5. 267 7.456 9.480 1.00 51.56 C
ATOM 1291 CD2 LEU A 161 2. 898 7.354 8.647 1.00 47.46 C
ATOM 1292 C LEU A 161 5.611 3. 157 8.775 1.00 57.17 C
ATOM 1293 O LEU A 161 4. 557 2.520 8771 1.00 69.73 0
ATOM 1294 N GLN A 162 6.805 2.594 8.617 1.00 46.20 N
ATOM 1295 CA GLN A 162 6. 980 1. 160 8.429 1.00 47.45 C
ATOM 1296 CB GLN A 162 6. 854 0. 790 6.954 1.00 77.13 C
ATOM 1297 CG GLN A 162 5,434 0.592 6.467 1.00 69.97 C
ATOM 1298 CD GLN A 162 5.385 -0.187 5.168 1.00 85.17 C
ATOM 1299 OE1 GLN A 162 6.360 -0.218 4.419 1.00 66.08 0
ATOM 1300 NE2 GLN A 162 4,253 -0.827 4.899 1.00 77.58 N
ATOM 1301 C GLN A 162 8. 318 1. 788 8.783 1.00 65.95 C
ATOM 1302 O GLN A 162 8. 454 3.010 8.802 1.00 89.96 0
ATOM 1303 N HIS A 163 9. 297 0. 943 9,078 1.00 57.12 N
ATOM 1304 CA HIS A 163 10.613 1.407 9.491 1.00 54.82 C
ATOM 1305 CB HIS A 163 11. 556 1.981 8.444 1.00 54.75 C
ATOM 1306 CG HIS A 163 11.909 1. 018 7.360 1.00 34.57 C
ATOM 1307 ND1 HIS A 163 10. 992 0. 564 6.443 1.00 46.09 N
ATOM 1308 CE1 HIS A 163 11.591 -0. 266 5.605 1.00 57.99 C
ATOM 1309 NE2 HIS A 163 12.860 -0.357 5.949 1.00 45.03 N
ATOM 1310 CD2 HIS A 163 13. 088 0.431 7.050 1.00 30.79 C
ATOM 1311 C  HIS A 163 10.960 2.041 10.816 1.00 54.34 c
ATOM 1312 O HIS A 163 11. 760 1.513 11.586 1.00 78.22 0
ATOM 1313 N GLN A 164 10. 362 3.196 11.062 1.00 57.50 N
ATOM 1314 CA GLN A 164 10. 729 4.011 12.201 1.00 57.00 C
ATOM 1315 CB GLN A 164 10. 846 5.471 11.764 1.00 45.21 C
ATOM 1316 CG GLN A 164 11.736 5.650 10.538 1.00 44.39 C

[0152] ATOM 1317 CD GLN A 164 11.672 7.047 9.950 1.00 36.12 C
ATOM 1318 OE1 GLN A 164 11. 807 7.228 8.739 1.00 46.55 Q
ATOM 1319 NE2 GLN A 164 11. 463 8.040 10.803 1.00 30.55 N
ATOM 1320 C GLN A 164 9.713 3.859 13.319 1.00 56.64 C
ATOM 1321 O GLN A 164 8. 509 3.996 13.100 1.00 47.87 0
ATOM 1322 N GLU A 165 10. 205 3.5562 14.515 1.00 60.19 N
ATOM 1323 CA GLU A 1656 9. 354 3.533 15.692 1.00 49.48 C
ATOM 1324 CB GLU A 165 10. 151 3.145 16.939 1.00 59.79 C
ATOM 1325 (G GLU A 165 10.561 1.681 17.008 1.00 71.11 c
ATOM 1326 CD GLU A 165 11,939 1.423 16.428 1.00 85.99 ¢
ATOM 1327 OBl GLU A 165 12.376  2.194 15.548 1.00 67,96 0
ATOM 1328 OF2 GLU A 165 12.588 0.445 16,857 1.00 71.61 0
ATOM 1329 C GLU A 165 8.779 4,929 15.857 1.00 42.45 C
ATOM 1330 O GLU A 165 7598 5100 16.156 1.00 66.97 0
ATOM 1331 N VAL A 166 9. 631 5.926 15.645 1.00 40.29 N
ATOM 1332 CA VAL A 166 9,219 7.320 15.723 1.00 41.91 C
ATOM 1333 CB VAL A 166 10.110 8.120 16.697 1.00 46.76 C
ATOM 1334 CG1 VAL A 166 9. 936 7.599 18.117 1.00 68.28 C
ATOM 1335 CG2 VAL A 166 11. 570 8.044 16.276 1.00 49.40 C
ATOM 1336 C VAL A 166 9,241 7.969 14.340 1.00 45.54 C
ATOM 1337 O VAL A 166 10. 291 8.084 13.708 1.00 40.92 0
ATOM 1338 N LYS A 167 8. 068 8.383 13.875 1.00 39.50 N
ATOM 1339 CA LYS A 167 7.933 8.996 12.561 1.00 45.33 C
ATOM 1340 CB LYS A 167 6. 473 9.369 12.302 1.00 48.91 C
ATOM 1341 CG LYS A 167 5.833 10.153 13.435 1.00 54.12 C
ATOM 1342 CD LYS A 167 4.615 10.924 12.958 1.00 70.79 C
ATOM 1343 CE LYS A 167 3.960 11.679 14.102 1.00 79.62 C
ATOM 1344 NZ LYS A 167 3.136 12.812 13.602 1,00 75.95 N
ATOM 1345 C LYS A 167 8.823 10.228 12.429 1.00 36.35 C
ATOM 1346 O LYS A 167 0.214 10.828 13.432 1.00 33.03 0
ATOM 1347 N PRO A 168 9.150 10.607 11.186 1.00 35.18 N
ATOM 1348 CA PRO A 168 9.979 11.791 10.947 1.00 28.56 C
ATOM 1349 CB PRO A 168 10. 291 11,709 9.442 1.00 29.11 C
ATOM 1350 CG PRO A 168 9.866 10,330 9.005 1.00 45.64 C
ATOM 1351 CD PRO A 168 8. 759 9. 948 9.929 1,00 41.31 C
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ATOM 1352 C PRO A 168 9.198 13.066 11.235 1.00 24,82 C
ATOM 1353 O PRO A 168 7.972 13.070 11.136 1.00 27.19 0
ATOM 1354 N TYR A 169 9.898 14.134 11.597 1,00 24.46 N
ATOM 1355 CA TYR A 169 9.270 15.443 11.673 1.00 26.27 C
ATOM 1356 CB TYR A 169 10.061 16.369 12.590 1.00 24.78 C
ATOM 1357 CG TYR A 169 9.314 17.623 12.977 1.00 26,59 C
ATOM 1358 CD1 TYR A 169 8.370 17.604 13.996 1.00 35.45 C
ATOM 1359 CE1 TYR A 169 7.688 18.748 14.359 1.00 31.13 C
ATOM 1360 CZ TYR A 169 7.948 19.931 13.699 1.00 28.77 C
ATOM 1361 OH TYR A 169 7.276 21.077 14.050 1.00 30.58 0
ATOM 1362 CE2 TYR A 169 8.882 19.975 12.687 1.00 26.30 C
ATOM 1363 CD2 TYR A 169 9.558 18.826 12.332 1.00 28.60 C
ATOM 1364 C TYR A 169 9.208 16.024 10.265 1.00 27.91 C
ATOM 1365 O TYR A 169 10.218 16.079 9.566 1.00 25.79 0
ATOM 1366 N THR A 170 8.020 16.443 9.846 1.00 28.14 N
ATOM 1367 CA THR A 170 7.840 16.959 8.495 1.00 27.06 C
ATOM 1368 CB THR A 170 6.619 16.327 7.808 1.00 24.48 C
ATOM 1369 0G1 THR A 170 5.474 16.443 8.661 1.00 30.12 0
ATOM 1370 CG2 THR A 170 6.878 14.855 7.518 1.00 26.20 C
ATOM 1371 C THR A 170 7.713 18.478 8.494 1.00 28.93 C
ATOM 1372 O THR A 170 6.773 19.035 9.062 1.00 28.22 0
ATOM 1373 N LEU A 171 8.669 19.139 7.849 1.00 24.23 N
ATOM 1374 CA LEU A 171 8.733 20.595 7.837 1.00 25.78 C
ATOM 1375 CB LEU A 171 10.040 21.063 8.480 1.00 26. 34 C
ATOM 1376 CG LEU A 171 10.243 22.567 8.663 1.00 37.39 C
ATOM 1377 CD1 LEU A 171 9.203 23.131 9.616 1.00 38.58 C
ATOM 1378 CDZ LEU A 171 11.647 22.850 9.173 1.00 41.26 C
ATOM 1379 C LEU A 171 8.632 21.135 6.414 1.00 30.18 C
ATOM 1380 O LEU A 171 9.546 20.956 5.608 1.00 29.14 0
ATOM 1381 N  ALA A 172 7.521 21.797 6.109 1.00 27.65 N
ATOM 1382 CA ALA A 172 7.311 22.361 4.780 1.00 31.16 C
ATOM 1383 CB ALA A 172 5.831 22.351 4.424 1.00 29.26 C
ATOM 1384 C ALA A 172 7.869 23.774 4.679 1.00 33.77 C
[0153] ATOM 1385 O ALA A 172 7.771 24.559 5.623 1.00 29.08 0
ATOM 1386 N  LEU A 173 8.458 24.086 3.530 1.00 25.43 N
ATOM 1387 CA LEU A 173 8.983 25.420 3.263 1.00 27.05 C
ATOM 1388 CB LEU A 173 10.435 25.340 2.790 1.00 29.55 C
ATOM 1389 CG LEU A 173 11.381 24.515 3.671 1.00 30.33 C
ATOM 1390 CD1 LEU A 173 12.719 24.300 2.976 1.00 25.78 C
ATOM 1391 CD2 LEU A 173 11.571 25.174 5,033 1.00 22.82 C
ATOM 1392 C LEU A 173 8.125 26.085 2.198 1.00 39.08 C
ATOM 1393 O LEU A 173 8.088 25.639 1.051 1.00 33.44 0
ATOM 1394 N ALA A 174 7.434 27.154 2.576 1.00 28.94 N
ATOM 1395 CA ALA A 174 6.446 27.756 1.692 1.00 28.16 C
ATOM 1396 CB ALA A 174 5.040 27.444 2.193 1.00 28.13 C
ATOM 1397 C ALA A 174 6.619 29.261 1.508 1.00 38.00 C
ATOM 1398 0 ALA A 174 6.906 29.987 2.459 1.00 31.33 0
ATOM 1399 N PHE A 175 6.448 29.718 0.271 1.00 31.24 N
ATOM 1400 CA PTHE A 175 6.335 31.143 0.001 1.00 31.19 C
ATOM 1401 CB PHE A 175 6.244 31,413 -1.504 1.00 34.16 C
ATOM 1402 CG PHE A 175 7.522 31.156 -2.254 1.00 29.08 C
ATOM 1403 CD1 PHE A 175 8.698 31.790 -1.888 1.00 30.03 C
ATOM 1404 CE1 PHE A 175 9.870 31.562 -2.581 1.00 30.85 C
ATOM 1405 CZ PHE A 175 9.878 30.701 -3.660 1.00 35.71 C
ATOM 1406 CEZ PHE A 175 8.710 30.067 —4.041 1.00 25.73 C
ATOM 1407 CD2 PHE A 175 7.540 30.298 -3.342 1.00 28.09 C
ATOM 1408 C PHE A 175 5.061 31.639 0.670 1.00 31.43 C
ATOM 1409 O PHE A 175 4.113 30.874 0.848 1.00 27.91 0
ATOM 1410 N LYS A 176 5.034 32.914 1.042 1.00 31.30 N
ATOM 1411 CA LYS A 176 3.815 33.511 1.577 1.00 35.33 C
ATOM 1412 CB LYS A 176 3.995 35.013 1.791 1.00 51.71 C
ATOM 1413 CG LYS A 176 4.666 35.398 3.092 1.00 51.27 C
ATOM 1414 CD LYS A 176 4.693 36.910 3.251 1.00 59.43 C
ATOM 1415 CE LYS A 176 5.385 37.574 2.068 1.00 59.73 C
ATOM 1416 NZ LYS A 176 5.420 39.057 2.200 1.00 52.85 N
ATOM 1417 C LYS A 176 2.672 33.278 0.600 1.00 36.63 C
ATOM 1418 O LYS A 176 1.520 33.110 0.996 1.00 35.43 0
ATOM 1419 N  GLU A 177 3.012 33.271 -0.685 1.00 33.39 N
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ATOM 1420 CA GLU A 177 2.037 33.134 -1.761 1.00 44,24 C
ATOM 1421 CB GLU A 177 2.694 33.463 -3.105 1.00 32.89 C
ATOM 1422 CG GLU A 177 2.897 34.951 -3.366 1.00 35.82 C
ATOM 1423 CD GLU A 177 4,030 35.561 -2.555 1.00 49.83 C
ATOM 1424 OE1 GLU A 177 4.716 34.823 -1.815 1.00 45.58 0
ATOM 1425 OE2 GLU A 177 4,237 36.787 -2.662 1.00 61.15 0
ATOM 1426 C  GLU A 177 1.399 31.746 -1.826 1.00 36.92 C
ATOM 1427 O  GLU A 177 0.324 31.576 -2.403 1.00 41.63 0
ATOM 1428 N  GLN A 178 2.065 30.759 -1.236 1.00 31.85 N
ATOM 1429 CA GLN A 178 1.595 29.379 -1.292 1.00 29.63 C
ATOM 1430 CB GLN A 178 2.783 28.415 -1.304 1.00 33.03 C
ATOM 1431 CG GLN A 178 3.664 28.522 -2.539 1.00 30.09 C
ATOM 1432 CD GLN A 178 4,872 27.610 -2,466 1.00 29.33 C
ATOM 1433 OE1l GLN A 178 5.828 27.882 -1.741 1.00 29.83 0
ATOM 1434 NE2 GLN A 178 4.838 26.523 -3.227 1.00 34.88 N
ATOM 1435 C GLN A 178 0.653 29.032 -0.141 1.00 34.67 C
ATOM 1436 O GLN A 178 0.058 27.953 -0.120 1.00 33.10 0
ATOM 1437 N ILE A 179 0.517 29.946 0.814 1.00 30.97 N
ATOM 1438 CA ILE A 179 -0.329 29.707 1.978 1.00 26.49 C
ATOM 1439 CB 1ILE A 179 0.052 30.629 3.151 1.00 32.29 C
ATOM 1440 CG1 ILE A 179 1.549 30.510 3.452 1.00 34.87 C
ATOM 1441 CD1 ILE A 179 2.012 29.090 3.695 1.00 29.63 C
ATOM 1442 CGZ ILE A 179 -0.774 30.296 4.383 1.00 29.57 C
ATOM 1443 C ILE A 179 -1.800 29.901 1.632 1.00 28.52 C
ATOM 1444 O ILE A 179 -2,209 30.976 1.193 1.00 40.94 0
ATOM 1445 N CYS A 180 -2.592 28.854 1.835 1.00 35.23 N
ATOM 1446 CA CYS A 180 -4.000 28.871 1.451 1.00 35.45 C
ATOM 1447 CB CYS A 180 -4,312 27.692 0.529 1.00 37.66 C
ATOM 1448 SG CYS A 180 -3.196 27.546 -0.880 1.00 44.87 S
ATOM 1449 C CYS A 180 -4.928 28.833 2.659 1.00 37.72 C
ATOM 1450 O CYS A 180 -4, 525 28.447 3.754 1.00 44,42 0
ATOM 1451 N LEU A 181 -6.176 29.237  2.443 1.00 43.83 N
ATOM 1452 CA LEU A 181 -7.194 29.206 3.482 1.00 36.56 C
[0154] ATOM 1453 CB LEU A 181 -8.423 30.005 3.034 1.00 42.09 C
ATOM 1454 CG LEU A 181 -9.578 30.266 4.010 1.00 54.57 C
ATOM 1455 CD1 LEU A 181 -10.611 31.169 3.356 1.00 48.27 C
ATOM 1456 CD2 LEU A 181 -10.236 28.978 4.487 1.00 46.45 C
ATOM 1457 C LEU A 181 -7.592 27.765 3.749 1.00 39.48 C
ATOM 1458 O LEU A 181 -7.616 27.308 4.892 1.00 39.13 0
ATOM 1459 N GLN A 182 -7.907 27.051 2,675 1.00 37.13 N
ATOM 1460 CA GLN A 182 -8.423 25.697 2.778 1.00 40.56 C
ATOM 1461 CB GLN A 182 -9.954 25.727 2.750 1.00 54.12 C
ATOM 1462 CG GLN A 182 -10.629 24.403 3.071 1.00 50.59 C
ATOM 1463 CD CGLN A 182 -12,142 24.528 3.113 1.00 90.22 C
ATOM 1464 OEl GLN A 182 -12,862 23.725 2.518 1.00 81.36 0
ATOM 14656 NEZ GLN A 182 -12.631 25.549 3.807 1.00 71.04 N
ATOM 1466 C GLN A 182 -7.889 24.847 1.631 1.00 45.22 C
ATOM 1467 O GLN A 182 -8.239 25.068 0.473 1.00 46.17 0
ATOM 1468 N VAL A 183 -7.029 23.887 1.955 1.00 41.32 N
ATOM 1469 CA VAL A 183 -6.489 22.974 0.954 1.00 39.07 C
ATOM 1470 CB VAL A 183 -5.042 22.560 1.285 1.00 41.66 C
ATOM 1471 CG1 VAL A 183 -4,628 21.367 0.443 1.00 40.63 C
ATOM 1472 CG2 VAL A 183 -4,093 23.728 1.069 1.00 35.38 C
ATOM 1473 C VAL A 183 -7.349 21.721 0.850 1.00 37.00 C
ATOM 1474 O VAL A 183 -7.589 21.042 1.849 1.00 37.03 0
ATOM 1475 N PRO A 184 -7.822 21.414 -0.366 1.00 33.76 N
ATOM 1476 CA PRO A 184 -8.654 20.230 -0.602 1.00 38.98 C
ATOM 1477 CB PRO A 184 -9.025 20.348 -2.087 1.00 38.75 C
ATOM 1478 CG PRO A 184 -8.766 21.780 -2.445 1.00 42.67 C
ATOM 1479 CD PRO A 184 -7.614 22.195 -1.595 1,00 43.12 C
ATOM 1480 C PRO A 184 -7.855 18.956 -0.371 1.00 33.35 C
ATOM 1481 O PRO A 184 -6.750 18.821 -0.896 1.00 39.10 0
ATOM 1482 N VAL A 185 -8.406 18.035 0.410 1.00 37.20 N
ATOM 1483 CA VAL A 185 -7.728 16.781 0.698 1.00 40.91 C
ATOM 1484 CB VAL A 185 -6.974 16.835 2.042 1.00 44.07 C
ATOM 1485 CGI1 VAL A 185 -5.838 17.841 1.980 1.00 38.94 C
ATOM 1486 (G2 VAL A 185 -7.934 17.163 3.180 1.00 36.64 C
ATOM 1487 C VAL A 185 -8.703 15.617 0.744 1.00 44.41 C
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ATOM 1488 0 VAL A 185 -9.912 15.808 0.865 1.00 46.74 0
ATOM 1489 N ASN A 186 -8.164 14.408 0.638 1.00 47.19 N
ATOM 1490 CA ASN A 186 -8.939 13.198 0.874 1.00 42.72 C
ATOM 1491 CB ASN A 186 -9.103 12.386 -0.414 1.00 45.67 C
ATOM 1492 CG ASN A 186 =7.790 12.159 -1.135 1.00 46.38 C
ATOM 1493 OD1 ASN A 186 -7.5662 12.702 -2.216 1.00 50.27 0
ATOM 1494 ND2 ASN A 186 -6.916 11.358 -0.538 1.00 56.17 N
ATOM 1495 C  ASN A 186 -8.288 12.367 1.974 1.00 47.75 C
ATOM 1496 0 ASN A 186 -7.336 12.816 2.616 1.00 41.02 0
ATOM 1497 N GLY A 187 -8.802 11.162 2.194 1.00 50.88 N
ATOM 1498 CA GLY A 187 -8.306 10.310 3.259 1.00 45.53 C
ATOM 1499 C GLY A 187 -6.886 9.822 3.041 1.00 52.87 C
ATOM 1500 O GLY A 187 -6.251 9.302 3.960 1.00 58.46 0
ATOM 1501 N GLY A 188 -6.385 9.993 1.822 1.00 44.99 N
ATOM 1502 CA GLY A 188 -5.065 9.506 1.466 1.00 52.75 C
ATOM 1503 C GLY A 188 -3.962 10.539 1.594 1.00 59.67 C
ATOM 1504 O GLY A 188 -2.781 10.195 1.576 1.00 54.79 0
ATOM 1505 N  ASP A 189 —4.343 11.805 1.725 1.00 48.73 N
ATOM 1506 CA ASP A 189 -3.372 12.889 1.826 1.00 46.26 C
ATOM 1507 CB ASP A 189 4,023 14.223 1.457 1.00 44.79 C
ATOM 1508 CG ASP A 189 -4.473 14.267 0.010 1.00 41.71 C
ATOM 1509 0Dl ASP A 189 -3.673 13.903 -0.874 1.00 40.98 0
ATOM 1510 O0D2 ASP A 189 -5.627 14.667 -0.242 1.00 38.35 0
ATOM 1511 C  ASP A 189 -2.750 12.961 3.218 1.00 42.65 C
ATOM 1512 O ASP A 189 -3.412 12.691 4.219 1.00 52.18 0
ATOM 1513 N  MET A 190 -1.472 13.328 3.269 1.00 39.62 N
ATOM 1514 CA MET A 190 -0.722 13.342 4.521 1.00 40.87 C
ATOM 1515 CB MET A 190 0.571 12.537 4.370 1.00 34.51 C
ATOM 1516 CG MET A 190 0.365 11.114 3.877 1.00 34.15 C
ATOM 1517 SD MET A 190 -0.397 10.054 5.118 1.00 45.13 S
ATOM 1518 CE MET A 190 0.903 9.994 6.346 1.00 34.09 C
ATOM 1519 C  MET A 190 -0.393 14.760 4.981 1.00 32.50 C
ATOM 1520 O MET A 190 0.243 15.527 4.259 1.00 37.58 0
[0155] ATOM 1521 N LYS A 191 -0.826 15.099 6.190 1.00 29.66 N
ATOM 1522 CA LYS A 191 -0.520 16.397 6.780 1.00 34.87 C
ATOM 1523 CB LYS A 191 -1.353 16.626 8.042 1.00 37.69 C
ATOM 1524 CG LYS A 191 -2.847 16.728 7.809 1.00 48.68 C
ATOM 1525 CD LYS A 191 -3.577 17.025 9.110 1.00 56. 82 C
ATOM 1526 CE LYS A 191 -5.085 16.957 8.934 1.00 73.67 C
ATOM 1527 NZ LYS A 191 -5.798 17.205 10.218 1.00 70.33 N
ATOM 1528 C LYS A 191 0.955 16.505 7.140 1.00 31.77 C
ATOM 1529 0O LYS A 191 1.617 15.500 7.392 1.00 36.79 0
ATOM 1530 N VAL A 192 1.463 17.733 7.166 1.00 30.65 N
ATOM 1531 CA VAL A 192 2.810 17.994 7.657 1.00 27.73 C
ATOM 1532 CB VAL A 192 3.564 18.985 6.758 1.00 34.97 C
ATOM 1533 CGl VAL A 192 3.768 18.394 5.369 1.00 26.60 C
ATOM 1534 CGZ VAL A 192 2.814 20.305 6.679 1.00 28.49 C
ATOM 1535 C VAL A 192 2.725 18.549 9.074 1.00 30.50 C
ATOM 1536 O VAL A 192 1.724 19.159 9.449 1.00 30.74 0
ATOM 1537 N  ASP A 193 3.774 18.334 9.860 1.00 27.99 N
ATOM 1538 CA ASP A 193 3.789 18.782 11.248 1.00 30.33 C
ATOM 1539 CB ASP A 193 4,997 18.202 11.987 1.00 27.35 C
ATOM 1540 CG ASP A 193 4,928 16.695 12.122 1.00 29.60 C
ATOM 1541 OD1 ASP A 193 3.838 16.175 12.439 1.00 36.69 0
ATOM 1542 ODZ2 ASP A 193 5.964 16.032 11.913 1.00 27.98 0
ATOM 1543 C ASP A 193 3.792 20.302 11.364 1.00 35.58 C
ATOM 1544 O ASP A 193 3.219 20.861 12.299 1.00 31.34 0
ATOM 1545 N GLU A 194 4,435 20.966 10.410 1.00 29.99 N
ATOM 1546 CA GLU A 194 4,620 22.408 10.488 1.00 27.27 C
ATOM 1547 CB GLU A 194 5.782 22.724 11.432 1.00 28.83 C
ATOM 1548 CG GLU A 194 6.091 24.200 11.585 1.00 29.34 C
ATOM 1549 CD GLU A 194 7.231 24.453 12.555 1.00 31.09 C
ATOM 1550 OE1 GLU A 194 7.669 25.616 12.675 1.00 45.65 0
ATOM 1551 OEZ2 GLU A 194 7.692 23.487 13.198 1.00 30.89 0
ATOM 1552 C GLU A 194 4.879 23.026 9.117 1.00 30.47 C
ATOM 1553 O GLU A 194 5.608 22.462 8,301 1.00 27.82 0
ATOM 1554 N VAL A 195 4.275 24.184 8.870 1.00 29.01 N
ATOM 1555 CA VAL A 195 4.525 24,929 7.642 1.00 28.73 C
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ATOM 1556 CB VAL A 195 3.213 25.206 6.857 1.00 32.83 C
ATOM 1557 CG1 VAL A 195 2.371 23.945 6.774 1.00 27.29 C
ATOM 1558 CGZ VAL A 195 2.414 26.326 7.504 1.00 45.31 C
ATOM 1559 C VAL A 195 5.263 26.232 7.951 1.00 25.13 C
ATOM 1560 O VAL A 195 4,779 27.068 8.712 1.00 28.52 0
ATOM 1561 N LEU A 196 6.4563 26.385 7.378 1.00 28.31 N
ATOM 1562 CA LEU A 196 7.252 27.589 7.579 1.00 35.70 C
ATOM 1563 CB LEU A 196 8.742 27.246 7.634 1.00 35.47 C
ATOM 1564 CG LEU A 196 9.289 26.665 8.937 1.00 43.51 C
ATOM 1565 CD1 LEU A 196 10.810 26.620 8.891 1.00 42.13 C
ATOM 1566 CD2 LEU A 196 8.810 27.484 10.125 1.00 34.23 C
ATOM 1567 C LEU A 196 7.004 28.597 6.464 1.00 36.03 C
ATOM 1568 O LEU A 196 6.808 28.214 5,310 1.00 33.84 0
ATOM 1569 N TYR A 197 7.022 29.883 6.808 1.00 31.74 N
ATOM 1570 CA TYR A 197 6.808 30.936 5.819 1.00 32.51 C
ATOM 1571 CB TYR A 197 5.444 30.761 5.153 1.00 33.40 C
ATOM 1572 CG TYR A 197 4,281 30.990 6.091 1.00 32.02 C
ATOM 1573 CD1 TYR A 197 3.817 32.273 6.354 1.00 41.48 C
ATOM 1574 CE1 TYR A 197 2.757 32.487 7.214 1.00 39.96 C
ATOM 1575 CZ TYR A 197 2.147 31.413 7.822 1.00 41.44 C
ATOM 1576 OH TYR A 197 1.090 31.627 8.677 1.00 50.75 0
ATOM 1577 CE2 TYR A 197 2.588 30.129 7.579 1.00 31.12 C
ATOM 1578 CD2 TYR A 197 3.649 29.923 6.718 1.00 41.04 C
ATOM 1579 C TYR A 197 6.891 32.344 6.408 1.00 41.97 C
ATOM 1580 O TYR A 197 6.818 32.522 7.623 1.00 34.40 0
ATOM 1581 N GLU A 198 7.050 33.321 5.514 1.00 44.49 N
ATOM 1582 CA GLU A 198 6.930 34.761 5.795 1.00 48.54 C
ATOM 1583 CB GLU A 198 6.806 35.077 7.289 1.00 43.52 C
ATOM 1584 CG GLU A 198 5.366 35.095 7.780 1.00 49.66 C
ATOM 1585 CD GLU A 198 5.238 35.614 9.194 1.00 62.94 C
ATOM 1586 OE1 GLU A 198 5.778 36.704 9.479 1.00 76.05 0
ATOM 1587 OE2 GLU A 198 4.589 34.935 10.018 1.00 64.33 0
ATOM 1588 C GLU A 198 8.035 35.597 5.149 1.00 61.06 C
[0156] ATOM 1589 O GLU A 198 9.220 35.291 5.276 1.00 75.47 0
ATOM 1590 N GLY A 199 7.626 36.656 4.455 1.00 69.56 N
ATOM 1591 CA GLY A 199 8.551 37.528 3.755 1.00 63.98 C
ATOM 1592 C GLY A 199 9.557 38.191 4.676 1.00 50.00 C
ATOM 1593 O GLY A 199 9.682 39.417 4.695 1.00 76.19 0
TER 1594 GLY A 199
ATOM 1595 NI NI C 2 13.086 2.397 5.194 1.00 34.90 NI
ATOM 1596 MG MG C 3 12.834 7.149 -13.980 1.00 68.27 MG
ATOM 1597 NI NIC 4 -9.568 26.119 B.316 1.00 61.90 NI
ATOM 1598 MG MG C 7 13.208 29.982 -6.651 1.00 55.89 MG
ATOM 1599 MG MG C 8 7.377 5.445 -2.077 1.00 51.81 MG
ATOM 1600 MG MG C 9 22.868 17.547 -15.203 0.84 48.78 MG
ATOM 1601 MG MG C 11 -6.357 30.545 -0.384 1.00 52.78 MG
TER 1602 MG C 11
ATOM 1603 P P04 B 1 4.386 15.122 -4.6877 1.00 43.52 P
ATOM 1604 01 PO4 B 1 5.806 14.730 -5.012 1.00 63.21 0
ATOM 1605 02 P04 B 1 4,344 16.590 -4.331 1.00 59.90 0
ATOM 1606 03 P04 B 1 3.519 14.881 -5.887 1.00 55.06 0
ATOM 1607 04 P04 B 1 3.864 14.312 -3.513 1.00 34.42 0
TER 1608 P04 B 1
ATOM 1609 MG MGD 1 14.326 5.610 1.147 1,00 22.16 MG
ATOM 1610 MG MGD 2 -1.416 15.580 -0.682 1.00 53.08 MG
ATOM 1611 PB ADP D 302 -0.619 15.432 -4.791 1.00 42.20 P
ATOM 1612 O1B ADP D 302 -1.080 17.013 -4.797 1.00 43.59 0
ATOM 1613 O02B ADP D 302 0.899 15.305 -5.418 1.00 35.88 0
ATOM 1614 03B ADP D 302 -0. 608 14.928 -3.420 1.00 41.06 0
ATOM 1615 PA ADP D 302 -2.782 13.562 -5.022 1.00 53.74 P
ATOM 1616 01A ADP D 302 -2.735 13.709 -3.382 1.00 63.13 0
ATOM 1617 02A ADP D 302 -4.293 13.933 -5.564 1.00 57.83 0
ATOM 1618 03A ADP D 302 -1.687 14.580 -5.714 1.00 50.27 0
ATOM 1619 05" ADP D 302 -2.454 12,183 -5.382 1.00 59.86 0
TER 1620 ADP D 302
ATOM 1621 MG MG E 1 -4.302 15.973 4.898 1.00 57.89 MG
TER 1622 MG E 1
ATOM 1623 MG MG F 1 14.724 15.202 15.458 1.00 59.58 MG
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TER 1624 MGF 1
ATOM 1625 MG MG G 1 28.431 9.797 -3.908 1.00 64.58 MG
TER 1626 MG G 1
HETATM 1627 0 HOH S 1 14.181 2.412 0.430 1.00 31..79 0
HETATM 1628 0 HOH S 2 23.562 18.485 —-11.612 1.00 27.34 0
HETATM 1629 0 HOH S 3 14.623 -0.031 -2.614 1.00 48.28 0
HETATM 1630 O HOH S 4 24.485 9.497 -11.009 1.00 29 40 0
HETATM 1631 O HOH S 5 23.634 18.104 13.699 1.00 42.45 0
HETATM 1632 0 HOH S 6 12,412 1.329 -2.982 1.00 29.00 0
HETATM 1633 0 HOH S 7 8.167 26.453 -1.889 1.00 32.96 0
HETATM 1634 O HOH S 8 20.447 6,019 -8.312 1.00 34,44 0
HETATM 1635 O HOH S 9 18.173 23.652 -4,113 1.00 39.50 0
HETATM 1636 O HOH S 10 13.888 5.791 -6.964 1.00 33.71 0
HETATM 1637 O HOH S 11 10.724  0.497 2.362 1.00 45.37 0
HETATM 1638 0 HOH S 12 23.758 6.148 7.300 1.00 33.00 0
HETATM 1639 0 HOH S 13 19.990 2.657 -4.646 1.00 28.69 0
HETATM 1640 O HOH S 14 29.456 16.803 6.805 1.00 54,94 0
HETATM 1641 O HOH S 15 11.941 20.192 -5.583 1.00 37.41 0
HETATM 1642 O HOH S 16 6.033 13.833 13.484 1,00 38.37 0
HETATM 1643 0 HOH S 17 27.453 14.906 6.524 1.00 52.09 0
HETATM 1644 O HOH S 18 13.934 3.135 -7.407 1.00 36.83 0
HETATM 1645 O HOH S 19 17.887 27.361 1.872 1.00 39.66 0
HETATM 1646 O HOH S 20 13.257 12.205 —16.442 1.00 44.64 0
HETATM 1647 O HOH S 21 17.582 0.000 0.000 1.00 45.23 0
HETATM 1648 O HOH S 22 14.785 14.556 -8.850 1.00 39.45 0
HETATM 1649 0 HOH S 23 7.871 32.609 2.897 1.00 31.18 0
HETATM 1650 O HOH S 24 24.245 24.133 -1.538 1.00 46.60 0
HETATM 1651 O HOH S 25 22,881 20.766 14.817 1.00 27.89 0
HETATM 1652 0O HOH S 26 12.850 26.243 17.269 1.00 41.10 0
HETATM 1653 O HOH S 27 20.669 23.115 -4.808 1.00 44.78 0
HETATM 1654 O HOH S 28 20.355 1.481 0.024 1.00 58.77 0
HETATM 1655 0 HOH S 29 17.376  8.124 —11.599 1.00 37.57 0
HETATM 1656 O HOH S 30 32.453 15.925 -2.534 1.00 37.79 0
[0157] HETATM 1657 O HOH S 31 21.763 0.633 2.285 1.00 54.63 0
HETATM 1658 O HOH S 32 11.029 42.459 -7.817 1.00 46.63 0
HETATM 1659 0 HOH S 33 18.961 12.423 -13.741 1.00 53.70 0
HETATM 1660 O HOH S 34 17.896 22.559 -7.725 1.00 50.12 0
HETATM 1661 O HOH S 35 5.456 18.998 -4.256 1.00 46.69 0
HETATM 1662 O HOH S 36 -8.139 28.260 -0.012 1.00 46.58 0
HETATM 1663 O HOH § 37 16.707 8.212 11.868 1.00 45.81 0
HETATM 1664 O HOH S 38 12.960 29.368 13.702 1.00 45.50 0
HETATM 1665 O HOH S 39 11.155 17.799 -6.194 1.00 43.29 0
HETATM 1666 0 HOH S 40 17.508 12.944 17.762 1.00 43.17 0
HETATM 1667 O HOH S 41 -6.055 16.227 -9.013 1.00 44.40 0
HETATM 1668 0 HOH S 42 3.451 13.850 8.483 1.00 43.35 0
HETATM 1669 O HOH S 43 14.478 7.175 13.251 1.00 49.45 0
HETATM 1670 O HOH S 44 25.258 12.549 3.890 1.00 26.09 0
HETATM 1671 O HOH S 45 6.828 7.787 -3.507 1.00 33.83 0
HETATM 1672 O HOH S 46 27.754 12.718 4.967 1.00 47. 46 0
HETATM 1673 O HOH S 47 23.197 23.093 -4.143 1.00 47.24 Q
HETATM 1674 O HOH S 48 19.457 13.292 20.442 1.00 54.60 0
HETATM 1675 O HOH S 49 6.481 30.328 9.887 1.00 40.26 0
HETATM 1676 O HOH S 50 2.557 25.306 10.902 1.00 37.90 0]
HETATM 1677 0 HOH § 51 10.250 42,232 -2.913 1.00 53.26 0
HETATM 1678 O HOH S 52 31.445 9.253 4.295 1.00 60.74 Q
HETATM 1679 O HOH S 53 18.685 31.175 0.783 1.00 54.60 0
HETATM 1680 O HOH S 54 -4,027 18.260 -1.369 1.00 34.28 0
HETATM 1681 O HOH S 55 5.292 27.938 11.526 1.00 50.53 0
HETATM 1682 O HOH S 56 13.814 40.375 4.273 1.00 72.66 0
HETATM 1683 0 HOH S 57 -7.556 27.987 8.547 1.00 42.28 0
HETATM 1684 O HOH S 38 -9.934 26.956 10.954 1.00 52.68 0
HETATM 1685 0 HOH S &9 23.947 30.118 0.129 1.00 55.75 0
HETATM 1686 0 HOH S 60 25.133 22.469 -5.918 1.00 55.47 0
HETATM 1687 O HOH S 61 27.057 2.070 -8.974 1.00 43.41 0
HETATM 1688 O HOH S 62 -7.728 13.590 -4.986 1.00 53.90 0
HETATM 1689 O HOH S &3 19.757 31.337 11.721 1.00 45.86 0
HETATM 1690 O HOH S 64 0.204 8.570 -3.298 1.00 38.64 0
HETATM 1691 O HOH S 65 25.768 9.032 -13.473 1.00 43.10 0
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HETATM 1692 O HOH S 66 18.370 25.197 -7.310 1.00 51.58 0
HETATM 1693 0 HOH S 67 17.685 10.292 -15.524 1.00 58.27 0
HETATM 1694 O HOH S 68 12.648 16.932 19,953 1.00 63.67 0
HETATM 1695 O HOH S 69 4,880 38.339 -5.170 1.00 60.94 0
HETATM 1696 O HOH S 70 30.021 12.855 3.735 1.00 48.02 0
HETATM 1697 0 HOH S 71 14.111 39.633 —11.156 1.00 64.77 0
HETATM 1698 0 HOH S 72 27.021 8.157 -1.067 1.00 42, 97 0
HETATM 1699 O HOH S 73 18.935 8.790 20.863 1.00 54.90 0
HETATM 1700 O HOH S 74 24,185 6.910 -1.299 1.00 45.77 0
HETATM 1701 O HOH S 75 15.387 1.164 -5.026 1.00 42.03 0
HETATM 1702 O HOH S 76 8.477 18.645 -5.937 1.00 43.47 0
HETATM 1703 O HOH S 77 8.363 2.578 -10.559 1.00 56.03 0
HETATM 1704 O HOH S 78 3.181 36.918 -6.850 1,00 56.06 0
HETATM 1705 O HOH S 79 -2.021 16.924 3.049 1.00 40.75 0
HETATM 1706 O HOH S 80 20.541 22.038 -7.699 1.00 50.64 0
HETATM 1707 O HOH S 81 8.204 -0.937 2.459 1.00 42,92 0
HETATM 1708 O HOH S 82 3.840 21.262 -11.769 1.00 51.24 0
HETATM 1709 O HOH S 83 13.246 38.061 -13.229 1.00 53.93 0
HETATM 1710 O HOH S 84 24.393 5.304 -13.556 1.00 56.21 0
HETATM 1711 O HOH S 85 ~1.754 28.341 -14.332 1.00 47.12 0
HETATM 1712 O HOH S 86 1.702 14.012 -2.507 1.00 40.63 0
HETATM 1713 O HOH S 87 -2.975 16.490 -3.006 1.00 40.64 0
HETATM 1714 O HOH S 88 16.803 1.805 -7.988 1.00 54.36 0
HETATM 1715 O HOH S 89 17.467 21.749 —20.116 1.00 54.42 0
HETATM 1716 O HOH S 90 -5.940 27.503 6.733 1.00 44.08 0
HETATM 1717 O HOH S 91 7.236 23.881 -1.514 1.00 45.13 0
HETATM 1718 O HOH S 92 -0.139 19.525 11.727 1.00 49.04 0
HETATM 1719 O HOH S 93 -8.179 29.545 -2.365 1.00 64.32 0
HETATM 1720 O HOH S 94 15.694 24.678 -12.899 1.00 58.06 0
HETATM 1721 O HOH S 95 13.647 9.992 14.869 1.00 60.68 0
HETATM 1722 O HOH S 96 -1.647 10.621 -2,487 1.00 52.23 0
HETATM 1723 O HOH S 97 15.756 1.991 7.982 1.00 52.31 0
HETATM 1724 O HOH S 98 23.320 20.324 -16.109 1.00 60.97 0
[0158] HETATM 1725 O HOH S 99 3.753 -2.543 2.992 1.00 59.02 0
IIETATM 1726 0 HOH S 100 25.941  3.054 3.567 1.00 49.41 0
HETATM 1727 O HOH S 101 -3.003 10.116 -6.854 1.00 53,54 0
HETATM 1728 O HOH S 102 6.379 -3.034 3.510 1.00 46.17 0
HETATM 1729 0 HOH S 103 5.397 13.787 10.326 1.00 53.37 0
HETATM 1730 O HOH S 104 -8.674 24.954 6.168 1.00 49.77 0
HETATM 1731 O HOH S 105 18.405 9.959 -12.988 1.00 62.47 0
HETATM 1732 O HOH S 106 19.615 22.180 —-16.560 1.00 50.98 0
HETATM 1733 0 HOH S 107 12.778 15.604 -10.590 1.00 38.56 0
HETATM 1734 O HOH S 108 2.053 14.786 2.051 1.00 39.55 0
HETATM 1735 0 HOH S 109 -8.495 16.679 11.107 1.00 61.64 0
HETATM 1736 O HOH S 110 -4,644 11.809 -2.197 1.00 52.30 0
HETATM 1737 O HOH S 111 18.060 3.814 -9.272 1.00 48.12 0
HETATM 1738 0 HOH S 112 24,256 15.795 14.914 1.00 48.68 0
HETATM 1739 O HOH S 113 22.077 15.853 16.852 1.00 58.75 0
HETATM 1740 O HOH S 114 -11.623 27.364 7.350 1.00 58.93 0
HETATM 1741 O HOH S 115 25.689 29.034 -6.213 1.00 62.10 0
HETATM 1742 O HOH S 116 -15.366 20.610 -7.214 1.00 57.38 0
HETATM 1743 O HOH S 117 27.446 26.382 9.784 1.00 52.13 0]
HETATM 1744 O HOH S 118 -0.780 6.946 -1.215 1.00 67.58 0
HETATM 1745 0 HOH S 119 32.407 14.416 3.941 1.00 61.02 0
HETATM 1746 O HOH S 120 -3.180 14.315 -10.176 1.00 49. 30 0
HETATM 1747 0 HOH S 121 -13.636 23.435 -6.982 1.00 55.46 0
HETATM 1748 0 HOH S 122 16.123 26.725 -9.226 1.00 62.32 0
HETATM 1749 O HOH S 123 -5.791 13.788 -7.794 1.00 54.45 0
HETATM 1750 O 1OH S 124 16.362 15.222 -6.516 1.00 24.41 0
HETATM 1751 0 HOH S 125 12.446 15.937 1.056 1.00 25.06 0
HETATM 1752 0 HOH S 126 14.565 17.219 -5.297 1.00 24.18 0
HETATM 1753 0 HOH S 127 16.936  5.592 -11.162 1.00 43.07 0
HETATM 1754 O HOH S 128 14.676 5.669 -9.891 1.00 51.76 0
HETATM 1755 O HOH S 130 -9.542 12.446 -10.604 1.00 64.68 0
HETATM 1756 O HOH S 131 12.969 24.225 -12.356 1.00 45.16 0
HETATM 1757 0 HOH S 133 19.397 29.024 -0.595 1.00 60.32 0
HETATM 1758 0O HOH S 134 32.301 11.466 2.616 1.00 68.25 0
HETATM 1759 O HOH S 135 1.877 15.851 -12.754 1.00 56. 83 0

[0159]
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HETATM 1760 O HOH S 136 -8.490 20. 480 7.251 1.00 48.11 0
HETATM 1761 O HOH S 137 -2.082 13.119 8.006 1.00 52.53 0
HETATM 1762 O HOH S 138 0. 003 34.767 4.969 1.00 44. 34 0
HETATM 1763 O HOH S 139 -12.842 23.141 -9.716 1.00 56.16 0
HETATM 1764 O HOH S 140 10.217 25.035 16.824 1.00 59.34 0
HETATM 1765 O HOH S 141 2. 886 2.225 4,530 1.00 62.01 0
HETATM 1766 O HOH S 143 22.888 28.011 -7.355 1.00 64.53 0
HETATM 1767 O HOH S 144 5.948 24.677 -5.945 1.00 46.64 0
HETATM 1768 O HOH S 145 8078 30.204 -10.623 1.00 71.16 0
TER 1769 HOH S 145
ATOM 1770 O HOH S 146 4.006 14.855 -11.673 1,00 30.00 0
ATOM 1771 O HOH S 147 8 541 15 171 -9.946 1.00 30.00 0
ATOM 1772 O HOH S 148 1.437 14.270 11.371 1.00 30.00 0
ATOM 1773 O HOH S 149 4149 21.621 13.586 1.00 30.00 0
ATOM 1774 O HOH S 150 -9,972 27.847 -6.200 1.00 30.00 0
ATOM 1775 MG MG H 1 5.359 32.013 10.372 1.00 30.00 Mg
ATOM 1776 Ni Ni I 1 31. 225 6. 380 1.442 1.00 30.00 Ni
ATOM 1777 MG MG J 1 0.838 22.596 12.151 1.00 30.00 Mg
END

[0160] %5 AV 5, 10— XK FFFE USRS Il 5 No— WU B MRt I A K B S ) 1k
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ATOM 1 N META 1 16.343 9.355 7.945 1.00 34.02 N
ATOM 2 CA META 1 17.277 10.513 8.143 1.00 34.81 C
ATOM 3 CB META 1 18.733 10.055 8.137 1.00 34.30 C
ATOM 4 CG MET A 1 19.361 9.936 9.533 1.00 34.35 C
ATOM 5 SD MET A 1 19.651 11.532 10.346 1.00 37.39 S
ATOM 6 CE MET A 1 20.364 12.521 9.025 1.00 32.27 C
ATOM 7 C META 1 17.082 11.629 7.124 1.00 35.19 C
ATOM 8 0O META 1 16.900 12.799 7.494 1.00 35.27 0
ATOM 9 N ALAA 2 17.134 11.268 5.845 1.00 34.49 N
ATOM 10 CA ALAA 2 16.722 12.171  4.779 1.00 34.40 C
ATOM 11 CB ALAA 2 17.028 11.565 3.429 1.00 34.16 C
ATOM 12 ¢ ALAA 2 15.226 12.408 4.921 1.00 35.41 C
ATOM 13 0 ALAA 2 14,732 13.504 4.634 1.00 35.55 0
ATOM 14 N ALAA 3 14.523 11.364 5.376 1.00 35.44 N
ATOM 15 CA ALAA 3 13.084 11.405 5.628 1.00 35.26 C
ATOM 16 CB ALAA 3 12.561 10.000 5.964 1.00 34.46 C
ATOM 17 C ALAA 3 12.779 12.390 6.759 1.00 35.66 C
ATOM 18 0 ALAA 3 11.781 13.118 6.720 1.00 36.16 0
ATOM 19 N ALAA 4 13.659 12.421 7.755 1.00 35.37 N
ATOM 20 CA ALA A 4 13.517 13.332 8.875 1.00 35.04 C
ATOM 21 CB ALAA 4 14.454 12,933 10.011 1.00 34.53 C
ATOM 22 C ALAA 4 13.666 14.818 8.487 1.00 35.13 C
ATOM 23 0 ALAA 4 12.829 15.623 8.874 1.00 35.35 0
ATOM 24 N ALAA 5 14.686 15.185 7.706 1.00 35.28 N
ATOM 25 CA ALAA 5 14.859 16.601 7.274 1.00 35.00 C
ATOM 26 CB ALAA 5 16.174 16.794 6.556 1.00 33.55 C
ATOM 27 C ALAA 5 13.708 17.101 6.401 1.00 35.80 C
ATOM 28 0 ALAA 5 13.351 18.281  6.447 1.00 35.62 0

[0162] ATOM 29 N VALA 6 13.157 16.186 5.597 1.00 35.95 N
ATOM 30 CA VALA 6 11.903 16.390 4.852 1.00 36.31 C
ATOM 31 CB VALA 6 11.567 15.147 3.939 1.00 36.61 C
ATOM 32 CGL VAL A 6 10.245 15,332  3.225 1.00 36.90 C
ATOM 33 CG2 VAL A 6 12.675 14.879 2.912 1.00 36. 14 C
ATOM 34 C VALA 6 10.714 16.717 5.799 1.00 36.34 C
ATOM 35 0 VALA 6 9.902 17.602 5.501 1.00 36.52 0
ATOM 36 N SERA 7 10.625 16.014 6.935 1.00 36.23 N
ATOM 37 CA SERA 7 9.543 16.233 7.916 1.00 36.04 C
ATOM 38 CB SERA 7 9.365 15.018 8.831 1.00 35.80 C
ATOM 39 0G SERA 7 9.022 13.869 8.076 1.00 35.56 0
ATOM 40 C SERA 7 9.757 17.494 8.743 1.00 35.72 C
ATOM 41 0 SERA 7 8.794 18.152 9.147 1.00 35.80 0
ATOM 42 N SERA 8 11.022 17.816 9.001 1.00 35.39 N
ATOM 43 CA SER A 8 11.381 19.103 9.570 1.00 35.29 C
ATOM 44 CB SER A 8 12.904 19.245 9.645 1.00 35.24 C
ATOM 45 0G SER A 8 13.282 20.341 10.460 1.00 34.91 0
ATOM 46 C SERA 8 10. 767 20.182 8.681 1.00 35.40 C
ATOM 47 O SER A 8 9.956 20.981 9.144 1.00 35.46 0
ATOM 48 N ALAA 9 11.124 20.138 7.393 1.00 35.75 N
ATOM 49 CA ALAA 9 10.659 21.073 6.356 1.00 35.63 C
ATOM 50 CB ALA A 9 11.177 20.650 4.999 1.00 35.19 C
ATOM 51 C ALAA 9 9.151 21.207 6.313 1.00 35.74 C
ATOM 52 0 ALAA 9 8.622 22.323 6.236 1.00 35.86 0
ATOM 53 N LYS A 10 8.464 20.066 6.359 1.00 35.72 N
ATOM 54 CA LYS A 10 7.007 20.042 6.373 1.00 35,34 C
ATOM 55 CB LYS A 10 6.475 18.607 6.189 1.00 35.89 C
ATOM 56 CG LYS A 10 6.743 17.975 4.803 1.00 35.39 C
ATOM 57 CD LYS A 10 5.959 16.687 4.612 1.00 35.34 C
ATOM 58 CE LYS A 10 6.741 15.681 3.782 1.00 36.74 C
ATOM 59 NZ LYS A 10 5,951 15.124 2.616 1.00 38.06 N
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ATOM 128 N ALA A 19 0.316 30.108 11.107 1.00 34.82 N
ATOM 129 CA ALA A 19 0.454 31.494 11.538 1.00 35.39 C
ATOM 130 CB ALA A 19 1.919 31.918 11.648 1.00 35.81 C
ATOM 131 C ALAA 19 -0.297 32.356 10.535 1.00 35.86 C
ATOM 132 0 ALA A 19 -1.437 32.757 10.811 1.00 35.96 0
ATOM 133 N ARG A 20 0.323 32.595 9.367 1.00 36.44 N
ATOM 134 CA ARG A 20 -0.294 33.310 8.208 1.00 35.78 C
ATOM 135 CB ARG A 20 0.451 33.025 6.896 1.00 35.65 C
ATOM 136 CG ARG A 20 1.955 33.366 6.961 1.00 36.76 C
ATOM 137 Cb ARG A 20 2.512 33.829 5.619 1.00 36.66 C
ATOM 138 NE ARG A 20 2.898 32.708 4.762 1.00 36.87 N
ATOM 139 CZ ARG A 20 2.733 32.692 3.441 1.00 37.02 C
ATOM 140 NH1 ARG A 20 2.163 33.734 2.831 1.00 36.46 N
ATOM 141 NH2 ARG A 20 3.123 31.636 2.731 1.00 35.69 N
ATOM 142 C ARG A 20 -1.799 33.083 8.035 1.00 35.38 C
ATOM 143 O ARG A 20 -2.521 34.022 7.712 1.00 35.14 0
ATOM 144 N LEU A 21 -2.268 31.8%4 8.274 1.00 35.39 N
ATOM 145 CA LEU A 21 -3.716 31.578 8.40Z2 1.00 35.23 C
ATOM 146 CB LEU A 21 -4.013 30.069 8.336 1.00 34.65 C
ATOM 147 CG LEU A 21 -3.995 29.461 6.921 1.00 33.72 C
ATOM 148 CD1 LEU A 21 -3.765 27.951 6.931 1.00 33.26 C
ATOM 149 CD2 LEU A 21 -5.279 29.802 6.173 1.00 32.81 C
ATOM 150 C LEU A 21 4,279 32.246 9.669 1.00 35.54 C
ATOM 151 0 LEU A 21 -4.2B2 33.476 9.736 1.00 35.52 0
ATOM 152 N GLY A 22 -4.705 31.463 10.671 1.00 35.87 N
ATOM 153 CA GLY A 22 -5.270 32.004 11.925 1.00 35.86 C
ATOM 154 C GLY A 22 -4,753 33.363 12.396 1.00 35.44 C
ATOM 155 0 GLY A 22 ~5.303 34.423 12.052 1.00 34.99 0
ATOM 156 N ALA A 24 -5.933 35.612 9.217 1.00 34.70 N
ATOM 157 CA ALA A 24 -6.897 35.994 8.201 1.00 34.60 C
ATOM 158 CB ALA A 24 -7.031 34.894 7.127 1.00 34.79 C
ATOM 159 C ALA A 24 -8.215 36.209 8.902 1.00 34.64 C
ATOM 160 O ALA A 24 -8.757 35.272  9.477 1.00 34.83 0
[0164] ATOM 161 N SER A 25 -8.718 37.441 8.884 1.00 34.00 N
ATOM 162 CA SER A 25 ~10.020 37.756 9.485 1.00 34.27 C
ATOM 163 CB SER A 25 -10.363 39.225 9.229 1.00 35.02 C
ATOM 164 0OG SER A 25 -10.142 39.560 7.860 1.00 35.61 0
ATOM 165 C SER A 25 -11.111 36.882 8.872 1.00 34,67 C
ATOM 166 O SER A 26 -10.982 36.453 7.718 1.00 35,05 0
ATOM 167 N ALA A 26 -12.190 36.633 9.611 1.00 34.32 N
ATOM 168 CA ALA A 26 ~13.322 35.858 9.064 1.00 34.40 C
ATOM 169 CB ALA A 26 -14. 416 35.643 10.125 1.00 34.15 C
ATOM 170 C ALA A 26 -13.919 36.461 7.780 1.00 34.12 C
ATOM 171 0 ALA A 26 -14.290 35.732 6.860 1.00 34.19 0
ATOM 172 N GLU A 27 -14.014 37.785 7.724 1.00 34.17 N
ATOM 173 CA GLU A 27 -14, 589 38.455 6.558 1.00 34.60 C
ATOM 174 CB GLU A 27 -14.887 39.946 6.843 1.00 35.77 C
ATOM 175 CG GLU A 27 -13.774 40.710 7.609 1.00 36.40 C
ATOM 176 CD GLU A 27 -13.918 42,234 7.571 1.00 36.60 C
ATOM 177 OE1 GLU A 27 -15.060 42.742 7.436 1.00 36.39 0
ATOM 178 OE2 GLU A 27 -12.871 42.920 7.689 1.00 36.58 0
ATOM 179 C GLU A 27 -13.685 38.254 5.330 1.00 34.38 C
ATOM 180 0 GLU A 27 -14.153 37.859 4.263 1.00 34.13 0
ATOM 1881 N GLU A 28 -12.387 38.502 5.497 1.00 34.19 N
ATOM 182 CA GLU A 28 -11.430 38.198 4.457 1.00 34.02 C
ATOM 183 CB GLU A 28 -11.000 38.418 4.945 1.00 34.08 C
ATOM 184 CG GLU A 28 -8.918 37.739 4.107 1.00 33.36 C
ATOM 185 CD GLU A 28 ~-8.747 38.331 2.720 1.00 32.62 C
ATOM 18¢ OE1 GLU A 28 -9.752 38.704 2.086 1.00 32.64 0
ATOM 187 OE2 GLU A 28 -7.592 38.401 2.251 1.00 32.68 0
ATOM 188 C GLU A 28 -11.652 36.753 4.032 1.00 33.65 C
ATOM 189 0 GLU A 28 —-11.998 36.490 2.886 1.00 33.55 0
ATOM 190 N ARG A 29 -11.500 35.830 4.973 1.00 33.56 N
ATOM 191 CA ARG A 29 -11.745 34,411 4.732 1.00 33.35 C
ATOM 192 CB ARG A 29 -11.852 33.681 6.080 1.00 33.39 C
ATOM 193 CG ARG A 29 -11.747 32.159 6.048 1.00 33.51 C
ATOM 194 CD ARG A 29 -13.090 31.480 5.693 1.00 33.04 C
ATOM 195 NE ARG A 29 -13.046 30.033 5.895 1.00 32.19 N
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ATOM 196 CZ ARG A 29 -13.947 29.331 6.577 1.00 31.72 C
ATOM 197 NH1 ARG A 29 -15.002 29.922 7,125 1.00 31.81 N
ATOM 198 NHZ ARG A 29 -13.795 28.017 6.691 1.00 31.46 N
ATOM 199 C ARG A 29 -12.992 34.166 3.845 1.00 33.79 C
ATOM 200 0 ARG A 29 -12.936 33.359 2.890 1.00 33.52 0
ATOM 201 N LEU A 30 -14.100 34.861 4.146 1.00 33.80 N
ATOM 202 CA LEU A 30 -15.334 34.753 3.343 1.00 33.45 C
ATOM 203 CB LEU A 30 -16.528 35.414 4.033 1.00 33.67 C
ATOM 204 CG LEU A 30 -16.995 34.785 5.349 1.00 34.30 C
ATOM 205 CD1 LEU A 30 -17.732 35.810 6.218 1.00 34.57 C
ATOM 206 CD2 LEU A 30 ~-17.848 33.531 5.138 1.00 33.97 C
ATOM 207 C LEU A 30 -15.175 35.328 1,943 1.00 33.20 C
ATOM 208 0 LEU A 30 -15,653 34.727 0.978 1.00 33.37 0
ATOM 209 N ARG A 31 -14.504 36.478 1.837 1.00 33.10 N
ATOM 210 CA ARG A 31 -14. 304 37.161 0.552 1.00 32.72 C
ATOM 211 CB ARG A 3l 13.490 38.455 0.736 1.00 32 81 C
ATOM 212 CG ARG A 31 -13,075 39.106 -0.582 1.00 32.51 C
ATOM 213 CD ARG A 31 -12.088 40.231 -0.404 1.00 32.09 C
ATOM 214 NE ARG A 3l -10.706 39.773 -0.230 1.00 31.96 N
ATOM 215 CZ ARG A 31 -9.896 39.375 -1.211 1.00 31.81 C
ATOM 216 NH1 ARG A 31 -10.321 39.340 -2.473 1.00 30.32 N
ATOM 217 NH2 ARG A 31 -8.653 38.985 -0.911 1.00 31.88 N
ATOM 218 C ARG A 31 -13.630 36.243 -0.483 1.00 32.20 C
ATOM 219 0 ARG A 31 -14.157 36.012 -1.580 1.00 32.24 0
ATOM 220 N GLN A 32 -12.468 35.719 -0.102 1.00 31.98 N
ATOM 221 CA GLN A 32 -11.637 34.893 -0.964 1.00 31.72 C
ATOM 222 CB GLN A 32 -10.333 34.572 -0.233 1.00 31.66 C
ATOM 223 CG GLN A 32 -9.057 35.028 -0.925 1.00 31.17 C
ATOM 224 CD GLN A 32 -7.853 34.958 -1.000 1.00 31.20 C
ATOM 225 O0El GLN A 32 -7.802 35.643 1.017 1.00 31.96 0
ATOM 226 NE2 GLN A 32 -6.877 34.137 -0.353 1.00 30.78 N
ATOM 227 C GLN A 32 -12.388 33.611 -1.338 1.00 31.61 C
ATOM 228 0 GLN A 32 -12.185 33.072 -2.425 1.00 31.04 0
[0165] ATOM 229 N SER A 33 -13.258 33.150 -0.432 1.00 31.90 N
ATOM 230 CA SER A 33 -14.141 32.004 -0.660 1.00 31.20 C
ATOM 231 CB SER A 33 -14,786 31.545 0.645 1.00 31.24 C
ATOM 232 06 SER A 33 -13.812 31.093 1.564 1.00 31.10 0
ATOM 233 C SERA 33 -15.217 32.325 -1.687 1.00 31.35 C
ATOM 234 0 SER A 33 -15.451 31.541 -2.606 1.00 31.35 0
ATOM 235 N ARG A 34 -15.869 33.477 -1.551 1.00 31.68 N
ATOM 236 CA ARG A 34 -16.774 33.965 -2.615 1.00 31.88 C
ATOM 237 CB ARG A 34 -17.304 35.361 -2.287 1.00 33.05 C
ATOM 238 CG ARG A 34 -18.807 35.447 -2.074 1.00 34.15 C
ATOM 239 CD ARG A 34 -19.193 36.861 -1.621 1.00 35.19 C
ATOM 240 NE ARG A 34 -19.139 36.989 -0.156 1.00 34.99 N
ATOM 241 CZ ARG A 34 -19.115 38.141 0.514 1.00 35.64 C
ATOM 242 NH1 ARG A 34 -19.124 39.314 -0.136 1.00 36.01 N
ATOM 243 NH2 ARG A 34 ~19.066 38.117 1.847 1.00 35.58 N
ATOM 244 C ARG A 34 -16.129 33.990 -4.014 1.00 31.50 C
ATOM 245 0 ARG A 34 -16.818 33.780 -5.014 1.00 31.73 0
ATOM 246 N VAL A 35 -14.816 34.230 -4.083 1.00 31.20 N
ATOM 247 CA VAL A 35 -14.116 34.312 -5.376 1.00 30.76 C
ATOM 248 CB VAL A 35 -12.881 35.246 -5.314 1.00 30.82 C
ATOM 249 CG1 VAL A 35 -12.256 35.404 -6.676 1.00 30.70 C
ATOM 250 ©G2 VAL A 35 -13.296 36.608 -4.817 1.00 31.39 C
ATOM 251 C VAL A 35 -13.789 32.936 -5.994 1.00 30.92 C
ATOM 252 0 VAL A 35 -14.097 32.690 -7.172 1.00 31.25 0
ATOM 263 N LEU A 36 -13.195 32.038 -5.201 1.00 30.91 N
ATOM 254 CA LEU A 36 -12.950 30.651 -5.632 1.00 30.38 C
ATOM 255 CB LEU A 36 -12.190 29.870 -4.563 1.00 29.61 C
ATOM 256 CG LEU A 36 -10.665 29.920 -4.604 1.00 29.83 C
ATOM 257 CD1 LEU A 36 -10. 152 31.188 -3.985 1.00 30.58 C
ATOM 268 CD2 LEU A 36 -10.124 28.764 -3.838 1.00 29.69 C
ATOM 259 C LEU A 36 -14.237 29.918 -5.984 1.00 30.04 C
ATOM 260 0 LEUA 36 -14, 283 29.173 -6.959 1.00 30,20 Q
ATOM 261 N SER A 37 -15.278 30.132 -5.188 1.00 29.70 N
ATOM 262 CA SER A 37 -16.586 29.573 -5.485 1.00 30.05 C
ATOM 263 CB SER A 37 -17.641 30.243 -4.627 1,00 30.58 C
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ATOM 264 0G SER A 37 -17.904 29.459 -3.489 1.00 30.29 0
ATOM 266 C SER A 37 -16.934 29.770 -6.956 1.00 30.43 C
ATOM 266 O SER A 37 -17.090 28.805 -7.714 1.00 29.93 0
ATOM 267 N GLN A 38 -17.026 31.039 -7.343 1.00 30.97 N
ATOM 268 CA GLN A 38 -17.374 31.440 -8.700 1.00 31.05 C
ATOM 269 CB GLN A 38 -17.406 32.976 -8.795 1.00 32.13 C
ATOM 270 CG GLN A 38 —-18.304 33.636 -7.739 1.00 32.24 C
ATOM 271 CD GLN A 38 -19.777 33.304 -7.951 1.00 33.67 C
ATOM 272 OE1 GLN A 38 -20.292 33.409 -9.080 1.00 33.82 0
ATOM 273 NE2 GLN A 38 -20. 467 32.894 -6.869 1.00 32.93 N
ATOM 274 C GLN A 38 -16.395 30.860 -9.706 1.00 30.46 C
ATOM 275 0 GLN A 38 -16. 818 30.358 -10.771 1.00 30.15 0
ATOM 276 N LYS A 39 -15.100 30.930 -9.369 1.00 30.05 N
ATOM 277 CA LYS A 39 -14. 064 30.286 —10.180 1.00 30.17 C
ATOM 278 CB LYS A 39 -12.668 30.511 -9.602 1.00 30.42 C
ATOM 279 CG LYS A 39 -11.976 31.7561 -10.208 1.00 31.09 C
ATOM 280 CD LYS A 39 -10. 887 32.331 -9.315 1.00 31.88 C
ATOM 281 CE LYS A 39 -9.516 31.681 -9.541 1.00 32.42 C
ATOM 282 NZ LYS A 39 -8.748 32.338 -10.640 1.00 33.41 N
ATOM 283 C LYS A 39 -14.356 28.801 -10.418 1.00 29.94 C
ATOM 284 0 LYS A 39 14.202 28.332 -11.558 1.00 30.21 0
ATOM 285 N VAL A 40 —-14. 808 28.093 -9.368 1.00 29.47 N
ATOM 286 CA VAL A 40 -15.241 26.700 -9.455 1.00 28.70 C
ATOM 287 CB VAL A 40 -15.605 26.098 -8.059 1.00 28.47 C
ATOM 288 CG1 VAL A 40 -16.214 24.715 -8.187 1.00 27.42 C
ATOM 289 CG2 VAL A 40 -14. 404 26.037 -7.159 1.00 28.85 C
ATOM 290 C VAL A 40 -16. 469 26.618 —10.338 1.00 28.88 C
ATOM 291 0 VAL A 40 -16.482 25.906 -11.344 1.00 28.81 0
ATOM 292 N ILE A 41 -17.507 27.356 -9.974 1.00 29.01 N
ATOM 293 CA 1ILE A 41 -18.780 27.275 -10.688 1.00 28.85 C
ATOM 294 CB ILE A 41 -19.796 28.3256 -10.155 1.00 29.27 C
ATOM 295 CG1 ILE A 41 -19.820 28.345 -8.610 1.00 29.35 C
ATOM 296 CD1 ILE A 41 -20.173 27.035 -7.917 1.00 28.47 C

[0166] ATOM 297 CG2 ILE A 41 -21.209 28.111 -10.713 1.00 29.02 C
ATOM 298 C ILE A 41 —-18.590 27.362 -12.214 1.00 29.07 C
ATOM 299 0 ILEA 41 -19.343 26.734 -12.969 1.00 29.32 0
ATOM 300 N ALA A 42 -17.567 28.095 -12.658 1.00 29.16 N
ATOM 301 CA ALA A 42 -17.310 28.317 -14.090 1.00 28.69 C
ATOM 302 CB ALA A 42 -16.907 29.764 -14.342 1.00 28.64 C
ATOM 303 C ALA A 42 ~16. 242 27.395 -14.652 1.00 28,59 C
ATOM 304 0 ALAA 42 -15.882 27.497 -15.820 1.00 28.65 0
ATOM 305 N HIS A 43 -15.733 26.499 -13.825 1.00 28.45 N
ATOM 306 CA HIS A 43 ~14.589 25.674 -14.208 1.00 28.25 C
ATOM 307 CB HIS A 43 -13.858 25.267 -12.934 1.00 28.08 C
ATOM 308 CG HIS A 43 -12.523 24.658 ~13.169 1.00 27.68 C
ATOM 309 ND1 HIS A 43 -12, 367 23.353 -13.579 1.00 27.56 N
ATOM 310 CE1 HIS A 43 ~11.080 23.083 -13.696 1.00 27.73 C
ATOM 311 NE2 HIS A 43 -10.396 24.163 -13.361 1.00 27.79 N
ATOM 312 CD2 HIS A 43 -11.277 25,162 -13.021 1.00 27.87 C
ATOM 313 C HIS A 43 -15,031 24.447 ~-15.030 1.00 28.07 C
ATOM 314 0 HIS A 43 -16. 002 23.773 -14.662 1.00 28.06 0
ATOM 315 N SER A 44 -14. 334 24.156 -16.130 1.00 27.95 N
ATOM 316 CA SER A 44 -14.767 23.080 -17.048 1.00 28.01 C
ATOM 317 CB SER A 44 -13.779 22.844 -18.180 1.00 28.32 C
ATOM 318 0G SER A 44 —-13.468 24.041 -18.835 1.00 29.94 0
ATOM 319 C SERA 44 -14.930 21.752 -16.363 1.00 2B.1! C
ATOM 320 O SER A 44 -15.871 21.024 -16.641 1.00 28.37 0
ATOM 321 N GLUA 45 -13.986 21.431 -15.490 1.00 28.06 N
ATOM 322 CA GLU A 45 -13.986 20.157 -14.795 1.00 28.02 C
ATOM 323 CB GLU A 45 -12.590 19.840 -14.280 1.00 27.94 C
ATOM 324 CG GLU A 45 -11.546 19.738 -15.410 1,00 28.27 C
ATOM 325 CD GLU A 45 -11.796 18.564 -16.376 1.00 28.65 C
ATOM 326 OE1 GLU A 45 -12.425 17.542 -15.980 1.00 28.35 0
ATOM 327 OE2 GLU A 45 -11.348 18.672 -17.542 1.00 28.96 0
ATOM 328 C GLU A 45 -15.029 20.087 -13.671 1.00 28.28 C
ATOM 329 0 GLU A 45 -15.531 19.001 -13.357 1.00 28.17 0
ATOM 330 N TYRA 46 -15.368 21.222 -13.065 1.00 27.91 N
ATOM 331 CA TYR A 46 -16.535 21.229 -12.214 1.00 27.76 C
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ATOM 332 CB TYR A 46 ~16.659 22.497 -11.353 1.00 27.59 C
ATOM 333 CG TYR A 46 17.909 22.461 -10.504 1.00 27.27 C
ATOM 334 CDI TYR A 46 -18.020 21.579 -9.426 1.00 26.98 C
ATOM 335 CE1 TYR A 46 -19.170 21.529 -8.650 1.00 26.70 C
ATOM 336 CZ TYR A 46 -20.233 22.341 -8.974 1.00 27.25 C
ATOM 337 OH TYR A 46 -21.389 22,277 -8.233 1.00 27.56 0
ATOM 338 CEZ2 TYR A 46 -20.155 23.215 -10.044 1.00 27.41 C
ATOM 339 CD2 TYR A 46 ~18.997 23.270 -10.801 1.00 27.46 C
ATOM 340 C TYRA 46 -17.766 21.030 -13.100 1.00 27.98 C
ATOM 341 0 TYR A 46 -18.600 20.159 -12.835 1.00 28.26 0
ATOM 342 N GLN A 47 -17.877 21.807 -14.170 1.00 28.09 N
ATOM 343 CA GLN A 47 -19.069 21.731 -15.012 1.00 28.04 C
ATOM 344 CB GLN A 47 -18.985 22.749 -16.148 1.00 27.93 C
ATOM 345 CG GLN A 47 -19.435 24.116 -15.715 1.00 28. 12 C
ATOM 346 CD GLN A 47 -19.004 25.207 -16.675 1.00 29.62 C
ATOM 347 OEl GLN A 47 -18.473 24.946 —17.778 1.00 29.29 0
ATOM 348 NE2 GLN A 47 -19.225 26.461 -16.261 1.00 29.92 N
ATOM 349 C GLN A 47 -19.345 20.319 —-15.533 1.00 27.79 C
ATOM 350 0 GLN A 47 -20. 440 19.799 -15.351 1.00 27.66 0
ATOM 361 N LYS A 48 -18.333 19.704 -16.144 1.00 28.11 N
ATOM 362 CA LYS A 48 -18.424 18.357 -16.738 1.00 27.88 C
ATOM 353 CB LYS A 48 -17.168 18.063 —17.580 1.00 27.86 C
ATOM 354 CG LYS A 48 -16.980 19.055 —18.756 1.00 28,32 C
ATOM 355 CD LYS A 48 -15.677 18.814 -19.529 1.00 28.63 C
ATOM 356 CE LYS A 48 -15.165 20.102 -20.209 1.00 29.11 C
ATOM 357 NZ LYS A 48 -15.333 20.238 -21.705 1.00 28.63 N
ATOM 358 C LYS A 48 -18.690 17.207 -15.757 1.00 27.78 C
ATOM 359 0 LYS A 48 -19. 247 16.192 -16.140 1.00 27.80 0
ATOM 360 N SER A 49 -18.328 17.372 —14.489 1.00 28.24 N
ATOM 361 CA SER A 49 -18.304 16.240 -13.553 1.00 27.62 C
ATOM 362 CB SER A 49 -17.172 16.395 -12.531 1.00 27.65 C
ATOM 363 0G SER A 49 -17.633 17.077 —11.372 1.00 28. 14 0
ATOM 364 C SER A 49 -19.640 15.932 -12.862 1.00 27.41 C
[0167] ATOM 365 0 SER A 49 -20.478 16.807 -12.666 1.00 27.27 0
ATOM 366 N LYS A 50 -19.801 14.668 —12.477 1.00 27.67 N
ATOM 367 CA LYS A 50 -21.069 14,142 -12.002 1.00 27.32 C
ATOM 368 CB LYS A 50 -21.541 13.041 -12.953 1.00 27.62 C
ATOM 369 CG LYS A 50 -21.688 13.570 -14.393 1.00 28.12 C
ATOM 370 CD LYS A 50 -21.538 12.509 -15.495 1.00 28.41 C
ATOM 371 CE LYS A 50 -21.719 13.158 -16.882 1.00 28.76 C
ATOM 372 NZ LYS A 50 -20.510 13.929 —-17.307 1.00 28. 24 N
ATOM 373 C LYS A 50 -20.942 13.642 —-10.573 1.00 27.51 C
ATOM 374 0 LYS A 50 -21.699 14.074 -9.684 1.00 27.91 0
ATOM 375 N ARG A 51 -19.985 12.744 —-10.328 1.00 27,35 N
ATOM 376 CA ARG A 51 -19.772 12.245 -8.960 1.00 27,07 C
ATOM 377 CB ARG A 51 -19.586 10.726 -8.940 1.00 26.87 C
ATOM 378 CG ARG A 51 -20.591 9.980 -9.839 1.00 26.65 C
ATOM 379 CD ARG A 51 -20.201 8.523 -10.116 1.00 26.31 C
ATOM 380 NE ARG A 51 -19.779 7.843 -8.902 1.00 26.34 N
ATOM 381 CZ ARG A 51 -20.607 7.346 -7.991 1.00 26.62 C
ATOM 382 NH1 ARG A 51 -21.925 7.414 -8.155 1.00 26.60 N
ATOM 383 NHZ ARG A 51 -20.111 6.766 -6.910 1.00 27.16 N
ATOM 384 C ARG A 51 -18.582 12.994 -8.390 1.00 26.57 C
ATOM 385 0 ARG A 51 -17.482 12.899 -8.918 1.00 26.34 0
ATOM 386 N ILE A 52 -18.854 13.765 -7.335 1.00 26.65 N
ATOM 387 CA ILE A 52 -17.944 14.741 -6.758 1.00 26.08 C
ATOM 388 CB ILE A 52 -18.542 16.178 -6.846 1.00 26.42 C
ATOM 389 CG! ILE A 52 -18.378 16.708 -8.289 1.00 26.82 C
ATOM 390 CD1 ILE A 52 -18.391 18.182 -8.458 1.00 26.59 C
ATOM 391 CGZ ILE A 52 -17.920 17.128 -5.801 1.00 26.09 C
ATOM 392 C ILEA 52 -17.664 14.428 -5.315 1.00 26.16 C
ATOM 393 0 ILE A 52 -18.576 14.121 -4.564 1.00 26.50 0
ATOM 394 N SER A 53 -16.397 14.504 -4.932 1.00 26.20 N
ATOM 395 CA SER A 53 -16.022 14.511 -3.526 1.00 26.25 C
ATOM 396 CB SER A 53 -14.900 13.511 -3.256 1.00 26.27 C
ATOM 397 0G SER A 53 -14.312 13.767 -1.986 1.00 25. 88 Q
ATOM 398 C SER A 53 -15.580 15.915 -3.096 1.00 26.06 C
ATOM 399 0 SER A 53 -14.765 16.546 -3.774 1.00 26.18 0
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ATOM 400 N ILE A 54 -16.104 16.374 -1.957 1.00 25,98 N
ATOM 401 CA ILE A 54 -15.851 17.711 -1.436 1.00 25,92 C
ATOM 402 CB ILE A 54 -16.909 18.731 -1.938 1.00 25.83 C
ATOM 403 CG1 ILE A 54 -16.365 20.167 -1.826 1.00 25.95 C
ATOM 404 CD1 ILE A 54 -17.336 21.243 -2.164 1.00 26.28 C
ATOM 405 CG2 ILE A 54 -18.270 18.513 -1.259 1.00 25.47 C
ATOM 406 C ILE A 54 ~15.820 17.674 0.088 1.00 26.12 C
ATOM 407 O ILE A 54 -16.475 16.831 0.705 1.00 26.62 0
ATOM 408 N PHE A 55 -15.051 18.580 0.696 1.00 26.74 N
ATOM 409 CA PHE A 55 ~14.819 18.567 2.140 1.00 26.70 C
ATOM 410 CB PHE A 55 -13.328 18.793 2.475 1.00 26.78 C
ATOM 411 CG PHE A 55 -12.760 20.074 1.921 1.00 27.16 C
ATOM 412 CD1 PHE A 55 -12.763 21.241 2.673 1.00 27.63 C
ATOM 413 CEl PHE A 55 -12.239 22.424 2.146 1.00 27.61 C
ATOM 414 CZ PHE A 55 -11.705 22.442 0.869 1.00 27.12 C
ATOM 415 CE2 PHE A 55 -11.678 21.290 0.123 1.00 26.99 C
ATOM 416 CDZ PHE A 55 -12.211 20.114 0.645 1.00 27.30 C
ATOM 417 C PHE A 55 ~-15.647 19.645 2.780 1.00 26.95 C
ATOM 418 0 PHE A 55 -16.075 20.586 2.103 1.00 26,75 0
ATOM 419 N LEU A 56 -15.850 19.495 4.091 1.00 27.23 N
ATOM 420 CA LEU A 56 -16.580 20.452 4.909 1.00 27.61 C
ATOM 421 CB LEU A 56 -17.526 19.721 5.853 1.00 27.99 C
ATOM 422 CG LEU A 56 -18.479 18.709 5.203 1.00 27.60 C
ATOM 423 CD1 LEU A 56 -19.196 17.912 6.268 1.00 27.93 C
ATOM 424 CD2 LEU A 56 -19.497 19.394 4.258 1.00 27.87 C
ATOM 425 C LEU A 56 -15.588 21.329 5.677 1.00 28,42 C
ATOM 426 0 LEU A 56 -14.840 20.870 6.555 1.00 28.90 0
ATOM 427 N SER A 57 -15.590 22,606 5.333 1.00 28.96 N
ATOM 428 CA SER A 57 -14.499 23.509 5.676 1.00 29.45 C
ATOM 429 CB SER A 57 -14.702 24.813 4.916 1.00 29.31 C
ATOM 430 OG SER A 57 -15.031 24.500 3.576 1.00 28.72 0
ATOM 431 C SER A 57 -14.291 23.777 7.170 1.00 30.18 C
ATOM 432 0 SER A 57 -15.226 24.127 7.883 1.00 30.14 0
[0168] ATOM 433 N MET A 58 -13.052 23.599 7.625 1.00 30.31 N
ATOM 434 CA MET A 58 -12.621 24.070 8.930 1.00 30.43 C
ATOM 435 CB MET A 58 -11.411 23.293 9,388 1.00 30.66 C
ATOM 436 CG MET A 538 -11.514 21.833 9.106 1.00 30.99 C
ATOM 437 SD MET A 58 -10.311 20.951 10.083 1.00 32.56 S
ATOM 438 CE MET A 58 -10.504 19.272 9.485 1.00 33.09 C
ATOM 439 C MET A 58 -12.221 25.514 8,747 1.00 31.57 C
ATOM 440 O MET A 58 -12.057 25.977 7.608 1.00 31.88 0
ATOM 441 N GLN A 59 -12.022 26.221 9.854 1.00 31.90 N
ATOM 442 CA GLN A 59 -11.805 27.673 9.813 1.00 32.09 C
ATOM 443 CB GLN A 59 -11.845 28.263 11.222 1.00 33.00 C
ATOM 444 CG GLN A 59 -13.067 27.823 12.045 1.00 33.63 C
ATOM 445 CD GLN A 59 -14.387 27.994 11.299 1.00 34.47 C
ATOM 446 OE1 GLN A 59 -14.460 28.698 10.276 1.00 34.55 0
ATOM 447 NE2 GLN A 59 -15.441 27.349 11.807 1.00 35.14 N
ATOM 448 C GLN A 59 -~10.558 28,133 9.067 1.00 32.41 C
ATOM 449 0 GLN A 59 -10.509 29.263 8.553 1.00 33.14 0]
ATOM 450 N ASP A 60 -9.552 27.273 8.988 1.00 31.84 N
ATOM 451 CA ASP A 60 -8.364 27.612 8.215 1.00 31.55 C
ATOM 452 CB ASP A 60 -7.099 27.130 8.928 1.00 31.59 C
ATOM 453 CG ASP A 60 -7.101 25.627 9.179 1.00 32.30 C
ATOM 454 OD1 ASP A 60 -8.190 25.007 9.234 1.00 31.90 0
ATOM 455 0OD2 ASP A 60 -5.997 25.062 9.331 1.00 33.54 0
ATOM 456 C ASP A 60 -8.447 27.025 6.806 1.00 31.51 C
ATOM 457 0 ASP A 60 ~7.422 26.646 6.226 1.00 32.08 0
ATOM 458 N GLU A 61 -9.657 26.939 6.259 1.00 30. 88 N
ATOM 459 CA GLU A 61 -9.866 26.441 4.895 1.00 30.47 C
ATOM 460 CB GLU A 61 -10.314 24.987 4.912 1.00 30.17 C
ATOM 461 CG GLU A 61 -9.301 24.021 5.461 1.00 30.76 C
ATOM 462 CD GLU A 61 9.804 22.595 5.530 1.00 30.29 C
ATOM 463 OE1 GLU A 61 -10.971 22.366 5.941 1.00 29. 60 0
ATOM 464 OE2 GLU A 61 -8.999 21.706 5.174 1.00 30.47 0
ATOM 465 C GLU A 61 -10.923 27.229 4.139 1.00 30.95 C
ATOM 466 0 GLU A 61 -11.970 27.594 4.696 1.00 31.64 0
ATOM 467 N ILE A 62 -10.660 27.473 2.861 1.00 30.40 N
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ATOM 468 CA ILE A 62 -11.701 27.889 1.924 1.00 30.11 C
ATOM 469 CB ILE A 62 -11.276 27.508 0.485 1.00 29.78 C
ATOM 470 CG! ILE A 62 -10.213 28.502 -0.025 1.00 29.67 C
ATOM 471 CD1 ILE A 62 -10.669 29.926 -0.184 1.00 29.54 C
ATOM 472 CG2 ILE A 62 -12.494 27.330 -0.458 1.00 29.50 C
ATOM 473 C ILE A 62 -13.074 27.278  2.292 1.00 29.91 C
ATOM 474 0 ILE A 62 -13.174 26.066 2.555 1.00 29.27 0
ATOM 475 N GLU A 63 -14.107 28.128 2.345 1.00 30.38 N
ATOM 476 CA GLU A 63 -15.480 27.688 2.676 1.00 29.89 C
ATOM 477 CB GLU A 63 -16.286 28.819 3.354 1.00 29.71 C
ATOM 478 CG GLU A 63 -17.794 28.529 3.680 1.00 29.86 C
ATOM 479 CD GLU A 63 -18.051 27.481 4.791 1.00 30.27 C
ATOM 480 OE1 GLU A 63 ~17.977 27.806 6.012 1.00 29.77 0
ATOM 481 OE2 GLU A 63 -18.367 26.319 4.417 1.00 30.09 0
ATOM 482 C GLU A 63 -16.169 27.120 1.426 1.00 29.55 C
ATOM 483 0 GLU A 63 -16.422 27.840 0.455 1.00 29.98 0
ATOM 484 N THR A 64 -16.448 25.816 1.460 1.00 29.16 N
ATOM 485 CA THR A 64 -17.068 25.093 0.346 1.00 28.19 c
ATOM 486 CB THR A 64 -16.592 23.635 0.306 1.00 27.47 C
ATOM 487 0G1 THR A 64 -16.811 23.027 1.584 1.00 27.75 0
ATOM 488 CG2 THR A 64 -15,129 23.564 0.0565 1.00 27.51 C
ATOM 489 C THR A 64 -18.597 25.075 0.366 1.00 28.06 C
ATOM 490 0 THR A 64 —-19.207 24.401 -0.452 1.00 28.13 0
ATOM 491 N GLU A 65 -19.209 25.807 1.293 1.00 28.61 N
ATOM 492 CA GLU A 65 -20.659 25.759 1.510 1.00 28.80 C
ATOM 493 CB GLU A 65 -21.040 26.707 2.645 1.00 29.59 C
ATOM 494 CG GLU A 65 -22.538 26.939 2.868 1.00 31.08 C
ATOM 495 CD GLU A 65 -22.807 28.039 3.915 1.00 33.08 C
ATOM 496 OEl GLU A 65 —-22.830 27.744 5.153 1.00 32.55 0
ATOM 497 OE2 GLU A 65 -22,987 29.206 3.475 1.00 33.82 0
ATOM 498 C GLU A 65 -21.449 26.115 0.258 1.00 29.09 C
ATOM 499 0 GLU A 65 -22.403 25.425 -0.112 1.00 29.06 0
ATOM 500 N GLU A 66 -21.048 27.205 -0.380 1.00 28.93 N
[0169] ATOM 501 CA GLU A 66 -21.706 27.678 -1.573 1.00 28.99 C
ATOM 502 CB GLU A 66 -21.058 29.002 -1.966 1.00 30.04 C
ATOM 503 CG GLU A 66 ~21.617 29.730 -3.175 1.00 30.94 C
ATOM 504 CD GLU A 66 -21.016 31.123 -3.298 1.00 32.10 C
ATOM 505 OEl1 GLU A 66 -20.993 31.848 -2.281 1.00 32.30 0
ATOM 506 OE2 GLU A 66 -20. 558 31.488 —4.404 1.00 32.85 0
ATOM 507 C GLU A 66 -21.620 26.631 -2.707 1.00 28.52 C
ATOM 508 0 GLU A 66 -22.623 26.314 -3.353 1.00 28.33 0
ATOM 509 N ILE A 67 -20.418 26.097 -2.921 1.00 28.34 N
ATOM 510 CA ILE A 67 -20.153 25.098 -3.950 1.00 27.90 C
ATOM 511 CB ILE A 67 -18.667 24.725 -3.960 1.00 27.89 C
ATOM 512 CG1 ILE A 67 -17.852 25.931 -4.458 1.00 28.06 C
ATOM 513 CD1 ILE A 67 -16. 397 25.877 -4.098 1.00 27.92 C
ATOM 514 CG2 ILE A 67 -18.410 23.460 -4.817 1.00 27.45 C
ATOM 515 C ILE A 67 -21.027 23.869 -3.744 1.00 27.79 C
ATOM 516 0 ILE A 67 -21.636 23.371 -4.690 1.00 27.65 0
ATOM 517 N ILE A 68 -21.095 23.406 -2.497 1.00 27.89 N
ATOM 518 CA ILE A 68 -22.016 22.358 -2.082 1.00 27.29 C
ATOM 519 CB ILE A 68 -21.897 22.049 -0.557 1.00 27.40 C
ATOM 520 CGl1 ILE A 68 -20.658 21.187 -0.293 1.00 27.04 C
ATOM 521 CD1 ILE A 68 -20.064 21.319 1.069 1,00 26.82 C
ATOM 522 CG2 ILE A 68 -23.117 21.302 -0.022 1.00 27.64 C
ATOM 523 C ILE A 68 -23.431 22.711 -2.512 1.00 27.59 C
ATOM 524 0 ILE A &8 -24,088 21.901 -3.148 1.00 28.10 0
ATOM 526 N LYS A 69 -23.903 23.918 -2.222 1.00 27.76 N
ATOM 526 CA LYS A 69 -25.269 24.267 -2.623 1.00 27.77 C
ATOM 527 CB LYS A 69 -25.669 25,662 -2.123 1.00 28.58 C
ATOM 528 CG LYS A 69 -25.483 25.786 -0.573 1.00 30.36 C
ATOM 529 CD LYS A 69 -26.156 27.000 0.115 1.00 30.68 C
ATOM 530 CE LYS A 69 -26.509 26.629 1.566 1.00 31.88 C
ATOM 531 NZ LYS A 69 -26.957 27.822 2.367 1.00 34.39 N
ATOM 532 C LYS A 69 -25.419 24.097 -4.137 1.00 28.04 C
ATOM 533 0 LYS A 69 -26.394 23.516 -4.595 1.00 28.45 0
ATOM 53¢ N ASP A 70 —-24.406 24.534 -4.894 1.00 28.35 N
ATOM 535 CA ASP A 70 -24.409 24.467 -6.363 1.00 27.92 C
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ATOM 536 CB ASP A 70 -23.300 25.332 -6.947 1.00 27.82 C
ATOM 537 CG ASP A 70 -23.440 25.502 -8.458 1.00 28.72 C
ATOM 538 OD1 ASP A 70 —24. 254 26.355 -8.883 1.00 29.18 0
ATOM 539 0DZ ASP A 70 -22.763 24.776 -9.222 1.00 28.32 0
ATOM 540 C ASP A 70 -24.262 23.051 -6.917 1.00 27.93 C
ATOM 541 O ASP A 70 -24.648 22,775 -8.054 1.00 27.58 0
ATOM 542 N ILEA 71 -23.669 22,179 -6.100 1.00 28.00 N
ATOM 543 CA ILE A 71 -23.446 20.789 -6.436 1.00 27.56 C
ATOM 544 CB ILE A 71 -22.529 20.103 -5,388 1.00 27.12 C
ATOM 545 CG1 ILE A 71 -21.069 20.348 -5.761 1.00 26.80 C
ATOM 546 CD1 ILE A 71 -20.088 19.638 -4.915 1.00 26.41 C
ATOM 547 CG2 ILE A 71 -22.798 18.591 -5.280 1.00 27.31 C
ATOM 548 C ILEA 71 -24.788 20.114 -6.556 1.00 27.71 C
ATOM 549 0 ILEA 71 -25.009 19.348 -7.506 1.00 27.64 0
ATOM 550 N PHE A 72 -25.684 20.430 -5.614 1.00 27.656 N
ATOM 551 CA PHE A 72 -26.982 19.747 -5.515 1.00 28.01 C
ATOM 552 CB PHE A 72 -27.546 19.804 —4.086 1.00 28.22 C
ATOM 553 CG PHE A 72 -26.994 18.743 -3.176 1.00 28.46 C
ATOM 554 CD1 PHE A 72 -27.295 17.392 -3,386 1.00 28.36 C
ATOM 555 CEl PHE A 72 -26.781 16.418 -2,549 1.00 28.56 C
ATOM 556 CZ PHE A 72 ~25.946 16.789 -1.479 1.00 28.55 C
ATOM 557 CE2 PHE A 72 -25.641 18.118 -1.266 1.00 28.29 C
ATOM 558 (D2 PHE A 72 -26.163 19.087 -2.116 1.00 28.43 C
ATOM 559 C PHE A 72 -27.998 20.259 -6.536 1.00 27.77 C
ATOM 560 0 PHE A 72 -28.725 19.457 -7.168 1.00 27.47 0
ATOM - 561 N GLN A 73 -28.037 21.589 —6.680 1.00 27.78 N
ATOM 562 CA GLN A 73 -28.827 22,281 -7.713 1.00 27.88 C
ATOM 563 CB GLN A 73 ~28.361 23.712 -7.835 1.00 27.98 C
ATOM 564 CG GLN A 73 -29.114 24.708 -7.041 1.00 28.38 C
ATOM 565 CD GLN A 73 -28.362 25.977 -7.030 1.00 28.56 C
ATOM 566 OEl GLN A 73 -27.856 26.419 -8,072 1.00 28.12 0
ATOM 567 NE2 GLN A 73 -28.226 26.568 -5.850 1.00 28.49 N
ATOM 568 C GLN A 73 -28.665 21.720 -9.105 1.00 27.81 C
[0170] ATOM 569 0 GLN A 73 -29.570 21.855 -9.939 1.00 28.37 0
ATOM 570 N ARG A 74 -27.492 21.140 -9.349 1.00 27.47 N
ATOM 571 CA ARG A 74 -27.141 20.597 -10.635 1.00 27.37 C
ATOM 572 CB ARG A 74 -25.761 21.099 -11.021 1.00 27.42 C
ATOM 573 CG ARG A 74 -25.741 22.590 -11.139 1.00 28.02 C
ATOM 574 CD ARG A 74 -24.562 23.103 -11.933 1.00 28.13 C
ATOM 575 NE ARG A 74 -24.698 24.547 —12.028 1.00 29. 20 N
ATOM 576 CZ ARG A 74 -23.724 25.402 —12.315 1.00 29.76 C
ATOM 577 NH1 ARG A 74 -22.478 24.972 -12.569 1.00 30.08 N
ATOM 578 NH2 ARG A 74 -24.001 26.705 —-12.334 1.00 28.97 N
ATOM 579 C ARG A 74 -27.191 19.076 -10.657 1.00 27.53 C
ATOM 580 0 ARG A 74 -26.572 18.445 -11.522 1.00 27.64 0
ATOM 581 N GLY A 75 -27.925 18.497 -9.705 1.00 27.63 N
ATOM 582 CA GLY A 75 -28.109 17.049 -9.598 1.00 27.44 C
ATOM 583 C GLY A 75 -26.844 16.250 -9.806 1.00 27.61 C
ATOM 584 0 GLY A 75 -26.830 15.298 -10.588 1.00 27,61 0
ATOM 585 N LYS A 76 -25.768 16.674 -9.146 1.00 27.52 N
ATOM 586 CA LYS A 76 -24,506 15.934 -9.086 1.00 27.30 C
ATOM 587 CB LYS A 76 -23.339 16.903 -8.895 1.00 27.29 C
ATOM 588 CG LYS A 76 -22.978 17.710 -10.124 1.00 27.36 C
ATOM 589 CD LYS A 76 -21.589 18.299 -10.000 1.00 27.11 C
ATOM 590 CE LYS A 76 -21.376 19.419 -11.011 1.00 27.07 C
ATOM 591 NZ LYS A 76 -21.672 18.967 -12.406 1.00 27.49 N
ATOM 592 C LYS A 76 -24.543 15.000 -7.878 1.00 27.62 C
ATOM 593 0 LYS A 76 -25.218 15.316 -6.880 1.00 27.38 0
ATOM 594 N ILE A 77 -23.819 13.874 -7.944 1.00 27.20 N
ATOM 595 CA ILE A 77 -23.788 12,930 -6.819 1.00 27.15 C
ATOM 596 CB ILE A 77 -23.496 11.464 -7.250 1.00 27.46 C
ATOM 597 CG1 ILE A 77 -24.073 11.139 -8.648 1.00 27.43 C
ATOM 598 CD1 ILE A 77 -25.618 11.183 -8.785 1.00 27.38 C
ATOM 599 CGZ ILE A 77 -23.945 10.492 -6.153 1.00 27.20 C
ATOM 600 C ILE A 77 -22.702 13.388 -5.862 1.00 27.15 C
ATOM 601 O ILE A 77 -21.515 13.210 -6.150 1.00 27.33 0
ATOM 602 N CYS A 78 -23.103 13.980 -4.741 1.00 26. 86 N
ATOM 603 CA CYS A 78 -22.152 14.582 -3.806 1.00 26.97 C
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ATOM 604 CB CYS A 78 -22.816 15.754 -3,107 1.00 26.95 C
ATOM 605 SG CYS A 78 -21.682 16.619 -2.060 1.00 26.20 S
ATOM 606 C CYS A 78 -21.584 13.589 -2.752 1.00 26.97 C
ATOM 607 0 CYS A 78 -22.337 12.787 -2.195 1.00 27.11 0
ATOM 608 N PHE A 79 -20.271 13.648 -2.492 1.00 26.78 N
ATOM 609 CA PHE A 79 -19.584 12.792 -1.489 1.00 26.43 C
ATOM 610 CB PHE A 79 -18.696 11.708 -2.135 1.00 26.38 C
ATOM 611 CG PHE A 79 -19.446 10.736 -3.005 1.00 26.71 C
ATOM 612 CDl PHE A 79 -19.810 9.490 -2.524 1.00 26.90 C
ATOM 613 CE1 PHE A 79 -20.510 8.601 -3.318 1.00 26.74 C
ATOM 614 CZ PHE A 79 -20.860 8.947 -4.604 1.00 26.84 C
ATOM 615 CE2 PHE A 79 -20.519 10.185 -5.098 1.00 26.79 C
ATOM 616 CD2 PHE A 79 -19.812 11.075 —4.301 1.00 26.68 C
ATOM 617 C PHE A 79 -18.730 13.610 -0.527 1.00 25.89 C
ATOM 618 0 PHE A 79 -18.146 14.635 -0.898 1.00 25.43 0
ATOM 619 N ILE A 80 -18.666 13.145 0.716 1.00 26.27 N
ATOM 620 CA ILE A 80 -17.835 13.803 1.709 1.00 26.68 C
ATOM 621 CB ILE A 80 -18.661 14.699 2.692 1.00 26.44 C
ATOM 622 CGl ILE A 80 -19.715 13.872 3.432 1.00 26.43 C
ATOM 623 (D1 ILE A 80 -20.048 14.394 4,796 1.00 26.34 C
ATOM 624 CG2 ILE A 80 -19.288 15.895 1,948 1.00 26.11 C
ATOM 625 C ILE A 80 -16.984 12.777 2.459 1.00 26.79 C
ATOM 626 0 ILE A 80 -17.442 11.6565 2,687 1.00 26.99 0
ATOM 627 N PRO A 81 -15.745 13.152 2.842 1.00 26.62 N
ATOM 628 CA PRO A 81 -14. 846 12.304 3.628 1.00 26.85 C
ATOM 629 CB PRO A 81 -13.865 13.310 4.219 1.00 26.51 C
ATOM 630 CG PRO A 8l ~-13.807 14.384 3.262 1.00 26.52 C
ATOM 631 CD PRO A 81 -15.186 14.502 2.656 1.00 26.48 C
ATOM 632 C PRO A 81 -15.512 11.635 4.808 1.00 26.97 C
ATOM 633 0 PRO A 8l -16. 350 12. 241 5.456 1.00 26.86 0
ATOM 634 N ARG A 82 -15.128 10.403 5.103 1.00 27.21 N
ATOM 635 CA ARG A 82 -15.371 9.859 6.434 1.00 27.59 C
ATOM 636 CB ARG A 82 -16.552 8.869 6,435 1.00 27.60 C
[0171] ATOM 637 CG ARG A 82 -17.011 8.432 7.843 1.00 27.73 C
ATOM 638 CD ARG A 82 -17.858 7.195 7.809 1.00 27.23 C
ATOM 639 NE ARG A 82 -17.138 6.140 7.121 1.00 27.28 N
ATOM 640 CZ ARG A 82 -17.682 5.232 6.327 1.00 27.44 C
ATOM 641 NH1 ARG A 82 -18.989 5.225 6.057 1.00 27.59 N
ATOM 642 NH2 ARG A 82 -16.887 4.335 5.768 1.00 28.40 N
ATOM 643 C ARG A 82 ~14.088 9.208 6.895 1.00 27.66 C
ATOM 644 O ARG A 82 -13.807 8.086 6.509 1.00 28.02 0
ATOM 645 N TYR A 83 -13.297 9.931 7.687 1.00 28.07 N
ATOM 646 CA TYR A 83 -11.960 9.459 8.091 1.00 29.07 C
ATOM 647 CB TYR A 83 -10.961 10.627 8,209 1.00 29.60 C
ATOM 648 CG TYR A 83 -11,147 11.538 9.413 1.00 29,92 C
ATOM 649 CD1 TYR A 83 -11.920 12,701 9.323 1.00 30.02 C
ATOM 650 CE1 TYR A 83 -12.099 13.557 10.433 1.00 29.91 C
ATOM 651 CZ TYR A 83 -11.495 13.247 11.642 1.00 30.67 C
ATOM 652 OH TYR A 83 -11.671 14.089 12.720 1.00 31.74 0
ATOM 653 CE2 TYR A 83 -10.705 12.103 11.760 1.00 30.51 C
ATOM 654 CD2 TYR A 83 -10.524 11.262 10.637 1.00 30.41 C
ATOM 655 C TYR A 83 -11.998 8.635 9.377 1.00 30.04 C
ATOM 656 0 TYR A 83 -12.925 8.769 10.177 1.00 30.55 0
ATOM 657 N ARG A 84 -11.011  7.775 9.587 1.00 30.51 N
ATOM 658 CA ARG A 84 -10.921 7.039 10.843 1.00 31.33 C
ATOM 659 CB ARG A 84 -10.819 5.538 10.576 1.00 31.86 C
ATOM 660 CG ARG A 84 -11.788 5.026 9.482 1.00 31.94 C
ATOM 661 CD ARG A 84 -12.381 3.657 9.829 1.00 32.54 C
ATOM 662 NE ARG A 84 -11.380 2.807 10.471 1.00 33.41 N
ATOM 663 CZ ARG A 84 -11.653 1.726 11.188 1.00 33.88 C
ATOM 664 NHI ARG A 84 -12.918 1.346 11.366 1.00 34.18 N
ATOM 665 NH2 ARG A 84 -10.654 1.032 11.727 1.00 33.68 N
ATOM 666 C ARG A 84 -9.715 7.541 11.638 1.00 32.10 C
ATOM 667 O ARG A 84 -8.658 7.794 11.068 1.00 32.12 0
ATOM 668 N PHE A 85 -9.857 7.695 12.948 1.00 32.82 N
ATOM 669 CA PHE A 85 -8.738 8.240 13.728 1.00 33.86 C
ATOM 670 CB PHE A 85 -9.232 8.985 14.985 1.00 34.50 C
ATOM 671 CG PHE A 85 -9.619 8.076 16.154 1.00 35.66 C
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ATOM 740 CG2 VAL A 93 -19. 608 9, 568 3.996 1.00 27.39 C
ATOM 741 C VAL A 93 -20. 525 9, 827 1.174 1.00 26.97 C
ATOM 742 0O VAL A 93 -20. 379 11.034 1.386 1.00 27.02 0
ATOM 743 N ARG A 94 -21. 585 9.319 0.555 1.00 27.55 N
ATOM 744 CA ARG A 94 -22.564 10.124 -~0.163 1.00 27.77 C
ATOM 745 CB ARG A 9 -23. 365 9,220 -1.110 1.00 27.81 C
ATOM 746 CG ARG A 94 -24. 349 9.956 -2.013 1.00 27.78 C
ATOM 747 CD ARG A 94 -25.372 9.012 -2.576 1.00 27.95 C
ATOM 748 NE ARG A 94  -26.199 9. 656 -3 586 1.00 2897 N
ATOM 749 CZ ARG A 94 -26. 766 9.009 -4.609 1.00 29.95 C
ATOM 750 NH1 ARG A 94 -26. 588 7.697 -4.767 1.00 29.79 N
ATOM 751 NHZ2 ARG A 94 -27. 503 9.670 -5.492 1.00 29.24 N
ATOM 752 C ARG A 94 -23.513 10. 870 0.766 1.00 28.08 C
ATOM 753 0 ARG A 94 -24.056 10.274 1.695 1.00 28.69 0
ATOM 754 N ILE A 95 -23.720 12.163 0.509 1.00 27.95 N
ATOM 755 CA ILE A 95 24.779 12.912 1.179 1.00 28.57 C
ATOM 756 CB ILE A 95 -24.248 14, 165 1.918 1.00 28.35 C
ATOM 757 CG1 ILE A 95 -23,.522 15.102 0.949 1.00 28.30 C
ATOM 758 (CD1 ILE A 95 -23.292 16.509 1.491 1.00 27.85 C
ATOM 759 CG2 ILE A 95 -23.347 13.752 3.052 1.00 27.59 C
ATOM 760 C ILE A 95 -25.948 13.228 0.220 1.00 28.89 C
ATOM 761 O ILE A 95 -25.774 13.321 -0.993 1.00 28.78 0
ATOM 762 N GLU A 96 -27.147 13.379 0.767 1.00 29.74 N
ATOM 763 CA GLU A 96 -28.355 13.439 -0.067 1.00 30.37 C
ATOM 764 CB GLU A 96 -29. 368 12.422 0.439 1.00 31.54 C
ATOM 765 CG GLU A 96 -28.800 11.013 0.592 1.00 31.85 C
ATOM 766 CD GLU A 96 -29, 429 9.999 -0.355 1.00 32.51 C
ATOM 767 OEl1 GLU A 96 -30.535 10.271 -0.891 1.00 32.14 0
ATOM 768 OE2 GLU A 96 —-28. 815 8.912 -0.531 1.00 33.07 0
ATOM 769 C GLU A 96 -29.014 14.827 -0.203 1.00 30.37 C
ATOM 770 O GLU A 96 -29.668 15.089 -1.209 1.00 30.17 0
ATOM 771 N SER A 97 -28. 852 15.691 0.804 1.00 30.1¢9 N
ATOM 772 CA SER A 97 -29.165 17.120 0.693 1.00 29.86 C

[0173] ATOM 773 CB SER A 97 -30.605 17.404 1.172 1.00 30.79 C
ATOM 774 0OG SER A 97 -30. 857 16.928 2.483 1.00 31.10 0
ATOM 775 C SER A 97 -28.121 17.929 1.478 1.00 29.68 C
ATOM 776 O SER A 97 -27.379 17. 340 2.240 1.00 29.83 0
ATOM 777 N PRO A 98 -28.031 19. 269 1.280 1.00 30.03 N
ATOM 778 CA PRO A 98 -27.098 20.033 2.135 1.00 30.07 C
ATOM 779 CB PRO A 98 -27.131 21. 447 1.535 1.00 29.64 C
ATOM 780 CG PRO A 98 -27.581 21,266 0.158 1.00 29.79 C
ATOM 781 CD PRO A 98 -28.561 20.115 0.192 1.00 30.08 C
ATOM 782 C PROA 98  -27 566 20.102 3.586 1.00 30.57 ¢
ATOM 783 O PRO A 98 -26. 761 20. 343 4,480 1.00 30.55 0
ATOM 784 N GLUA 99  —-28.865 19.902 3.797 1.00 30.88 N
ATOM 785 CA GLU A 99 -29, 485 20. 007 5.108 1.00 30.62 C
ATOM 786 CB CLU A 99  -31.011 19.896 4.999 1.00 31.53 ¢
ATOM 787 CG GLU A 99 -31.710 21.112 4.375 1.00 31.74 C
ATOM 788 CD GLU A 99 -31.777 21.049 2,853 1,00 31.79 C
ATOM 789 OFE1 GLU A 99 -32.508 20.169 2.318 1.00 31.92 0
ATOM 790 OE2 GLU A 99 -31,101 21.890 2.200 1.00 31.40 0
ATOM 791 C GLU A 99 -28.967 18.903 5.998 1.00 31.02 C
ATOM 792 O GLU A 99 -28.753 19.108 7.202 1.00 31.69 0
ATOM 793 N GLU A 100 -28.757 17.732 5.397 1.00 30.69 N
ATOM 794 CA GLU A 100 -28.190 16. 584 6.094 1,00 30.97 C
ATOM 795 CB GLU A 100 -27.996 15.437 5.114 1,00 31.06 C
ATOM 796 CG GLU A 100 -27.822 14.071 5.752 1.00 31.26 C
ATOM 797 CD GLU A 100 -27.386 13.019 4,740 1.00 31.37 C
ATOM 798 OE1 GLU A 100 -27.580 13.232 3.513 1.00 30.92 6}
ATOM 799 OE2 GLU A 100 —-26. 832 11.981 5.172 1,00 31.48 0
ATOM 800 C GLU A 100 -26.864 16.911 6.783 1.00 30.66 C
ATOM 801 O GLU A 100 -26. 543 16. 314 7.810 1.00 31.05 0
ATOM 802 N ILE A 101 -26. 105 17.854 6.226 1.00 30.07 N
ATOM 803 CA ILE A 101 -24.821 18. 250 6.801 1.00 30.43 C
ATOM 804 CB ILE A 101 -24.113 19. 345 5.946 1.00 30. 14 C
ATOM 805 CG1 ILE A 101 -23.517 18. 717 4.695 1.00 28.93 C
ATOM 806 CD1 ILE A 101 -23.046 19. 731 3.716 1.00 28.89 C
ATOM 807 CG2 ILE A 101 -23.014 20.088 6.755 1.00 30.24 C
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ATOM 808 C ILE A 101 -24. 959 18.703 8.262 1.00 30.76 C
ATOM 809 O ILE A 101 24. 064 18.453 9.102 1.00 30.10 0
ATOM 810 N SER A 102 -26.090 19, 342 8.556 1.00 30.86 N
ATOM 811 CA SER A 102 -26.314 19,955 9.863 1.00 30.64 C
ATOM 812 CB SER A 102 -27.306 21.107 9.737 1.00 31.01 C
ATOM 813 0OG SER A 102 -27. 006 21. 885 8.585 1.00 31.57 0
ATOM 814 C SER A 102 -26.823 18.983 10.897 1.00 30.44 C
ATOM 815 O SER A 102 -26.952 19.344 12.059 1.00 31.04 (0]
ATOM 816 N LEU A 103 -27.141 17.763 10.478 1.00 30.46 N
ATOM 817 CA LEU A 103 -27.640 16.742 11.397 1.00 30.53 C
ATOM 818 CB LEU A 103 -28.808 15.956 10.776 1.00 30.83 C
ATOM 819 CG LEU A 103 ~30.097 16.677 10.347 1.00 31.08 C
ATOM 820 CD1 LEU A 103 -31.196 15.669 10.236 1.00 32.22 C
ATOM 821 CD2 LEU A 103 ~30.530 17.729 11.322 1.00 31.01 C
ATOM 822 C LEU A 103 -26.521 15.793 11.831 1.00 30.46 C
ATOM 823 O LEU A 103 -26.519 15,295 12.956 1.00 30.43 0
ATOM 824 N LEU A 104 -25.561 15.582 10.936 1.00 30.41 N
ATOM 825 CA LEU A 104 -24. 452 14.644 11.147 1.00 30.04 C
ATOM 826 CB LEU A 104 -23. 484 14. 653 9.937 1.00 29.99 C
ATOM 827 CG LEU A 104 -23.906 14. 265 8.517 1.00 29.19 C
ATOM 828 CD1 LEU A 104 —22. 757 14,557 7.603 1.00 28.91 C
ATOM 829 (CD2 LEU A 104 -24. 287 12.813 8.395 1.00 29.73 C
ATOM 830 C LEU A 104 -23.660 14.894 12.442 1.00 29.82 C
ATOM 831 O LEU A 104 -23.561 16.038 12.896 1.00 29.74 0
ATOM 832 N PRO A 105 -23.093 13.814 13.029 1.00 30.26 N
ATOM 833 CA PRO A 105 -22.220 13.907 14.208 1.00 29.77 C
ATOM 834 CB PRO A 105 -21.955 12.449 14.574 1.00 29.59 C
ATOM 835 CG PRO A 105 -22.920 11.640 13.772 1.00 29.75 C
ATOM 836 CD PRO A 105 ~23.234 12.418 12.566 1.00 29.71 C
ATOM 837 C PRO A 105 -20.920 14.560 13.805 1.00 30.06 C
ATOM 838 O PRO A 105 -20.608 14.592 12.613 1.00 29.99 0
ATOM 839 N LYS A 106 -20.165 15.085 14,763 1.00 30.15 N
ATOM 840 CA LYS A 106 -18.919 15.780 14.413 1.00 30.41 C

[0174] ATOM 841 (CB LYS A 106 -19.050 17.284 14.669 1.00 30.69 C
ATOM 842 CG LYS A 106 -19,.936 18.000 13.647 1.00 30.36 C
ATOM 843 CD LYS A 106 -20.910 18.968 14.290 1.00 30.44 C
ATOM 844 CE LYS A 106 -20.170 20.126 14.962 1.00 31.76 C
ATOM 845 N7Z LYS A 106 -19.034 20.618 14.113 1.00 31.91 N
ATOM 846 C LYS A 106 -17.744 15.192 15.160 1.00 30.63 C
ATOM 847 O LYS A 106 ‘17.875 14,830 16,315 1.00 31.26 0
ATOM 848 N THR A 107 -16.604 15.088 14.499 1.00 30.79 N
ATOM 849 CA THR A 107 -15.389 14.542 15.122 1.00 31.48 C
ATOM 850 CB THR A 107 -14. 355 14. 168 14.038 1.00 31.47 C
ATOM 851 O0Gl THR A 107 ~14, 158 15.288 13.162 1,00 31.47 0
ATOM 852 CG2 THR A 107 -14. 823 12.950 13.231 1.00 30.56 C
ATOM 853 C THR A 107 ~-14.694 15.477 16.146 1.00 32.18 C
ATOM 854 O THR A 107  —-15.115 16.624 16.369 1.00 32.19 0
ATOM 855 N SER A 108 ~13.620 14.974 16.756 1.00 32.73 N
ATOM 856 CA SER A 108 ~12.790 15.749 17.683 1.00 33.39 C
ATOM 857 CB SER A 108 -11.643 14.877 18.199 1.00 33.55 C
ATOM 858 0G SER A 108 ~10, 707 14.590 17.174 1.00 33.12 0
ATOM 859 C SER A 108 ~12.252 17.056 17.050 1.00 33.81 C
ATOM 860 O SER A 108 ~11.904 18.015 17.763 1.00 34.15 (0]
ATOM 861 N TRP A 109 ~-12.194 17.086 15.713 1.00 33.30 N
ATOM 862 CA TRP A 109 -11.861 18.304 14.950 1,00 33.73 C
ATOM 863 CB TRP A 109 ~11.137 17.946 13.617 1.00 33.74 C
ATOM 864 CG TRP A 109 -9.698 17.386 13.745 1.00 34.68 C
ATOM 865 CD1 TRP A 109 -9,329 16.202 14.327 1.00 35.13 C
ATOM 866 NE1 TRP A 109 -7.962 16.041 14.254 1.00 35.89 N
ATOM 867 CE2 TRP A 109 -7.411 17.115 13.604 1.00 36.37 C
ATOM 868 CD2 TRP A 109 -8.470 17.986 13.258 1.00 35.88 C
ATOM 869 CE3 TRP A 109 -8.164 19.179 12.572 1.00 36.59 C
ATOM 870 CZ3 TRP A 109 -6.807 19.460 12.256 1.00 36.16 C
ATOM 871 CH2 TRP A 109 -5.784 18.561 12.608 1.00 36.20 C
ATOM 872 CZ2 TRP A 109 -6.063 17.388 13.275 1.00 37.18 C
ATOM 873 C TRP A 109 -13.127 19.158 14.672 1.00 32.96 C
ATOM 874 O TRP A 109 -13.127 20.028 13.795 1.00 32.61 0
ATOM 875 N ASN A 110 ~-14.204 18.922 15.420 1.00 32.68 N
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ATOM 876 CA ASN A 110 -15.515 19.496 15.064 1.00 32.37 C
ATOM 877 CB ASN A 110 -15.686 20.909 15.632 1.00 32.27 C
ATOM 878 CG ASN A 110 -16. 358 20.907 16.982 1.00 33.01 C
ATOM 879 OD1 ASN A 110 -17.530 21.286 17.1056 1.00 33.16 0
ATOM 880 ND2 ASN A 110 -15.630 20.474 18.010 1.00 32.92 N
ATOM 881 C ASN A 110 -15.774 19.451 13.543 1.00 31.69 C
ATOM 882 O ASN A 110 -16.293 20.399 12.946 1.00 31.41 0
ATOM 883 N ILE A 111 -15,398 18.330 12.941 1.00 31.10 N
ATOM 884 CA ILE A 111 -15.664 18.085 11.536 1.00 31.05 C
ATOM 885 CB ILE A 111 -14.360 17.715 10.748 1.00 31.52 C
ATOM 886 CG1 ILE A 111 -13.637 19.004 10.390 1.00 32.00 C
ATOM 887 CD1 ILE A 111 -14,607 20.182 9.955 1.00 31.43 C
ATOM 888 (G2 ILE A 111 -14.649 16.943 9.461 1.00 30.48 C
ATOM 889 C ILE A 111 -16.774 17.064 11.371 1.00 30.33 C
ATOM 890 O ILE A 111 -16.672 15.955 11.900 1.00 30.20 0
ATOM 891 N PRO A 112 -17.836 17.442 10.636 1.00 29.92 N
ATOM 892 CA PRO A 112 -19.038 16.635 10.522 1.00 29.40 C
ATOM 893 CB PRO A 112 -20.085 17.620 9.975 1.00 29.51 C
ATOM 894 CG PRO A 112 -19.408 18.983 9.959 1.00 29.26 C
ATOM 895 CD PRO A 112 -17.955 18.677 9.849 1.00 29.86 C
ATOM 896 C PRO A 112 —-18.846 15.490 9.555 1.00 29.51 C
ATOM 897 0O PRO A 112 -18.327 15.664 8.442 1.00 29.16 0
ATOM 898 N GLN A 113 -19.246 14.310 10.007 1.00 29.39 N
ATOM 899 CA GLN A 113 -19.243 13.122  9.179 1.00 28.95 C
ATOM 900 CB GLN A 113 -17.822 12.567 9.033 1.00 28.62 C
ATOM 901 CG GLN A 113 -17.089 12.248 10.316 1.00 28.46 C
ATOM 902 CD GLN A 113 -15.817 11.511 10.032 1.00 27.97 C
ATOM 903 OEl GLN A 113 -14.922 12.057 9.417 1.00 28.21 0
ATOM 904 NE2 GLN A 113 -15.737 10.259 10.446 1.00 27.90 N
ATOM 905 C GLN A 113 -20.205 12.087 9.753 1.00 29.13 C
ATOM 906 O GLN A 113 -20.478 12.104 10.962 1.00 29.48 0
ATOM 907 N PRO A 114 -20.734 11.197 8.894 1.00 28.80 N
ATOM 908 CA PRO A 114 -21.564 10.082 9.365 1.00 29.35 C
[0175] ATOM 909 CB PRO A 114 -21.845 9.286 8.087 1.00 29.56 C
ATOM 910 CG PRO A 114 -21.554 10.228 6.962 1.00 29.23 C
ATOM 911 CD PRO A 114 -20.499 11.138 7.440 1.00 28.77 C
ATOM 912 C PRO A 114 -20.790 9.204 10.353 1.00 29.50 C
ATOM 913 O PRO A 114 -19.625 8.908 10.113 1.00 29.92 0
ATOM 914 N GLY A 115 -21.412 8.804 11.455 1.00 29.53 N
ATOM 915 CA GLY A 115 -20.728 7.994 12.460 1.00 30.12 C
ATOM 916 C GLY A 115 -20.554 6.524 12.101 1.00 31.09 C
ATOM 917 O GLY A 115 -20.391 6.175 10.926 1.00 30.82 0
ATOM 918 N GLU A 116 -20.602 5.673 13.135 1.00 32.09 N
ATOM 919 CA GLU A 116 -20. 462 4.201 13.030 1.00 32.70 C
ATOM 920 CB GLU A 116 -20.038 3.618 14,381 1.00 33.04 C
ATOM 921 CG GLU A 116 -18.544 3.770 14.639 1.00 34.43 C
ATOM 922 CD GLU A 116 -17.998 2.681 15.566 1.00 37.15 C
ATOM 923 OQE1 GLU A 116 -18.722 2.277 16.511 1.00 37.10 0
ATOM 924 OE2 GLU A 116 -16.841 2.238 15.314 1.00 37.83 0
ATOM 925 C GLU A 116 -21.675 3.412 12.488 1.00 31.66 C
ATOM 926 0 GLU A 116 -21.570 2.703 11.483 1.00 31.30 0
ATOM 927 N  GLY A 117 -22.818 3.518 13.152 1.00 31.77 N
ATOM 928 CA GLY A 117 -23.979 2.745 12.740 1.00 31.43 C
ATOM 929 C GLY A 117 -24.398 3.049 11.313 1,00 31.11 C
ATOM 930 O GLY A 117 -25.055 2.231 10.670 1.00 30.79 0
ATOM 931 N  ASP A 118 ~-24,002 4.227 10.828 1.00 31.23 N
ATOM 932 CA ASP A 118 -24.516 4.790 9.586 1.00 30.78 C
ATOM 933 CB ASP A 118 -24. 178 6.292 9.503 1.00 30.15 C
ATOM 934 CG ASP A 118 -25.278 7.121 8.811 1.00 30.83 C
ATOM 935 0Dl ASP A 118 -25.948 6.604 7.875 1.00 31.10 0
ATOM 936 0D2 ASP A 118 -25.477 8300 9.208 1.00 30.71 0
ATOM 937 C ASP A 118 -23.933 4.020 8.404 1.00 30.65 C
ATOM 938 O ASP A 118 -22.718 4.071 8.171 1.00 30.63 0
ATOM 939 N VAL A 119 -24.779 3.278 7.687 1.00 29.89 N
ATOM 940 CA VAL A 119 -24,312 2.556 6.505 1.00 29.90 C
ATOM 941 CB VAL A 119 -25.080 1.212 6.248 1.00 30.36 C
ATOM 942 CG1 VAL A 119 -24.648 0.588 4.920 1.00 29.83 C
ATOM 943 CG2 VAL A 119 -24.869 0.212 7.395 1.00 30.23 C
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ATOM 944 C VAL A 119 -24.437 3.503 5.310 1.00 30.49 C
ATOM 945 O VAL A 119 -25.548 3.960 4.970 1.00 30.91 0
ATOM 946 N ARG A 120 -23.304 3.808 4.679 1.00 29.89 N
ATOM 947 CA ARG A 120 -23.272 4.853 3.662 1.00 28.82 C
ATOM 948 CB ARG A 120 -22.212 5.897 4.018 1.00 28.55 C
ATOM 949 CG ARG A 120 -22.624 6.875 5.093 1.00 29.36 C
ATOM 950 CD ARG A 120 -23.736 7.777 4.609 1.00 28.90 C
ATOM 951 NE ARG A 120 -24.387 8.519 5.688 1.00 29.18 N
ATOM 952 CZ ARG A 120 -25.098 9.629 5.484 1.00 30.02 C
ATOM 953 NH1 ARG A 120 -25.229 10.121 4.256 1.00 29.97 N
ATOM 954 NH2 ARG A 120 -25.667 10.271  6.494 1.00 30.53 N
ATOM 955 C ARG A 120 -22.948 4.298 2,306 1.00 28.86 C
ATOM 956 O ARG A 120 -22.169 3.347 2.185 1.00 28.75 0
ATOM 957 N GLU A 121 -23.510 4.916 1,272 1.00 29.08 N
ATOM 958 CA GLU A 121 -22.996 4.677 -0.069 1.00 28.24 C
ATOM 959 CB GLU A 121 -23,867 5.311 -1.140 1.00 28.06 C
ATOM 960 CG GLU A 121 -23.833 4.470 -2.408 1.00 28.46 C
ATOM 961 CD GLU A 121 -24.173 5.250 -3.635 1.00 28.91 C
ATOM 962 OEl GLU A 121 -25.351 5.683 -3.742 1.00 29.31 0
ATOM 963 OE2 GLU A 121 -23.259 5.423 4,481 1.00 28.19 0
ATOM 964 C GLU A 121 -21.584 5.217 0.164 1.00 27.82 C
ATOM 965 0 GLU A 121 -21.366 6.417 -0.011 1.00 27.95 0
ATOM 966 N GLU A 122 -20.627 4.322 -0.371 1.00 27.87 N
ATOM 967 CA GLU A 122 -19.216 4.711 -0.502 1.00 27.75 C
ATOM 968 CB GLU A 122 -18.289 3.702 0.174 1.00 27.92 C
ATOM 969 CG GLU A 122 -18.632 3.482 1.637 1.00 28.52 C
ATOM 970 CD GLU A 122 -17.731 2.476 2.323 1.00 28.72 C
ATCOM 971 OEl GLU A 122 -17.246 1.562 1.618 1.00 29.52 0
ATOM 972 OE2 GLU A 122 -17.521 2.601 3.561 1.00 28.27 0
ATOM 973 C GLU A 122 -18.851 4.853 -1.959 1.00 27.80 C
ATOM 974 0 GLU A 122 -19.130 3.960 -2.769 1.00 27.81 0
ATOM 975 N ALA A 123 -18.223 5.984 -2.284 1.00 27.79 N
ATOM 976 CA ALA A 123 -17.965 6.381 -3.670 1.00 27.28 C
[0176] ATOM 977 CB ALA A 123 -17.083 7.608 -3.714 1.00 27.18 C
ATOM 978 C ALA A 123 -17.383 5.270 -4.544 1.00 27.81 C
ATOM 979 0O ALA A 123 -17.864 5.069 -5.655 1.00 28.21 0
ATOM 980 N LEU A 124 -16.383 4.539 -4.040 1.00 28.16 N
ATOM 981 CA LEU A 124 -15.709 3.460 -4.812 1.00 28.19 C
ATOM 982 CB LEU A 124 -14. 317 3.204 -4.250 1.00 27.88 C
ATOM 983 CG LEU A 124 -13.400 4.391 4.467 1.00 28.28 C
ATOM 984 CDIl LEU A 124 -12.196 4.162 -3.572 1.00 28.88 C
ATOM 985 (CD2 LEU A 124 -13.019 4.572 -5.945 1.00 28.52 C
ATOM 986 C LEU A 124 -16.459 2.131 -4.919 1.00 28.24 C
ATOM 987 O LEU A 124 -15.996 1.201 -5.623 1.00 28.08 0
ATOM 988 N SER A 125 -17.582  2.047 -4.199 1.00 28.00 N
ATOM 989 CA SER A 125 -18.530 0.938 -4.332 1.00 28.18 C
ATOM 990 CB SER A 125 -19.344 0.732 -3.037 1,00 28.10 C
ATOM 991 0OG SER A 125 -20.420 1.666 -2.908 1.00 27.63 0
ATOM 992 C SER A 125 -19.475 1.161 -5.524 1.00 27.65 C
ATOM 993 O SER A 125 -20.137 0.230 -5.989 1.00 27.61 0
ATOM 994 N THR A 126 -19.535 2.393 -6.023 1.00 27.81 N
ATOM 995 CA THR A 126 -20.503 2.727 -7.058 1.00 27.43 C
ATOM 996 CB THR A 126 -21.695 3.520 -6.484 1.00 27.73 C
ATOM 997 0Gl THR A 126 -21.220 4.554 -5.603 1.00 27.99 0
ATOM 998 CG2 THR A 126 -22.660 2.583 -5.729 1.00 27.89 C
ATOM 999 C THR A 126 -19.944 3.443 -B8.281 1.00 27.63 C
ATOM 1000 O THR A 126 -20.704 4,099 -8.993 1.00 27.93 0
ATOM 1001 N GLY A 127 -18.639 3.309 -8.540 1.00 27.85 N
ATOM 1002 CA GLY A 127 -18.005 3.933 -9.727 1.00 27.64 C
ATOM 1003 C GLY A 127 -16.867 4.941 -9.509 1.00 27.83 C
ATOM 1004 O GLY A 127 -16. 369 5.548 -10.473 1.00 27.92 0
ATOM 1005 N GLY A 128 -16.451 5.130 -8.254 1.00 27.90 N
ATOM 1006 CA GLY A 128 -15.439 6.131 -7.910 1.00 27.37 C
ATOM 1007 C GLY A 128 -15.885 7.554 -8.167 1.00 26.90 C
ATOM 1008 O GLY A 128 -17.085 7.851 -8.170 1.00 26.86 0
ATOM 1009 N LEU A 129 -14.918 8.426 -8.432 1.00 27.12 N
ATOM 1010 CA LEU A 129 -15.164 9.854 -8.510 1.00 26.85 C
ATOM 1011 CB LEU A 129 -14.552 10.520 -7.299 1.00 26.57 C
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ATOM 1012 CG LEU A 129 -15.291 10.133 -6.018 1.00 26.49 C
ATOM 1013 CDI LEU A 129 -14.346 10.143 -4.833 1.00 26.53 C
ATOM 1014 CD2 LEU A 129 -16.473 11.083 -5.796 1.00 26.69 C
ATOM 1015 C LEU A 129 -14.635 10.508 -9.788 1.00 27.38 C
ATOM 1016 O LEU A 129 -13.525 10.200 -10.278 1.00 27.68 0
ATOM 1017 N ASP A 130 -15.456 11.412 -10.326 1.00 27.22 N
ATOM 1018 CA ASP A 130 -15.064 12.268 —-11.435 1.00 27.33 C
ATOM 1019 CB ASP A 130 ~16.307 12.844 -12.132 1.00 27.18 C
ATOM 1020 CG ASP A 130 ~-17.049 11.788 -12.968 1.00 27.27 C
ATOM 1021 OD1 ASP A 130 -16.380 11.090 -13.760 1.00 27.46 0
ATOM 1022 0D2 ASP A 130 -18.293 11.648 ~-12.827 1.00 27.15 0
ATOM 1023 C ASP A 130 -14.092 13.366 —-10,959 1.00 27.51 C
ATOM 1024 0 ASP A 130 -13.021 13.579 ~11.577 1.00 27.53 0
ATOM 1025 N LEU A 131 ~14. 438 14.009 -9.834 1.00 27.14 N
ATOM 1026 CA LEU A 131 -13.650 15.123 -9.283 1.00 26.88 C
ATOM 1027 CB LEU A 131 -14.156 16.449 -9.860 1.00 26.70 C
ATOM 1028 CG LEU A 131 -13.737 17.705 -9.096 1.00 26.61 C
ATOM 1029 CD1 LEU A 131 ~12.455 18.277 -9.643 1.00 27.04 C
ATOM 1030 (D2 LEU A 131 -14.823 18.726 -9.194 1.00 26.99 C
ATOM 1031 C LEU A 131 -13.583 15.193 -7.732 1.00 26.61 C
ATOM 1032 O LEU A 131 —-14.606 15.186 -7.029 1.00 26.34 0
ATOM 1033 N ILE A 132 -12.371 15.295 -7.207 1.00 26.84 N
ATOM 1034 CA 1ILE A 132 -12.174 15.461 -5.780 1.00 26.38 C
ATOM 1035 CB 1ILE A 132 -11.130 14.454 -5.311 1.00 26.55 C
ATOM 1036 CGl ILE A 132 -11.532 13.052 -5,789 1.00 26.01 C
ATOM 1037 (D1 ILE A 132 -10.432 12.039 -5.806 1,00 26.14 C
ATOM 1038 CGZ ILE A 132 -10.924 14.535 -3.778 1.00 26.77 C
ATOM 1039 C ILE A 132 -11.731 16.907 -5.490 1.00 26.41 C
ATOM 1040 O ILE A 132 -10.790 17.410 -6.114 1.00 26.83 0
ATOM 1041 N PHE A 133 -12.425 17.610 -4.598 1.00 26.15 N
ATOM 1042 CA PHE A 133 -11.921 18.922 -4.191 1.00 26.40 C
ATOM 1043 CB PHE A 133 -13.007 19.860 -3.724 1.00 26.17 C
ATOM 1044 CG PHE A 133 -13.783 20.468 -4.825 1.00 26,08 C
[0177] ATOM 1045 CD1 PHE A 133 -13.336 21.607 -5.449 1.00 26.22 C
ATOM 1046 CEl PHE A 133 -14.057 22.179 -6.463 1.00 26.32 C
ATOM 1047 CZ PHE A 133 -15.254 21.625 -6.862 1.00 26.06 C
ATOM 1048 CEZ2 PHE A 133 -15.725 20.496 -6.248 1.00 25.94 C
ATOM 1049 (D2 PHE A 133 -14,985 19.916 -5.226 1.00 26.24 C
ATOM 1050 C PHE A 133 -11.006 18.641 -3.049 1.00 26.96 C
ATOM 1051 0 PHE A 133 -11.364 17.937 -2.080 1.00 26.99 0
ATOM 1052 N  MET A 134 -9.811 19.185 -3.154 1.00 27.26 N
ATOM 1053 CA MET A 134 -8.771 18.802 -2.228 1.00 27.43 C
ATOM 1054 CB MET A 134 ~7.534 18.437 -3.018 1.00 27.86 C
ATOM 1055 CG MET A 134 ~7.739 17.292 -3.983 1.00 27.30 C
ATOM 1056 SD MET A 134 ~7.177 15.734 -3.277 1.00 28.01 S
ATOM 1057 CE MET A 134 ~5.533 16.209 -2.723 1.00 28,03 C
ATOM 1058 C MET A 134 ~-8.466 19.901 -1.210 1.00 27.97 C
ATOM 1059 O MET A 134 ~8.270 21.066 -1.589 1.00 27.94 0
ATOM 1060 N PRO A 135 -8.443 19.537 0.089 1.00 28.19 N
ATOM 1061 CA PRO A 135 ~8.015 20.444 1.140 1.00 28.68 C
ATOM 1062 CB PRO A 135 ~8.625 19.826 2.390 1.00 28.21 C
ATOM 1063 CG PRO A 135 -8.610 18.406 2.126 1.00 28.04 C
ATOM 1064 CD PRO A 135 ~-8.805 18.224 0.644 1.00 28.05 C
ATOM 1065 C PRO A 135 ~-6.495 20. 401 1.223 1.00 29.60 C
ATOM 1066 O PRO A 135 -5.855 19.673 0.442 1.00 29.45 Q
ATOM 1067 N GLY A 136 -5.932 21.174 2.150 1.00 29.83 N
ATOM 1068 CA GLY A 136 -4.506 21.152 2.408 1.00 30.22 C
ATOM 1069 C GLY A 136 -4.086 22.429 3.081 1.00 31.27 C
ATOM 1070 O GLY A 136 -4.705 23.493 2.897 1.00 31.36 0
ATOM 1071 N LEU A 137 -3.026 22.318 3.868 1.00 31.83 N
ATOM 1072 CA LEU A 137 -2.425 23.462 4.515 1.00 31.387 C
ATOM 1073 CB LEU A 137 -1.429 23.017 5.591 1.00 32.17 C
ATOM 1074 CG LEU A 137 -1.993 22.586 6.932 1.00 32.14 C
ATOM 1075 CD1 LEU A 137 -0.856 22.406 7.890 1.00 33.30 C
ATOM 1076 CDZ LEU A 137 -2.999 23.605 7.491 1,00 32.85 C
ATOM 1077 C LEU A 137 -1.737 24.370 3.503 1.00 31.92 C
ATOM 1078 O LEU A 137 -1.842 25.587 3.620 1.00 32.21 0
ATOM 1079 N  GLY A 138 -1.027 23.797 2.529 1.00 31.88 N
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ATOM 1080 CA GLY A 138 -0.395 24.617 1.490 1.00 32.02 C
ATOM 1081 C GLY A 138 -0.196 23.941 0.152 1.00 32.07 C
ATOM 1082 O GLY A 138 -0.193 22.732 0.047 1.00 32.10 0
ATOM 1083 N PHE A 139 -0.037 24.734 -0.891 1.00 32.65 N
ATOM 1084 CA PHE A 139 0.254 24.199 -2.214 1.00 32.23 C
ATOM 1085 CB PHE A 139 -1.008 24.124 -3.060 1.00 31.67 C
ATOM 1086 CG PHE A 139 -2.175 23.497 -2.366 1.00 31.61 C
ATOM 1087 (D1 PHE A 139 -2.477 22.157 -2.567 1.00 31.31 C
ATOM 1088 CEl PHE A 139 -3.564 21.565 -1,931 1.00 30.63 C
ATOM 1089 CZ PHE A 139 -4.354 22.309 -1.079 1.00 30.51 C
ATOM 1090 CE2 PHE A 139 -4,069 23.659 -0.871 1.00 30.79 C
ATOM 1091 CD2 PHE A 139 -2.987 24.249 -1.515 1.00 31.24 C
ATOM 1092 C PHE A 139 1.191 25.176 -2.876 1.00 33.04 C
ATOM 1093 O PHE A 139 1.112 26.376 -2.608 1.00 33.56 0
ATOM 1094 N  ASP A 140 2.078 24.682 -3,736 1.00 33.22 N
ATOM 1095 CA ASP A 140 2.838 25.567 -4.609 1.00 33.38 C
ATOM 1096 CB ASP A 140 4,339 25.218 -4,573 1.00 33.74 C
ATOM 1097 CG ASP A 140 4,616 23.767 -4.938 1.00 33.81 C
ATOM 1098 0Dl ASP A 140 3.734 23.140 -5.575 1.00 33.68 0
ATOM 1099 O0OD2 ASP A 140 5.703 23.244 -4.587 1.00 33.92 0
ATOM 1100 C ASP A 140 2.250 25.529 6,035 1.00 33.27 C
ATOM 1101 O ASP A 140 1.430 24.669 -6,362 1.00 32.94 0
ATOM 1102 N LYS A 141 2.661 26.470 -6.879 1.00 33.62 N
ATOM 1103 CA LYS A 141 2.206 26.507 -8.268 1.00 33.37 C
ATOM 1104 CB LYS A 141 2.602 27.852 -8.898 1.00 33.42 C
ATOM 1105 CG LYS A 141 1.942 29.074 -8.226 1.00 33.50 C
ATOM 1106 CD LYS A 141 2.418 30.417 -8.798 1.00 33.27 C
ATOM 1107 CE LYS A 141 1.806 31.583 -8,029 1.00 33.54 C
ATOM 1108 NZ LYS A 141 2.359 32.908 -8.438 1.00 33.78 N
ATOM 1109 C LYS A 141 2.700 25.302 -9.111 1.00 33.15 C
ATOM 1110 O LYS A 141 2.104 24.972 -10.127 1.00 32.02 0
ATOM 1111 N HIS A 142 3.803 24.675 -8.674 1.00 34.15 N
ATOM 1112 CA HIS A 142 4,370 23.444 -9.277 1.00 33.84 C
[0178] ATOM 1113 CB HIS A 142 5.831 23.120 -8.763 1.00 34.13 C
ATOM 1114 CG HIS A 142 6.899 24.177 -9.025 1.00 35.19 C
ATOM 1115 NDI HIS A 142 7.341 25.065 -8.051 1.00 35.89 N
ATOM 1116 CEl HIS A 142 8.298 25.840 -8.538 1.00 34.83 C
ATOM 1117 NE2 HIS A 142 8.540 25.454 -9.778 1.00 35.34 N
ATOM 1118 CD2 HIS A 142 7.694 24,406 -10.103 1.00 35.11 C
ATOM 1119 C HIS A 142 3.381 22.224 -9.029 1.00 33.50 C
ATOM 1120 O HIS A 142 3.553 21.142 -9.605 1.00 33.02 0
ATOM 1121 N GLY A 143 2,356 22.410 -8.180 1.00 33.28 N
ATOM 1122 CA GLY A 143 1.246 21.429 -8.003 1.00 32.60 C
ATOM 1123 C GLY A 143 1.192 20.595 -6.712 1.00 32.63 C
ATOM 1124 O GLY A 143 0.201 19.913 -6.444 1.00 32.09 0
ATOM 1125 N ASN A 144 2.256 20.649 -5.914 1.00 32.90 N
ATOM 1126 CA ASN A 144 2.395 19.831 -4,700 1.00 32.69 C
ATOM 1127 CB ASN A 144 3.828 19.908 -4.174 1.00 33.07 C
ATOM 1128 CG ASN A 144 4.803 19.143 -5.028 1.00 33.16 C
ATOM 1129 OD1 ASN A 144 5.556 19.743 -5.790 1.00 32.99 0
ATOM 1130 ND2 ASN A 144 4,794 17.803 -4.914 1.00 32.99 N
ATOM 1131 C ASN A 144 1.454 20.227 -3.573 1.00 33.26 C
ATOM 1132 O ASN A 144 0.929 21.348 -3.553 1.00 33.32 0
ATOM 1133 N ARG A 145 1.256 19.307 -2.627 1.00 33.09 N
ATOM 1134 CA ARG A 145 0.346 19.537 -1.504 1,00 32.51 C
ATOM 1135 CB ARG A 145 -0.856 18.574 -1.556 1.00 32.01 C
ATOM 1136 CG ARG A 145 -2.068 19.010 -0.712 1.00 31.67 C
ATOM 1137 CD ARG A 145 -3.274 18.080 -0.870 1.00 30.75 C
ATOM 1138 NE ARG A 145 -3.164 16.973 0.070 1.00 31.50 N
ATOM 1139 CZ ARG A 145 -3.878 16.855 1.184 1.00 30.72 C
ATOM 1140 NH1 ARG A 145 -4.785 17.763 1.482 1.00 30.04 N
ATOM 1141 NH2 ARG A 145 -3.686 15.828 1.997 1.00 30.81 N
ATOM 1142 C ARG A 145 1.0681 19,425 -0.163 1.00 32.50 C
ATOM 1143 0 ARG A 145 1.906 18.558 0.041 1.00 32,76 0
ATOM 1144 N LEU A 146 0.729 20.337 0.735 1.00 32.62 N
ATOM 1145 CA LEU A 146 1.036 20.161 2.133 1.00 32.80 C
ATOM 1146 CB LEU A 146 1.583 21.448 2.747 1.00 32.89 C
ATOM 1147 CG LEU A 146 2.168 21.384 4.161 1.00 33.02 C
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ATOM 1148 (D1 LEU A 146 2.792 20.025 4.490 1.00 33.39 C
ATOM 1149 (D2 LEU A 146 3.191 22.493 4,299 1.00 33.46 C
ATOM 1150 C LEU A 146 -0.250 19.706 2.822 1.00 32.69 C
ATOM 1151 O LEU A 146 -1.150 20.504 3.097 1.00 32.17 0
ATOM 1152 N  GLY A 147 -0.323 18.403 3.067 1.00 33.03 N
ATOM 1153 CA GLY A 147 -1.434 17.809 3.783 1.00 32.99 C
ATOM 1154 C GLY A 147 -1.290 18.030 5.271 1.00 33.29 C
ATOM 1155 O GLY A 147 -0.311 18.622 5,726 1.00 33.61 0
ATOM 1156 N ARG A 148 -2.263 17.535 6.037 1.00 34.20 N
ATOM 1157 CA ARG A 148 -2.283 17.778 7.493 1.00 34.25 C
ATOM 1158 CB ARG A 148 -3.692 17.694 8.066 1.00 33.38 C
ATOM 1159 CG ARG A 148 -4.592 18.769 7.541 1.00 33.29 C
ATOM 1160 CD ARG A 148 -5.750 19.005 8.455 1.00 33.40 C
ATOM 1161 NE ARG A 148 -6.620 20.055 7.938 1.00 32.91 N
ATOM 1162 CZ ARG A 148 -6.447 21.353 8.154 1.00 32.83 C
ATOM 1163 NH1 ARG A 148 5.432 21.781 8.888 1.00 33.83 N
ATOM 1164 NH2 ARG A 148 -7.295 22.228 7.638 1.00 32, 91 N
ATOM 1165 C ARG A 148 ~1.348 16.856 8.244 1.00 34.50 C
ATOM 1166 O ARG A 148 -1.255 16.940 9.471 1.00 34.71 0
ATOM 1167 N  GLY A 149 -0.656 15.988 7.503 1.00 34.32 N
ATOM 1168 CA GLY A 149 0.374 15.147 8.080 1.00 34.09 C
ATOM 1169 C GLY A 149 -0.028 13.695 8 167 1,00 34.31 C
ATOM 1170 0 GLY A 149 0.827 12.816 8.016 1.00 34.24 0
ATOM 1171 N LYS A 150 -1.323 13.440 8.385 1.00 33.89 N
ATOM 1172 CA LYS A 150 -1.822 12.079 8.636 1.00 33.40 C
ATOM 1173 CB LYS A 150 -3.171 12.104 9.377 1.00 33.50 C
ATOM 1174 CG LYS A 150 -3.516 13.402 10.182 1.00 34.60 C
ATOM 1175 CD LYS A 150 -3.010 13.379 11.632 1.00 34.68 C
ATOM 1176 CE LYS A 150 -3.250 14.717 12.333 1.00 35.35 C
ATOM 1177 NZ LYS A 150 -2.425 14.857 13.578 1.00 35.35 N
ATOM 1178 C LYS A 150 -1.893 11.138 7.404 1.00 33.05 C
ATOM 1179 O LYS A 150 -2.143 9.938 7.550 1.00 32.89 0
ATOM 1180 N GLY A 151 -1.675 11.671 6,202 1.00 32.86 N
[0179] ATOM 1181 CA GLY A 151 -1.585 10.856 4.983 1.00 32.11 C
ATOM 1182 C GLY A 151 -2.914 10.345 4.461 1.00 31.66 C
ATOM 1183 0 GLY A 151 -2.976 9.309 3.801 1.00 31.71 0
ATOM 1184 N TYR A 152 -3.986 11.076 4.729 1.00 31.56 N
ATOM 1185 CA TYR A 152 -5.319 10.574 4.407 1.00 31.11 C
ATOM 1186 CB TYR A 152 -6.405 11.335 5,188 1.00 30.91 C
ATOM 1187 CG TYR A 152 -6.610 10.865 6.613 1.00 30.84 C
ATOM 1188 CD! TYR A 152 -6.211 11.647 7.693 1.00 31.41 C
ATOM 1189 CEl1 TYR A 152 -6.401 11.209 9.007 1.00 31.32 C
ATOM 1190 CZ TYR A 152 -6.998 9.983 9.227 1.00 31.056 C
ATOM 1191 OH TYR A 152 -7.192 9,529 10.502 1.00 31.60 0
ATOM 1192 CE2 TYR A 152 -7.412 9.209 8.177 1.00 30.75 C
ATOM 1193 CD2 TYR A 152 -7.215 9.641 6.879 1.00 30.65 C
ATOM 1194 C TYR A 152 -5.610 10.608 2.916 1.00 30.53 C
ATOM 1195 0 TYR A 152 -6.106 9.615 2.360 1.00 30.31 0
ATOM 1196 N TYR A 153 -5.306 11.750 2.282 1.00 30.54 N
ATOM 1197 CA TYR A 153 -5.713 11.999 0.891 1.00 29.70 C
ATOM 1198 CB TYR A 1583 -5.802 13.485 0.568 1.00 28.94 C
ATOM 1199 CG TYR A 153 -7.213 14,018 0.6856 1.00 28.73 C
ATOM 1200 CD1 TYR A 153 ~-7.649 14.652 1.853 1.00 28.73 C
ATOM 1201 CE1 TYR A 153 -8.953 15.132 1.977 1.00 27.60 C
ATOM 1202 CZ TYR A 153 -9.826 14.990 0.926 1.00 27.27 C
ATOM 1203 OH TYR A 153 -11.099 15.476 1.045 1.00 26.46 0
ATOM 1204 CE2 TYR A 153 -9.423 14.372 -0.250 1.00 27.55 C
ATOM 1205 CD2 TYR A 153 -8.124 13.876 -0.358 1.00 28.16 C
ATOM 1206 C TYR A 153 -4.847 11.265 -0.103 1.00 30.36 C
ATOM 1207 O TYR A 153 -5.386 10.702 -1.058 1.00 30.58 0
ATOM 1208 N ASP A 154 -3.527 11.257 0.144 1.00 30.88 N
ATOM 1209 CA ASP A 154 -2.538 10.483 -0.643 1.00 30.65 C
ATOM 1210 CB ASP A 154 -1.129 10.525 -0.015 1.00 31.35 C
ATOM 1211 CG ASP A 154 -0.573 11.943 0.152 1.00 32 49 C
ATOM 1212 0Dl ASP A 154 0.486 12.202 -0.455 1.00 33.12 0
ATOM 1213 0OD2 ASP A 154 -1.168 12.778 0.894 1.00 32.41 0
ATOM 1214 C ASP A 154 -2.940 9.019 -0.740 1.00 30.33 C
ATOM 1215 O ASP A 154 -2.838 8.392 -1.807 1.00 30.40 0
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ATOM 1216 N ALA A 155 -3. 379 8.477 0.390 1.00 30.36 N
ATOM 1217 CA ALA A 155 -3.672 7.068 0.465 1.00 30.49 C
ATOM 1218 CB ALA A 155 -3. 816 6. 599 1.912 1.00 30.07 C
ATOM 1219 C ALA A 155 -4, 929 6.797 -0.328 1.00 30.44 C
ATOM 1220 O ALA A 155 -4. 959 5.871 -1.160 1.00 30.50 0
ATOM 1221 N TYR A 156 -5. 946 7.637 -0.091 1.00 30.34 N
ATOM 1222 CA TYR A 156 =7.222 7.551 0.794 1,00 29.50 C
ATOM 1223 CB TYR A 156 -8, 220 8. 602 -0.282 1.00 29.00 C
ATOM 1224 CG TYR A 156 9573 8.406 -0.900 1.00 28,47 c
ATOM 1225 CD1 TYR A 156 -10. 431 7.422 -0.431 1.00 28.08 C
ATOM 1226 CEL TYR A 156  —11.656 7.196 -1.028 1.00 27,98 c
ATOM 1227 CZ TYR A 156 -12. 027 7.957 -2.118 1.00 27.95 C
ATOM 1228 OH TYR A 156 -13. 240 7.737 -2.722 1.00 27.66 0
ATOM 1229 CE2 TYR A 156 -11. 187 8.940 -2.606 1.00 28.00 C
ATOM 1230 CD2 TYR A 156 -9. 968 9.153 -2.000 1.00 28.65 C
ATOM 1231 C TYR A 156 -7.061 7.587 -2.332 1.00 29.81 C
ATOM 1232 0 TYR A 156 -7.655 6.761 -3.024 1.00 29.79 0
ATOM 1233 N LEU A 157 -6. 241 8.511 -2.857 1.00 29.90 N
ATOM 1234 CA LEU A 157 -6, 042 8.654 -4.317 1.00 29.93 C
ATOM 1235 CB LEU A 157 -5. 182 9.80 -4.654 1.00 29.86 C
ATOM 1236 CG LEU A 157 -5.490 11.171 -3.962 1.00 30.07 C
ATOM 1237 CD1 LEU A 157 -4.454 12.183 —4.437 1.00 30.05 C
ATOM 1238 (CD2 LEU A 157 -6.936 11.642 —-4.215 1.00 29.31 C
ATOM 1239 C LEU A 157 -h. 391 7.454 —-4.956 1.00 30.55 C
ATOM 1240 O LEU A 157 -5, 661 7.136 -6.113 1.00 31.22 0
ATOM 1241 N LYS A 158 -4, 497 6. 817 4.214 1.00 30.36 N
ATOM 1242 CA LYS A 1b8 -3.949 5.540 —4.621 1.00 30.41 C
ATOM 1243 CB LYS A 158 -2.794 5.141 -3.697 1.00 31.22 C
ATOM 1244 CG LYS A 158 -1. 606 6.102 -3.874 1.00 32.12 C
ATOM 1245 CD LYS A 158 -0. 446 5.865 -2.926 1.00 32.79 C
ATOM 1246 CE LYS A 158 0.513 7.065 -3.021 1.00 33.77 C
ATOM 1247 NZ LYS A 158 1. 664 6.953 -2.082 1.00 35.03 N
ATOM 1248 C LYS A 158 -5.057 4.488 -4.689 1.00 30.61 C

[0180] ATOM 1249 O LYS A 158 -5. 091 3.668 -5.621 1.00 31.31 0
ATOM 1250 N ARG A 159 -5, 997 4,536 -3.750 1.00 30.42 N
ATOM 1251 CA ARG A 159 -7.149 3.652 -3.841 1.00 30.41 C
ATOM 1252 CB ARG A 159 -8. 020 3.725 -2.593 1.00 29.77 C
ATOM 1253 CG ARG A 159 -7.615 2.762 -1.489 1.00 29.76 C
ATOM 1254 CD ARG A 159 -8. 564 2.905 -0.272 1.00 29.52 C
ATOM 1255 NE ARG A 159 -9, 902 2.403 -0.530 1.00 28.76 N
ATOM 1256 CZ ARG A 159 =10, 995 2. 867 0.066 1.00 27.94 C
ATOM 1257 NH1 ARG A 159 -10. 902 3. 854 0.959 1.00 28.28 N
ATOM 1258 NH2 ARG A 159  -12.176 2.350 -0.238 1.00 26.90 N
ATOM 1259 C ARG A 159 7976 3.091 -5.058 1.00 30.65 C
ATOM 1260 O ARG A 159 8554 3.104 5604 1.00 30,86 0
ATOM 1261 N CYS A 160 -8. 041 5.277 -5.378 1.00 30.68 N
ATOM 1262 CA CYS A 160 8795 5733 6.537 1.00 30,67 c
ATOM 1263 CB CYS A 160 -8. 857 7.239 -6.553 1.00 30.63 C
ATOM 1264 SG CYS A 160 -10. 344 7.820 -5.875 1.00 30.18 S
ATOM 1265 C CYS A 160 -8.216 5.230 -7.857 1.00 31.09 C
ATOM 1266 0O CYS A 160 -8. 910 4,558 -8.631 1.00 31.33 0
ATOM 1267 N LEU A 161 -6. 953 5.558 -8.115 1.00 30.87 N
ATOM 1268 CA LEU A 161 -6. 218 4.961 -9.230 1.00 31.24 C
ATOM 1269 CB LEU A 161 -4, 721 5.085 -8.972 1.00 31.03 C
ATOM 1270 CG LEU A 161 -4.012 6.391 -9.330 1.00 30.77 C
ATOM 1271 CD1 LEU A 161 -4, 876 7.618 -9.148 1.00 30.42 C
ATOM 1272 CDb2 LEU A 161 -2.713 6.493 -8.517 1.00 31.12 C
ATOM 1273 C LEU A 161 -6.614 3.482 -9,472 1.00 31.98 C
ATOM 1274 0O LEU A 161 -6. 771 3,064 -10.617 1.00 32.54 0
ATOM 1275 N GLN A 162 -6. 796 2.709 -8.396 1.00 31.83 N
ATOM 1276 CA GLN A 162 -7. 258 1.315 -8.491 1.00 31.64 C
ATOM 1277 CB GLN A 162 -7.107 0.592 -7.155 1.00 32.28 C
ATOM 1278 CG GLN A 162 -5.790 -0.106 -6.937 1.00 32.03 C
ATOM 1279 CD GLN A 162 -5, 951 -1.308 —-6.027 1.00 31.90 C
ATOM 1280 OE1 GLN A 162 -6.759 -1.292 -5.096 1.00 31.71 0
ATOM 1281 NEZ2 GLN A 162 -5,203 -2.368 -6.305 1.00 31.69 N
ATOM 1282 C GLN A 162 -8. 685 1.128 -9.030 1.00 32.00 C
ATOM 1283 O GLN A 162 -8. 823 0.794 -10.192 1.00 33.49 0
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ATOM 1284 N HIS A 163 -9.734 1.310 -8.216 1.00 32.28 N
ATOM 1285 CA HIS A 163 -11. 143 1.037 -8.657 1.00 32.25 C
ATOM 1286 CB HIS A 163 -12.199 1.335 ~7.528 1.00 31.02 C
ATOM 1287 CG HIS A 163 -12.773 0.127 -6.806 1.00 30.51 C
ATOM 1288 ND1 HIS A 163 ~12.728 -0.005 -5.433 1.00 31.09 N
ATOM 1289 CE1 HIS A 163 -13.347 -1.119 -5.059 1.00 30.03 C
ATOM 1290 NE2 HIS A 163 -13.803 -1.723 -6.142 1.00 29.53 N
ATOM 1291 CD2 HIS A 163 ~13.477 -0.954 -7.246 1.00 31.56 C
ATOM 1292 C  HIS A 163 -11.520 1.783 -9.977 1.00 32.36 c
ATOM 1293 O HIS A 163 -12.634 1.584 -10.486 1.00 33.10 0
ATOM 1294 N GLN A 164 -10. 622 2.607 -10.531 1.00 32.16 N
ATOM 1295 CA GLN A 164 -10. 930 3.569 —-11.642 1.00 32.18 C
ATOM 1296 CB GLN A 1064 -10. 892 5.028 -11.135 1.00 31.55 C
ATOM 1297 CG GLN A 164 -12. 080 5.477 -10.325 1.00 30.22 C
ATOM 1298 CD GLN A 164 -11. 967 6.910 -9.834 1.00 29.54 C
ATOM 1299 OFE1 GLN A 164 12. 066 7.865 -10.604 1.00 29.64 0
ATOM 1300 NE2 GLN A 164 -11. 777 7.065 -8.533 1.00 29.85 N
ATOM 1301 C GLN A 164 -9, 983 3.511 -12.843 1.00 32.44 C
ATOM 1302 O CIN A 164 8761 3.551 -12.662 1.00 31.99 0
ATOM 1303 N GLU A 165 -10. 533 3.464 -14.065 1.00 33.05 N
ATOM 1304 CA GLU A 165 -9. 690 3.530 -15.286 1.00 33.55 C
ATOM 1305 CB GLU A 165 -10.471 3.224 -16.576 1.00 34.18 C
ATOM 1306 CC CLU A 165  -10.772 1.742 ~16.832 1.00 34.76 ¢
ATOM 1307 CD GLU A 165 ~11. 805 1.184 -15.870 1.00 35.04 C
ATOM 1308 OEl1 GLU A 165 -12.403 1.978 -15.106 1.00 34.47 0
ATOM 1309 OE2 GLU A 165 -12.015 —0.048 -15.878 1.00 35.82 0
ATOM 1310 C GLU A 165 -9.011 4,899 -15.377 1.00 33.32 C
ATOM 1311 O GLU A 165 7818 5031 -15.041 1.00 33.33 0
ATOM 1312 N VAL A 166 ~-9.773 5.913 —-15.792 1.00 32.56 N
ATOM 1313 CA VAL A 166 -9, 299 7.298 —15.738 1.00 32.09 C
ATOM 1314 CB VAL A 166 -10. 139 8.228 -16.641 1.00 32.32 C
ATOM 1315 CG1 VAL A 166 -9, 819 7.942 —-18.134 1.00 31.73 C
ATOM 1316 CG2 VAL A 166 -11.640 8.080 -16.353 1.00 32.13 C

[0181] ATOM 1317 C VAL A 166 -9, 287 7.786 -14.290 1.00 32.19 C
ATOM 1318 O VAL A 166 10. 244 7.541 -13.544 1.00 32.21 0
ATOM 1319 N LYS A 167 -8. 186 8.423 -13.877 1.00 32.09 N
ATOM 1320 CA LYS A 167 -8. 068 8.971 —-12.504 1.00 31.20 C
ATOM 1321 CB LYS A 167 -6. 599 9.268 -12.120 1.00 31.36 C
ATOM 1322 CG LYS A 167 -5.896 10,371 -12.961 1.00 32.69 C
ATOM 1323 CD LYS A 167 -4,368 10.458 -12.723 1.00 33.21 C
ATOM 1324 CE LYS A 167 -3.766 11.637 —-13.504 1.00 34.57 C
ATOM 1325 NZ LYS A 167 2,305 11.860 -13.250 1.00 3501 N
ATOM 1326 C LYS A 167 ~8.984 10.204 -12.311 1.00 30.87 C
ATOM 1327 O LYS A 167 9,316 10886 -13.286 1.00 30.84 0
ATOM 1328 N PRO A 168 9. 424 10,476 -11.062 1.00 30.25 N
ATOM 1329 CA PRO A 168 -10,248 11.673 -10.856 1.00 29. 30 C
ATOM 1330 CB PRO A 168  -10.617 11.603 -9.375 1.00 28.46 c
ATOM 1331 CG PRO A 168 -10.446 10.185 -8.999 1.00 29.37 C
ATOM 1332 CD PRO A 168 -9, 324 9,665 -9.836 1.00 30.28 C
ATOM 1333 C PRO A 168 -9,417 12.910 -11.102 1.00 28.92 C
ATOM 1334 O PRO A 168 -8.213 12.880 -10.875 1.00 29.27 0
ATOM 1335 N TYR A 169 -10.046 13.970 -11.588 1.00 28.12 N
ATOM 1336 CA TYR A 169 -9.402 15.274 -11.620 1.00 28.05 C
ATOM 1337 CB TYR A 169 -10.132 16.167 —-12.609 1.00 27.64 C
ATOM 1338 CG TYR A 169 -9,362 17.381 -13.020 1.00 27.67 C
ATOM 1339 (D1 TYR A 169 -8.298 17.288 -13.909 1.00 27.60 C
ATOM 1340 CE1 TYR A 169 -7.603 18.416 -14.296 1.00 27.71 C
ATOM 1341 CZ TYR A 169 -7.967 19.650 -13.788 1.00 27.71 C
ATOM 1342 OH TYR A 169 -7.290 20.791 -14.172 1.00 27.89 0
ATOM 1343 CE2 TYR A 169 -9.021 19.764 —-12.914 1,00 27.75 C
ATOM 1344 CD2 TYR A 169 -9.712 18.636 —12.537 1.00 27.82 C
ATOM 1345 C TYR A 169 -9.404 15.879 -10.199 1.00 27.74 C
ATOM 1346 O TYR A 169 -10.444 15.938 -9.546 1.00 27.63 0
ATOM 1347 N THR A 170 -8.241 16.290 9.705 1.00 27.87 N
ATOM 1348 CA THR A 170 -8.109 16.748 -8.305 1.00 27.78 C
ATOM 1349 CB THR A 170 -6.961 16.003 -7.564 1.00 27.56 C
ATOM 1350 OG! THR A 170 -5.721 16.228 -8.237 1.00 28.27 0
ATOM 13561 CG2 THR A 170 -7.199 14.509 -7.542 1.00 27.15 C
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ATOM 1352 C THR A 170 ~7.932 18.277 -8.194 1.00 27.73 C
ATOM 1353 O THR A 170 -6.932 18.833 -8.683 1.00 28.04 0
ATOM 1354 N LEU A 171 -8.902 18.948 -7.564 1.00 27.29 N
ATOM 1355 CA LEU A 171 ~8.942 20.415 -7.543 1.00 27.48 C
ATOM 1356 CB LEU A 171 -10. 300 20.899 -8.000 1.00 27.31 C
ATOM 1357 CG LEU A 171 ~-10.311 22.259 -B8.670 1.00 27,52 C
ATOM 1358 CDI LEU A 171 -9.159 22.353 -9.638 1.00 27.95 C
ATOM 1359 (€D2 LEU A 171 -11.633 22.455 -9.393 1.00 27.22 C
ATOM 1360 C LEU A 171 ~-8.646 21.025 -6.184 1.00 27.73 C
ATOM 1361 O LEU A 171 -9.528 21.113 ~5.325 1.00 27.54 0
ATOM 1362 N ALA A 172 ~7.405 21.4556 -5.990 1.00 27. 91 N
ATOM 1363 CA ALA A 172 ~7.028 22.108 -4.746 1.00 28.08 C
ATOM 1364 CB ALA A 172 ~5,518 22.204 -4.630 1.00 28.84 C
ATOM 1365 C ALA A 172 ~7.652 23.491 -4.693 1.00 28.14 C
ATOM 1366 O ALA A 172 -7.605 24.240 -5.672 1.00 28.33 0
ATOM 1367 N LEU A 173 -8.252 23.822 -3.554 1.00 28.66 N
ATOM 1368 CA LEU A 173 -8.826 25.157 -3.355 1.00 28.69 C
ATOM 1369 CB LEU A 173 -10.323 25.084 -3.038 1.00 28.39 C
ATOM 1370 CG LEU A 173 -11.333 24.326 -3.913 1.00 27.47 C
ATOM 1371 CD1 LEU A 173 -12.711 24.410 -3.258 1.00 26.96 C
ATOM 1372 CDZ2 LEU A 173 -11.402 24.840 5.340 1.00 27.29 C
ATOM 1373 C LEU A 173 -8.072 25.820 -2.217 1.00 28,62 C
ATOM 1374 O LEU A 173 -8.101 25.321 -1.097 1.00 28.71 0
ATOM 1375 N ALA A 174 -7.399 26.932 -2.527 1.00 28.94 N
ATOM 1376 CA ALA A 174 -6.438 27.589 -1.634 1.00 29. 56 C
ATOM 1377 CB ALA A 174 -5.022 27.335 -2.115 1.00 29.35 C
ATOM 1378 C ALA A 174 -6.656 29.104 -1.472 1.00 30.42 C
ATOM 1379 O ALA A 174 -6, 957 29.817 -2.447 1.00 30.07 0
ATOM 1380 N PHE A 175 -6.485 29.590 -0.236 1.00 30.58 N
ATOM 1381 CA PHE A 175 -6.273 31.012 0.007 1.00 30.77 C
ATOM 1382 CB PHE A 175 -6.120 31.328 1.500 1.00 31.10 C
ATOM 1383 CG PHE A 175 -7.351 31.106 2.305 1.00 30.44 C
ATOM 1384 (D1 PHE A 175 -8.551 31.700 1.948 1.00 30.57 C
[0182] ATOM 1385 CEl PHE A 175 -9.699 31.498 2.701 1.00 30.77 C
ATOM 1386 CZ PHE A 175 -9.648 30.699  3.828 1.00 31.15 C
ATOM 1387 CE2 PHE A 175 -8.439 30.118 4,208 1.00 30.97 C
ATOM 1388 CD2 PHE A 175 -7.302 30.328 3.447 1.00 30.55 C
ATOM 1389 C PHE A 175 -4.967 31.394 -0.649 1.00 31.52 C
ATOM 1390 O PHE A 175 ~-4.012 30.596 -0.609 1.00 31.67 0
ATOM 1391 N LYS A 176 -4,929 32.607 -1.227 1.00 31.83 N
ATOM 1392 CA LYS A 176 -3.684 33.322 -1.595 1.00 31.59 C
ATOM 1393 CB LYS A 176 -3.933 34.840 -1.619 1.00 31.69 C
ATOM 1394 CG LYS A 176 -4.712 35.384 -2.821 1.00 31.52 C
ATOM 1395 CD LYS A 176 -4,598 36.912 -2.950 1.00 30.89 C
ATOM 1396 CE LYS A 176 -5.689 37.634 -2.151 1.00 31.16 C
ATOM 1397 NZ LYS A 176 ~-5.472 39.120 -2.100 1.00 31.24 N
ATOM 1398 C LYS A 176 -2.565 33.042 -0.588 1.00 32.20 C
ATOM 1399 O LYS A 176 -1.437 32.722 -0.971 1.00 32.39 0
ATOM 1400 N  GLU A 177 -2.922 33.158 0.699 1.00 32.39 N
ATOM 1401 CA GLU A 177 -2.0583 32.901 1.852 1.00 32.39 C
ATOM 1402 CB GLU A 177 -2.837 33.187 3.150 1.00 32.22 C
ATOM 1403 CG GLU A 177 -3.067 34.670 3.468 1.00 31.89 C
ATOM 1404 CD GLU A 177 -4.158 35.323 2.620 1.00 32.88 C
ATOM 1405 OE1 GLU A 177 -4.951 34.595 1.963 1.00 32.60 0
ATOM 1406 OEZ GLU A 177 -4.228 36.582 2.619 1.00 33.15 0
ATOM 1407 C GLU A 177 -1.434 31.486 1.902 1.00 32.54 C
ATOM 1408 O GLU A 177 -0.294 31.298 2.367 1.00 32.74 0
ATOM 1409 N GLN A 178 -2.196 30.502 1.425 1.00 32.18 N
ATOM 1410 CA GLN A 178 -1.781 29.100 1.457 1.00 32.23 C
ATOM 141! CB GLN A 178 -2.998 28.187 1.378 1.00 31.75 C
ATOM 1412 CG GLN A 178 -3.543 27.776 2.714 1.00 31.46 C
ATOM 1413 CD GLN A 178 -4.944 27.283 2.606 1.00 30.90 C
ATOM 1414 OEl1 GLN A 178 -5.305 26.238 3.151 1.00 31.52 0
ATOM 1415 NE2 GLN A 178 -5.758 28.027 1.886 1.00 30.83 N
ATOM 1416 C GLN A 178 -0.807 28.719 0.353 1.00 32.70 C
ATOM 1417 O GLN A 178 -0.204 27.630 0.403 1.00 33.00 0
ATOM 1418 N ILE A 179 -0.655 29.594 -0.639 1.00 32.80 N
ATOM 1419 CA 1ILE A 179 0.230 29.320 -1.772 1.00 32.96 C
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ATOM 1420 CB ILE
ATOM 1421 CG1 ILE
ATOM 1422 (D1 ILE
ATOM 1423 CG2 ILE
ATOM 1424 C ILE
ATOM 1425 0 ILE
ATOM 1426 N CYS
ATOM 1427 CA CYS
ATOM 1428 CB CYS
ATOM 1429 SG CYS
ATOM 1430 C CYS
ATOM 1431 0 CY¥S
ATOM 1432 N LEU
ATOM 1433 CA LEU
ATOM 1434 CB LEU
ATOM 1435 CG LEU
ATOM 1436 CD1 LEU
ATOM 1437 (D2 LEU
ATOM 1438 C LEU
ATOM 1439 O LEU
ATOM 1440 N GLN
ATOM 1441 CA GLN
ATOM 1442 CB GLN
ATOM 1443 CG GLN
ATOM 1444 CD GLN
ATOM 1445 OEl GLN
ATOM 1446 NEZ GLN
ATOM 1447 C GLN
ATOM 1448 0 GLN
ATOM 1449 N VAL
ATOM 1450 CA VAL
ATOM 1451 CB VAL
ATOM 1452 (Gl VAL
ATOM 1453 CGZ VAL
[0183] ATOM 1454 C VAL
ATOM 1455 0O VAL
ATOM 1456 N PRO
ATOM 1457 CA PRO

. 212 30.099 -3.054
.606 29.635 -3.526
. 722 28.160 -3.932
.808 29.953 -4.194
.689 29.570 -1.377
008 30.610 -0.799
557 28.592 -1.646
970 28.654 -1.247
356 27.406 -0.458
378 27.170  1.019
865 28.769 -2.477
379 28.592 -3.609
136 29.065 -2.250
115 29.118 -3.314
384 29.843 -2.842
592 30.182 -3.735
625 30.885 -2.886
242 28.960 -4.374
369 27.663 -3.662
993 27.213 -4.734
978 26.914 -2.747
027 25.451 -2.891
384 24.948 -3.456
.400 24.805 -5.036
.518 5,777
.838  5.169
.428 25.763 -7.098
.589 24.752 -1.595
.774  25.283 -0.490
.938 23.603 -1.771
506 22.718 -0.695
013 22.320 -0.888
713 20.917 -0. 367
101 23.352 -0.232
429 21.486 -0.672
778 20.960 -1,722
849 21.030 0.519
657 19.813  0.523
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ATOM 1458 CB PRO A 184 182 19.747  1.967

ATOM 1459 CG PRO A 184 907 21.120  2.555 00 35. 30
ATOM 1460 CD PRO A 184 682 21.576 1.872 00 34.75
ATOM 1461 C PRO A 184 795 18.591 0. 184 00 35. 05
ATOM 1462 0 PRO A 184 690 18.459  0.697 00 35.58
ATOM 1463 N  ALA A 185 282 17.731 -0.700 00 35.19
ATOM 1464 CA ALA A 185 499 16.584 -1.151 00 36.19
ATOM 1465 CB ALA A 185 135 16.730 -2.628 00 35.02
ATOM 1466 C ALA A 185 .246 15.268 -0.887 00 37.26
ATOM 1467 0 ALA A 185 .434 15.277 -0.555 00 36. 74
ATOM 1468 N  ASN A 186 7.538 14.145 -1.024 00 37.63
ATOM 1469 CA ASN A 186 8.138 12.809 -0.881 00 37.77
ATOM 1470 CB ASN A 186 7.253 11.898 -0.013 00 38. 66
ATOM 1471 CG ASN A 186 7.552 12.019 1.476 00 39.27
ATOM 1472 0Dl ASN A 186 8.398 12.820 1.904 00 39. 31
ATOM 1473 ND2 ASN A 186 6.854 11.219 2,275 00 39.14
ATOM 1474 C ASN A 186 8.384 12.134 -2.222 00 37.53
ATOM 1475 0O ASN A 186 7.565 11.330 -2.670 00 38.14
ATOM 1476 N ALA A 189 3.959 12.969 -1.607 00 35.46
ATOM 1477 CA ALA A 189 3.820 11.779 -2.444 00 34.84
ATOM 1478 CB ALA A 189 3.196 10.618 -1.662 00 34.17
ATOM 1479 C ALA A 189 3.074 12.011 -3.764 00 34. 25
ATOM 1480 O ALA A 189 3.542 11.540 -4.812 00 34. 22
ATOM 1481 N  ALA A 190 1.935 12.718 -3.729 00 33.87
ATOM 1482 CA ALA A 190 1.037 12.860 —4.918 00 33.05
ATOM 1483 CB ALA A 190 -0.239 11.942 -4.759 00 32.62
ATOM 1484 C ALA A 190 0.629 14.309 -5,233 00 31.85
ATOM 1485 0 ALA A 190 0.163 15.001 —4.347 00 31.70
ATOM 1486 N LYS A 191 0.808 14.761 —6.477 00 31.16
ATOM 1487 CA LYS A 191 0.384 16.122 -6.904 00 30.88
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ATOM 1488 CB LYS A 191 1.074 16.548 -8.199 1.00 31.09 C
ATOM 1489 CG LYS A 191 2.566 16.743 -8.117 1.00 31.60 C
ATOM 1490 CD LYS A 191 3.133 17.167 -9.477 1.00 30.82 C
ATOM 1491 CE LYS A 191 4.613 16.838 -9.523 1.00 30.95 C
ATOM 1492 NZ LYS A 191 5.351 17.585 -10.575 1.00 31.51 N
ATOM 1493 C LYS A 191 -1.121 16.296 -7.147 1.00 30.57 C
ATOM 1494 O LYS A 191 -1.839 15.324 -7.373 1.00 31.40 0
ATOM 1495 N VAL A 192 -1.583 17.547 -7.122 1.00 30.27 N
ATOM 1496 CA VAL A 192 2,941 17.881 -7.539 1.00 29,44 C
ATOM 1497 CB VAL A 192 -3.651 18.911 -6.591 1.00 29.05 C
ATOM 1498 CG1 VAL A 192 3,682 18.431 -5.165 1.00 29,13 ¢
ATOM 1499 CG2 VAL A 192 -3.010 20.275 -6.661 1.00 29.20 C
ATOM 1500 C VAL A 192 -2.904 18.426 -—-8.976 1.00 29.22 C
ATOM 1501 O VAL A 192 -2.020 19.206 -9.321 1.00 29.73 0
ATOM 1502 N ASP A 193 -3.864 18.005 -9.800 1.00 28.98 N
ATOM 1503 CA ASP A 193 -4.086 18.534 —11.155 1.00 28. 48 C
ATOM 1504 CB ASP A 193 -5.400 17.995 -11.719 1.00 28.24 C
ATOM 1505 CG ASP A 193 -5.353 16.497 -11.985 1.00 28.18 C
ATOM 1506 0D1 ASP A 193 -4.356 16.003 -12.553 1.00 28.71 0
ATOM 1507 0OD2 ASP A 193 -6.319 15.806 —-11.626 1.00 28.08 0
ATOM 1508 C ASP A 193 -4.109 20.067 -11.273 1.00 28.64 C
ATOM 1509 O ASP A 193 -3.599 20.608 —-12.260 1.00 29.09 0
ATOM 1510 N GLU A 194 ~4.713 20.748 —10.287 1.00 28. 45 N
ATOM 1511 CA GLU A 194 -4, 885 22.203 -10.298 1.00 28.15 C
ATOM 1512 CB GLU A 194 —-6.018 22.563 -11.237 1.00 28.18 C
ATOM 1513 CG GLU A 194 —-6. 141 24,031 -11.632 1.00 28.30 C
ATOM 1514 CD GLU A 194 -7.218 24.230 -12.710 1.00 28.53 C
ATOM 1515 O0OE1 GLU A 194 -7.633 25.384 -12.960 1.00 28.55 0
ATOM 1516 OE2 GLU A 194 -7.657 23.221 -13.309 1.00 28.41 [¢]
ATOM 1517 C GLU A 194 -5.186 22.772 -8.916 1.00 28.41 C
ATOM 1518 O GLU A 194 -5.961 22.191 -8.126 1.00 28.17 0
ATOM 1519 N VAL A 195 -4.557 23.917 -8.644 1.00 28. 37 N
ATOM 1520 CA VAL A 195 -4,814 24.702 -7.450 1.00 28.57 C

[0184] ATOM 1521 CB VAL A 195 -3.494 25.018 -6.677 1.00 29.21 C
ATOM 1522 CG1 VAL A 195 -2.891 23.768 -6.099 1.00 29.50 C
ATOM 1523 CG2 VAL A 195 -2.466 25.625 -7.598 1.00 30.13 C
ATOM 1524 C VAL A 195 5539 25.986 -7.868 1.00 28,65 ¢
ATOM 1525 0O VAL A 195 -5.172 26.606 -8.843 1.00 28.65 0
ATOM 1526 N LEU A 196 -6.591 26.368 -7.160 1,00 29.16 N
ATOM 1527 CA LEU A 196 -7.236 27.658 7.411 1.00 29.40 C
ATOM 1528 CB LEU A 196 -8.748 27.522 -7.602 1.00 28.96 C
ATOM 1529 CG LEU A 196 9,357 26.592 -8.641 1.00 28. 41 ¢
ATOM 1530 CD1 LEU A 196 -10.833 26.621 -8.392 1.00 28.66 C
ATOM 1531 CD2 LEU A 196 9,011 27.021 -10.066 1.00 28, 26 c
ATOM 1532 C LEU A 196 -6.976 28.630 -6.278 1.00 29.55 C
ATOM 1533 O LEU A 196 -6, 723 28.216 -5.150 1.00 29.89 0
ATOM 1534 N TYR A 197 7 081 29.922 -6.594 1.00 30,54 N
ATOM 1535 CA TYR A 197 -6.810 31.031 -5.660 1.00 30.94 C
ATOM 1536 CB TYR A 197 -5.432 30.879 -5.027 1.00 31.10 C
ATOM 1537 CG TYR A 197 -4,289 30.982 -6.017 1.00 31.30 C
ATOM 1538 CD1 TYR A 197 -3.807 32.225 -6.419 1.00 31.85 C
ATOM 1539 CE1 TYR A 197 -2.779 32.326 -7.314 1.00 32.34 C
ATOM 1540 CZ TYR A 197 -2.193 31.195 -7.810 1.00 31.62 C
ATOM 1541 OH TYR A 197 -1.156 31.344 -8.695 1.00 32.63 0
ATOM 1542 CE2 TYR A 197 -2.630 29.945 -7.430 1.00 30.99 C
ATOM 1543 CD2 TYR A 197 -3.674 29.841 -6.535 1.00 30.97 C
ATOM 1544 C TYR A 197 -6.865 32.376 -6.387 1.00 31.73 C
ATOM 1545 O TYR A 197 -6.964 32.399 -7.616 1.00 32.77 0
ATOM 1546 N GLU A 198 -6. 808 33.477 -5.627 1.00 31.95 N
ATOM 1547 CA GLU A 198 -6.332 34.818 —-6.105 1.00 32.15 C
ATOM 1548 CB GLU A 198 5996 34.848 ~7.595 1.00 3229 c
ATOM 1549 CG GLU A 198 -4.973 35.889 -7.988 1.00 33.28 C
ATOM 1550 CD GLU A 198 -4,398 35.618 -9.377 1.00 35.22 C
ATOM 1551 OEl1 GLU A 198 -5.161 35.177 -10.283 1.00 35.59 0
ATOM 1552 OEZ2 GLU A 198 -3.173 35.829 -9.557 1.00 35.36 0
ATOM 1553 C GLU A 198 -7.266 35.966 -5.756 1.00 31.98 C
ATOM 1554 O GLU A 198 ~-8.468 35.836 -—5.893 1.00 32.16 0
TER 1555 GLU A 198
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HETATM 1556 N1 THF B 501 -11.313 16.621 6.043 1.00 28.42 N
HETATM 1557 C2 THF B 501 -11.186 18.089 5.712 1.00 30.24 C
HETATM 1558 NAZ THF B 501 -12. 149 18. 985 6.267 1.00 29.87 N
HETATM 1559 N3 THF B 501 -9. 768 18.632 5.800 1.00 27.52 N
HETATM 1560 C4 THF B 501 -8.503 17.820 5.937 1.00 25.15 C
HETATM 1561 04 THF B 501 -7.516 18.372 5.160 1.00 22.40 0
HETATM 1562 C4A THF B 501 -8. 679 16. 284 5 733 1.00 29.88 C
HETATM 1563 Nb THF B 501 -7.703 15. 320 6.359 1.00 31.65 N
HETATM 1564 C6 THF B 501 8 194 14.610 7.702 1.00 32.89 c
HETATM 1565 C7 THF B 501 -9.600 14.038 7.483 1.00 30.15 C
IIETATM 1566 N8 THF B 501 -10. 215 14. 341 6.215 1.00 26.11 N
HETATM 1567 C8A THF B 501 -10. 100 15.744 5.721 1.00 28.09 C
HETATM 1568 C9 THF B 501 -8.039 15, 325 9.068 1,00 39.15 C
HETATM 1569 N10 THF B 501 -7.004 14.869 10.014 1.00 48.49 N
HETATM 1570 Cl11 THF B 501 -5.497 13.676 14.013 1.00 48.49 C
HETATM 1571 Cl12 THF B 501 -6.790 13.424 13.579 1.00 48.49 C
HETATM 1572 C13 THF B 501 -7.258 13.881 12.244 1.00 48.49 C
HETATM 1573 Cl14 THF B 501 -6.399 14.453 11.291 1.00 48.49 C
HETATM 1574 (€15 THF B 501 -4.982 14.564 11.652 1.00 48.49 C
HETATM 1575 C16 THF B 501 -4,536 14,189 12.987 1.00 48.49 C
HETATM 1576 C THF B 501 -5.071 13.129 15.402 1.00 48.49 C
HETATM 1577 O THF B 501 -5.854 12.955 16.273 1,00 48.49 0
HETATM 1578 N THF B 501 -3.652 12.836 15.589 1.00 48.49 N
HETATM 1579 CA THF B 501 -3.008 12.286 16.783 1.00 48.49 C
HETATM 1580 CB THF B 501 -2.350 10.974 16.337 1.00 48.49 C
HETATM 1581 CG THF B 501 -1.508 11.086 15.066 1.00 48.49 C
HETATM 1582 CD THF B 501 -0.351 10,129 14.926 1.00 48.49 C
HETATM 1583 OE1 THF B 501 -0. 623 9.002 14.961 1.00 48.49 0
HETATM 1584 OE2 THF B 501 0.973 10.514 15.127 1.00 48.49 0
HETATM 1585 CT THF B 501 -2.041 13.192 17.581 1.00 48.49 C
HETATM 1586 01 THF B 501 -1.999 14.364 17.433 1.00 48.49 0
HETATM 1587 02 THF B 501 -1.130 12.613 18.464 1.00 48.49 0
HETATM 1588 CP1 THF B 501 -6. 802 14,590 5.47¢ 1.00 40.02 C

[0185] HETATM 1589 03 THF B 501 -5.615 14. 680 5.361 1.00 47.65 0
TER 1590 THF B 501
ATOM 1591 O HOH S 2 -10.702 13.050 14.530 1.00 31.15 0
ATOM 1592 O HOH S 4 -14. 673 5. 597 7.336 1.00 27.97 0
ATOM 1593 O HOH S 5 -20. 740 6. 204 8.077 1.00 29.10 0
ATOM 1594 O HOH S 6 -23. 957 6.229 -6.764 1.00 27.52 0
ATOM 1595 O HOH S 7 -7.673 32.366 -2.391 1.00 31.16 0
ATOM 1596 O HOH § 10 -18.892 23.538 4,627 1.00 26.66 0
ATOM 1597 O HOH S 11  -24.363 9,507 10,932 1.00 30.36 0
ATOM 1598 O HOH S 14 -25.565 13.173 -3.563 1.00 27.15 0
ATOM 1599 O HOH S 17 9 436 27.911 5.522 1.00 32.70 0
ATOM 1600 O HOH S 19  —-12.416 15.831 -1.038 1.00 26.55 0
ATOM 1601 O HOH S 20 S4073 -3.421 -4.078 1.00 30.20 0
ATOM 1602 0 HOH S 21 7827 26.612 2411 1.00 30.44 0
ATOM 1603 O HOH S 22 -8.069 -1.856 -9.428 1.00 31.50 0
ATOM 1604 O HOH S 24 -6.906 -3.410 -3.735 1.00 30.31 0
ATOM 1605 O HOH § 25 -18. 818 29. 678 7.664 1.00 29.24 0
ATOM 1606 0O HOH S 26 -14.129 15.264 —-15.039 1.00 28.09 0
ATOM 1607 O HOH S 27 ~15.285 17.064 5,107 1.00 26.99 0
ATOM 1608 O HOH S 30 -7.194 7.113 3.465 1.00 29.77 0
ATOM 1609 O HOH S 31 16. 057 14,572 2.672 1.00 32.14 0
ATOM 1610 O HOH § 32 -7.956 -4.973 -2.211 1,00 28.73 0
ATOM 1611 O HOH § 33 -17.176 1. 984 8.682 1,00 26.17 0
ATOM 1612 O HOH S 35 -20. 090 1. 647 8.866 1.00 26.79 0
ATOM 1613 O HOH S 36 8.518 28.595 7.851 1.00 35.46 0
ATOM 1614 O HOH S 37 3.753 18.197 1.566 1.00 33.51 0
ATOM 1615 O HOH S 38 -26. 535 5.383 —7.170 1.00 30.42 0
ATOM 1616 O HOH S 39 3868 13.618 -8.469 1.00 28 65 0
ATOM 1617 O HOH S 40 -13.777 10.074 -14.245 1.00 27.50 0
ATOM 1618 O HOH § 41 -13.519 32.936 11.758 1.00 31.66 0
ATOM 1619 O HOH § 42 7.618 11.292 -4.960 1.00 34.19 0
TER 1620 HOH S 42
ATOM 1621 P P04 C 1 -4,331 14.535 4. 833 1.00 30.00 P
ATOM 1622 01 P04 C 1 -4,236 15.717 3.973 1.00 30.00 0
ATOM 1623 02 P04 C 1 -5.747 14, 438 5.310 1.00 30.00 0

ATOM 1624 03 P04 C 1 -3.848 13. 450 3.940 1.00 30.00 0
1625 04 PO4 C 1 -3.389 14.655 5.966 1.00 30.00 [0}

ATOM
[0186] END
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ATOM 60 CG LYS A 10 ~6.978 18.423 -4.502 1.00 16.72 C
ATOM 61 CD LYS A 10 -6.491 16.988 -4.393 1.00 18. 87 C
ATOM 62 CE LYS A 10 -6.679 16.460 -2.996 1.00 24.73 C
ATOM 63 NZ LYS A 10 -6.065 15.109 -3.028 1.00 30.06 N
ATOM 64 C LYS A 10 -6.618 20.927 -7.389 1.00 19.40 C
ATOM 66 0 LYS A 10 -5.7456 21.745 -7.381 1.00 17.75 0
ATOM 66 N ARG A 11 -7.166 20.498 -8.5156 1,00 20.52 N
ATOM 67 CA ARG A 11 -6.678 20.973 -9.800 1.00 19.97 C
ATOM 68 CB ARG A 11 -7.483 20.210 -10.894 1.00 22.78 C
ATOM 69 CG ARG A 11 -7.052 20.503 -12.310 1.00 27.16 C
ATOM 70 CD ARG A 11 -8.077 19.792 -13.310 1.00 30.78 C
ATOM 71 NE ARG A 11 -9.517 19.884 -12.927 1.00 32.13 N
ATOM 72 CZ ARG A 11 -10.270 20.996 —-13.064 1.00 34.21 C
ATOM 73 NHI ARG A 11 -9.707 22.107 -13.557 1.00 39.27 N
ATOM 74 NH2 ARG A 11 -11.549 21.033 -12.688 1.00 33.87 N
ATOM 75 C ARG A 11 -6.853 22.468 -9.933 1.00 19.33 C
ATOM 76 0 ARG A 11 -5.946 23.198 -10.346 1.00 19.80 0
ATOM 77 N SER A 12 -8.037 22.956 -9.587 1.00 20.92 N
ATOM 78 CA SER A 12 -8.272 24.409 -9.659 1.00 23.61 C
ATOM 79 CB SER A 12 -9.697 24.630 -9.211 1.00 24.33 C
ATOM 80 0G SER A 12 -9.965 26.008 9.158 1.00 38.06 0
ATOM 81 C SERA 12 -7.306 25.227 -8,784 1.00 23.14 C
ATOM 82 0 SERA 12 -6.726 26.218 -9.225 1.00 22.99 0
ATOM 83 N LEU A 13 -7.091 24.761 -7.560 1.00 21.66 N
ATOM 84 CA LEU A 13 -6. 1556 25.436 -6.675 1.00 20.39 C
ATOM 85 CB LEU A 13 -6.332 24.826 -5.274 1.00 20.35 C
ATOM 86 CG LEU A 13 -5.428 25.508 -4.208 1.00 19.96 C
ATOM 87 CDL LEU A 13 -5.511 27.078 -4.144 1.00 23.01 C
ATOM 88 CD2 LEU A 13 -5.843 24.814 -2.843 1.00 22.60 C
ATOM 89 C LEUA 13 -4.690 25.400 -7.179 1.00 20.94 C
ATOM 90 0 LEUA 13 -3.945 26.379 -7.091 1.00 22.53 0
ATOM 91 N ARG A 14 -4.264 24.260 -7.699 1.00 19.67 N
ATOM 92 CA ARG A 14 -2.985 24.183 -8.369 1.00 20.36 C
[0190] ATOM 93 CB ARG A 14 -2.712 22.769 -8.971 1.00 19.14 C
ATOM 94 CG ARG A 14 -2.579 21.652 -7.946 1.00 20.25 C
ATOM 95 CD ARG A 14 -1.996 20.356 -8.617 1.00 24.75 C
ATOM 96 NE ARG A 14 -2.148 19.278 -7.644 1.00 22.35 N
ATOM 97 CZ ARG A 14 -3.095 18.376 -7.622 1.00 25.18 C
ATOM 98 NH1 ARG A 14 -3.979 18.279 -8.659 1.00 25.58 N
ATOM 99 NH2 ARG A 14 -3.136 17.549 -6.583 1.00 24.35 N
ATOM 100 C ARG A 14 ~2.782 25.230 -9.445 1.00 21,71 C
ATOM 101 0 ARG A 14 ~1.700 25.875 -9.505 1.00 20.43 0
ATOM 102 N GLY A 15 -3.815 25.400 -10.288 1.00 21.46 N
ATOM 103 CA GLY A 15 ~3.746 26.437 -11.341 1.00 22.24 C
ATOM 104 C GLY A 15 ~-3.619 27.810 -10.730 1.00 23.70 C
ATOM 1056 0 GLY A 15 ~2.766 28.575 —-11.142 1.00 25.99 0
ATOM 106 N GLU A 16 ~-4,391 28.093 -9.678 1.00 25.41 N
ATOM 107 CA GLU A 16 -4.237 29.376 -9.003 1.00 28.27 C
ATOM 108 CB GLU A 16 -5.280 29.515 -7.893 1.00 28.10 C
ATOM 109 CG GLU A 16 -6.711 29.638 -8.455 1.00 38.56 C
ATOM 110 CD GLU A 16 ~7.820 29.458 -7.392 1.00 47.80 C
ATOM 111 OEl GLU A 16 -7.642 29.930 -6.242 1.00 54.01 0
ATOM 112 OE2 GLU A 16 -8.871 28.842 -7.705 1.00 52.97 0
ATOM 113 € GLU A 16 -2.816 29.623 -8.459 1.00 25.89 C
ATOM 114 0 GLU A 16 -2.202 30.675 -8.694 1.00 25.08 0
ATOM 115 N LEU A 17 -2.307 28.635 -7.713 1.00 25.82 N
ATOM 116 CA LEU A 17 -0.996 28.708 -7.085 1.00 24.51 C
ATOM 117 CB LEU A 17 -0.721 27.449 -6.241 1.00 23.46 C
ATOM 118 CG LEU A 17 -1.613 27.418 -5.003 1.00 25.55 C
ATOM 119 CD1 LEU A 17 -1.679 26.024 -4.434 1.00 22.90 C
ATOM 120 €D2 LEU A 17 -1.078 28.428 -3.942 1.00 28.78 C
ATOM 121 C LEU A 17 0.052 28.830 -8.112 1.00 23.52 C
ATOM 122 0 LEU A 17 0.921 29.670 -7.980 1.00 24.68 0
ATOM 123 N LYS A 18 0.012 27.989 -9.160 1.00 24.83 N
ATOM 124 CA LYS A 18 1.028 28.084 -10.203 1.00 24.07 C
ATOM 125 CB LYS A 18 0.813 27.031 -11.294 1.00 25.24 C
ATOM 126 CG LYS A 18 1.363 25.632 -10.903 1.00 27.02 C
ATOM 127 CD LYS A 18 0.760 24.510 -11.762 1.00 34.65 C
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ATOM 128 CE LYS A 18 1.707 23.320 -11.930 1.00 35.17 C
ATOM 129 NZ LYS A 18 3.161 23.735 -11.990 1.00 35.12 N
ATOM 130 C LYS A 18 1.100 29.448 -10.860 1.00 25.08 C
ATOM 131 0 LYSA 18 2.194 29.896 -11.224 1.00 26.08 0
ATOM 132 N ALAA 19 -0.044 30.091 -11.052 1.00 25.98 N
ATOM 133 CA ALA A 19 -0.064 31.396 -11.677 1.00 28.04 C
ATOM 134 CB ALA A 19 -1.470 31.827 -11.884 1.00 28.55 C
ATOM 135 ¢ ALA A 19 0.656 32.422 -10.781 1.00 30.11 C
ATOM 136 0 ALAA 19 1.545 33.211 -11.269 1.00 29.80 0
ATOM 137 N ARG A 20 0.314 32.425 -9.490 1.00 29.52 N
ATOM 138 CA ARG A 20 1.095 33.256 -8.496 1.00 31.56 C
ATOM 139 CB ARG A 20 0.532 33.104 -7.101 1.00 31.95 C
ATOM 140 CG ARG A 20 -0.909 33.176 -7.088 1.00 36.34 C
ATOM 141 CD ARG A 20 -1.434 32.587 -5.839 1.00 45.33 C
ATOM 142 NE ARG A 20 -1.307 33.535 -4.767 1.00 51.78 N
ATOM 143 CZ ARG A 20 -1.881 33.391 -3.577 1.00 56.59 C
ATOM 144 NH1 ARG A 20 -2.647 32.307 -3.297 1.00 54.19 N
ATOM 145 NH2 ARG A 20 -1.695 34.359 -2.666 1.00 58.80 N
ATOM 146 C ARG A 20 2.576 32.969 -8.442 1.00 30.84 C
ATOM 147 O ARG A 20 3.422 33.874 -8.377 1.00 32.15 0
ATOM 148 N LEU A 21 2,920 31.688 -8.474 1.00 32.21 N
ATOM 149 CA LEU A 21 4,325 31.352 -8.480 1.00 31.38 C
ATOM 150 CB LEU A 21 4.521 29.881 -8.226 1.00 31.20 C
ATOM 151 CG LEU A 21 4.019 29.360 -6.901 1.00 30.92 C
ATOM 152 CD1 LEU A 21 3.802 27.765 -7.043 1.00 28.41 C
ATOM 153 CD2 LEU A 21 4,977 29.669 -5.756 1.00 32.65 C
ATOM 154 C LEU A 21 5.013 31.820 -9.751 1.00 32.88 C
ATOM 155 0 LEU A 21 6.165 32.322 -9.701 1.00 31.78 0
ATOM 156 N ARG A 22 4.336 31.671 -10.896 1.00 32.94 N
ATOM 157 CA ARG A 22 4,845 32,277 -12.158 1.00 35.53 C
ATOM 158 CB ARG A 22 3.909 32.018 -13.361 1.00 34.17 C
ATOM 159 CG ARG A 22 4,411 30.929 -14.228 1.00 36.91 C
ATOM 160 CD ARG A 22 4,298 31.325 -15.717 1.00 41.97 C
[0191] ATOM 161 NE ARG A 22 5.322 30.719 -16.582 1.00 45.61 N
ATOM 162 CZ ARG A 22 5.856 31.326 -17.654 1.00 50.44 C
ATOM 163 NH1 ARG A 22 5.450 32.556 -18.003 1.00 53.58 N
ATOM 164 NH2 ARG A 22 6. 773 30.709 -18.414 1.00 47.82 N
ATOM 165 C ARG A 22 5.036 33.792 -12.057 1.00 34.89 C
ATOM 166 O ARG A 22 5.974 34.323 -12.631 1.00 36.41 0
ATOM 167 N ALA A 23 4.163 34.459 -11.320 1.00 34.39 N
ATOM 168 CA ALA A 23 4,135 35.907 —-11.288 1.00 35.20 C
ATOM 169 CB ALA A 23 2.798 36.309 -10.900 1.00 32.57 C
ATOM 170 ¢ ALA A 23 5.159 36.557 -10.308 1.00 36.77 C
ATOM 171 0 ALA A 23 5.183 37.791 -10.115 1.00 37.27 0
ATOM 172 N MET A 24 5.975 35.729 -9.660 1,00 36,97 N
ATOM 173 CA MET A 24 6.919 36.211 -8.660 1.00 35.80 C
ATOM 174 CB MET A 24 7.031 35.065 -7.614 1.00 36.41 C
ATOM 175 CG MET A 24 7.733 35.453 -6.336 1.00 38.68 C
ATOM 176 SD MET A 24 7.931 33.997 -5.271 1.00 42.38 S
ATOM 177 CE MET A 24 6.252 33.503 -5.172 1.00 25,09 C
ATOM 178 C MET A 24 8.272 36.529 -9.346 1.00 34.67 C
ATOM 179 0 MET A 24 8. 645 35.857 -10.287 1.00 36.83 0
ATOM 180 N SER A 25 9.069 37.505 -8.920 1.00 33.23 N
ATOM 181 CA SER A 25 10.414 37.652 -9.532 1,00 32.18 C
ATOM 182 CB SER A 25 10.946 39.098 -9.315 1.00 31.82 C
ATOM 183 OG SER A 25 10.944 39.337 -7.922 1.00 29.96 0
ATOM 184 C SER A 25 11.538 36.710 -9.024 1.00 31.79 C
ATOM 185 0 SERA 25 11.535 36.265 -7.915 1.00 33.62 0
ATOM 186 N ALA A 26 12.529 36.444 -9.831 1.00 31.12 N
ATOM 187 CA ALA A 26 13.635 35.679 -9.360 1.00 32.44 C
ATOM 188 CB ALA A 26 14. 697 35.588 —-10.392 1.00 31.90 C
ATOM 189 C ALA A 26 14.191 36.273 -8.069 1.00 33.65 C
ATOM 190 0 ALA A 26 14. 441 35.549 -7.100 1.00 32,56 0
ATOM 191 N ALA A 27 14. 421 37.588 -8.070 1.00 34.16 N
ATOM 192 CA ALA A 27 14,988 38.277 -6.869 1.00 33.65 C
ATOM 193 CB ALA A 27 15.224 39.858 -7.182 1.00 33.67 C
ATOM 194 C ALA A 27 14.101 38.072 -5.626 1.00 33.43 C
ATOM 196 0 ALA A 27 14. 577 37.908 -4.518 1.00 35.18 0
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ATOM 196 N GLU A 28 12.806 38.092 -5.786 1.00 32.39 N
ATOM 197 CA GLU A 28 11.970 37.973 -4.634 1.00 31.78 C
ATOM 198 CB GLU A 28 10. 600 38.361 -5.006 1,00 31.37 C
ATOM 199 CG GLU A 28 9.510 38.003 -4.030 1.00 30.03 C
ATOM 200 CD GLU A 28 9.548 38.775 -2.692 1.00 34.21 C
ATOM 201 OEl1 GLU A 28 10. 371 39.710 -2.591 1.00 36.18 0
ATOM 202 OE2 GLU A 28 8.781 38.445 -1.769 1,00 32.05 6}
ATOM 203 C GLU A 28 11.937 36.506 -4.109 1.00 32.05 C
ATOM 204 O GLU A 28 11.954 36.264 -2.929 1.00 31.01 0]
ATOM 205 N ALA A 29 11.831 35.552 -5.004 1.00 30.51 N
ATOM 206 CA ALA A 29 11,871 34.150 -4.586 1.00 29,18 c
ATOM 207 CB ALA A 29 11.873 33.274 -5.825 1.00 27.80 C
ATOM 208 C ALA A 29 13.166 33.971 -3.752 1.00 29.50 C
ATOM 209 O ALA A 29 13.169 33,308 -2.698 1.00 28.67 0
ATOM 210 N LEU A 30 14. 263 34.557 -4.229 1,00 29.16 N
ATOM 211 CA LEU A 30 15. 556 34.537 -3.529 1.00 31.02 C
ATOM 212 CB LEU A 30 16. 677 35.142 -4.367 1.00 31.13 C
ATOM 213 CG LEU A 30 17.212 34.205 -5.443 1.00 36.07 C
ATOM 214 CD1 LEU A 30 18.340 34.894 -6.353 1.00 38.83 C
ATOM 215 CD2 LEU A 30 17.664 32.830 -4.840 1,00 36.04 C
ATOM 216 C LEU A 30 15.532 35.205 -2.157 1.00 31.09 C
ATOM 217 O LEU A 30 16.196 34.691 -1.228 1.00 29.50 Q
ATOM 218 N ARG A 31 14776 36.296 -2.028 1.00 30.25 N
ATOM 219 CA ARG A 31 14. 600 36.986 -0.721 1.00 31.05 C
ATOM 220 CB ARG A 31 13.942 38.338 -0.895 1.00 31.74 C
ATOM 221 CG ARG A 31 13.680 39.061 0.442 1.00 32.16 C
ATOM 222 CD ARG A 31 12.910 40. 283 0.155 1,00 31.47 C
ATOM 223 NE ARG A 31 11.514 39,948 0.134 1.00 29.35 N
ATOM 224 CZ ARG A 31 10. 843 39. 569 1.199 1.00 33.31 C
ATOM 225 NH1 ARG A 31 11,473 39,489 2.380 1.00 34.20 N
ATOM 226 NH2 ARG A 31 9. 551 39,258 1.087 1.00 30.62 N
ATOM 227 C ARG A 31 13.798 306. 144 0.342 1.00 32.04 C
ATOM 228 0O ARG A 31 14. 231 36,034 1.492 1.00 30.17 0

[0192] ATOM 229 N GLN A 32 12. 749 35.448 -0.095 1.00 27.97 N
ATOM 230 CA GLN A 32 11.927 34,744 0.837 1.00 27.35 C
ATOM 231 CB GLN A 32 10. 545 34. 338 0.298 1.00 26. 37 C
ATOM 232 CG GLN A 32 9. 549 35,409 0.277 1.00 26.39 C
ATOM 233 CD GLN A 32 8. 185 34.953 -0.035 1.00 25.78 C
ATOM 234 OEl1 GLN A 32 7.604 34.115 0.667 1.00 28.34 [0}
ATOM 235 NE2 GLN A 32 7.550 35.636 -1.045 1.00 28.13 N
ATOM 236 C GLN A 32 12,705 33. 468 1.195 1.00 26.02 C
ATOM 237 O GLN A 32 12.521 32.981 2.338 1.00 24.80 0
ATOM 238 N SER A 33 13 444 32926 0.221 1.00 24.87 N
ATOM 239 CA SER A 33 14,292 31.748 0.463 1,00 24.29 c
ATOM 240 CB SER A 33 14.946 31.217 -0.815 1.00 23,16 ¢
ATOM 241 0G SER A 33 13.902 30.910 -1.742 1.00 20.00 0
ATOM 242 C SER A 33 15.374 32.103 1.513 1.00 26.42 C
ATOM 243 O SER A 33 15, 701 31. 304 2.386 1.00 25.09 0
ATOM 244 N ALA A 34 15. 975 33.285 1.418 1.00 23.78 N
ATOM 245 CA ALA A 34 16.934 33. 697 2.449 1.00 25.35 C
ATOM 246 CB ALA A 34 17.725 34.998 2.023 1.00 23.48 C
ATOM 247 C ALA A 34 16.320 33.812 3.843 1.00 23.93 C
ATOM 248 0O ALA A 34 16. 968 33. 403 4,849 1.00 25.19 0
ATOM 249 N VAL A 35 15.128 34, 321 3.944 1,00 24.53 N
ATOM 250 CA VAL A 35 14. 405 34. 408 5.180 1.00 25.14 C
ATOM 251 CB VAL A 35 13. 088 35. 145 5.011 1.00 24.97 C
ATOM 252 CG1 VAL A 35 12. 177 35.032 6.254 1.00 25.95 C
ATOM 253 CG2 VAL A 35 13.367 36.595 4,653 1.00 26.27 C
ATOM 254 C VAL A 35 14. 104 32.996 5.745 1.00 27.15 C
ATOM 255 0 VAL A 35 14. 354 32.711 6.939 1.00 25.28 0
ATOM 256 N LEU A 36 13.656 32.088 4,886 1.00 23.27 N
ATOM 257 CA LEU A 36 13.393 30.740 5.383 1.00 23.65 C
ATOM 258 CB LEU A 36 12,590 29.871 4,342 1.00 23.00 C
ATOM 259 CG LEU A 36 11.178 30. 362 4. 187 1.00 24.06 C
ATOM 260 CD1 LEU A 36 10. 303 29. 298 3.705 1.00 22.07 C
ATOM 261 CD2 LEU A 36 10. 578 30. 983 5,442 1.00 31.05 C
ATOM 262 C LEU A 36 14. 628 30.022 5.806 1.00 22.68 C
ATOM 263 0 LEU A 36 14,527 29. 233 6. 791 1.00 24.88 6}
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ATOM 264 N SER A 37 15.741 30.209 5.103 1.00 21.95 N
ATOM 265 CA SER A 37 17.005 29.546  5.438 1.00 23.43 C
ATOM 266 CB SER A 37 18.126 29.911 4.526 1.00 22.56 C
ATOM 267 0G SER A 37 17.720 29.578 3.166 1.00 29.27 0
ATOM 268 C SER A 37 17.424 29.909 6.882 1.00 24.69 C
ATOM 269 0 SER A 37 17.829 29.040 7.636 1.00 23.14 0
ATOM 270 N ALA A 38 17.310 31.203 7.225 1.00 25.61 N
ATOM 271 CA ALA A 38 17.640 31.656 8.600 1.00 24.74 C
ATOM 272 CB ALA A 38 17,604 33.223 8.669 1.00 24.33 C
ATOM 273 C ALA A 38 16.659 31.025 9.603 1.00 24.34 C
ATOM 274 0 ALA A 38 17.061 30.616 10.706 1.00 25.19 0
ATOM 275 N LYS A 39 15.377 30.970 9.259 1.00 22.80 N
ATOM 276 CA LYS A 39 14.388 30.319 10.098 1.00 22,39 C
ATOM 277 CB LYS A 39 13.002 30.507 9.567 1.00 23.26 C
ATOM 278 CG LYS A 39 12.421 31.904 9.886 1.00 26.45 C
ATOM 279 CD LYS A 39 11.171 32.120 9.058 1.00 32.43 C
ATOM 280 CE LYS A 39 10.008 31.706  9.822 1.00 36.60 C
ATOM 281 NZ LYS A 39 9.283 32.981 10.100 1.00 39.19 N
ATOM 282 C LYS A 39 14.653 28.840 10.356 1.00 22.91 C
ATOM 283 0 LYS A 39 14.568 28.387 11.479 1.00 22.20 0
ATOM 284 N VAL A 40 14.931 28.084 9.297 1.00 21.52 N
ATOM 285 CA VAL A 40 15.330 26.685 9.431 1.00 18.92 C
ATOM 286 CB VAL A 40 15.608 26.116 8.024 1.00 19.38 C
ATOM 287 CG1 VAL A 40 16.321 24.721 8.139 1.00 17.85 C
ATOM 288 (CG2 VAL A 40 14,231 26.038 7.296 1.00 18.69 C
ATOM 289 C VAL A 40 16.613 26.507 10.300 1.00 20.16 C
ATOM 290 O VAL A 40 16,608 25.672 11.233 1.00 21.62 0
ATOM 291 N ILEA 41 17.656 27.287 10,030 1.00 19.94 N
ATOM 292 CA 1ILE A 41 18.914 27.158 10.725 1.00 24.24 C
ATOM 293 CB ILE A 41 20.021 28.048 10.147 1.00 24.27 C
ATOM 294 CGl1 ILE A 41 20.297 27.727 8.680 1.00 29.63 C
ATOM 295 (D1 ILE A 41 20.500 26.336 8.444 1.00 35.23 C
ATOM 296 CG2 ILE A 41 21.323 27.839 10.827 1.00 31.50 C
[0193] ATOM 297 C ILE A 41 18.730 27.389 12.219 1.00 23.65 C
ATOM 298 0 ILE A 41 19.423 26.755 13.009 1.00 24.73 0
ATOM 299 N ALA A 42 17.794 28.251 12.610 1.00 23.79 N
ATOM 300 CA ALA A 42 17.447 28.481 14.033 1.00 24.37 C
ATOM 301 CB ALA A 42 16.879 29.873 14.235 1.00 24.15 C
ATOM 302 C ALA A 42 16.446 27.501 14.565 1.00 23.23 C
ATOM 303 0 ALA A 42 16.062 27.591 15.766 1.00 25.90 0
ATOM 304 N HIS A 43 15.935 26.574 13.734 1.00 19.78 N
ATOM 305 CA HIS A 43 14. 828 25.752 14.147 1.00 20.21 C
ATOM 306 CB HIS A 43 14,088 25.249 12.908 1.00 20.54 C
ATOM 307 CG HIS A 43 12,778 24.657 13.200 1.00 23.17 C
ATOM 308 ND1 HIS A 43 12. 635 23.368 13.684 1.00 30.33 N
ATOM 309 CE1 HIS A 43 11.343 23.091 13.784 1.00 30.76 C
ATOM 310 NE2 HIS A 43 10.661 24.132 13.344 1.00 27.22 N
ATOM 311 CD2 HIS A 43 11.530 25.114 12.960 1.00 25.96 C
ATOM 312 C HIS A 43 15.273 24.509 15.030 1.00 20.85 C
ATOM 313 0 HIS A 43 16.173 23.789 14.694 1.00 19.39 0
ATOM 314 N SER A 44 14. 641 24.321 16.169 1.00 22.27 N
ATOM 315 CA SER A 44 15,162 23.302 17.096 1.00 23.72 C
ATOM 316 CB SER A 44 14. 376 23.348 18.430 1.00 25.67 C
ATOM 317 OG SER A 44 13.070 22.912 18.239 1.00 34.73 0
ATOM 318 C SER A 44 15.102 21.891 16.574 1.00 23.42 C
ATOM 319 0 SERA 44 16.002 21.074 16.870 1.00 22.40 0
ATOM 320 N GLU A 45 14.058 21.570 15.808 1.00 22.70 N
ATOM 321 CA GLU A 45 13.967 20.218 15.239 1.00 23.96 C
ATOM 322 CB GLU A 45 12.579 19.951 14.670 1.00 25.51 C
ATOM 323 CG GLU A 45 11,493 19.865 15.679 1,00 34.30 C
ATOM 324 CD GLU A 45 11.850 18.175 16.314 1.00 42.57 C
ATOM 325 OEl1 GLU A 45 11.974 17.138 15.584 1.00 45.65 0
ATOM 326 OEZ GLU A 45 12.059 18.135 17.534 1.00 45.38 0
ATOM 327 C GLU A 45 15.049 20.008 14.163 1.00 23.51 C
ATOM 328 0 GLU A 45 15.665 18.938 14.087 1.00 21.85 0
ATOM 329 N TYRA 46 15.338 21.032 13.365 1.00 21.04 N
ATOM 330 CA TYR A 46 16.462 21.007 12.427 1.00 19.13 C
ATOM 331 CB TYR A 46 16.483 22.254 11.570 1.00 17.94 C
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ATOM 332 CG TYR A 46 17.764 22.386 10.802 1.00 19.69 C
ATOM 333 CD1 TYR A 46 17.997 21.518 9.668 1.00 20.26 C
ATOM 334 CEl TYR A 46 19.173 21.594 8.970 1.00 17.29 C
ATOM 335 CZ TYR A 46 20.156 22.455 9.359 1.00 19.78 C
ATOM 336 OH TYR A 46 21.298 22.450 8.660 1.00 19.74 0
ATOM 337 CE2 TYR A 46 20.022 23.296 10.525 1.00 18.01 C
ATOM 338 CD2 TYR A 46 18.805 23.238 11.217 1.00 16.55 C
ATOM 339 C TYRA 46 17.823 20.870 13.191 1.00 18.86 C
ATOM 340 0 TYR A 46 18.629 20.020 12.899 1.00 15.62 0
ATOM 341 N GLN A 47 18.016 21.655 14.237 1.00 17.18 N
ATOM 342 CA GLN A 47 19.315 21.642 14.934 1.00 18.48 C
ATOM 343 CB GLN A 47 19.318 22.754 16.011 1.00 17.85 C
ATOM 344 CG GLN A 47 19.410 24.131 15.353 1.00 22.22 C
ATOM 345 CD GLN A 47 19.640 25.233 16.374 1.00 34.82 C
ATOM 346 OEl GLN A 47 19.849 24.955 17.572 1.00 39.14 0
ATOM 347 NE2 GLN A 47 19.710 26.471 15.908 1.00 34.78 N
ATOM 348 C GLN A 47 19.587 20.245 15.549 1.00 17.49 C
ATOM 349 0 GLN A 47 20.694 19.748 15.509 1.00 19.95 0
ATOM 350 N LYS A 48 18.564 19.613 16.092 1.00 18.22 N
ATOM 351 CA LYS A 4B 18.749 18.298 16,728 1.00 19.05 C
ATOM 352 CB LYS A 48 17.621 17.999 17.747 1.00 17.64 C
ATOM 353 CG LYS A 48 17.618 18.937 18.880 1.00 25.10 C
ATOM 354 CD LYS A 48 16.352 18.696 19.801 1.00 30.12 C
ATOM 355 CE LYS A 438 16.372 19.665 21.048 1.00 34.00 C
ATOM 3566 NZ LYS A 48 15.228 19.343 22.006 1.00 41.92 N
ATOM 357 C LYS A 48 18.752 17.147 15.802 1.00 20.02 C
ATOM 358 0 LYS A 4B 19.166 16.100 16.195 1.00 21.47 0
ATOM 359 N SER A 49 18.319 17.286 14.559 1.00 19.51 N
ATOM 360 CA SER A 49 18.157 16.122 13.657 1.00 21.06 C
ATOM 361 CB SER A 49 17.126 16.453 12.529 1.00 21.95 C
ATOM 362 0G SER A 49 15.806 16.402 13.063 1.00 28.82 0
ATOM 363 C SER A 49 19.453 15.653 13.031 1.00 21.87 C
ATOM 364 0 SER A 49 20.293 16.463 12.685 1.00 25.70 0
[0194] ATOM 366 N ALA A 50 19.709 14.325 13.034 1.00 17.62 N
ATOM 366 CA ALA A 50 21.003 13.823 12.510 1.00 20.05 C
ATOM 367 CB ALA A 50 21.464 12.588 13.334 1.00 21.90 C
ATOM 368 C ALA A 50 20.883 13.380 11.078 1.00 19.78 C
ATOM 369 0 ALA A 50 21.848 13.475 10.335 1.00 21.76 0
ATOM 370 N ARG A 5l 19.703 12.881 10.721 1.00 16.46 N
ATOM 371 CA ARG A 51 19.507 12.245 9.348 1.00 14.45 C
ATOM 372 CB ARG A 51 19.170 10.802 9.544 1.00 16.33 C
ATOM 373 CG ARG A 51 20,434 9.958 9.994 1.00 18.11 C
ATOM 374 CD ARG A 51 20.016  8.531 10.500 1.00 22.0Q7 C
ATOM 375 NE ARG A 51 19.447 7.753  9.406 1.00 19.29 N
ATOM 376 CZ ARG A 51 20.183 7.166 8.455 1.00 21.67 C
ATOM 377 NH1 ARG A 51 21.508 7.216  8.476 1.00 20.69 N
ATOM 378 NH2 ARG A 51 19.580 6.511 7.470 1.00 18.80 N
ATOM 379 C ARG A 51 18.355 12.984 8.701 1.00 13.39 C
ATOM 380 0 ARG A 51 17.229 12.963 9.219 1.00 14.66 0
ATOM 381 N ILE A 52 18.646 13.634 7.589 1.00 15.56 N
ATOM 382 CA ILE A 52 17.725 14.620 6.976 1.00 15,45 C
ATOM 383 CB ILE A 52 18.409 16.001 6.987 1.00 17.33 C
ATOM 384 CGl ILE A 52 18.590 16.413 8.488 1.00 24.17 C
ATOM 385 (D1 ILE A 52 18.975 17.808 8.662 1.00 25.81 C
ATOM 386 CG2 ILE A 52 17.497 17.023 6.310 1.00 17.50 C
ATOM 387 € ILEA 52 17.473 14.338 5.528 1.00 13.17 C
ATOM 388 0 JILE A 52 18.377 13.916 4.817 1.00 16.18 0
ATOM 3890 N SERA 53 16.216 14.466 5,112 1.00 15.28 N
ATOM 390 CA SER A &3 15.908 14.452 3.677 1.00 15,12 C
ATOM 391 CB SER A 53 14.688 13.542 3.381 1.00 15.13 C
ATOM 392 0G SER A 53 14.092 13.905 2.124 1.00 18.43 0
ATOM 393 C SERA 53 15.540 15.883 3.272 1.00 13.10 C
ATOM 399 0 SER A &3 14.727 16.534 3.905 1.00 13.32 0
ATOM 395 N ILE A 54 16.179 16.364 2.210 1.00 12.26 N
ATOM 396 CA ILE A 54 15.834 17.734 1.669 1.00 12.25 C
ATOM 397 CB ILE A 54 16.920 18.733 2.059 1.00 13.80 C
ATOM 398 CGl1 ILE A 54 16.410 20.191 1.768 1.00 14.36 C
ATOM 399 CD1 ILE A 54 17.169 21.204 2.619 1.00 17.18 C
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ATOM 400 CG2 ILE A 54 18.271 18.431 1.464 1.00 13.72 C
ATOM 401 C ILE A 54 15.709 17.632 0.168 1.00 13.36 C
ATOM 402 0 ILE A 54 16.376 16.770 -0.484 1.00 13.66 0
ATOM 403 N PHE A 55 14.831 18.460 -0.385 1.00 13.21 N
ATOM 404 CA PHE A 55 14.688 18.472 -1.861 1.00 14.23 C
ATOM 405 CB PHE A 55 13.243 18.735 -2.192 1,00 13.92 C
ATOM 406 CG PHE A 55 12.725 20.020 -1.601 1.00 16.77 C
ATOM 407 CDbl PHE A 55 12.812 21.248 -2.335 1.00 18.81 C
ATOM 408 CEl PHE A 55 12.278 22.453 -1.790 1.00 19.10 C
ATOM 409 CZ PHE A 55 11.706 22.444 -0.515 1.00 21.04 C
ATOM 410 CE2 PHE A 55 11.560 21.263 0.191 1.00 18.84 C
ATOM 411 CD2 PHE A 55 12.120 20.012 -0.343 1.00 18.59 C
ATOM 412 C PHE A 55 15.571 19.512 -2.550 1.00 16.19 C
ATOM 413 0 PHE A 55 16. 056 20.486 -1.945 1.00 15.34 0
ATOM 414 N LEU A 56 15.827 19.259 -3.839 1.00 15.80 N
ATOM 415 CA LEU A 56 16.651 20.141 -4.640 1.00 19.19 C
ATOM 416 CB LEU A 56 17.465 19.280 -5.611 1.00 18.06 C
ATOM 417 CG LEU A 56 18.826 18.777 -5.163 1.00 25.46 C
ATOM 418 CD1 LEU A 56 19.296 19.055 -3.709 1.00 21.07 C
ATOM 419 CD2 LEU A 56 19.308 17.498 -5.718 1.00 23.62 C
ATOM 420 C LEU A 56 15.687 21.027 -5.436 1.00 20.39 C
ATOM 421 O LEU A 56 14.792 20.530 —6.108 1.00 21.29 0
ATOM 422 N SER A 57 15.811 22.323 -5.308 1.00 22.23 N
ATOM 423 CA SER A 57 14.629 23.224 -5.493 1.00 21.42 C
ATOM 424 CB SER A 57 14.923 24.637 -4.936 1.00 21.86 C
ATOM 425 0G SER A 57 15.101 24.603 -3.541 1.00 21.51 0
ATOM 426 C SER A 57 14. 349 23.424 —6.965 1.00 23.87 C
ATOM 427 O SER A 57 15.297 23.693 -7.758 1.00 22.92 0
ATOM 428 N MET A 58 13.080 23.261 -7.304 1.00 23.19 N
ATOM 429 CA MET A 58 12.548 23.663 -8.672 1.00 25.31 C
ATOM 430 CB MET A 58 11.266 22.874 -9.005 1.00 24.60 C
ATOM 431 CG MET A 58 11.607 21.385 -9.301 1.00 27.71 C
ATOM 432 SD MET A 58 10.051 20.458 -9.497 1.00 33.71 S
[0195] ATOM 433 CE MET A 58 10.568 18.686 -9.482 1.00 29.41 C
ATOM 434 C MET A 58 12.329 25,177 -8.706 1.00 26.14 C
ATOM 435 O MET A 58 12.392 25,866 -7.632 1.00 24,98 0
ATOM 436 N ALA A 59 12.106 25.751 -9.904 1.00 27.13 N
ATOM 437 CA ALA A 59 12,062 27.213 -9.951 1.00 28.15 C
ATOM 438 CB ALA A 59 12.191 27.747 -11.439 1.00 28.04 C
ATOM 439 C ALA A 59 10.830 27.761 -9.241 1.00 28.21 C
ATOM 440 O ALA A B89 10.751 28.945 -8.979 1.00 29.38 0
ATOM 441 N ASP A 60 9.869 26.921 -8.916 1.00 28.79 N
ATOM 442 CA ASP A 60 8.664 27.438 -8.270 1.00 28,55 C
ATOM 443 CB ASP A 60 7.378 26.875 -8.940 1.00 29.32 C
ATOM 444 CG ASP A 60 7.322 25,297 -8.,961 1,00 32.51 C
ATOM 445 OD1 ASP A 60 8.364 24.621 -8.707 1.00 29.49 0
ATOM 446 0D2 ASP A 60 6.235 24.708 -9.255 1.00 34.71 0
ATOM 447 C ASP A 60 8.681 27.073 -6.777 1.00 25.95 C
ATOM 448 0O -ASP A 60 7.624 26.966 -6.167 1.00 28.60 0
ATOM 449 N GLU A 61 9.857 26.783 —6.254 1.00 23.41 N
ATOM 450 CA GLU A 61 9.954 26.313 -4.852 1.00 21.75 C
ATOM 451 CB GLU A 61 10.472 24.841 -4.789 1.00 22.14 C
ATOM 452 CG GLU A 61 9.334 23.800 —4.969 1.00 22.85 C
ATOM 453 CD GLU A 61 9.942 22.419 -5.234 1.00 23.97 C
ATOM 454 OE1 GLU A 61 11.142 22.341 -5.420 1.00 20.90 0
ATOM 455 OQE2 GLU A 61 9.227 21.417 -5.292 1.00 26.97 0
ATOM 456 C GLU A 61 10.920 27.231 -4.103 1.00 20.18 C
ATOM 457 0 GLU A 61 11.889 27.728 -4.677 1.00 23.32 0
ATOM 458 N ILE A 62 10.703 27.3565 -2.783 1.00 20.93 N
ATOM 459 CA ILE A 62 11.790 27.831 -1.925 1.00 20.49 C
ATOM 460 CB ILE A 62 11.452 27.629 -0.394 1.00 19.61 C
ATOM 461 CG1 TLE A 62 10.355 28.603 0.103 1.00 21.94 C
ATOM 462 CD1 ILE A 62 11.020 30.019 0.412 1.00 22.07 C
ATOM 463 CG2 ILE A 62 12,797 27.729 0.495 1.00 17.96 C
ATOM 464 C ILE A 062 13.219 27.202 -2.308 1.00 22.93 C
ATOM 465 O ILE A 62 13.377 25.987 -2.512 1.00 23.90 0
ATOM 466 N GLU A 63 14.252 28.050 -2.460 1.00 21.17 N
ATOM 467 CA GLU A 63 15.608 27.611 -2.787 1.00 22.24 C
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ATOM 468 CB GLU A 63 16.459 28.814 -3.281 1.00 20.55 C
ATOM 469 CG GLU A 63 17.877 28.517 -3.682 1.00 23.37 C
ATOM 470 CD GLU A 63 18.046 27.241 -4.541 1.00 28.01 C
ATOM 471 OE1 GLU A 63 17.509 27.176 -5.677 1.00 31,32 0
ATOM 472 OE2 GLU A 63 18.718 26.288 —4.092 1.00 27.29 0
ATOM 473 € GLU A 63 16.249 27.007 -1.514 1.00 20.86 C
ATOM 474 0 GLU A 63 16.386 27.686 -0.502 1.00 21.90 0
ATOM 475 N THR A 64 16,659 25.753 -1.578 1.00 19.63 N
ATOM 476 CA THR A 64 17.266 25.076 -0.388 1.00 20.00 C
ATOM 477 CB THR A 64 16.744 23.589 -0.386 1.00 19.00 C
ATOM 478 0G1 THR A 64 17.160 22.946 -1.607 1.00 20.96 0
ATOM 479 CG2 THR A 64 15.252 23.477 -0.136 1.00 16.95 C
ATOM 480 C THR A 64 18.839 25.058 —0.338 1.00 21.64 C
ATOM 481 O THR A 64 19.471 24.485 0.615 1.00 20.85 0
ATOM 482 N GLU A 65 19.504 25.677 -1.332 1.00 21.16 N
ATOM 483 CA GLU A 65 20.913 25.689 -1.432 1.00 22.50 C
ATOM 484 CB GLU A 65 21.340 26.668 -2.559 1.00 23.62 C
ATOM 485 CG GLU A 65 22.767 26.693 -2.74b5 1.00 30.52 C
ATOM 486 CD GLU A 65 23.160 27.517 -3.974 1.00 42.37 C
ATOM 487 OE1 GLU A 65 22.565 28.587 -4.228 1.00 49.01 0
ATOM 488 OE2 GLU A 65 24.082 27.091 4.689 1.00 48.18 0
ATOM 489 C GLU A 65 21.681 26.065 —0.107 1.00 21.67 C
ATOM 490 O GLU A 65 22.637 25.378 0.285 1.00 21.58 0
ATOM 491 N GLU A 66 21.251 27.107 0.539 1.00 22.06 N
ATOM 492 CA GLU A 66 21.922 27.550 1.772 1.00 24,28 C
ATOM 493 CB GLU A 66 21.366 28.895 2.238 1.00 25.62 C
ATOM 494 CG GLU A 66 21.862 30.065 1.389 1.00 31.42 C
ATOM 495 CD GLU A 66 21.755 31.366 2,217 1.00 40.44 C
ATOM 496 OEl GLU A 66 20.724 31.602 2.862 1.00 40.58 0
ATOM 497 OE2 GLU A 66 22.739 32.141 2.275 1.00 50.61 0
ATOM 498 C GLU A 66 21.719 26.518 2,909 1.00 23.12 C
ATOM 499 0 GLU A 66 22,630 26.312 3.706 1.00 22.27 0
ATOM 500 N ILE A 67 20.545 25.888 2.943 1.00 21.16 N
[0196] ATOM 501 CA ILE A 67 20.223 24.842 3.958 1.00 20.54 C
ATOM 502 CB ILE A 67 18.753 24.477 3.990 1.00 21.00 C
ATOM 503 CG1 ILE A 67 17.919 25.731 4.322 1.00 19.36 C
ATOM 504 CD1 ILE A 67 16.522 25.573 4.025 1.00 21.89 C
ATOM 505 CG2 ILE A 67 18.440 23.384 5.063 1.00 19.82 C
ATOM 506 C ILE A 67 21.135 23.626 3.735 1.00 21.86 C
ATOM 507 O ILE A 67 21,704 23.050 4.680 1.00 19.72 0
ATOM 508 N ILE A 68 21.349 23.267 2,470 1.00 18.55 N
ATOM 509 CA ILE A 68 22,203 22.157 2.184 1.00 18.05 C
ATOM 510 CB ILE A 68 22.128 21.808 0.601 1.00 18.55 C
ATOM 511 CGl1 ILE A 68 20,713 21.347 0.301 1.00 20.16 C
ATOM 512 CD1 ILE A 68 20,322 21.253 -1.136 1.00 23.12 C
ATOM 513 CG2 ILE A 68 23.151 20.770 0.243 1.00 18.10 C
ATOM 514 C ILE A 68 23.616 22.381 2.633 1.00 18.96 C
ATOM 515 0 ILE A 68 24.258 21.490 3.238 1.00 17.04 0
ATOM 516 N ALA A 69 24.122 23.598 2.374 1.00 19.13 N
ATOM 517 CA ALA A 69 25.447 23.874 2.793 1.00 19.92 C
ATOM 518 CB ALA A 69 25.881 25.227 2.283 1.00 21.07 C
ATOM 519 C ALA A 69 25.502 23.772 4.343 1.00 20.96 C
ATOM 520 0 ALA A 69 26.436 23.148 4.881 1.00 22.52 0
ATOM 521 N ASP A 70 24.487 24.286 5.032 1.00 21.36 N
ATOM 522 CA ASP A 70 24.473 24.221 6.517 1.00 20.59 C
ATOM 523 CB ASP A 70 23.263 24.921 7.103 1.00 21.15 C
ATOM 524 CG ASP A 70 23.460 25.247 8.584 1.00 25.01 C
ATOM 525 OD1 ASP A 70 24.211 26.218 8.887 1.00 27.75 0
ATOM 526 0OD2 ASP A 70 22.852 24.532 9.408 1.00 22.61 0
ATOM 527 C ASP A 70 24,430 22.782 6.994 1.00 21.46 C
ATOM 528 0 ASP A 70 25.055 22.422 7.986 1.00 20.06 0
ATOM 529 N ILE A 71 23.600 21.971 6.324 1.00 18.51 N
ATOM 530 CA ILEA 71 23.519 20.546 6.680 1.00 18.05 C
ATOM 531 CB ILEA 71 22.545 19.743 5.643 1.00 15.86 C
ATOM 532 CG1 ILE A 71 21.092 20.072 5.963 1.00 16.34 C
ATOM 533 CD1 ILE A 71 20.122 19.692 4.781 1.00 15.57 C
ATOM 534 CG2 ILE A 71 22.829 18.196 5.712 1.00 17.22 C
ATOM 535 C ILEA 71 24.867 19.867 6.723 1.00 19.51 C
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ATOM 536 0 ILE A 71 25.179 19.145 7.658 1.00 20.38 0
ATOM 537 N PHE A 72 25.680 20.066 5.692 1.00 20.67 N
ATOM 538 CA PHE A 72 26.945 19.415 5.658 1.00 21.96 C
ATOM 539 CB PHE A 72 27.464 19.454 4.264 1.00 22.50 C
ATOM 540 CG PHE A 72 26.819 18.408 3.387 1.00 23.69 C
ATOM 541 CD1 PHE A 72 27.217 17.064  3.479 1.00 23.31 C
ATOM 542 CE1 PHE A 72 26.602 16.062 2.653 1.00 21.87 C
ATOM 543 CZ PHE A 72 25.609 16.459 1.774 1.00 22.87 C
ATOM 544 CE2 PHE A 72 25.244 17.799 1.629 1.00 27.18 C
ATOM 545 CD2 PHE A 72 25.847 18.797  2.481 1.00 22.27 C
ATOM 546 C PIIE A 72 27.950 20.073 6.651 1,00 25.45 C
ATOM 547 O PHE A 72 28.808 19.401 7.185 1.00 25.67 0
ATOM 548 N GLN A 73 27.779 21.354 6.910 1.00 25.67 N
ATOM 549 CA GLN A 73 28.596 22.029 7.961 1.00 27.78 C
ATOM 550 CB GLN A 73 28.360 23.552 7.877 1.00 28.10 C
ATOM 551 CG GLN A 73 29.088 24.175 6.623 1.00 33.34 C
ATOM 552 CD GLN A 73 28.867 25.663 6.455 1.00 39.26 C
ATOM 553 OE1l GLN A 73 28.421 26.353 7.388 1.00 40.57 0
ATOM 554 NE2 GLN A 73 29.173 26.178 5.2563 1.00 41.97 N
ATOM 555 C GLN A 73 28.333 21.496 9.367 1.00 27.15 C
ATOM 556 O GLN A 73 29.181 21.568 10.266 1.00 28.48 0
ATOM 557 N ARG A 74 27.125 21.042 9.615 1.00 23.71 N
ATOM 558 CA ARG A 74 26.798 20.467 10.848 1.00 24.04 C
ATOM 559 CB ARG A 74 25.452 20.966 11.311 1.00 22.64 C
ATOM 560 CG ARG A 74 25.534 22.530 11.413 1.00 27.44 C
ATOM 561 CD ARG A 74 24.349 23.091 12.024 1.00 26.94 C
ATOM 562 NE ARG A 74 24.205 24.508 11.589 1.00 26.75 N
ATOM 563 CZ ARG A 74 24,834 2b5.564 12.112 1.00 33.30 C
ATOM 564 NH1 ARG A 74 25.660 25.451 13.160 1.00 29.53 N
ATOM 565 NH2 ARG A 74 24.570 26.779 11.592 1.00 32.91 N
ATOM 566 C ARG A 74 26.939 18.918 10.925 1.00 22.80 C
ATOM 567 0 ARG A 74 26.407 18.312 11.880 1.00 23.69 0
ATOM 568 N GLY A 75 27.627 18.351 9.929 1.00 22.95 N
[0197] ATOM 569 CA GLY A 75 27.853 16.911 9.815 1.00 23.69 C
ATOM 570 C GLY A 75 26.554 16.105 9.893 1.00 23.51 C
ATOM 571 O GLY A 75 26.522 15.010 10.439 1.00 24.19 0
ATOM 572 N LYS A 76 25.462 16.622  9.329 1.00 21.84 N
ATOM 573 CA LYS A 76 24.262 15.852 9,279 1.00 20. 35 C
ATOM 574 CB LYS A 76 22.993 16.751 9.166 1.00 18.13 C
ATOM 575 C6G LYS A 76 22.874 17.690 10.443 1.00 21.67 C
ATOM 576 CD LYS A 76 21.643 18.601 10.433 1.00 22.24 C
ATOM 577 CE LYS A 76 21.535 19.193 11.881 1.00 23.57 C
ATOM 578 NZ LYS A 76 22.202 20.416 11.617 1.00 35.29 N
ATOM 579 C LYS A 76 24,387 14.916 8,082 1.00 18.71 C
ATOM 580 O LYS A 76 25.087 15.234 7.143 1.00 22.44 0
ATOM 581 N ILE A 77 23.673 13.797 8.112 1.00 18.96 N
ATOM 582 CA ILE A 77 23.624 12,828 7.012 1.00 18.65 C
ATOM 583 CB ILE A 77 23.330 11.422 7.524 1.00 18.85 C
ATOM 584 CGl1 ILE A 77 24.232 11.151 8,767 1.00 21.43 C
ATOM 585 CD1 ILE A 77 25.595 11.261 8.373 1.00 21.74 C
ATOM 586 CG2 ILE A 77 23.560 10.393 6.329 1.00 18.48 C
ATOM 587 C ILE A 77 22.477 13.282  6.107 1.00 17.03 C
ATOM 588 0O ILE A 77 21.353 13.402 6.535 1.00 19.00 0
ATOM 589 N CYS A 78 22,784 13.466 4.825 1.00 17.78 N
ATOM 590 CA CYS A 78 21.866 14.219 3.949 1.00 15.25 C
ATOM 591 CB CYS A 78 22.615 15.374 3.295 1.00 16.89 C
ATOM 592 SG CYS A 78 21.531 16.474 2.355 1.00 21.44 S
ATOM 593 C CYS A 78 21.363 13.266 2.827 1.00 16.06 C
ATOM 594 0 CYS A 78 22.192 12.565 2.189 1.00 17.19 0
ATOM 595 N PHE A 79 20,042 13.237 2.659 1.00 13.50 N
ATOM 596 CA PHE A 79 19.407 12.395 1.594 1.00 13.92 C
ATOM 597 CB PHE A 79 18.540 11.326 2.217 1.00 14.86 C
ATOM 598 CG PHE A 79 19.293 10.360 3.117 1.00 14.57 C
ATOM 599 CD1 PHE A 79 19.743 9.140 2.601 1.00 12.29 C
ATOM 600 CE1 PHE A 79 20.440 8.223 3.408 1.00 14.34 C
ATOM 601 CZ PHEA 79 20.715 8.578 4.778 1.00 16.25 C
ATOM 602 CE2 PHE A 79 20.214 9.806 5.269 1.00 18.11 C
ATOM 603 CD2 PHE A 79 19.522 10.695 4.455 1.00 14.04 C
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ATOM 604 C PHE A 79 18.600 13.301 0.694 1.00 13.45 C
ATOM 605 O PHE A 79 17.970 14.279 1.181 1.00 14.20 0
ATOM 606 N ILE A 80 18.581 12.963 -0.616 1.00 13.14 N
ATOM 607 CA ILE A 80 17.767 13.735 -1.568 1.00 11.69 C
ATOM 608 CB ILE A &0 18.688 14.533 -2.574 1.00 14.93 C
ATOM 609 CG1 ILE A 80 19.599 13.562 -3.330 1.00 13.15 C
ATOM 610 CD1 ILE A 80 20.237 14.212 -4.640 1.00 16.78 C
ATOM 611 CG2 ILE A 80 19.512 15.638 -1.757 1.00 14.31 C
ATOM 612 C ILE A 80 16.810 12.757 -2.300 1.00 12.76 C
ATOM 613 O ILE A 80 17.078 11.545 -2.355 1.00 11.05 0
ATOM 614 N PRO A 81 15.760 13.283 -2.938 1.00 11.52 N
ATOM 615 CA PRO A 81 14.855 12.452 -3.717 1.00 13.35 C
ATOM 616 CB PRO A 81 13.744 13.409 -4.175 1.00 14.03 C
ATOM 617 CG PRO A 81 13.742 14.505 -3.063 1.00 11.48 C
ATOM 618 CD PRO A 81 15.196 14.649 -2.695 1.00 14.45 C
ATOM 619 C PRO A 81 15.517 11.827 -4.899 1.00 12.85 C
ATOM 620 O PRO A 81 16.301 12.452 -5.590 1.00 13.58 0
ATOM 621 N ARG A 82 15.134 10.563 -5.152 1.00 13.48 N
ATOM 622 CA ARG A 82 15.463 9.890 -6.447 1.00 13.20 C
ATOM 623 CB ARG A 82 16.587 8.873 -6.305 1.00 12.30 C
ATOM 624 CG ARG A 82 16.814 8.091 -7.687 1.00 14.27 C
ATOM 625 CD ARG A 82 17.781  6.921 -7.474 1.00 20.28 C
ATOM 626 NE ARG A 82 17.077 5.930 -6.640 1.00 22.14 N
ATOM 627 CZ ARG A 82 17.698 4.934 -5.986 1.00 21.84 C
ATOM 628 NH1 ARG A 82 19.018 4.811 -6.072 1.00 23.63 N
ATOM 629 NH2 ARG A 82 16.994 4.051 -5.283 1.00 19.24 N
ATOM 630 C ARG A 82 14.166  9.263 -6.886 1.00 14.45 C
ATOM 631 O ARG A 82 13.644 8.326 -6.221 1.00 15.42 0
ATOM 632 N TYR A 83 13.546  9.843 -7.915 1.00 14.47 N
ATOM 633 CA TYR A 83 12.246  9.480 -8.311 1.00 16.42 C
ATOM 634 CB TYR A 83 11.468 10.749 -8.691 1.00 18.34 C
ATOM 635 CG TYR A 83 10.012 10.518 -9.073 1.00 22.37 C
ATOM 636 CD1 TYR A 83 9.033 10.105 -8.136 1.00 24.51 C
[0198] ATOM 637 CE1 TYR A 83 7.656 9.908 -8.514 1.00 25.17 C
ATOM 638 CZ TYR A 83 7.308 10.177 -9.820 1.00 25.52 C
ATOM 639 OH TYR A 83 6.072 10.001 -10.232 1.00 31.18 0
ATOM 640 CE2 TYR A 83 8.239 10.531 -10.759 1.00 27.71 C
ATOM 641 CD2 TYR A 83 9.602 10.708 -10.397 1.00 28.66 C
ATOM 642 C TYRA 83 12.343 8.513 -9.532 1.00 18.96 C
ATOM 643 O TYR A 83 13.116 8.755 -10.431 1.00 18.73 0
ATOM 644 N ARG A B4 11.541 7.443 -9.519 1.00 21.01 N
ATOM 645 CA ARG A 84 11.510 6.535 -10.659 1.00 23. 34 C
ATOM 646 CB ARG A 84 11.552 5.068 -10.125 1.00 24.83 C
ATOM 647 CG ARG A B84 11,659 3.978 -11.244 1.00 26. 43 C
ATOM 648 CD ARG A 84 11,800 2.541 -10.649 1.00 33.02 C
ATOM 649 NE ARG A B84 11.140 1.600 -11.583 1.00 35.95 N
ATOM 650 CZ ARG A 84 11.755 1.058 -12.607 1.00 36.97 C
ATOM 651 NH1 ARG A 84 13.034 1.360 -12.780 1.00 39.69 N
ATOM 652 NH2 ARG A 84 11.116  0.207 -13.439 1.00 33.48 N
ATOM 653 C ARG A 84 10.188  6.812 -11.337 1.00 22.99 C
ATOM 654 0O ARG A B84 9.133 6.536 -10.766 1.00 22.15 0
ATOM 655 N PHE A 85 10. 248  7.467 -12.503 1.00 24.13 N
ATOM 656 CA PHE A 85 9.066 7.979 -13.200 1.00 26.47 C
ATOM 657 CB PHE A 85 9.450 8.895 -14.368 1.00 28.76 C
ATOM 6568 CG PHE A 85 10.217 10.142 -13.921 1.00 31.10 C
ATOM 659 (D1 PHE A 85 9.593 11.362 -13.914 1.00 36.11 C
ATOM 660 CEI PHE A 85 10.266 12.553 -13.534 1.00 33.78 C
ATOM 661 CZ PHE A 85 11.570 12.485 -13.072 1.00 32.05 C
ATOM 662 CE2 PHE A 85 12.231 11.226 -13.038 1.00 31.48 C
ATOM 663 CD2 PHE A 85 11.544 10.063 -13.473 1.00 34.38 C
ATOM 664 C PHE A 85 8.182 6.842 -13.696 1.00 27.34 C
ATOM 665 O PHE A 85 7.000 6.978 -13.674 1.00 24.29 0
ATOM 666 N GLN A 86 8.782 5.702 -14.015 1.00 28.41 N
ATOM 667 CA GLN A 86 7.981 4.600 -14.585 1.00 30.58 C
ATOM 668 CB GLN A 86 8.862 3.419 -14.988 1.00 32,22 C
ATOM 669 CG GLN A 86 9.830 3.676 -16.072 1.00 36.11 C
ATOM 670 CD GLN A 86 11.206 4.086 -15.568 1.00 44.77 C
ATOM 671 OE1 GLN A 86 11.348 4.775 -14.536 1.00 39.48 0
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ATOM 672 NE2 GLN A 86 12.235 3.673 -16.310 1.00 45.88 N
ATOM 673 C GLN A 86 6.989 4.093 -13.561 1.00 31.78 C
ATOM 674 0O GLN A 86 5.949 3.611 -13.944 1.00 33.81 0
ATOM 675 N SER A 87 7.297 4.166 -12.259 1.00 30.26 N
ATOM 676 CA SER A 87 6. 431 3.516 -11.263 1.00 29.69 C
ATOM 677 CB SER A 87 7.175  2.398 -10.500 1.00 28.91 C
ATOM 678 0OG SER A 87 8.473 2.834 -10.075 1.00 27.79 0
ATOM 679 C SER A 87 5.925 4.546 -10.266 1.00 30.02 C
ATOM 680 O SER A 87 5.280 4.189 -9.284 1.00 28.84 0
ATOM 681 N ASN A 88 6.235 5.823 -10.521 1.00 27.83 N
ATOM 682 CA ASN A 88 5,793 6.903 -9.624 1.00 26.85 C
ATOM 683 CB ASN A 88 4,295 7.040 -9.617 1.00 25.25 C
ATOM 684 CG ASN A 88 3.850 8.178 -8.716 1.00 30.42 C
ATOM 685 ODI ASN A 88 4,561 9.217 -8.645 1.00 30.06 0
ATOM 686 ND2 ASN A 88 2.734 7.997 -7.958 1.00 32.98 N
ATOM 687 C ASN A 88 6.253 6.620 -8,186 1.00 26.98 C
ATOM 688 O ASN A 88 5.503 6.771 -7.240 1.00 28.17 0
ATOM 689 N HIS A 89 7.508 6.239 -8.012 1.00 25.53 N
ATOM 690 CA HIS A 89 8.011 5.740 -6.679 1.00 22.37 C
ATOM 691 CB HIS A 89 8.513 4.302 -6.942 1.00 21.16 C
ATOM 692 CG HIS A 89 9.461 3.775 5.882 1.00 21.30 C
ATOM 693 NDI HIS A 89 9.042 3.510 -4.599 1.00 20.11 N
ATOM 694 CE1 HIS A &9 10.055 3.056 -3.880 1.00 20.07 C
ATOM 695 NE2 HIS A 89 11.127  3.010 -4.658 1.00 24.52 N
ATOM 696 CD2 HIS A 89 10. 773  3.439 -5.929 1.00 20.59 C
ATOM 697 C HIS A &9 9.219 6.642 -6.403 1.00 19.25 c
ATOM 698 0O HIS A 89 10.085 6.860 -7.279 1.00 20.65 0
ATOM 699 N MET A 90 9.405 7.018 -5.129 1.00 17.40 N
ATOM 700 CA MET A 90 10.592 7.846 -4.793 1.00 16.02 C
ATOM 701 CB MET A 90 10.087 9.216 -4.280 1.00 17.49 C
ATOM 702 CG MET A 90 11.203 10.212 -3.936 1.00 23.53 C
ATOM 703 SD MET A 90 10.461 11.790 -3.319 1.00 22.92 S
ATOM 704 CE MET A 90 9.216 11.181 -2.224 1.00 14.29 C
[0199] ATOM 705 C MET A 90 11.344 7.094 -3.658 1.00 16.00 C
ATOM 706 O MET A 90 10.717  6.389 -2.770 1.00 17.72 0
ATOM 707 N ASP A 91 12.673 7.196 -3.695 1.00 13.81 N
ATOM 708 CA ASP A 91 13.625 6.838 -2.509 1.00 14.46 C
ATOM 709 CB ASP A 91 14.574 - 5.769 -2.870 1.00 13.77 C
ATOM 710 CG ASP A 91 13.918 4.461 -3.224 1.00 16.45 C
ATOM 711 0OD1 ASP A 91 13.278 3.927 -2.318 1,00 18.76 0
ATOM 712 0D2 ASP A 91 14.127 4.041 -4.349 1.00 14.20 0
ATOM 713 C ASP A 91 14,281 8.082 -2.095 1.00 14.34 C
ATOM 714 0 ASP A 91 14.330 9.076 -2.855 1.00 15.93 0
ATOM 715 N MET A 92 14.845 8.071 -0.893 1.00 12.66 N
ATOM 716 CA MET A 92 15.703 9.176 -0.504 1.00 14.57 C
ATOM 717 CB MET A 92 15.246 9.678 0.907 1.00 15.11 C
ATOM 718 CG MET A 92 13.872 10.318 0.926 1.00 14.13 C
ATOM 719 SD MET A 92 13.918 11.814 -0.128 1.00 16.53 S
ATOM 720 CE MET A 92 12,228 12.353 0.093 1.00 18.67 C
ATOM 721 C MET A 92 17.132 8.619 -0.466 1.00 13.21 C
ATOM 722 0 MET A 92 17.417 7.613 0.269 1.00 14.23 0
ATOM 723 N VAL A 93 18.041 9.219 -1.264 1.00 12.37 N
ATOM 724 CA VAL A 93 19.322 8.631 -1.449 1.00 12.98 C
ATOM 725 CB VAL A 93 19.626 8.315 -2.937 1.00 13.45 C
ATOM 726 CGl VAL A 93 18.670 7.204 -3.424 1.00 14.86 C
ATOM 727 CG2 VAL A 93 19.494 9.576 -3.840 1.00 12.24 C
ATOM 728 C VAL A 93 20.466 9.556 -0.939 1.00 14.15 C
ATOM 729 0 VAL A 93 20.377 10.780 -1.042 1.00 13.13 0
ATOM 730 N ARG A 94 21.520 8.922 -0.405 1.00 15.35 N
ATOM 731 CA ARG A 94 22.549 9.749 0.291 1.00 15.02 C
ATOM 732 CB ARG A 94 23.371 8.863 1.190 1.00 16.56 C
ATOM 733 CG ARG A 94 24.352 9.728 2.049 1.00 17.42 C
ATOM 734 CD ARG A 94 24.945 8.834 3.140 1.00 23.35 C
ATOM 735 NE ARG A 94 25.904 9.607 3.940 1.00 22.52 N
ATOM 736 CZ ARG A 94 26.793 9.032 4.756 1.00 29.00 C
ATOM 737 NH1 ARG A 94 26.865 7.720 4.810 1.00 28.73 N
ATOM 738 NH2Z ARG A 94 27.625 9.760 5.473 1.00 25.29 N
ATOM 739 C ARG A 94 23.464 10.499 -0.627 1.00 15.54 C
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ATOM 740 O ARG A 94 23.991 9.924 -1.589 1.00 17.17 0
ATOM 741 N ILE A 95 23.688 11.787 -0.373 1.00 14.67 N
ATOM 742 CA ILE A 95 24.779 12.522 -1.054 1.00 17.46 C
ATOM 743 CB ILE A 95 24,276 13.741 -1.741 1.00 17.08 C
ATOM 744 CG1 TLE A 95 23.312 14.489 -0.787 1.00 18.32 C
ATOM 745 CD1 ILE A 95 23.148 16.046 -1.172 1.00 16.44 C
ATOM 746 CG2 ILE A 95 23.499 13.304 -3.074 1.00 16.84 C
ATOM 747 C ILE A 95 25.818 12.949 0.023 1.00 19.09 C
ATOM 748 O ILE A 95 25.462 13.046 1.239 1.00 18.97 0
ATOM 7499 N GLU A 96 27.058 13.170 -0.398 1.00 21.56 N
ATOM 750 CA GLU A 96 28.150 13.296 0.600 1.00 23.34 C
ATOM 751 CB GLU A 96 29.242 12.309 0.335 1.00 24.73 C
ATOM 752 CG GLU A 96 28.762 10.904 0.404 1.00 34.00 C
ATOM 753 CD GLU A 96 29.160 10.191 1.642 1.00 42.71 C
ATOM 754 OEl1 GLU A 96 29.371 10.847 2.688 1.00 49.25 0
ATOM 755 OE2 GLU A 96 29.2564 8.951 1.568 1.00 44.45 0
ATOM 756 C GLU A 96 28.754 14.704 0.637 1.00 23.67 C
ATOM 757 0 GLU A 96 29.551 14.982 1.505 1.00 24. 48 0
ATOM 758 N SER A 97 28.385 15.569 -0.288 1.00 21.96 N
ATOM 759 CA SER A 97 28.787 16.990 -0.259 1.00 22.31 C
ATOM 760 CB SER A 97 30.249 17.187 -0.782 1.00 21.65 C
ATOM 761 0OG SER A 97 30.304 17.117 -2.197 1.00 24.36 0
ATOM 762 C SER A 97 27.783 17.844 -1.061 1.00 22.863 C
ATOM 763 O SER A 97 27.027 17.322 -1.925 1.00 21.88 0
ATOM 764 N PRO A 98 27.776 19.157 -0.821 1.00 22.91 N
ATOM 765 CA PRO A 98 26.969 20.010 1.688 1.00 23.03 C
ATOM 766 CB PRO A 98 27.137 21.428 -1.082 1.00 22.52 C
ATOM 767 CG PRO A 98 27.492 21.032 0.458 1.00 23.28 C
ATOM 768 CD PRO A 98 28.378 19.875 0.314 1.00 22.52 C
ATOM 769 C PROA 98 27.530 19.938 -3.089 1.00 23.62 C
ATOM 770 O PRO A 98 26.766 20.022 -4.059 1.00 23.89 0
ATOM 771 N GLU A 99 28.853 19.840 -3.222 1.00 21,32 N
ATOM 772 CA GLU A 99 29.437 19,957 -4.567 1.00 22.45 C
[0200] ATOM 773 CB GLU A 99 30.929 20.113 -4.507 1.00 23.93 C
ATOM 774 CG GLU A 99 31.371 21.472 -3.818 1.00 25.24 C
ATOM 775 CD GLU A 99 31.144 21.497 -2.277 1.00 29.18 C
ATOM 776 OE1 GLU A 99 31.140 20.454 -1.614 1.00 26.57 0
ATOM 777 OE2 GLU A 99 31.077 22.603 -1.711 1.00 38.21 0
ATOM 778 C GLU A 99 29.098 18.774 -5.460 1.00 22.64 C
ATOM 779 0 GLU A 99 29.074 18.887 -6.671 1.00 20.15 0
ATOM 780 N GLU A 100 28.825 17.629 -4.861 1.00 20.72 N
ATOM 781 CA GLU A 100 28.465 16.444 -5.640 1.00 21.34 C
ATOM 782 CB GLU A 100 28.154 15.293 -4.643 1.00 21.62 C
ATOM 783 CG GLU A 100 27.922 14.011 -5.314 1.00 25.82 C
ATOM 784 CD GLU A 100 27.319 12.934 —4.369 1.00 31.57 C
ATOM 785 OEl GLU A 100 27.622 12.907 -3.132 1.00 25.93 0
ATOM 786 OE2 GLU A 100 26.571 12.093 -4.903 1.00 32.56 0
ATOM 787 C GLU A 100 27.221 16.717 -6.497 1.00 19.50 C
ATOM 788 0 GLU A 100 27.060 16,161 -7.577 1.00 19.06 0
ATOM 789 N ILE A 101 26.321 17.545 -5.981 1.00 19.10 N
ATOM 790 CA ILE A 101 25.056 17.857 -6.618 1.00 18.77 C
ATOM 791 CB 1ILE A 101 24.209 18.857 -5.757 1.00 17,35 C
ATOM 792 CG1 ILE A 101 23.813 18.162 -4.450 1.00 18.96 C
ATOM 793 CD1 ILE A 101 23.165 19.126 -3.461 1,00 17.29 C
ATOM 794 CG2 ILE A 101 22.951 19.224 -6.537 1.00 19.50 C
ATOM 795 C ILE A 101 25.253 18.394 -8.063 1.00 20.45 C
ATOM 796 0 ILE A 101 24.525 17.983 -8.982 1.00 18.88 0
ATOM 797 N SER A 102 26.255 19,245 -8.220 1.00 20.54 N
ATOM 798 CA SER A 102 26.584 19.820 -9.502 1.00 22.66 C
ATOM 799 CB SER A 102 27.771 20.762 -9.302 1.00 23.50 C
ATOM 800 OG SER A 102 27.231 21.781 -8.529 1.00 33.75 0
ATOM 801 C SER A 102 26.995 18.837 -10.578 1.00 21.28 C
ATOM 802 O SER A 102 26.962 19.186 -11.764 1.00 21.06 0
ATOM 803 N LEU A 103 27.482 17.663 -10.178 1.00 20.08 N
ATOM 804 CA LEU A 103 27.932 16.660 -11.182 1.00 17.92 C
ATOM 805 CB LEU A 103 29.136 15.882 -10.661 1.00 18.36 C
ATOM 806 CG LEU A 103 30.328 16.789 -10.248 1.00 20.02 C
ATOM 807 (D1 LEU A 103 31.579 15.990 -9.884 1.00 21.48 C
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ATOM 808 (D2 LEU A 103 30.657 17.976 —11.191 1.00 18.49 C
ATOM 809 C LEU A 103 26.830 15.648 -11.578 1.00 17.74 C
ATOM 810 O LEU A 103 27.033 14.866 -12.477 1.00 17.44 0
ATOM 811 N LEU A 104 25.712 15.605 —-10.846 1.00 15.72 N
ATOM 812 CA LEU A 104 24.727 14.565 -11.098 1.00 15.38 C
ATOM 813 CB LEU A 104 23.665 14.543 -9.927 1.00 16.56 C
ATOM 814 CG LEU A 104 24,298 14.272 -8.518 1.00 15.46 C
ATOM 815 (D1 LEU A 104 23.202 14.321 -7.422 1.00 18.17 C
ATOM 8§16 CD2 LEU A 104 24.857 12.864 -8.498 1.00 17.22 C
ATOM 817 C LEU A 104 23.992 14.829 -12.405 1.00 15.72 C
ATOM 818 O LEU A 104 23.861 15,991 -12.847 1.00 15.59 0
ATOM 819 N PRO A 105 23.507 13.754 -13.041 1.00 15,11 N
ATOM 820 CA PRO A 105 22.640 13.930 -14.187 1.00 16.55 C
ATOM 821 CB PRO A 105 22.409 12.487 -14.697 1.00 16.17 C
ATOM 822 CG PRO A 105 22.763 11.562 -13.465 1.00 16.15 C
ATOM 823 CD PRO A 105 23.582 12.367 -12.524 1.00 16.10 C
ATOM 824 C PRO A 105 21.314 14.581 -13.679 1.00 17.76 C
ATOM 825 0 PRO A 105 21.038 14.553 -12.460 1.00 16.42 0
ATOM 826 N LYS A 106 20.496 15.113 -14.601 1.00 17.66 N
ATOM 827 CA LYS A 106 19.292 15.764 -14.253 1.00 18.80 C
ATOM 828 CB LYS A 106 19.305 17.229 -14,709 1.00 18.06 C
ATOM 829 CG LYS A 106 20.264 18.097 -13.892 1.00 21.10 C
ATOM 830 CD LYS A 106 20.270 19.551 -14.382 1.00 28.03 C
ATOM 831 CE LYS A 106 20.277 19.650 -15.954 1.00 40.23 C
ATOM 832 NZ LYS A 106 20. 569 21.063 -16.595 1.00 46.64 N
ATOM 833 C LYS A 106 18.100 15.007 -14.877 1.00 19.97 C
ATOM 834 0 LYS A 106 18. 264 14.345 -15.883 1.00 18.50 0
ATOM 835 N THR A 107 16.928 15.110 —14,244 1.00 18.19 N
ATOM 836 CA THR A 107 15.711 14.601 -14.829 1.00 17.69 C
ATOM 837 CB TIR A 107 14.653 14.412 -13.704 1.00 17.03 C
ATOM 838 0G1 THR A 107 14.196 15.721 -13.272 1.00 16.55 0
ATOM 839 CG2 THR A 107 15.357 13.671 —-12.507 1.00 18.75 C
ATOM 840 C THR A 107 15.090 15.544 -15.874 1.00 17.64 C
[0201] ATOM 841 O THR A 107 15.562 16.630 -16.082 1.00 17.90 0
ATOM 842 N  SER A 108 13.972 15.132 -16.424 1.00 20.72 N
ATOM 843 CA SER A 108 13.146 15.984 -17.296 1.00 21.74 C
ATOM 844 CB SER A 108 12.089 15.113 -18.011 1.00 23.76 C
ATOM 845 0OG SER A 108 11.091 14.671 -17.069 1.00 25.63 0
ATOM 846 C SER A 108 12.491 17.203 -16.602 1.00 24.60 C
ATOM 847 O SER A 108 11.853 18.051 —-17.271 1.00 24,62 0
ATOM 848 N  TRP A 109 12,599 17.280 -15.271 1.00 20.69 N
ATOM 849 CA TRP A 109 12.236 18.484 -14.541 1.00 21.68 C
ATOM 850 CB TRP A 109 11.549 18.037 —13.199 1.00 19.67 C
ATOM 851 CG TRP A 109 10,152 17.445 -13.195 1.00 25.15 C
ATOM 852 CD1 TRP A 109 9.849 16.219 -14.073 1.00 23.87 C
ATOM 853 NE1 TRP A 109 8.454 16.109 -14.219 1.00 26. 45 N
ATOM 854 CE2 TRP A 109 7.853 17.250 -13.725 1.00 28.53 C
ATOM 855 CD2 TRP A 109 8.875 18.107 -13.262 1.00 25.35 C
ATOM 856 CE3 TRP A 109 8.506 19.335 -12.668 1.00 31.59 C
ATOM 857 CZ3 TRP A 109 7.111 19.672 -12.555 1.00 31.82 C
ATOM 858 CH2 TRP A 109 6.136 18.801 -13.014 1.00 30.43 C
ATOM 859 CZ2 TRP A 109 6.470 17.575 -13.567 1.00 29.59 C
ATOM 860 C TRP A 109 13.481 19.358 -14.293 1.00 20.12 C
ATOM 861 O TRP A 109 13.451 20.323 -13.545 1.00 20.71 0
ATOM 862 N ASN A 110 14.597 19.032 -14.956 1.00 19.96 N
ATOM 863 CA ASN A 110 15.827 19.778 -14,780 1.00 21.74 C
ATOM 864 CB ASN A 110 15.577 21.216 -15.234 1.00 23.91 C
ATOM 865 CG ASN A 110 16.621 21,713 -16.176 1.00 31,98 C
ATOM 866 OD1 ASN A 110 17.075 20.986 -17.071 1.00 38.69 0
ATOM 867 ND2 ASN A 110 17.014 22.997 -16.013 1.00 41.95 N
ATOM 868 C ASN A 110 16.354 19.804 -13.318 1.00 21.35 C
ATOM 869 0 ASN A 110 16.988 20.758 -12.934 1.00 22.08 0
ATOM 870 N ILE A 111 16.069 18.764 -12.555 1.00 20.28 N
ATOM 871 CA 1ILE A 111 16.535 18.639 -11.161 1.00 21.05 C
ATOM 872 CB ILE A 111 15.304 18.209 -10,257 1.00 21.10 C
ATOM 873 CG1 ILE A 111 14.282 19.338 -10.262 1.00 23.19 C
ATOM 874 CD1 ILE A 111 14.976 20.726 -9.809 1.00 25.43 C
ATOM 875 CG2 ILE A 111 15.743 18.016 -8.782 1.00 27.20 C
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ATOM 876 C ILE A 111 17.608 17.498 -11.130 1.00 18.21 C
ATOM 877 O ILE A 111 17.429 16.414 -11.735 1.00 19.30 0
ATOM 878 N PRO A 112 18. 677 17.698 ~10.372 1.00 18.69 N
ATOM 879 CA PRO A 112 19.645 16.651 —-10.228 1.00 16.69 C
ATOM 880 CB PRO A 112 20.819 17.329 -9.457 1.00 17.69 C
ATOM 881 CG PRO A 112 20.636 18.839 -9.732 1.00 16.92 C
ATOM 882 CD PRO A 112 19.108 18.945 -9.686 1.00 17.35 C
ATOM 883 C PRO A 112 19.111 15.456 -9.426 1.00 18.23 C
ATOM 884 0 PRO A 112 18.409 15.629 -8.414 1.00 17.38 0
ATOM 885 N GLN A 113 19.532 14.272 -9.849 1.00 16.30 N
ATOM 886 CA GLN A 113 19.381 13.058 -9.004 1.00 18.28 C
ATOM 887 CB GLN A 113 17.926 12.603 -8.909 1.00 19.30 C
ATOM 888 CG GLN A 113 17.421 11.822 -10.123 1.00 18.80 C
ATOM 889 CD GLN A 113 15.998 11.239 -9.999 1.00 16.04 C
ATOM 890 OEl1 GLN A 113 15.098 11.815 -9.369 1.00 17.97 0
ATOM 891 NEZ GLN A 113 15. 758 10.166 —10.728 1.00 16.38 N
ATOM 892 C GLN A 113 20.348 11.994 -9.542 1.00 18.28 C
ATOM 893 0 GLN A 113 20.648 12.016 -10.771 1.00 18.06 0
ATOM 894 N PRO A 114 20.825 11.079 -8.674 1.00 19:18 N
ATOM 895 CA PRO A 114 21.804 10.065 -9.124 1.00 20.01 C
ATOM 896 CB PRO A 114 22.081 9.267 -7.863 1.00 18.88 C
ATOM 897 CG PRO A 114 21.828 10.250 -6.666 1.00 21.14 C
ATOM 898 CD PRO A 114 20.596 11.004 -7.204 1.00 19.16 C
ATOM 899 C PRO A 114 21.187 9.231 -10.213 1.00 18.78 C
ATOM 900 O PRO A 114 19.969 8.966 —10.185 1.00 20.88 0
ATOM 901 N GLY A 115 21,987 8.800 -11.187 1.00 20.57 N
ATOM 902 CA GLY A 115 21.384 8.062 -12,262 1.00 23.04 C
ATOM 903 C GLY A 115 21.044 6.604 -11.961 1.00 25.71 C
ATOM 904 O GLY A 115 21.374 6.086 -10.910 1.00 23.26 0
ATOM 905 N ALA A 116 20.380 5.965 -12.930 1.00 28:06 N
ATOM 906 CA ALA A 116 19.860 4.622 —12.865 1.00 30.28 C
ATOM 907 CB ALA A 116 19.211  4.203 -14.234 1.00 30.51 C
ATOM 908 C ALA A 116 20.877 3.602 -12.344 1.00 31.61 C
[0202] ATOM 909 0 ALA A 116 20.545 2.764 -11.494 1.00 33.77 0
ATOM 910 N GLY A 117 22.123  3.646 -12.751 1.00 31.75 N
ATOM 911 CA GLY A 117 22.976  2.597 -12.176 1.00 30.71 C
ATOM 912 C GLY A 117 23.926  3.024 -11.088 1.00 31.04 C
ATOM 913 0 GLY A 117 24,863 2.293 -10.779 1.00 31.97 0
ATOM 914 N ASP A 118 23.710 4.206 -10.490 1.00 28,03 N
ATOM 915 CA ASP A 118 24.554 4.703 -9.430 1.00 25.00 C
ATOM 916 CB ASP A 118 24,480 6.261 -9.492 1.00 23.65 C
ATOM 917 CG ASP A 118 25.365 6.987 -8.457 1.00 26.43 C
ATOM 918 OD1 ASP A 118 25.754  6.396 -7.424 1.00 26.42 0
ATOM 919 OD2 ASP A 118 25.655 8.224 -8.641 1.00 27,19 0
ATOM 920 C ASP A 118 23.963 4.112 -8,130 1.00 25.64 C
ATOM 921 0 ASP A 118 22.897 4.526 -7.642 1.00 25.76 0
ATOM 922 N VAL A 119 24.639 3.141 -7.543 1.00 26.36 N
ATOM 923 CA VAL A 119 24.131 2.455 -6.355 1.00 25.97 C
ATOM 924 CB VAL A 119 24.908 1.172 -6.026 1.00 25,44 C
ATOM 925 CG1 VAL A 119 24,378 0.623 -4.762 1.00 29.58 C
ATOM 926 CG2 VAL A 119 24.680 0.066 -7.148 1.00 27.42 C
ATOM 927 C VAL A 119 24.267 3.373 -5.160 1.00 25.91 C
ATOM 928 0 VAL A 119 25.355 3.814 -4.842 1.00 27.87 0
ATOM 929 N ARG A 120 23.186 3.646 -4.468 1.00 24.42 N
ATOM 930 CA ARG A 120 23.195 4.648 -3.438 1.00 23.48 C
ATOM 931 CB ARG A 120 22.268 5.765 -3.870 1.00 22.74 C
ATOM 932 CG ARG A 120 22.902 6.659 -4.938 1.00 23.83 C
ATOM 933 CD ARG A 120 23.735 7.718 -4.330 1.00 22 44 C
ATOM 934 NE ARG A 120 24.518 8.348 -5.409 1.00 24.86 N
ATOM 935 CZ ARG A 120 25.174 9.486 -5.307 1.00 21.85 C
ATOM 936 NH1 ARG A 120 25.138 10.179 -4.169 1.00 20.12 N
ATOM 937 NH2 ARG A 120 25.870 9.926 -6.338 1.00 22.46 N
ATOM 938 C ARG A 120 22.673 4.082 -2.154 1.00 21.11 C
ATOM 939 0 ARG A 120 21.821 3.276 -2.163 1.00 23.47 0
ATOM 940 N GLU A 121 23.227 4.514 -1.031 1.00 20.52 N
ATOM 941 CA GLU A 121 22.600 4.238 0.230 1.00 20.79 C
ATOM 942 CB GLU A 121 23.438 4.866 1.324 1.00 21.98 C
ATOM 943 CG GLU A 121 22.997 4.480 2.687 1.00 22.28 C
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ATOM 944 CD GLU A 121 23.733 5.274 3.782 1.00 29. 30 C
ATOM 945 OEl1 GLU A 121 24. 938 5. 458 3.669 1.00 28.70 0
ATOM 946 OEZ2 GLU A 121 23.115 5. 763 4.739 1.00 27.80 0
ATOM 947 C GLU A 121 21.222 4.915 0.307 1.00 19.19 C
ATOM 948 O GLU A 121 21.139 6. 074 0.087 1.00 18.96 0
ATOM 949 N GLU A 122 20.171 4,179 0.635 1.00 18.69 N
ATOM 950 CA GLU A 122 18, 838 4, 685 0.812 1.00 17.23 C
ATOM 951 CB GLU A 122 17.769 3.701 0.209 1.00 16.67 C
ATOM 952 CG GLU A 122 17.930 3.591 -1.354 1.00 21.74 C
ATOM 953 CD GLU A 122 17. 036 2.556 -2.022 1.00 25.75 C
ATOM 954 OE1 GLU A 122 16. 291 1.840 -1.356 1.00 28.12 0
ATOM 955 O0E2 GLU A 122 17. 145 2.427 -3,278 1.00 29.95 0
ATOM 956 C GLU A 122 18. 583 4, 956 2.262 1.00 17.96 C
ATOM 957 O GLU A 122 19. 023 4.153 3.138 1.00 18.17 0
ATOM 958 N ALA A 123 17,796 5.981 2.549 1.00 15.30 N
ATOM 959 CA ALA A 123 17.611 6. 398 3.966 1.00 16.51 C
ATOM 960 CB ALA A 123 16. 784 T7.725 4.060 1.00 15.24 C
ATOM 961 C ALA A 123 16. 920 5. 260 4,789 1.00 17.57 C
ATOM 962 O ALA A 123 17.242 5.041 5.932 1.00 16.77 0
ATOM 963 N LEU A 124 15. 899 4,614 4.195 1.00 19, 68 N
ATOM 964 CA LEU A 124 15. 189 3. 550 4,950 1.00 22.11 C
ATOM 965 CB LEU A 124 13. 797 3. 307 4.352 1.00 21.29 C
ATOM 966 (G LEU A 124 12873 4.492 4,440 1.00 2130 ¢
ATOM 967 CD1 LEU A 124 11. 485 4. 240 3.760 1.00 18.72 C
ATOM 968 CD2 LEU A 124 12.695 5. 066 5.864 1.00 24.74 C
ATOM 969 C LEU A 124 15. 997 2.221 5.016 1.00 24.60 C
ATOM 970 O LEU A 124 15.614 1.276 5.710 1.00 28.05 Q
ATOM 971 N SER A 125 17.119 2.131 4,335 1.00 26.20 N
ATOM 972 CA SER A 125 17.932 0.929 4,484 1.00 27.25 C
ATOM 973 CB SER A 125 18. 560 0.610 3.123 1.00 26.54 C
ATOM 974 0OG SER A 125 19. 689 1. 450 2.887 1.00 34.50 0
ATOM 975 C SER A 125 19. 004 1. 083 5.605 1.00 25.76 C
ATOM 976 O SER A 125 19. 711 0. 083 5.958 1.00 26.61 0

[0203] ATOM 977 N THR A 126 19. 147 2.303 6.170 1.00 23.31 N
ATOM 978 CA THR A 126 20. 283 2.573 7.075 1.00 23.22 C
ATOM 979 CB THR A 126 21. 374 3.391 6.401 1.00 23.73 C
ATOM 980 O0G1 THR A 126 20. 819 4. 628 5.948 1.00 21.97 0
ATOM 981 CG2 THR A 126 21. 992 2. 656 5.159 1.00 22, 14 C
ATOM 982 C THR A 126 19. 857 3. 332 8.325 1.00 24.31 C
ATOM 983 O THR A 126 20. 667 4,017 8.941 1.00 26.48 0
ATOM 984 N GLY A 127 18. 589 3.273 8.657 1.00 23. 80 N
ATOM 985 CA GLY A 127 18,122 3.948 9.888 1.00 2479 C
ATOM 986 C GLY A 127 16. 860 4,775 9.834 1.00 24.67 C
ATOM 987 O GLY A 127 16.264 5.006 10,915 1.00 27.75 0
ATOM 988 N GLY A 128 16. 439 5. 156 8.644 1.00 21.73 N
ATOM 989 CA GLY A 128 15. 262 6. 062 8.469 1.00 21.35 C
ATOM 990 C GLY A 128 15. 695 7.528 8.559 1.00 18.29 C
ATOM 991 O GLY A 128 16. 876 7. 869 8.354 1.00 17.43 0
ATOM 992 N LEU A 129 14, 751 8.410 8.943 1.00 18.50 N
ATOM 993 CA LEU A 129 14. 991 9. 883 8.845 1.00 16.49 C
ATOM 994 CB LEU A 129 14. 222 10.435 7.618 1.00 15.51 C
ATOM 995 CG LEU A 129 14. 878 9. 989 6.291 1.00 12.97 C
ATOM 996 CD1 LEU A 129 13.887 10.232 5.114 1,00 15.22 C
ATOM 997 CD2 LEU A 129 16.219 10.753 6.076 1,00 14.18 C
ATOM 998 C LEU A 129 14,456 10.579 10.092 1,00 16.76 C
ATOM 999 O LEU A 129 13,395 10.249 10.548 1.00 19,89 0
ATOM 1000 N ASP A 130 15.217 11.511 10.623 1.00 14.83 N
ATOM 1001 CA ASP A 130 14.722 12.340 11.749 1.00 14.82 C
ATOM 1002 CB ASP A 130 15.919 12.994 12.425 1.00 15.30 C
ATOM 1003 CG ASP A 130 16.834 11.955 13.063 1.00 19.30 C
ATOM 1004 OD1 ASP A 130 16.297 11.090 13.755 1.00 23.76 (0]
ATOM 1005 O0D2 ASP A 130 18. 057 11.955 12.821 1.00 24.05 0
ATOM 1006 C ASP A 130 13. 814 13.465 11.246 1.00 15.66 C
ATOM 1007 O ASP A 130 12.853 13.815 11.881 1.00 15.11 0
ATOM 1008 N LEU A 131 14. 138 13.998 10.061 1.00 16.25 N
ATOM 1009 CA LEU A 131 13.437 15.201 9.550 1.00 14.94 C
ATOM 1010 CB LEU A 131 14.185 16,428 10.000 1.00 14.90 C
ATOM 1011 CG LEU A 131 13.487 17.797 10.139 1.00 23.81 C
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ATOM 1012 CD1 LEU A 131 12.574 18.072 9.242 1.00 27.49 C
ATOM 1013 CD2 LEU A 131 14.493 19.030 10.357 1.00 32.24 C
ATOM 1014 C LEU A 131 13.383 15.192 8.018 1.00 14.07 C
ATOM 1015 O LEU A 131 14.390 14.889 7.350 1.00 13.63 0
ATOM 1016 N ILE A 132 12.198 15.501 7.487 1.00 13.19 N
ATOM 1017 CA 1ILE A 132 12.019 156.550 6.062 1.00 12.47 C
ATOM 1018 CB 1ILE A 132 10.976 14.527 5.609 1.00 14.04 C
ATOM 1019 CGl ILE A 132 11.481 13.088 5.925 1.00 14.10 C
ATOM 1020 CDI ILE A 132 10.381 12.0564 5.547 1.00 16.96 C
ATOM 1021 CG2 ILE A 132 10.778 14.665 4.016 1.00 15.22 C
ATOM 1022 C ILE A 132 11,497 16.953 5,718 1.00 12.51 C
ATOM 1023 O ILE A 132 10. 404 17.318 6.158 1.00 12.72 0
ATOM 1024 N PHE A 133 12,257 17.693 4,905 1.00 13.02 N
ATOM 1025 CA PHE A 133 11,793 19.016 4.323 1.00 13.44 C
ATOM 1026 CB PHE A 133 12.923 19.838 3,812 1.00 14.47 C
ATOM 1027 CG PHE A 133 13.808 20.411 4.911 1.00 16.97 C
ATOM 1028 CD1 PHE A 133 13.364 21.526 5.650 1.00 17.79 C
ATOM 1029 CE1 PHE A 133 14.162 22.103 6.640 1.00 17.29 C
ATOM 1030 CZ PHE A 133 15.350 21.575 6.964 1.00 21.26 C
ATOM 1031 CE2 PHE A 133 15.816 20.367 6.224 1.00 24.27 C
ATOM 1032 (D2 PIIE A 133 15.012 19.839 5.228 1.00 16.87 C
ATOM 1033 C PHE A 133 10.831 18.684 3.231 1.00 15.49 C
ATOM 1034 O PHE A 133 11.133 17.873 2.287 1.00 17.05 0
ATOM 1035 N MET A 134 9.639 19.222 3.351 1.00 17.15 N
ATOM 1036 CA MET A 134 8.523 18.842 2.470 1.00 19.75 C
ATOM 1037 CB MET A 134 7.269 18.654 3,310 1.00 19.22 C
ATOM 1038 CG MET A 134 7.297 17.539 4.350 1.00 23.99 C
ATOM 1039 SD MET A 134 7.282 15.951 3.403 1.00 27.71 S
ATOM 1040 CE MET A 134 5.894 16.206 2.196 1.00 23.30 C
ATOM 1041 C MET A 134 8.316 19.966 1.422 1,00 19.94 C
ATOM 1042 O MET A 134 8.119 21.151 1.802 1.00 21.99 0
ATOM 1043 N PRO A 135 8.461 19.636 0.120 1.00 19.77 N
ATOM 1044 CA PRO A 135 8.044 20.649 -0.908 1.00 18.20 C
[0204] ATOM 1045 CB PRO A 135 8.872 20.233 -2.116 1.00 18.25 C
ATOM 1046 CG PRO A 135 9.006 18.754 -1.980 1.00 19.93 C
ATOM 1047 CD PRO A 135 8.859 18.365 -0.495 1.00 19.59 C
ATOM 1048 C PRO A 135 6.543 20.500 -1.199 1.00 17.53 C
ATOM 1049 O PRO A 135 5.852 19.580 -0.711 1.00 17.51 0
ATOM 1050 N GLY A 136 5.968 21.451 -1.937 1.00 18.49 N
ATOM 1051 CA GLY A 136 4,582 21.251 -2.371 1.00 17.67 C
ATOM 1052 C GLY A 136 4.142 22.550 -3.039 1.00 18.63 C
ATOM 1053 0 GLY A 136 4,819 23.558 -2.946 1.00 17,38 0
ATOM 1054 N LEU A 137 3.011 22.506 -3.711 1.00 19.64 N
ATOM 1055 CA LEU A 137 2.527 23.751 -4,354 1.00 18.46 C
ATOM 1056 CB LEU A 137 1.5556 23.371 -5.480 1.00 19.37 C
ATOM 1057 CG LEU A 137 2.206 22.791 -6.734 1.00 19.07 C
ATOM 1058 CD1 LEU A 137 1.012 22.402 -7.683 1.00 20.98 C
ATOM 1059 CD2 LEU A 137 3.195 23.712 -7.386 1.00 26.98 C
ATOM 1060 C LEU A 137 1.802 24.649 -3.417 1.00 19.17 C
ATOM 1061 O LEU A 137 1.820 25.856 -3.603 1.00 20.71 0
ATOM 1062 N GLY A 138 1.106 24.085 -2.455 1.00 18.86 N
ATOM 1063 CA GLY A 138 0.323 24.928 -1.491 1.00 20.21 C
ATOM 1064 C GLY A 138 0.269 24.260 -0.106 1.00 20.97 C
ATOM 1065 0 GLY A 138 0.337 23.036 0.026 1.00 18.79 0
ATOM 1066 N PHE A 139 0.005 25.040 0.929 1.00 18,84 N
ATOM 1067 CA PHE A 139 -0.187 24.461 2.239 1.00 18.90 C
ATOM 1068 CB PHE A 139 1.130 24.556 3.053 1.00 18.99 C
ATOM 1069 CG PHE A 139 2,301 23.860 2.393 1.00 21.73 C
ATOM 1070 CD1 PHE A 139 2.522 22.517 2.688 1.00 23.50 C
ATOM 107! CEl1 PHE A 139 3.488 21.768 2.054 1.00 20.39 C
ATOM 1072 CZ PHE A 139 4,332 22.402 1.159 1.00 17.15 C
ATOM 1073 CE2 PHE A 139 4,165 23.762 0.845 1.00 21.71 C
ATOM 1074 (D2 PHE A 139 3.128 24.518 1.507 1.00 18.73 C
ATOM 1075 C PHE A 139 -1.227 25.343 2.926 1.00 19.51 C
ATOM 1076 0 PHE A 139 -1.244 26.535 2.642 1.00 20.78 0
ATOM 1077 N  ASP A 140 -2.036 24.774 3.808 1.00 19.76 N
ATOM 1078 CA ASP A 140 -2.825 25.6569 4.721 1.00 22.35 C
ATOM 1079 CB ASP A 140 -4.326 25.337 4.671 1.00 20.26 C
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ATOM 1080 CG ASP A 140 -4.666 23.938 5,192 1.00 21.13 C
ATOM 1081 OD1 ASP A 140 3.924 23.394 6.086 1.00 23.29 0
ATOM 1082 QD2 ASP A 140 -5.618 23.300 4.683 1.00 23.86 0
ATOM 1083 C ASP A 140 ~2.196 25.598 6.140 1.00 24.88 C
ATOM 1084 O ASP A 140 -1.106 24.938 6.367 1.00 22.83 0
ATOM 1085 N LYS A 141 -2.808 26.340 7.061 1.00 25.33 N
ATOM 1086 CA LYS A 141 -2.261 26.459 8.436 1.00 26.88 C
ATOM 1087 CB LYS A 141 -2.794 27.729 9.122 1.00 28.06 C
ATOM 1088 CG LYS A 141 -2,343 28.980 8.477 1.00 33.75 C
ATOM 1089 CD LYS A 141 -0.873 29.215 B.674 1.00 43.53 C
ATOM 1090 CE LYS A 141 -0.535 29.546 10.165 1.00 48.96 C
ATOM 1091 NZ LYS A 141 0.921 29.557 10.490 1.00 48.92 N
ATOM 1092 C LYS A 141 -2.569 25.294 9.307 1.00 26.91 C
ATOM 1093 0 LYS A 141 -2.102 25.253 10.444 1.00 28.79 0
ATOM 1094 N HIS A 142 -3.326 24.339 8.826 1.00 26.01 N
ATOM 1095 CA HIS A 142 3.527 23.094 9.538 1.00 27.03 C
ATOM 1096 CB HIS A 142 -4, 848 22.527 9.082 1.00 26.67 C
ATOM 1097 CG HIS A 142 -5.985 23.417 9.431 1.00 33.47 C
ATOM 1098 ND1 HIS A 142 -6.422 24.425 8.597 1.00 35.38 N
ATOM 1099 CEl HIS A 142 -7.396 25.081 9.198 1.00 37.94 C
ATOM 1100 NE2 HIS A 142 -7.604 24.550 10.388 1.00 38.07 N
ATOM 1101 CD2 HIS A 142 -6.710 23.520 10.572 1.00 37.02 C
ATOM 1102 C HIS A 142 -2.465 22.074 9.136 1.00 26.57 C
ATOM 1103 O HIS A 142 -2.520 20.925 9.588 1.00 27.29 0
ATOM 1104 N GLY A 143 -1.575 22.456 8.236 1.00 25.30 N
ATOM 1105 CA GLY A 143 -0.621 21.477 7.757 1.00 24.57 C
ATOM 1106 C GLY A 143 -1.072 20.610 6.589 1.00 24.30 C
ATOM 1107 O GLY A 143 -0.338 19.683 6.154 1.00 21.73 0
ATOM 1108 N ASN A 144 -2.223 20.906 6.003 1.00 20.91 N
ATOM 1109 CA ASN A 144 -2.570 20.170 4.790 1.00 21.28 C
ATOM 1110 CB ASN A 144 -4, 074 20.362 4.392 1.00 21.95 C
ATOM 1111 CG ASN A 144 -5,023 19.937 5.471 1.00 25.74 C
ATOM 1112 OD1 ASN A 144 -5.766 20.772 6.026 1.00 28 64 0
[0205] ATOM 1113 ND2 ASN A 144 -5.007 18.671 5.818 1.00 21.44 N
ATOM 1114 C ASN A 144 -1.634 20.630 3.682 1.00 20.03 C
ATOM 1115 O ASN A 144 -1.235 21.771 3.616 1.00 19.61 0
ATOM 1116 N ARG A 145 -1.359 19.717 2.749 1.00 19.54 N
ATOM 1117 CA ARG A 145 -0.423 20.012 1.684 1.00 17.66 C
ATOM 1118 CB ARG A 145 0.831 19.115 1,852 1.00 16.99 C
ATOM 1119 CG ARG A 145 1.892 19.300 0.703 1.00 17.66 C
ATOM 1120 CD ARG A 145 3.218 18.533 0.908 1.00 26.52 C
ATOM 1121 NE ARG A 145 2.949 17.250 0.405 1.00 35.29 N
ATOM 1122 CZ ARG A 145 3.300 16.711 -0.752 1.00 26.25 C
ATOM 1123 NH1 ARG A 145 4,222 17.201 -1.587 1.00 25.65 N
ATOM 1124 NH2 ARG A 145 2,786 15.547 -0.920 1.00 27.52 N
ATOM 1125 C ARG A 145 -1.089 19.667 0.341 1.00 16.15 C
ATOM 1126 O ARG A 145 -1.802 18.650 0,205 1.00 18.14 0
ATOM 1127 N LEU A 146 -0.789 20.510 -0.644 1.00 16.89 N
ATOM 1128 CA LEU A 146 -1.263 20.257 ~1.982 1.00 15.93 C
ATOM 1129 CB LEU A 146 -1.906 21.520 -2.539 1.00 16.16 C
ATOM 1130 CG LEU A 146 -2.466 21.369 -3.979 1.00 17.26 C
ATOM 1131 CD1 LEU A 146 -3.503 20.303 -4.127 1.00 22.17 C
ATOM 1132 CD2 LEU A 146 -3.044 22.756 -4.459 1.00 20.98 C
ATOM 1133 C LEU A 146 0.030 19.982 -2,723 1.00 15,21 C
ATOM 1134 0O LEU A 146 0.824 20.858 -2.938 1.00 14.86 0
ATOM 1135 N GLY A 147 0.204 18.743 -3.156 1.00 17.29 N
ATOM 1136 CA GLY A 147 1.378 18.375 -3.962 1.00 20.02 C
ATOM 1137 C GLY A 147 1.104 18.550 -5.470 1.00 21.42 C
ATOM 1138 0 GLY A 147 0.100 19.190 -5.913 1.00 18.05 0
ATOM 1139 N ARG A 148 2.004 18.031 -6.290 1.00 20.42 N
ATOM 1140 CA ARG A 148 1.870 18.272 -7.750 1.00 22.57 C
ATOM 1141 CB ARG A 148 3.227 18.088 —8.388 1.00 20.62 C
ATOM 1142 CG ARG A 148 4,124 19.286 -8.110 1.00 20.27 C
ATOM 1143 CD ARG A 148 5.479 19.084 -8.711 1.00 26.23 C
ATOM 1144 NE ARG A 148 6.493 19.950 -8.076 1.00 26.70 N
ATOM 1145 CZ ARG A 148 6.664 21.249 -8.393 1.00 29.06 C
ATOM 1146 NH1 ARG A 148 5.938 21.832 -9.349 1.00 26.99 N
ATOM 1147 NH2 ARG A 148 7.583 21.978 -7.751 1.00 29.35 N
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ATOM 1148 C ARG A 148 0.859 17.331 -8.400 1.00 23.87 C
ATOM 1149 O ARG A 148 0.431 17.550 -9.595 1.00 24.55 0
ATOM 1150 N GLY A 149 0.452 16.295 -7.675 1.00 23.90 N
ATOM 1151 CA GLY A 149 -0.602 15.475 -8.151 1.00 25.18 C
ATOM 1152 C  GLY A 149 -0.421 13.990 -7.931 1.00 27.11 C
ATOM 1153 O GLY A 149 -1.374 13.325 -7.506 1.00 30.37 0
ATOM 1154 N  ALA A 150 0.793 13.455 -8.121 1.00 27.17 N
ATOM 1155 CA ALA A 150 0.859 11.985 -8.088 1.00 28.13 C
ATOM 1156 CB ALA A 150 1.787 11.454 -9.220 1.00 29.29 C
ATOM 1157 C  ALA A 150 1.141 11.342 -6.704 1.00 27.71 C
ATOM 1158 0 ALA A 150 1. 187 10.084 -6.569 1.00 28.59 0
ATOM 1159 N GLY A 151 1.240 12.174 -5.677 1.00 23.50 N
ATOM 1160 CA GLY A 151 1.337 11.642 -4.300 1.00 23.84 C
ATOM 1161 C GLY A 151 2.563 10.827 -3.920 1.00 21.84 C
ATOM 1162 0 GLY A 151 2.527 9.958 -3.023 1.00 22.06 0
ATOM 1163 N TYR A 152 3.673 11.133 -4.572 1.00 21.46 N
ATOM 1164 CA TYR A 152 4,895 10.423 -4.227 1.00 19.80 C
ATOM 1165 CB TYR A 152 5.972 10.631 -5.276 1.00 22.41 C
ATOM 1166 CG TYR A 152 6.034 12,024 -5.741 1.00 26.69 C
ATOM 1167 CD1 TYR A 152 6.988 12.886 -5.237 1.00 27.07 C
ATOM 1168 CC1 TYR A 152 7.038 14.264 -5.647 1.00 26.57 C
ATOM 1169 CZ TYR A 152 6.103 14.775 —6.508 1.00 30.70 C
ATOM 1170 OH TYR A 152 6.195 16.108 —6.935 1.00 29.12 0
ATOM 1171 CE2 TYR A 152 5.104 13.903 -7.032 1.00 32.84 C
ATOM 1172 CD2 TYR A 152 5.073 12.536 -6.621 1.00 27.73 C
ATOM 1173 C TYR A 152 5.375 10.714 -2.793 1.00 19.01 C
ATOM 1174 O TYR A 152 5.847 9.817 -2.128 1.00 18.23 0
ATOM 1175 N TYR A 133 5.247 11.965 -2.316 1.00 19.99 N
ATOM 1176 CA TYR A 153 5.636 12.216 -0.917 1.00 21.82 C
ATOM 1177 CB TYR A 153 5.804 13.729 -0.616 1.00 22.89 C
ATOM 1178 CG TYR A 153 7.209 14.253 -0.792 1.00 21.09 C
ATOM 1179 CD1 TYR A 133 7.643 14.788 -2.014 1.00 20.52 C
ATOM 1180 CEl1 TYR A 153 8.917 15.2567 -2.209 1.00 17.68 C
[0206] ATOM 1181 CZ TYR A 153 9.831 15.182 -1.130 1.00 18.03 C
ATOM 1182 OH TYR A 153 11,065 15.670 -1.235 1.00 15.12 0
ATOM 1183 CE2 TYR A 153 9.430 14.702 0.108 1.00 16.52 C
ATOM 1184 CD2 TYR A 133 8.131 14.181 0.274 1.00 18.83 C
ATOM 1185 C TYR A 153 4,675 11.588 0.054 1.00 22.34 C
ATOM 1186 O TYR A 153 5,086 11.039 1.100 1.00 20.75 0
ATOM 1187 N  ASP A 154 3.368 11.629 -0.268 1.00 23.34 N
ATOM 1188 CA ASP A 154 2.425 10.950 0.655 1.00 26.41 C
ATOM 1189 CB ASP A 154 1,018 11.099 0.123 1.00 25.95 C
ATOM 1190 CG ASP A 154 0.646 12.534 -0.146 1.00 34.47 C
ATOM 1191 OD1 ASP A 154 -0.204 13.054 0.620 1.00 39.47 0
ATOM 1192 O0OD2 ASP A 154 1.184 13.152 -1.113 1.00 40.16 0
ATOM 1193 C ASP A 154 2,758 9.460 0.792 1.00 24.49 C
ATOM 1194 O ASP A 154 2,739 8.88 1.869 1.00 23.94 0
ATOM 1195 N  ALA A 155 3.001 8.811 -0.340 1.00 25.10 N
ATOM 1196 CA ALA A 155 3.398 7.414 -0.305 1.00 24.53 C
ATOM 1197 CB ALA A 155 3.605 6.857 -1.804 1.00 23.24 C
ATOM 1198 C  ALA A 1565 4,721 7.190 0.464 1.00 24.00 C
ATOM 1199 O ALA A 155 4,904 6.167 1.136 1.00 21.80 0
ATOM 1200 N TYR A 156 5.697 8.101 0.269 1.00 20.82 N
ATOM 1201 CA TYR A 156 6.972 7.926 0.962 1.00 20.57 C
ATOM 1202 CB TYR A 156 8.055 8.975 0.488 1.00 17.92 C
ATOM 1203 CG TYR A 156 9.406 8.678 1.059 1,00 16.21 C
ATOM 1204 CD1 TYR A 156 10.214 7.690 0.487 1.00 16.79 C
ATOM 1205 CE1 TYR A 156 11.435 7.322 1.050 1.00 14.44 C
ATOM 1206 CZ TYR A 156 11.919 8.040 2.200 1.00 16.22 C
ATOM 1207 OH TYR A 156 13.143 7.734 2.725 1.00 15.56 0
ATOM 1208 CE2 TYR A 156 11,149 9.068 2.748 1.00 18.15 C
ATOM 1209 CD2 TYR A 156 9.875 9.363 2.189 1.00 16.26 C
ATOM 1210 C TYR A 156 6.784 8.058 2.503 1.00 21.05 C
ATOM 1211 O TYR A 156 7.351 7.2565 3.248 1.00 19.18 0
ATOM 1212 N LEU A 157 6.011 9.059 2.939 1.00 22.57 N
ATOM 1213 CA LEU A 157 5,718 9.186 4.399 1,00 23.91 C
ATOM 1214 CB LEU A 157 4.805 10.374 4.726 1.00 26.77 C
ATOM 1215 CG LEU A 157 5.539 11.624 5.115 1.00 29.69 C
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ATOM 1216 CD1 LEU A 157 6.785 11,808 4,180 1.00 30.49 C
ATOM 1217 CD2 LEU A 15h7 4.509 12.816 4,963 1.00 34.28 C
ATOM 1218 C LEU A 157 5.116 7.939 4,972 1.00 25.53 C
ATOM 1219 O LEU A 157 5. 554 7. 451 6.016 1.00 24,25 [0}
ATOM 1220 N LYS A 158 4.153 7. 356 4,264 1.00 28.18 N
ATOM 1221 CA LYS A 158 3.621 6. 037 4,742 1.00 28.79 C
ATOM 1222 CB LYS A 158 2.502 5. 484 3.831 1.00 29.79 C
ATOM 1223 CG LYS A 158 1.281 6. 248 3.838 1.00 34.56 C
ATOM 1224 CD LYS A 158 0.214 5561 2990 1.00 40, 44 ¢
ATOM 1225 CE LYS A 158 -0.671 6. 668 2.406 1.00 47.91 C
ATOM 1226 NZ LYS A 158 1800 6.027 1.639 1.00 5360 N
ATOM 1227 C LYS A 158 4. 689 4, 997 4,882 1.00 28. 35 C
ATOM 1228 O LYS A 158 4,733 4, 2H4 5. 881 1.00 28.94 0
ATOM 1229 N ARG A 159 5. 566 4, 879 3.878 1.00 28.17 N
ATOM 1230 CA ARG A 159 6. 682 3. 964 3.974 1.00 27.94 C
ATOM 1231 CB ARG A 159 7.605 3. 981 2.724 1.00 27.77 C
ATOM 1232 CG ARG A 159 7.143 3.213 1.526 1.00 31.99 C
ATOM 1233 CD ARG A 159 8.129 3. 469 0.330 1.00 29, 57 C
ATOM 1234 NE ARG A 159 9. 359 2.767 0.597 1.00 29.84 N
ATOM 1235 CZ ARG A 159 10, 546 3. 094 0.109 1.00 31.97 C
ATOM 1236 NH1 ARG A 159 10. 681 4.153 -0.664 1.00 27.10 N
ATOM 1237 NH2 ARG A 159 11.595 2. 348 0.407 1.00 30,33 N
ATOM 1238 C ARG A 159 7. 608 4.176 5.128 1.00 27.28 C
ATOM 1239 O ARG A 159 8. 228 3. 209 5.593 1.00 28.97 0
ATOM 1240 N CYS A 160 7.814 5. 428 5.548 1.00 27.10 N
ATOM 1241 CA CYS A 160 8.732 5. 628 6.687 1.00 29,16 C
ATOM 1242 CB CYS A 160 8. 969 7. 093 6.964 1.00 28.54 C
ATOM 1243 SG CYS A 160 9897 7.836 5700 1.00 25 07 S
ATOM 1244 C CYS A 160 8. 384 4. 888 7.987 1.00 32.19 C
ATOM 1245 O CYS A 160 9. 269 4, 389 8.740 1.00 33.94 0
ATOM 1246 N LEU A 161 7.100 4,774 8.221 1.00 36.41 N
ATOM 1247 CA LEU A 161 6. 595 4, 037 9.387 1.00 38.29 C
ATOM 1248 CB LEU A 161 5. 099 4,183 9.409 1.00 37.46 C

[0207] ATOM 1249 CG LEU A 161 4. 622 5. 635 9.629 1.00 42.05 C
ATOM 1250 CD1 LEU A 161 5.554 6. 709 9,175 1.00 41.90 C
ATOM 12561 CD2 LEU A 161 3.218 5.912 9.037 1.00 47.10 C
ATOM 1252 C LEU A 161 7.073 2. 5h6 9.472 1,00 39.39 C
ATOM 1253 0O LEU A 161 7.176 1.982 10.582 1.00 41.93 4]
ATOM 1254 N ALA A 162 7.416 1. 945 8.344 1.00 36.83 N
ATOM 1255 CA ALA A 162 7.823 0. 566 8.364 1.00 37.85 C
ATOM 1256 CB ALA A 162 7.622 -0.103 7.019 1.00 36.90 C
ATOM 1257 C ALA A 162 9.278 0. 348 8.791 1.00 37.18 C
ATOM 1258 O ALA A 162 9773 -0.823 8.727 1.00 36.81 0
ATOM 12569 N HIS A 163 9. 956 1. 422 9.215 1.00 35.25 N
ATOM 1260 CA HIS A 163 11327 1.282 9.650 1.00 3433 c
ATOM 1261 CB HIS A 163 12,302 1.812 8.605 1.00 33.75 C
ATOM 1262 CG HIS A 163 12,257 1021 7.391 1.00 27 52 ¢
ATOM 1263 ND1 HIS A 163 11.193 1.120 6. 507 1.00 29.25 N
ATOM 1264 CE1 HIS A 163 11. 363 0.222 5.546 1.00 30.37 C
ATOM 1265 NEZ2 HIS A 163 12. 482 -0.430 5.795 1.00 20. 35 N
ATOM 1266 CD2 HIS A 163 13. 049 0.014 6.958 1.00 20.81 C
ATOM 1267 C HIS A 163 11. 646 1.977 10.863 1.00 34.56 C
ATOM 1268 O HIS A 163 12. 790 1.783 11.393 1.00 33.65 0
ATOM 1269 N GLN A 164 10.719 2.849 11.274 1.00 33.80 N
ATOM 1270 CA GLN A 164 11, 006 3.579 12.438 1.00 34.07 C
ATOM 1271 CB GLN A 164 11. 582 4.961 12.074 1.00 35.09 C
ATOM 1272 CG GLN A 164 10. 861 5.653 10.974 1.00 31.51 C
ATOM- 1273 CD GLN A 164 11.639 6.917 10.511 1.00 30.27 C
ATOM 1274 OE1 GLN A 164 12. 302 6.911 9.502 1.00 28.49 0
ATOM 1275 NE2 GLN A 164 11. 551 7.994 11.289 1.00 24.59 N
ATOM 1276 C GLN A 164 9.813 3.622 13.378 1.00 34.91 C
ATOM 1277 O GLN A 164 8. 678 3.643 12.926 1.00 31.84 0
ATOM 1278 N ALA A 165 10. 159 3.547 14.671 1.00 37.75 N
ATOM 1279 CA ALA A 165 9. 323 3.647 15.851 1,00 40.60 C
ATOM 1280 CB ALA A 165 10. 217 3.457 17.151 1.00 41.00 C
ATOM 1281 C ALA A 165 8. 833 5.049 15.796 1.00 41.67 C
ATOM 1282 O ALA A 165 7.624 5.274 15.790 1.00 43.75 4]
ATOM 1283 N ALA A 166 9.765 5.996 15.641 1.00 40. 31 N
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ATOM 1284 CA ALA A 166 9.381 7.395 15.747 1.00 38.99 C
ATOM 1285 CB ALA A 166 10.444 B8.148 16.624 1.00 40. 34 C
ATOM 1286 C ALA A 166 9.245 7.998 14.346 1.00 37.53 C
ATOM 1287 O  ALA A 166 10.201 7.968 13.612 1.00 36.58 0
ATOM 1288 N  LYS A 167 8.057 8.450 13.963 1.00 35.18 N
ATOM 1289 CA LYS A 167 7.816  9.041 12.625 1.00 34.40 C
ATOM 1290 CB LYS A 167 6.375 9.471 12.518 1.00 35.09 C
ATOM 1291 CG LYS A 167 5.954 9.721 11.065 1.00 41.09 C
ATOM 1292 CD LYS A 167 4,935 10.856 10.886 1.00 46.54 C
ATOM 1293 CE LYS A 167 4.152 10.571 9.549 1.00 51.86 C
ATOM 1294 NZ LYS A 167 3.101 11.624 9.249 1.00 54.22 N
ATOM 1295 C LYS A 167 8.702 10.305 12.315 1.00 30.42 C
ATOM 1296 O LYS A 167 8.995 11.045 13.221 1.00 31.71 0
ATOM 1297 N PRO A 168 9.194 10.501 11.056 1.00 26.62 N
ATOM 1298 CA PRO A 168 10.106 11.673 10.852 1.00 22.02 C
ATOM 1299 CB PRO A 168 10.436 11.627 9.376 1.00 21.17 C
ATOM 1300 CG PRO A 168 10.063 10.200 8.881 1.00 26.66 C
ATOM 1301 CD PRO A 168 8.931 9.748 9.819 1.00 27.88 C
ATOM 1302 C PRO A 168 9.331 12.980 11.101 1.00 20.49 C
ATOM 1303 O PRO A 168 8.145 13.009 10.703 1.00 22.37 0
ATOM 1304 N TYR A 169 9.993 14.034 11.619 1.00 15.70 N
ATOM 1305 CA TYR A 169 9.355 15.347 11.678 1.00 16.24 C
ATOM 1306 CB TYR A 169 10.223 16.291 12.519 1.00 15.93 C
ATOM 1307 CG TYR A 169 9.465 17.520 12.905 1.00 17.60 C
ATOM 1308 CD1 TYR A 169 8.573 17.501 13.991 1.00 21.75 C
ATOM 1309 CE1 TYR A 169 7.887 1B8.700 14.364 1.00 25.50 C
ATOM 1310 CZ TYR A 169 8.134 19.889 13.634 1.00 25.45 C
ATOM 1311 OH TYR A 169 7.486 21.068 13.999 1.00 26.70 0
ATOM 1312 CE2 TYR A 169 9.042 19.925 12.584 1.00 22.95 C
ATOM 1313 CD2 TYR A 169 9.718 18.733 12.230 1.00 17.17 C
ATOM 1314 C TYR A 169 9.207 15.913 10.243 1.00 14.79 C
ATOM 1315 0 TYR A 169 10.134 15.773 9.440 1.00 15.51 0
ATOM 1316 N THR A 170 8.049 16.473 9.876 1.00 16.39 N
[0208] ATOM 1317 CA THR A 170 7.904 16.950 8.485 1.00 15.56 C
ATOM 1318 CB THR A 170 6.693 16.3556 7.764 1.00 17.28 C
ATOM 1319 OGl THR A 170 5.550 16.344 8.612 1.00 18.17 0
ATOM 1320 CGZ THR A 170 6.973 14.822 7.422 1,00 17.21 C
ATOM 1321 C THR A 170 7.772 18.475 8.513 1.00 16.83 C
ATOM 1322 O THR A 170 6.872 19.002 9.193 1.00 17.23 0
ATOM 1323 N LEU A 171 8.672 19.139 7.812 1.00 16.00 N
ATOM 1324 CA LEU A 171 8.7569 20.626 7.864 1.00 17.49 C
ATOM 1325 CB LEU A 171 10.039 21.039 B8.522 1.00 19.35 C
ATOM 1326 CG LEU A 171 10.413 22,473 8.785 1.00 24.04 C
ATOM 1327 CD1 LEU A 171 9,321 23.163 9.591 1.00 25.74 C
ATOM 1328 CD2 LEU A 171 11. 840 22.522 9.520 1.00 23.33 C
ATOM 1329 C LEU A 171 8.713 21.111 6.418 1.00 18.47 C
ATOM 1330 O LEU A 171 9.697 20.957 5.645 1.00 18.25 0
ATOM 1331 N  ALA A 172 7.601 21.757 6.124 1.00 17.33 N
ATOM 1332 CA ALA A 172 7.397 22.352 4.773 1.00 18.88 C
ATOM 1333 CB ALA A 172 5.922 22.405 4.489 1.00 17.41 C
ATOM 1334 C ALA A 172 7.997 23.745 4.716 1.00 19.90 C
ATOM 1335 O ALA A 172 7.927 24.500 5.699 1.00 20.42 0
ATOM 1336 N LEU A 173 8.485 24.135 3.533 1.00 19.38 N
ATOM 1337 CA LEU A 173 9.095 25.433 3.310 1.00 20.94 C
ATOM 1338 CB LEU A 173 10.515 25.305 2.821 1.00 21.11 C
ATOM 1339 CG LEU A 173 11.403 24.421 3.744 1.00 20.89 C
ATOM 1340 CD1 LEU A 173 12.730 24.292 3.148 1.00 17.66 C
ATOM 1341 CD2 LEU A 173 11.444 25.050 5.145 1.00 15.97 C
ATOM 1342 C LEU A 173 8.251 26.073 2.184 1,00 21.16 C
ATOM 1343 O LEU A 173 8.257 25.548 1.096 1.00 24.94 0
ATOM 1344 N ALA A 174 7.591 27.191 2.467 1.00 21.25 N
ATOM 1345 CA ALA A 174 6.570 27.758 1.585 1.00 21.42 C
ATOM 1346 CB ALA A 174 5.258 27.634 2.212 1.00 19.46 C
ATOM 1347 C ALA A 174 6.841 29.228 1.386 1.00 22.88 C
ATOM 1348 O ALA A 174 7.264 29.940 2.322 1.00 21.96 0
ATOM 1349 N PHE A 175 6.610 29.709 0.162 1.00 21.35 N
ATOM 1350 CA PHE A 175 6.377 31.167 -0.018 1.00 22.35 C
ATOM 1351 CB PHE A 175 6.354 31.456 -1.559 1.00 22.33 C
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ATOM 1352 CG PHE A 175 .618 31.124 -2.282 00 21.82
ATOM 1353 CD1 PHE A 175 .821 31.719 -1.966 00 22.75
ATOM 1354 CE! PHE A 175 .934 31.463 -2.643 00 22.83
ATOM 1355 CZ PHE A 175 .922 30.566 -3.744 00 23.79
ATOM 1356 CE2 PHE A 175 .754 29.988 -4,0561 00 20.80
ATOM 1357 CD2 PHE A 175 .612 30.237 -3.377 00 19. 45

ATOM 1358 C PHE A 175 .110 31.632 0.670 00 22.46
ATOM 1359 O PHE A 175 138 30.865 0.810 00 21.91
ATOM 1360 N LYS A 176 .002 32.914 1.135 00 22.40
ATOM 1361 CA LYS A 176 .733 33.355 1.671 00 25.18
ATOM 1362 CB LYS A 176 .838 34.830 2.156 00 27. 16
ATOM 1363 CG LYS A 176 .824 35.609 1.361 00 30. 86
ATOM 1364 CD LYS A 176 395 36.835 2.154 00 36.72
ATOM 1365 CE LYS A 176 .316 37.480  2.954 00 41.63
ATOM 1366 NZ LYS A 176 727 38.908 3. 096 00 48.56
ATOM 1367 C LYS A 176 639 33.185 0.587 00 24.77
ATOM 1368 O LYS A 176 503 32.904 0.885 00 25. 49

177
177
177
177
177
177
177
177
177
178
178
178
178
178
178
178
178
178
179
179

ATOM 1369 N GLU
ATOM 1370 CA GLU
ATOM 1371 CB GLU
ATOM 1372 CG GLU
ATOM 1373 CD GLU
ATOM 1374 OE1 GLU
ATOM 1375 OE2 GLU
ATOM 1376 C GLU
ATOM 1377 0 GLU
ATOM 1378 N GLN
ATOM 1379 CA GLN
ATOM 1380 CB GLN
ATOM 1381 (G GLN
ATOM 1382 CD GLN
ATOM 1383 OE1l GLN
ATOM 1384 NEZ GLN
ATOM 1385 C GLN
[0209] ATOM 1386 O GLN
ATOM 1387 N ILE
ATOM 1388 CA 1ILE

045 33.276 -0.674
091 33.120 -1.806
844 33.445 -3.110
089 34.937 -3.317
413 35.396 -2.750
895 34.775 -1.783
011 36.377 -3.256
494 31.720 -1.891
482 31.491 -2.523
146 30.758 -1.250
681 29.406 -1.250
892 28.460 -1.300
696 28.496 -2.533
834 27.526 -2.498
871 27.744 -1.833
667 26.410 -3.211
766 29.012 -0.088
186 27.898 -0.082
558 29.917 0.883
362 29.648 1.954
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ATOM 1389 CB 1ILE A 179 067 30.434 3.271 00 21.69
ATOM 1390 CGl1 ILE A 179 549 30.275 3.574 00 26.09
ATOM 1391 CD1 ILE A 179 065 28.786  3.589 00 23.90
ATOM 1392 CG2 ILE A 179 -0.898 30.117  4.437 00 22.28
ATOM 1393 C ILE A 179 -1.836 29.865 1.615 00 23.88
ATOM 1394 0 ILE A 179 -2.226 30.969 1.259 00 25.90
ATOM 1395 N CYS A 180 -2.654 28.831 1. 687 00 24.75
ATOM 1396 CA CYS A 180 -4.065 28.870 1.362 00 28. 37
ATOM 1397 CB CYS A 180 -4.388 27.599 0.557 00 29.24
ATOM 1398 SG CYS A 180 -3.270 27.438 -0.808 00 29.58
ATOM 1399 C CYS A 180 -4,980 28.871 2.602 00 29. 38
ATOM 1400 O CYS A 180 -4.611 28,372  3.651 00 28.94
ATOM 1401 N LEU A 181 ~-6.224 29.335 2,450 00 28.98
ATOM 1402 CA LEU A 181 -7.229 29.165  3.456 00 28.57
ATOM 1403 CB LEU A 181 -8.546 29.924 3.091 00 29. 86
ATOM 1404 CG LEU A 181 -9.957 29.740 3. 747 00 32.88
ATOM 1405 CD1 LEU A 181 -10.151 28.924 5.076 00 34. 45
ATOM 1406 CDZ LEU A 181 -10.683 31.036 3. 866 00 32.73
ATOM 1407 C LEU A 181 -7.502 27.718 3.754 00 28.36
ATOM 1408 0O LEU A 181 -7.507 27.342 4.898 00 29.23
ATOM 1409 N GLN A 182 -7.721 26.875 2,749 00 26. 88
ATOM 1410 CA GLN A 182 -8.123 25.487  3.002 00 27.83
ATOM 1411 CB GLN A 182 -9.623 25.329 3. 230 00 28.85
ATOM 1412 CG GLN A 182 -10.229 23.919 3. 300 00 31.64
ATOM 1413 CD GLN A 182 -9.766 23.060 4.469 00 39. 32
ATOM 1414 OEl GLN A 182 -9.419 23.545  5.540 00 43. 84
ATOM 1415 NE2 GLN A 182 -9.743 21.753 4.251 00 46. 50
ATOM 1416 C GLN A 182 -7.618 24.689 1.811 00 27.81
ATOM 1417 O GLN A 182 -7.897 25.028 0.678 00 26.98
ATOM 1418 N VAL A 183 -6.777 23.689 2.066 00 25.48
ATOM 1419 CA VAL A 183 -6.379 22.806 0.962 00 24.63
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ATOM 1420 CB VAL A 183 ~4. 887 22.242 1.214 1,00 24.90 C
ATOM 1421 CG1 VAL A 183 -4.530 21.180 0.136 1.00 24. 45 C
ATOM 1422 (CG2Z2 VAL A 183 -3.961 23.386 1.210 1.00 23.85 C
ATOM 1423 C VAL A 183 -7.405 21,706 0.867 1.00 26.27 C
ATOM 1424 O VAL A 183 =7.766 21.080 1.865 1.00 26.17 0
ATOM 1425 N PRO A 184 -7.961 21.469 -0.314 1.00 25.58 N
ATOM 1426 CA PRO A 184 -8. 867 20.374 -0.443 1.00 27.34 C
ATOM 1427 CB PRO A 184 -9,293 20.434 -1.922 1.00 26.03 C
ATOM 1428 CG PRO A 184 -8.944 21.722 -2.404 1.00 28.12 C
ATOM 1429 CD PRO A 184 ~7.766 22.209 -1.581 1.00 26.65 C
ATOM 1430 C PRO A 184 -8.066 19.071 -0.229 1.00 28.43 C
ATOM 1431 O PRO A 184 ~6.932 18.914 -0.762 1.00 27.92 0
ATOM 1432 N ALA A 185 -8.627 18. 144 0.517 1.00 30.29 N
ATOM 1433 CA ALA A 185 -7.833 16,953 0.824 1,00 32.96 C
ATOM 1434 CB ALA A 185 -7.127 17.123 2.223 1.00 33.57 C
ATOM 1435 C ALA A 185 -8.680 15.682 0.734 1.00 35.10 C
ATOM 1436 O ALA A 185 -9.911 15.746 0.835 1.00 34.90 0
ATOM 1437 N ALA A 186 -7.990 14.573 0.494 1.00 36.65 N
ATOM 1438 CA ALA A 186 -8.418 13.186 0.672 1.00 40.61 C
ATOM 1439 CB ALA A 186 -9.642 13.0564 1.478 1.00 39.87 C
ATOM 1440 C ALA A 186 -8.541 12.530 -0.682 1.00 41.88 C
ATOM 1441 O ALA A 186 -7.544 11.951 -1.135 1.00 44.55 0
ATOM 1442 N ASP A 189 -4.573 11.644 2.384 1.00 39.65 N
ATOM 1443 CA ASP A 189 -3.544 12.690 2.111 1.00 38.28 C
ATOM 1444 CB ASP A 189 ~-4,176 14.010 1.653 1.00 37.89 C
ATOM 1445 CG ASP A 189 -4.731 13.937 0.252 1.00 40. 14 C
ATOM 1446 O0OD1 ASP A 189 -4.575 12.890 -0.407 1.00 45.15 0
ATOM 1447 O0OD2 ASP A 189 -5.351 14,900 -0.192 1.00 39.69 0
ATOM 1448 C ASP A 189 ~-2.833 13.013 3.404 1.00 37.50 C
ATOM 1449 O ASP A 189 -3.489 13.0b4 4. 453 1.00 37.18 0
ATOM 1450 N MET A 190 -1.520 13.317 3,319 1.00 35.59 N
ATOM 1451 CA MET A 190 -0.693 13.468 4.522 1.00 34. 00 C
ATOM 1452 CB MET A 190 0.681 12.769 4,330 1.00 35.86 C

[0210] ATOM 1453 CG MET A 190 0.633 11.219 4. 072 1.00 39.91 C
ATOM 1454 SD MET A 190 -0.036 10.124 5.394 1.00 50.52 S
ATOM 1455 CE MET A 190 1.338 10.077 6.552 1.00 39.74 C
ATOM 1456 C MET A 190 -0.485 14.951 4,862 1.00 30.71 C
ATOM 1457 N LYS A 191 -0.733 15.194 6.131 1.00 27.81 N
ATOM 1458 CA LYS A 191 -0.493 16. 483 6.763 1.00 27.08 C
ATOM 1459 CB LYS A 191 -1.364 16.618 8.005 1.00 28.70 C
ATOM 1460 CG LYS A 191 -1.847 18. 066 8.186 1.00 36.05 C
ATOM 1461 CD LYS A 191 5982 18.218 9,200 1.00 37.53 ¢
ATOM 1462 CE LYS A 191 -4.223 17.581 8.724 1.00 45. 34 C
ATOM 1463 NZ LYS A 191 -5.188 17.654 9.855 1.00 50.42 N
ATOM 1464 C LYS A 191 0.927 16.625 7.235 1.00 25,64 C
ATOM 1465 O LYS A 191 1511 15.648 7.650 1.00 26,26 0
ATOM 1466 N VAL A 192 1.505 17.800 7.133 1.00 21.01 N
ATOM 1467 CA VAL A 192 2.867 17.995 7.653 1.00 19.33 C
ATOM 1468 CB VAL A 192 3.688 18.952 6.828 1.00 19. 14 C
ATOM 1469 CGl1 VAL A 192 3.901 18.389 5.389 1.00 17.06 C
ATOM 1470 CG2 VAL A 192 3.081 20. 384 6,764 1.00 20.23 C
ATOM 1471 C VAL A 192 2.795 18.477 9.114 1.00 20.67 C
ATOM 1472 O VAL A 192 1.786 19,071 9.525 1.00 21.65 0
ATOM 1473 N ASP A 193 3.863 18.284 9.867 1.00 19.17 N
ATOM 1474 CA ASP A 193 3.918 18.792 11.220 1.00 20.13 C
ATOM 1475 CB ASP A 193 5.165 18.267 11.946 1.00 18.82 C
ATOM 1476 CG ASP A 193 5.107 16.791 12.138 1.00 23.93 C
ATOM 1477 OD1 ASP A 193 4.057 16.305 12.562 1.00 28.35 0
ATOM 1478 O0D2 ASP A 193 6.087 16.060 11.816 1.00 19,44 0
ATOM 1479 C ASP A 193 3.984 20.325 11.304 1.00 20.66 C
ATOM 1480 O ASP A 193 3388 20.915 12,276 1.00 20.77 0
ATOM 1481 N GLU A 194 4.712 20.978 10.390 1.00 19. 39 N
ATOM 1482 CA GLU A 194 4,872 22.430 10.465 1.00 19.88 C
ATOM 1483 CB GLU A 194 6.075 22.730 11.312 1.00 21.31 C
ATOM 1484 CG GLU A 194 6.379 24.213 11.446 1.00 25.62 C
ATOM 1485 CD GLU A 194 7.352 24.442 12.563 1.00 28.82 C
ATOM 1486 OFE1 GLU A 194 7.697 25.619 12.768 1.00 36.01 0
ATOM 1487 OQE2 GLU A 194 7.787 23.434 13.191 1.00 29.17 4]
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ATOM 1488 C GLU A 194 5.099 23,039 9.079 1.00 20.97 C
ATOM 1489 O GLU A 194 5.865 22. 466 8.270 1.00 20.22 0
ATOM 1490 N VAL A 195 4. 445 24.165 8.785 1.00 19.54 N
ATOM 1491 CA VAL A 195 4,736 24.938 7.547 1.00 21. 31 C
ATOM 1492 CB VAL A 195 3.432 25. 360 6. 871 1.00 20.55 C
ATOM 1493 CG1 VAL A 195 2.481 24. 144 6.733 1.00 23.14 C
ATOM 1494 CG2 VAL A 195 3.750 26.030 5.516 1.00 23,70 C
ATOM 1495 C VAL A 195 5.496 26,221 7.873 1.00 20.65 C
ATOM 1496 O VAL A 195 5010 26.998 8 659 1.00 23.94 0
ATOM 1497 N LEU A 196 6.697 26.411 7.372 1.00 19. 11 N
ATOM 1498 CA LEU A 196 7.443 27.637 7.577 1.00 22,97 C
ATOM 1499 CB LEU A 196 8.930 27.456 7.711 1.00 22. 46 C
ATOM 1500 CG LEU A 196 9.4Y6 26. 592 8.873 1.00 27.89 C
ATOM 1501 CD1 LEU A 196 11.016 26. 755 8. 778 1.00 25,43 C
ATOM 1502 CD2 LEU A 196 8.886 26.947 10.274 1.00 27.14 C
ATOM 1503 C LEU A 196 7.209 28. 577 6. 406 1.00 24. 28 C
ATOM 1504 O LEU A 196 7.328 28.177 5.243 1.00 21.22 0
ATOM 1505 N TYR A 197 6.920 29.832 6.718 1.00 24.81 N
ATOM 1506 CA TYR A 197 6.922 30.873 5.684 1.00 26. 85 C
ATOM 1507 CB TYR A 197 5.519 30.937 5.095 1.00 25.25 C
ATOM 1508 CG TYR A 197 4,395 31.034 6.091 1.00 27.01 C
ATOM 1509 CDl TYR A 197 3.797 32.280 6.349 1.00 33.08 C
ATOM 1510 CE1l TYR A 197 2.718 32.403 7.256 1.00 33.17 C
ATOM 1511 CZ TYR A 197 2.221 31.277 7.872 1.00 34.70 C
ATOM 1512 OH TYR A 197 1.149 31.394 8.759 1.00 38.04 0]
ATOM 1513 CE2 TYR A 197 2.796 30.016 7.602 1.00 31.00 C
ATOM 1514 CD2 TYR A 197 3.865 29.918 6.724 1.00 27.44 C
ATOM 1515 C TYR A 197 7.243 32.209 6.345 1.00 29.03 C
ATOM 1516 0O TYR A 197 7.178 32.284 7.568 1.00 29.50 0
ATOM 1517 N GLU A 198 7.586 33.224 5.562 1.00 29.84 N
ATOM 1518 CA GLU A 198 7.780 34.580 6.063 1.00 31.16 C
ATOM 1519 CB GLU A 198 8. 150 35.544 4,899 1.00 30.39 C
ATOM 1520 CG GLU A 198 8 646 36914 5407 1.00 30,94 ¢

[0211] ATOM 1521 CD GLU A 198 9.024 37.819 4.284 1.00 39.24 C
ATOM 1522 OC1 GLU A 198 9.950 38.668 4,454 1.00 37127 0]
ATOM 1523 O0OE2 GLU A 198 8.422 37.645 3.201 1.00 40. 30 0]
ATOM 1524 C GLU A 198 6. 553 35.087 6.846 1.00 32.02 C
ATOM 1525 0O GLU A 198 5.432 35,204 6.298 1.00 35.12 0
ATOM 1526 N1 THF B 501 12.274 17.521 -6.290 1.00 23.05 N
ATOM 1527 C2 THF B 501 11.722 18.749 5,649 1.00 23.82 C
ATOM 1528 NA2 THF B 501 12.546 19.840 -5.686 1.00 22.35 N
ATOM 1529 N3 THF B 501 10.216 19.071 -5.714 1.00 27.83 N
ATOM 1530 C4 THF B 501 9.292 18.025 -6.141 1.00 26.95 C
ATOM 1531 04 THF B 501 8.084 18.169 -6.217 1.00 30.66 0
ATOM 1532 C4A THF B 501 9.926 16.813 -6.815 1.00 29,40 C
ATOM 1533 N5 THF B 501 8.967 15.745 -7.278 1.00 28.34 N
ATOM 1534 C6 THF B 501 9.689 14.524 -7.749 1.00 33.60 C
ATOM 1535 C7 THF B 501 10.836 14.106 -7.066 1.00 30.49 C
ATOM 1536 N8 THF B 501 11.910 15.097 -7.003 1.00 28.34 N
ATOM 1537 C8A THF B 501 11.340 16.423 -6.296 1.00 28.16 C
ATOM 1538 C9 THF B 501 8.857 14.024 -8.961 0.00 34.51 C
ATOM 1539 N10 THF B 501 8.515 14.454 -9.873 1.00 32.90 N
ATOM 1540 Cl11 THF B 501 4.458 15.0562 -10.761 1.00 30.74 C
ATOM 1541 C12 THF B 501 5.289 16,106 -10.938 1.00 29.68 C
ATOM 1542 C13 THF B 501 6.771 16.027 -10.564 1.00 34.94 C
ATOM 1543 Cl14 THF B 501 7.194 14.669 -10.427 1.00 32.98 C
ATOM 1544 C15 THF B 501 6.228 13.486 -10.113 1.00 30.66 C
ATOM 1545 Cl16 THF B 501 4.950 13.623 -10.441 1.00 26.73 C
ATOM 1546 C17 THF B 501 2.947 15.119 —-10.981 1.00 33.73 C
ATOM 1547 0O THF B 501 2.210 14.571 -10.191 1.00 33.20 0
ATOM 1548 N THF B 501 2.483 15.774 -12.221 1.00 32.81 N
ATOM 1549 CA THF B 501 1.061 15.865 -12.611 1.00 35.11 C
ATOM 1550 CB THF B 501 0.838 14.699 -13.162 0.00 35.55 C
ATCM 1551 CG THF B 501 1.973 13.669 -13.178 0.00 35.41 C
ATOM 1552 CD THF B 501 2.644 13.308 -14.500 0.00 35.51 C
ATOM 1553 OE1 THF B 501 1.850 12.428 -15.249 0.00 35.63 0
ATOM 1554 OE2 THF B 501 4.036 13.054 -14.457 0.00 35.38 0
ATOM 1555 CT THF B 501 0.796 17.168 -13.390 1.00 35.71 C
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ATOM 1556 01 THF B 501 1.809 18.252 -12.889 0.00 34.94 0
ATOM 1557 02 THF B 501 1.273 16.727 -14.514 0.00 36.17 0
ATOM 1558 C18 THF B 501 9.576 14.984 -10.709 1.00 34.09 C
ATOM 1559 05 THF B 501 10. 664 14.677 -10.354 1.00 35.57 0
ATOM 1560 NI NIC 1 -9.116 26.104 8.608 1.00 36.52 NI
ATOM 1561 NI NI C 2 13.217 2.187 -5.111 1.00 27.11 NI
ATOM 1562 MG MG C 3 14.633 5.620 1.231 1.00 11.34 MG
ATOM 1363 MG MG C 4 13.551 12.122 -16.404 1.00 38.38 MG
ATOM 1564 MG MG C 6 -8.101 33.256 -6.008 1.00 98.12 MG
ATOM 1565 MG MG C 7 13.077 6.948 -13.819 1.00 52.21 MG
ATOM 1566 MG MG C 8 17.516 42.131  0.338 1.00 44.47 MG
ATOM 1567 MG MG C 9 -1.712 28.234 -14.231 1.00 50.84 MG
ATOM 1568 MG MG C 10 7.297 24.528 -12.568 1.00 66.63 MG
ATOM 1569 MG MG C 11 7.988 5.122 -1.748 1.00 42.15 MG
ATOM 1570 MG MG C 12 24.901 17.885 15.891 1.00 52.23 MG
ATOM 1571 O HOH S 1 14.791 16.990 -5.233 1.00 15.43 0
ATOM 1572 O HOH S 2 14,763 -0.269 -2.402 1.00 30.72 0
ATOM 1573 O HOHS 3 14.250 5.683 -6.945 1.00 21.98 0
ATOM 1574 O HOH S 4 14. 417 2.427 0.395 1.00 24.58 0
ATOM 1575 O HOH S 5 23.508 18.365 -11.517 1.00 19.18 0
ATOM 1576 O HOH S 6 25.471 12.622 3.968 1.00 22.62 0
ATOM 1577 O HOH S 7 13.665 29.226 -6.612 1.00 33.56 0
ATOM 1578 0 HOH S 8 18.574 23.477 -3.965 1.00 25.16 0
ATOM 1579 O HOHS 9 14. 605 14.521 -8.602 1.00 21.57 0
ATOM 1580 O HOH § 10 8.279 26.312 -1.781 1.00 25.89 0
ATOM 1581 O HOH S 11 20.249 2.573 -4.680 1.00 26.42 0
ATOM 1582 O HOH S 12 7.984 32.460 2.847 1.00 28.69 0
ATOM 1583 O HOH S 13 23.029 20.816 14.764 1.00 26.23 0
ATOM 1584 O HOH S 14 -3.956 18.389 -1.545 1.00 33.13 0
ATOM 1585 O HOH S 15 4,785 28,250 -11.912 1.00 38.81 0
ATOM 1586 O HOH S 16 13.040 15.481 -10.874 1.00 20.65 0
ATOM 1587 O HOH S 17 24.592  9.572 -10.803 1.00 22.53 0
ATOM 1588 O HOH S 18 20.705 6.016 -8.248 1.00 25.51 0
[0212] ATOM 1589 O HOH S 19 29.432 16.784  6.950 1.00 40.77 0
ATOM 1590 O HOH § 20 7.567 -0.872  2.402 1.00 36.67 0
ATOM 1591 O HOH S 21 12.000 24.311 -12.149 1.00 43.51 0
ATOM 1592 O HOH S 22 14.823 0.044 10.364 1.00 38.13 0
ATOM 1593 O HOH S 23 5,981 0.000 0.002 0.50 46.84 0
ATOM 1594 O HOH § 24 18.038 25.228 19.120 1.00 49.80 0
ATOM 1595 O HOH S 25 5.246 6.970 -5.087 1.00 33.05 0
ATOM 1596 O HOH S 26 27.934 12,942 5.115 1.00 31.78 0
ATOM 1597 O HOH S 27 23.365 7.702 10.930 1.00 34.338 0
ATOM 1598 O HOH S 28 32.752 16.096 -2.429 1.00 30.11 0
ATOM 1599 O HOH S 29 6.555 21.961 -4.694 1.00 31.09 0
ATOM 1600 O HOH S 30 6.131 18.917 -4.438 1.00 30.30 0
ATOM 1601 O HOH S 31 17.708 8.360 -11.635 1.00 31.45 0
ATOM 1602 O HOH S 32 -19.674 9.931 -4,501 1.00 32.18 0
ATOM 1603 O HOH S 33 27.765 14.692 7.075 1.00 32.50 0
ATOM 1604 O HOH S 34 26. 526 23,488 14.975 1.00 27.34 0
ATOM 1605 O HOH S 35 18.284 22,493 -10.977 1.00 40.18 0
ATOM 1606 O HOH S 36 26.198  8.909 -13.188 1.00 50.88 0
ATOM 1607 O HOH § 37 4,223 17,015 -5.049 1.00 34.11 0
ATOM 1608 O HOH S 38 30.713 17.147 3.018 1.00 44.95 0
ATOM 1609 O HOH S 39 25.669 17.698 -14.489 1.00 41.00 0
ATOM 1610 O HOH S 40 9.769 13.072 -18.493 1.00 44.05 0
ATOM 1611 O HOH S 41 26.932 25.258 16.574 1.00 36.04 0
ATOM 1612 O HOH S 42 17.067 5.666 -11.043 1.00 39.43 0
ATOM 1613 O HOH S 43 12.905 28.987 13.456 1.00 38.02 0
ATOM 1614 O HOH S 44 -2.026 16.947 3.114 1.00 35.52 0
ATOM 1615 O HOH S 45 10.789 0.001 2.282 1.00 44.05 0
ATOM 1616 O HOH S 46 -6.117 14.217 -7.365 1.00 42.96 0
ATOM 1617 O HOH S 47 -6.416 16.614 -8.860 1.00 30.10 0
ATOM 1618 O HOH S 48 7.606 28.764 -12.738 1.00 38.09 0
ATOM 1619 O HOH S 49 -4.110 16.346 4.687 1.00 39.40 0
ATOM 1620 O HOH S 50 17.849 0.001 -0.001 0.50 38.35 0
ATOM 1621 O HOH S 51 25.386 27.940 7.125 1.00 38.64 0
ATOM 1622 O HOH S 52 5.633 13.742 10.1920 1.00 31.16 0
ATOM 1623 O HOH S 53 6.479 30.541 9.834 1.00 37.29 0
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ATOM 1624 O HOH S 54 -21.773 8.266 -0.655 1.00 43.44 0
ATOM 1625 O HOH S 55 18.332 22.365 -8.123 1.00 46.42 0
ATOM 1626 O HOH S 56 -22.868 5.869 -1.032 1.00 42.90 0
ATOM 1627 O HOH S 57 8.735 27.520 14.294 1.00 54.44 0
ATOM 1628 O HOH S 58 5.561 32.409 10.730 1.00 49.17 0
ATOM 1629 O HOH S 59 3.485 20.878 —11.256 1.00 24.68 0
ATOM 1630 O HOH S 60 14,734 15.153 15.705 1.00 49.21 0
ATOM 1631 O HOH S 61 2.354 38.984 5 133 1.00 63.36 0
ATOM 1632 0 HOH S 62 3.604 14.260 8.690 1.00 44.75 0
ATOM 1633 O HOH S 63 6.117 24.558 -5.825 1.00 36.29 0
ATOM 1634 O HOH S 64 -5,242 28.089 6.696 1.00 28.81 0
ATOM 1635 0 HOH S 65 -0.022 8.022 -3.401 1.00 48.23 0
ATOM 1636 O HOH S 66 16. 449 13.966 16.698 1.00 44.59 0
ATOM 1637 O HOH S 67 7.580 23.905 -~1.597 1,00 35.19 0
ATOM 1638 O HOH S 68 0.198 19.801 11.675 1.00 42.02 0
ATOM 1639 O HOH S 69 17.878 9.768 —14.801 1.00 46.89 0
ATOM 1640 O HOH S 70 6.426 13.830 13.793 1.00 40.62 0
ATOM 1641 0 HOH S 71 -6.813 9.885 2.462 1.00 48.45 0
ATOM 1642 0 HOH S 72 -15.099 20.665 -6.482 1.00 36.04 0
ATOM 1643 O HOH S 73 12.638 15.964 1.078 1.00 14.82 0
ATOM 1644 O HOH S 74 16.420 15.111 -6.587 1.00 15.39 0
ATOM 1645 O HOH S 75 7.026 7.446 -3.404 1.00 18.90 0
ATOM 1646 0 HOH S 76 —-7.743 27.792 8.463 1.00 30.87 0
ATOM 1647 O HOH S 77 0.849 15.057 -5.069 1.00 24.83 0
ATOM 1648 O HOH S 78 15.279 1.219 -5.114 1.00 26.19 0
ATOM 1649 O HOH S 79 6.019 3.368 -3.758 1.00 50.05 0
ATOM 1650 O HOH S 80 5.655 27.518 11.523 1.00 40.00 0
ATOM 1651 0 HOH S 81 -20.698 10.004 -2.597 1.00 34,27 0
ATOM 1652 O HOH S 82 13.933 3.010 -6.968 1.00 24.85 0
ATOM 1653 O HOH S 83 -8.817 25.328 6.508 1.00 35, 97 0
ATOM 1654 O HOH S 84 7.396 -0.240 4.782 1.00 45.17 0
ATOM 1655 0 HOH S 85 1.086 20.398 -10.731 1.00 30.36 0
ATOM 1656 0O HOH S 86 16.087 44.311 0.072 1.00 46.57 0
[0213] ATOM 1657 O HOH S 87 -1.638 15.412 -0.177 1.00 42.00 0
ATOM 1658 O HOH § 88 -2.388 16.724 -3.452 1.00 36.91 0
ATOM 1659 O HOH S 89 18.191 27.766 1.435 1.00 33.23 0
ATOM 1660 O HOH S 90 12.147 31.009 -6.800 1.00 49.78 0
ATOM 1661 0 HOH S 91 19.117 10.785 ~13.093 1.00 36.89 0
ATOM 1662 0 HOH S 92 26.104 20.028 -14. 054 1.00 38.19 0
ATOM 1663 0 HOH S 93 27.614 13.079 12.159 1.00 42.92 0
ATOM 1664 O HOH S 94 -9.657 27.743 -5.754 1.00 51,46 0
ATOM 1665 0 HOH S 95 -16.782 20.916 -8.806 1.00 40.66 0
ATOM 1666 0 HOH S 96 6.352 28.700 ~16.775 1.00 42.54 0
ATOM 1667 O HOH S 97 8.741 22,832 ~11.719 1.00 50.59 0
ATOM 1668 0 HOH S 98 24,762 28.026 -7.399 1.00 64.22 0
ATOM 1669 0 HOH S 99 8.883 23.287 15.955 1.00 40.97 0
ATOM 1670 O HOH S 100 10.938 16.974 19.406 1.00 46.49 0
ATOM 1671 O HOH S 101 22.073 0.355 1.830 1.00 56.20 0
ATOM 1672 O HOH S 102 -10.072 12.611 -4,680 1.00 36.80 0
ATOM 1673 0 HOH S 103 18.249 25.647 -7.442 1.00 47.69 0
ATOM 1674 O HOH S 104 -0.713 15.155 -2.578 1.00 48.82 0
ATOM 1675 O HOH S 105 19.708 31.320 11.668 1.00 42.89 Q
ATOM 1676 O HOH S 106 15,949 26.860 20.611 1.00 53.47 §]
ATOM 1677 O HOH S 107 8.704 25,788 16.337 1.00 52.05 0
ATOM 1678 0 HOH S 108 2.227 27.836 10.490 1.00 48.10 Q
ATOM 1679 O HOH S 109 -9.747 26.821 10.816 1.00 45.33 0
ATOM 1680 0 HOH S 110 13.617 40.449 3.640 1.00 43.09 0
ATOM 1681 0 HOH S 111 5.886 4.601 14.758 1.00 46.14 0
ATOM 1682 0 HOH S 112 21.188 0.167 -9.357 1.00 58.94 0
ATOM 1683 0 HOH S 113 10.899 11.079 -17.568 1.00 53.90 0
ATOM 1684 O HOH S 114 19.039 2.484 -9.757 1.00 52.12 0
ATOM 1685 0 HOH S 115 8.064 30.374 -11.270 1.00 51.12 0
ATOM 1686 O HOH S 116 2.438 24.926 10.905 1.00 29.46 0
ATOM 1687 O HOH S 117 23.920 6.157 7.134 1.00 36.12 0
ATOM 1688 O HOH S 118 11.316 25,132 17.104 1.00 43.39 0
ATOM 1689 O HOH S 119 0.710 23.335 12.492 1.00 47.97 0
ATOM 1690 O HOH S 120 20.558 22.6562 -5.203 1.00 51.86 0
ATOM 1691 0 HOH S 121 16,995 1.869 -8.032 1.00 42.32 0
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ATOM 1692 O HOH S 122 ~17.806 8.731 4.155 1.00 54.44 0
ATOM 1693 O HOH S 123 14.771 5.864 -10.009 1.00 42.68 0
ATOM 1694 O HOH S 124 33.585 18.686 -2.550 1.00 48.72 0
ATOM 1695 O HOH S 125 14.229 22.890 -12.759 1.00 48.12 0
ATOM 1696 0 HOH S 126 ~7.855 13.831 -4.740 1.00 47.83 0
ATOM 1697 O HOH S 127 23.474  9.493 12.904 1.00 50.75 0
ATOM 1698 O HOH S 128 8, 416 16.139 18.391 1.00 59.59 0
ATOM 1699 O HOH S 129 6.264 39.608 1.560 1.00 53.51 0
[0214]  AtoMm 1700 O HOH S 130 ~11.059 27.247 7.760 1.00 36.43 0
ATOM 1701 O HOH S 131 0.009 6.840 -1.019 1.00 50.92 0
ATOM 1702 O HOH S 132 32.665 18.149 1.897 1.00 54.07 0
ATOM 1703 O HOH S 133 7.561 12.640 —17.062 1.00 48. 18 0
ATOM 1704 O HOH S 134 15.649 40.022 3.738 1.00 72.69 0
ATOM 1705 O HOH S 135 25.951 5.851 8.503 1.00 47.45 0
ATOM 1706 O HOH S 136 27.108 2.409 -8.958 1.00 42.18 0
ATOM 1707 O HOH S 137 ~10.466 25.080 -5.386 1.00 42.89 0

[0215] 2% MTHFS 5872 7 UL S N B AE 7 MTHES 1) B e 00 o

[0216] 18 L% % MTHFS [RIYE & (1 (0 A4k 2 R 2= T RO IF 9, R ABRIE T 15 M
ST 52 B ST

[0217] SR FH ) R B2 < 38 A e U5 1) 7 V20 43 A4S BP0 98 0 R B 7 m i AT 5%
A5 | SEAF 77 VEAE F STRATAGENE A5 5 55 5825 it H) &, il ik PCR — 578 31584544, 22158 DNA
T 7 56 IE ST 2 A5 B ) o VEAE () S B G R IR VRS HR A S A T 2R (M) TR IR A
A o 87 BA B R R R S, RIS SN B RO A R AR AR N B S, T LA — T VA E A
AT 2 T S5

[0218] DL 5— FFEPYS MR A A, INAAT—Fi MTHFS 5848 AR sl A\ B 4 28 MTHFS DL A 5t )
KB 1 ATP ( R IRET ) o« SR 2 J34h, JE L8 /MR G R 31 360nm AbIE Kt
5P A, B 5 AR A 5, 10— 7 AR 22 DU S I 1 2 o, o o A e T R DR 9 o o BT 2R
R MTHFS TS PR BEA 100 % , S7 PRI AR XV M R S5 N A Y oty M L Ase 315

[0219] 3K 7. MTHFS SRR AH X 7% 14

REAR Bh e R AEAF 7 (%)
K10A ATP %4~ 7.5
R14A ATP %4 12.9
R145A ATP 44 2.3
D154A ATP 54~ 0.9
F55A JE M 45 A 53.6
MS58A JE M 4 A 121.6
E61A J& A 4k A 8.6
[0220] YS83A J& A 4 100
M90A J& A 45 A 49.2
Y152A JE M 4 A 24.9
Y153A J& A 45 A 3.2
F85A JE M 4 A 72.3
WI109A J& A 45 39.7
R148A JE M 4 A 30.7
K150A J& 45 A 100
A B AR 100

[0221] A& 5, 10— K L PUS I BR A Rl M2 FL B A ) 1 25 [R) 4 7Y
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[0222] 22454415 IE15 2R MTHFS (1) 7 A2 4%, MTHFS () =4k 2544 WK 3, Horh % i i
YA o B B R E, KA AW sal 2-185;a2 26-42;a3 44-48;8 1
50-54 ;a4 6573 ;B2 77-84 ;83 89-95;B4 131-134 ;B85 138-140 ;86 145-146 ;a5
152-162 ; B 7169-173 ; B8 194-196.

[0223] M FEARSZEG DL R — Yk S5 R B 45 SR PT 50 < LU JLANAE a0 T B 2 # 3  s O t
1) :F55, M58, E61, MO0, Y152, Y153 il it A 5— F 2k PU LU 18 Hh (1) v B [ 25 R i 4
S T sF85W109\R148 it 5 i) 5— HI AL DY S IR Hh () 4 2 25 % AR BRBE 1 45 A R R FE Iy
WGP K104 R14\R145, D154 J it 5 ATP 45 &k K IERES 1.

[0224]  AJ5 5, 10- R DI IR G M 5 ADP E &) R D45 G A HI LG, fE 451
HRCR TCIE R 4, E187-D189, 7E AJE MTHFS 454 ADP IR & &s f A3 3 TR U i)
FI%E. E187-D189 fif T+ ATP [H45 4847, D189 15 ATP JKA# T R B IR 1) 01 48R TRk — A
S IFHES T AEEE T B, DISI FIKIO0 T b My . X LU (K4 2 FH BRI B
B A5 AR AT D 4 2 1 1 45 40 Th IR 04 (AL74-D193) 19 3| T A€ . I T/E =4 451
i HURE 7 ADP TP /S BRI TR — N A ATP /K At NSl R e 255 121, G rh K i ke fy e
AN EZE A S SR . SERIRIEANL T a 5(152-161 £ 258 ) —EL, 151-153
WEFERIEIE S A EAER . AF A ATP A4, 491 A58 At AU ok B A R R 2 A v v
/NG - 25 AT DA Ak A R e A A N5 A T 00 1)l v 12k o

[0225] A5 5, 10— IR FAETAMRE MM SR AREAY) 45— 111-116 725
W ik L BT ) T Pk AT A48 |, %2045k B 3(89-95 S LRI Y ) M1 B 4(131-135 & LR
B ) Z I —4 K Loop BRI, Hirh G115 F1EL16 & H 4 B2 WHIAHEAER, B a8
Ay T — AT VR 25 VS LA AL T 88 3R T o X PhRE S M 25 60T DUBE FH R %
T2 RN EIF, P ot e v S P R B 7 o

[0226]  AYR 5, 10— IR AL DY S IR & Rl 5 No— WU e i VE A 0 52 60 < SE IR R 2L
F55, L56, S57, M58, E61, P81, Y83, M90, W109, P135, R148, K150, Y152 F Y153 [ pft—4
RERTE 48, 5 WP e IR S N Hh [R) 2 IRV ne B A7 T ERE I T ) o 4— SRR 3.4- 78,
PLR G2 A Loop, TR T — MR T TR 1 45 44 78 T A5 35 2 RO i BT W109 47 g
WSERI LT, JF HA 2R Ak S S MR i 75 1, W109 S BRI IR B A7 AL UM
HREAEMEAEH . WIS I AR AT, BAE C6 4 Edy I H A7 M E. 61
B FRILAR SIS IR NS R L EAH AR . B61 78 H &R [FJ5 MTHFS A RSPk HE . M90
5 BRI NS TR — SR . AEMERS BRI FB5, Y83, P135, Y152, Y153 2% Ak 2 ()47
TEAIR 2 Bk s ) AE BLAE o Y83 ZERF AR RN AW 1) it R v X 1) K, Y83 il e
RAETEEE Y i — A EUIRES A IR R N 255 4%, Y83 B 1R 31, ke AE Y85 1)
REGE 2 T 254 1148, TR 2 SRR SE 30 2 5 SN (K JCBEIE [, 7T LI vk /N4
R RE . I No— W I A T, MR AL Cda 5 C8a Z IR B A R A= T
L, RS IR F T A T S

[0227] A5 5, 10— IR AR DYE IR G Rl 5 A2 i) 10- AN EM RN E A9 - 5 AR
5, 10- X FIE DU SR A Rl 55 No— I & i R 1ok Vi 25 (W = A& W 2 IR (g A 2 i Ak EAHTR], R
A Y83 M A BEA R . Y83 H] LA R M B sl (1) /N ¥, B ik /o1 24
Yo
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[0228]  LmHIZE IS B T ievt 8ililis 254 .

[0220] AR BIAIRAL T 5, 10— (K I PU A M IR & il 8L B SR, B 5 Bid
45 R R B 5 BRI E A B S & /N 70 AL S R IK S 22 IR LR 0 A e e T
“We

[0230] AU HILHRME T HI T BAREAE I 29 &, 45 5, 10— IR PEEPUE M IR & Al
S AR DR 25 BRI .

[0231]  JPAIEk

[0232]  <110> R EBMEBE P EERT 5T BT

[0233]  <120> AU 5, 10— IR FIEPYS M BR-& Rl S H B G I 45 & 072 i 1

[0234] DLV H

[0235]  <130>P253771BP

[0236] <160>1

[0237] <170>Patentln version 3.2

[0238] <210>1

[0239] <211>203

[0240] <212>PRT

[0241]  <213> Ak

[0242]  <400>1

[0243] Met Ala Ala Ala Ala Val Ser Ser Ala Lys Arg Ser Leu Arg Gly Glu

[0244] 1 5 10 15
[0245] Leu Lys Gln Arg Leu Arg Ala Met Ser Ala Glu Glu Arg Leu Arg Gln
[0246] 20 25 30

[0247] Ser Arg Val Leu Ser Gln Lys Val Ile Ala His Ser Glu Tyr Gln Lys
[0248] 35 40 45

[0249] Ser Lys Arg Ile Ser Ile Phe Leu Ser Met Gln Asp Glu Ile Glu Thr
[0250] 50 55 60

[0251] Glu Glu Ile Ile Lys Asp Ile Phe Gln Arg Gly Lys Ile Cys Phe Ile
[0252] 65 70 75 80
[0253] Pro Arg Tyr Arg Phe Gln Ser Asn His Met Asp Met Val Arg Ile Glu
[0254] 85 90 95
[0255] Ser Pro Glu Glu Tle Ser Leu Leu Pro Lys Thr Ser Trp Asn Ile Pro
[0256] 100 105 110

[0257] Gln Pro Gly Glu Gly Asp Val Arg Glu Glu Ala Leu Ser Thr Gly Gly
[0258] 115 120 125

[0259] Leu Asp Leu Ile Phe Met Pro Gly Leu Gly Phe Asp Lys His Gly Asn
[0260] 130 135 140

[0261] Arg Leu Gly Arg Gly Lys Gly Tyr Tyr Asp Ala Tyr Leu Lys Arg Cys
[0262] 145 150 155 160

[0263] Leu Gln His Gln Glu Val Lys Pro Tyr Thr Leu Ala Leu Ala Phe Lys
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[0264]
[0265]
[0266]
[0267]
[0268]

165

170

175

Glu Gln Ile Cys Leu Gln Val Pro Val Asn Glu Asn Asp Met Lys Val

Asp Glu Val Leu Tyr Glu Asp Ser Ser Thr Ala

195

180

200
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