CN 102872066 A

YRR AR
B, (12) £ B FIFRIE
bt

(10) HIFAHS CN 102872066 A
(43) HIiFAF H 2013.01. 16

(21) IS 201210403320. 2
(22) HiEH 2012.10. 19

(T EHIFA EITKE
Hbdb 361005 #EiE4E E 1T B 422 5

(T2) XA F5H  efE HEE

(74) ERMRIRNA H 1R %L FIH 5P
35200

RIBA Sk

(51) Int. CI.

AGIK 31/7048(2006. 01)
A61P 1/16(2006.01)
A61P 9/10(2006. 01)
A61P 29,00 (2006. 01)
A61P 35/00(2006. 01)
A61P 3/10(2006. 01)
A61P 3/06 (2006. 01)
A6IP 3/04 (2006. 01)

BOMERAS 1 00 BB 55 T1 M 7 51

(54) % RBEIR

B4 R 25 S AT AR I i
(57) HE

e 3 KA &, ¥ R — R 4
BB . AT B 2 A B 7 A A KA P g T
YR R — AT, TR P e 2= R AT Y
e 4 T I8 T7 I L Bh A0 e R R S U
¥l = R L o R I B R T A
AR SCBR I 254, UL R ¥R 97 V8 R A2 4k
AT BIRETT BE ZE | BH 45 A 3R T8 R 1 T I 30 i
SRR Ak JE JEIE BRI 2 R R



CN 102872066 A W F E k B /13

L. P 28 S AT A YIAE 4 F 6 T R SL s AR SO I 254, AR iR T7
TR JERE 2RI I IEY T B2 G54 ARTERG PR U BT 2 BCRATE R AL L JAE T il 1) 25
(RINHT, B (4 v 2 K S 08

HO.,

O\ U S )
7, o
41:
4;
_ o)
/ "y \“‘

2. QIBCRIEESR 1 Fr iR iR A S LR AE T B i AU A O 435 vey TR L e B 3 i
iy i = R AIE e M A B o I P
3. WIBOMER 1 Bk N, FURFAEAE T AT A A R T 4 i s s h ed T o



CN 102872066 A WO B 1/55 7

FRUERRREITEYMRIRER

BRI

[0001] A& BH¥ M —Fpik JElES2 & (Farnesoid X receptor, FXR) (1351 A 250 i e A4 A7
Yoz (ivermectin) S AT AWK 075 A2 259 0T FH &, UL 397 F i i A7 4
B2 AT A Bt AR R B i

BEEA

[0002]  KZSZAA S — R ECAREOE IR S R F o FXR 2 AME 48 Mg 2 kb 4E % i — 1A,
FEACH  JIE  Rg 55 T SAR G AR B D B i 8 R EA . FXR IBC/R A Y
P A SRR AR I 5 FXR LR 45 535 (LBDD 2 &, $8 35 55 Ml s TR 7 (B f o1
A7) R I EEEE N o 7R, HBY TR S FXR A P VMR BC AR, FXR B350 BEMS 445 10 V1 1%
FERFRERUIN G vb (0 TE 5 AR NFAZS , RIS BEAS A B2 IR SB[ B2 /K F . FXR 223 3
VT2 AR 2% 15 538 %, BOCR YA T7 AU s 4 JIE V1 FE 2 L &5 4 S VRS 14 I8 1 1 3 ik
BT R4 RO PR 5 (AT 25053 1o BllD, FXR B R BLEE S I 17 FF AR A 42, /) B FXR
SRR SRR . LA HER (34 chenodeoxycholic acid, 445 CDCA) J&
—PrRESE &IOS FXR BIIRRR, FH TR IHZ5 41 . CDCA 2 RE4E & FXR B4 T E—H Tl
IRIZi) . {H42 CDCA X FXR B2k i ik A T4 B FXR BIRC 7K GW4064, 1fif H. CDCA
WRESE SRR 45 & 1 (1-BABP) FIHER #1285 (Bile Acid Transporter) 25 H'¢ & H,
[E1H, CDCA tHAN R Pk LA FXR BRI 254 . H AT, A &S 8RT 100 4 K259 A
T 13% (I 28R & LAAZ 52 AR A RERRIF, B T FXR 2 545 0 B A T4 FH , 07556 DL FXR A 40
B T BCAR 2590 LA SO BC AR 250 AT ARAK e v RO R oA T2 9 8 AN L

[0003]  fR4ERZ (ivermectin) s28ERR W™ AL IKE Y BER 4k B 32 (avermectin) [—Ff
frtEd, B @y b e A E R, FENH TX & %5 4 B R A 22 USSR T .
CUA TR 38 3R U] e B 2= A2 0B HESH ) P B REAR & GABA I G1uClR 4% B -3l 52 14, Hibbs
WFST 41 Je M T GLuCIR/ ivermectin 4 WIINEEH, 3877 T ivermect in 5t 25 2E H/E H
ML, (HIX L TE A HESN W (1 8 Tl 1 2 AR AAFAE TR MESI . £ 57 587T (Doramectin) th
el B MATAEY . B 2 TR E T A R 22 HUBRGRTT » 1258 1h AR
TELEM FLBNY) AT A TP 4 1 25 R AR b

ZBEAAE

[0004] AR H FIAE TR 4 b 2% R AT DI A i

[0005]  PriRfR4ERZ (ivermectin) &HEEE B AN KIF N BRI 4E B 2= (avermectin) [¥]
— T A, A s ) WS B A A R, RN TR & AR RN 22 BB
WBIT, MK Qe g 1) K -

[0006]
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[0007] &5 1
[oo08] iR R A G AR THFAERIEMMF IR IR IELE T, | X
P H AR B R A I R P AE e e MR 8 VR JE BE A2 A, T Y R Rl Il R A 3
SRS AR (FXR) 5 715 IR L 30 40 037 0 8% IR FE [0 2 1 A QA A R B A B R
T SIS i3 OB IR R IR [ 2 PR K, G AE N IRIER o PP 4R 1 220 Re Tl v JE B 2 A
I FAPHIRAE N o BRI, BTGP 4 1 2 S AT A7 )28 FH 167 W L 3h40) s B L i
PV =R A | S H [ RE B PR  IE JRERE S5 A QA D (R 2590, L RCH T
BRIV RS2 R T AR YT P ZE IR g A AR MR I sl MO RE TR AL, 98 0E L T iE S5 R
N ERTE /I AR VA
[0009] Pl 4E B 2= AT44, B W f) 48 5 25 Cavermectin) 27 50 ¥] (Doramectin) 25,
[0010] [ 4k B3 (avermectin) JE 7R 4E 38 45 4 b C22-C23 fi7 I XUBE . FA1 R IR
Y B RE A S A PXR, 002 FXR AOECAA. R, B4 i 25 B B 67 T FL 3D
W v IR S i B 2R Po M vRy I R TR | v L ] L B R 9 I PREE S A A D
UL 3697V SR 32 AR A S BB VT BELZE BS54« AR RS VR R 05 BT~ s Bk RE R4k 98
JeE S IR 3%
[0011]  ZH750¥T (Doramectin), 7 4E i 2 457 U C22-C23 {7 4 BB, €25 i & %
IMUREEAR . BAVRIRZ by vV T B Rk A )R e M 455 FXR, 2 FXR (AR, B, 247
ST HA TV 7 W FL 3l e U8 g By B Bu ik vmn H v = R i | s R S T A A PR
NEJRERE S A DS, LR TR 7 e BEZ AR/ 3 IR BHL2E I 5 47 AR PR M iR 0
-~ SRR LR« 92 0E  JE S50 BT F 0%
[o012]  fRYERRAE LR ARG T XK E AR, HATH 2 20 e /e 5715 2
WE. BRI, A B I XS 2 d AR AT ST, R B3Rt T e &R 5k e 2 A4 &
[RIRE S5 R dsE 2, Ry AV JE BE 52 R R SEAR I LA 25 e S 1t T 22 [ S5 R 2540 /) 43+ LA
S A G R BRI BT 71
[0013]  LLVZEJelesz A S5 4Em R 46 M a5 s A0 iR4E (Hsx D, DU 4w = 5502 (o
i3 1) NG SEal, AT Mt & AN i R 1 7, HARSP IR < L5 R X
[ Ry &5 HERE, Mz X €3-C4, €8-C9, CLO0-C11, C14-C15 FRMR BT & s X C5.
C7.CA” PrERFEHATGE X C4. C12, Cl4. C24. C25 A7 M BEBEAT 5t s %F CL3 o7 kil Lk
4



CN 102872066 A WO B 3/55 B

AT 7K AR UL B FEAD S AT AR S 0 77 e R AEAE T DL AT ArT B — 50t R AN ] o o o
(R A0 25 1697 IR L2 ) e LR 5 i =P« v H i =R IALRE v A 7 e B PR
NEJERE A QUG AH O, LA R T8 Y7 V2 SR 32 AR 3 B HH YT PH 26 IH 4540 AEIERS M g 07
< B KR AL 5 RE T ohE S8 00 R A

[0014] AR AT Z52

[0015] 18 /il ST B 1S BIPL A AL A 4E R 3 (ivermectin) /& FXR R MEACAA
RS PP 4 o 22 I A ARA BT 7 58, IRI 22 B v VT AT 24 B 25 2 FXR [ S PR A
[0016] & TR 4N Yo SIS vh ¢ S B W 7 25 (RIS MR 20 B Ja 43 - G5 R 7K P T 3 i 52
5 TC AR TR PR S R A B P R0 538 It A A P 40 M 55 R A RBEAAS I ivermectin A3 J5
FH DGR FE L 1) 3R 08 B AH R AT 5 18 BE I Y 1R AS, M IR X T 15 5 18 2% D 6 1K 5 ) 5 A )
ivermectin Kb B K/ FRASE Y o 2 A AL F5 Bk I AR A0 45 -6 AH I IR 5 5 380 2% 1 ) e A2 A4 1)
REOWE )53 F HLIE 5 FRE PR NE EE AR 2 /N 28 PP A T R 29 A B, i e T e R AR T
VAT R FLBh A v UK L R P L = AT T R AURE B PR R L B R
93 » LS AREAH OC F7E JE TR 32 PR A S (R IR T PHL 28 B 25 47 S8R M s 10 1T sl ik e et 4L
SEPE T I &, B8 DR B R AR TR YT ROE RNV AP I R . JFARYE FXR AR b B
PWVEHATAEE ivermectin FEREH IRITEA

[0017] ¥4 FXR/ivermectin |4 BG4, Mid 45 it 2¢ F B ARG WHAT 45 i X 5T 46
ARTTE LA R G M T, IR T /K1 B T FXR 5500 4 1 22 0H 145 & e 45 S =X, Bl
FXR A ¥EFR I FLB) ) IR RIG ST 29 st 3808 T 2 25 S 4%/ 7y 1 UL 2
VI B A5 A BT R B T 77 Vs

R =1 358 AR

[0018] 1 & GW4064 5 ivermectin 43 HIF FXR 45 G2 T FXR AT A 1. £K
LA, BEARBR R R ARV BRI LR BB 5 FXR 855 74 2 1K

[0019] P& 24 0.5 M ivermectin X FXR SZ2AA[1Rs 7 MG S Bis o FH FXR AN A% 52 1K
(134 2 JTUREFIA [RI 8% 52 PRAH R 1R PN I 45 G T0 A A 110 i 2 25 R G (R 4 4% COS—T7 41 i
BYLfs, FDMSO 5% 0. 50 M ivermectin AbFH 4 il

[0020] & 34 ivermectin Xf FXR 52 fAcf i M 0 2 S AR BEs2 i) . 7ER 3 b,
T AR 2 7 B AR A B 0 B84

[0021] & 4 & FXR/ivermectin B H B & A K 45 K. 455 76 FXR LBD fc & 148 %)
ivermectin FIBIRGE M)A FKn. LK 4 1, NcoR2 F 7~ 5 FXR Fll ivermectin B E G 1AK)
AR NeoR H1 5 FXR 54 P 2 1K

[0022] & 5 HEEATEFXR LY ivermectin MLz I,

[0023]  [&] 6 & Ivermectin 1 FXR &5 & [ ¢ 8 A7 md S XS FXR # SR i R 5
ivermectin AH B /EH (KOG B2 IR 1 5L AT ivermectin Al GWA064 G FXR 5 05 1 ()52
Wi, AR IE FXR (wt) BOMH M. f A7 (R K ki 5 EcRE i & JE R A Fe 4y T COS-7 4 i fm
Al ivermectin M1 GW4064 AbPEAN M Jo I 4% i M. 7EIE 6 1, BE AR bR 7R BF AE LI FXR
(WD) I 4 D2 TR AT R AR

[0024] & 7 24 Ivermectin J@ L FXR i MLV bl I 7K .

5
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[0025] & 8 24y Ivermectin it FXR T MLyE H 3 5 2 K.

[0026] P9 & Ivermectin @ id FXR " i I35 A HHE [ B ) 7K1 o

[00271 & 10 & Ivermectin B¢ N MLYE P H il = BEAI Ko

[0028] [ 11 4 Ivermectin AbFEX /)RR & &I 5200

[0029] & 12 & Ivermectin AbFH J5 /) BB&EI’JM—‘E&%@EQD

[0030] 13 A P SE IS 520652 8 PCR J7 K0 Tvermectin ALBE 5 /I U N FXR #E2%
AT KRR 2 ¥t = 0 I ] A AH OC IR 2R R 3R . 10712 JRIWA I AR R0 /)N BRI FXR 2 A
it 4 780 /)N S ok PR B 5 40%HBC (2—-hydroxypropyl—B —cyclodextrin) 8% H 40%HBC #4B¢
1] ivermectin 14 K, & & — K —K, Kcal, kilocalories ;BW, body weight. 4k
H 14 KRGV 6h, FRAKE (F) o HRERE M PSR M35 H TR KPR . BUH R A7 T2
EURNA A6 0 R T8 7K

[0031]  ZEK 7713 A, WT R B A /N B, KO KR FXR ZEREIR R AL M R . AT EAE TR H
HBC ¥ 57 AL B R ZH /N B, B AT 73R ivermectin ALPEAGSEER A/ L. F2H 6 JUN L
s AR BEZRL A A 22 22 53 M, + O p<0. 05 sk hg p<0. 01, ke 24 p<0. 001,
[0032] & 14 & Ivermectin ALFEXT KK-Ay #H R A A /)N il £ & T 52 )

[0033] & 15 & Ivermectin AbFH J5 BEAK T KK-Ay Bl JRIFAE AL/ BEW’-‘@O

[0034] &1 16 &y Ivermectin &P PR T KK-Ay /> Bl i LR A o

[0035] P& 17 4 Ivermectin b3 JE R T KK-Ay /R A B = K.

[0036] P 18 &y Ivermectin AbFR )5 FRAK T KK-Ay /) B A HE [ B 7K P .

[0037] & 19 & Ivermectin AbBE SR T KK-Ay /B A H b =B /K P o

[0038] P& 20 4y Ivermectin ALFR)5 K T KK-Ay /N A B AR ITER KT

[0039] 21 & Ivermectin Ak 3 5 A5 I 0 o ¥l . HE [ &% H 3 = 88 A1 08 B BR A 3 10
K FE R R IE. 10712 Ji % KK-Ay 7N B 23 1) 18 i 3 51 HBC X B/, GW4064 (30mg/kg) FlI
ivermectin (1. 3mg/kg) 14 K, £ & & & — K — &, Kecal, kilocalories ;BW, body
weighto ALHE 14 KRGV 6h, FRAKE (B). HREKE M Y S M35 FH T8 TR 7K PRSI o B
AT F THE 0 RNA A 022 (R 3Rk 7K

[0040]  {E[E 14721 1, ({0 FE 1 3R 78 HBC ¥ 57 Ak 2 16 5 B2/ B, S 8okt 7 3% n FLH
GWA064 AL SEE0 A /B, R A TR ivermectin AbBEFSEEGAH /N . BR4L 6 /M
s FTRAHN A B 208 B B35 72 e M, * 4 p<0. 05 3 & p<0. 01,

[0041] [ 22 4 Tvermectin JEid FXR A SHH] LPS 75 S 1) 43 I M AH TR KR IE (INOS)D,
[0042] &1 234 Ivermectin JEid FXR A SHH] LPS 75 S 1 43 I M AH G FE KR IE (TNFa) .,
[0043] &1 24 4 Tvermectin JEid FXR A SHH] LPS 75 S 1) 4 IE I N AH TR R R IE (TL-6).
[0044]  [&] 25 24 Ivermectin 18 ik FXR /1 S HI H) LPS 5 5 (19 4 9 | v AH 5% & Bl 38 ik
(MIP-1a),

[0045]  7E[K] 22725 H, WT /R BF AR/ R, KO 2o FXR FEPRE SR AL /N (AT 73R8
FH HBC ¥ 7 Ak B0 BE AL/ B, RHEUCHE 73878 FHFH GW4064 4 PR S0 2H /8 B, FR A 136
7N ivermectin ALPEASEEZH /N B FEAL 6 HU/N o s SRORARX N FRAL i s AT W 22 S+
M, * 24 p<0. 05 5%k 2y p<0. 01,

[0046] & 26 & Ivermectin B it FXR /S0 NF-x B (p65) [RIHE 5.

6
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[0047] P 27 24 Ivermectin @it RXR /S HIiH] NF-x B (p65) FIHE I

[0048] 14| 28 Bl 4k fif 2 F1 2 1 ve VT HoAT by e B S A DL FXR o). AEIE 28
T AR BR 2 7S C AR IR BE TR E5A

[0049] 29 NP4t g 2= 5 2 e VT BAT 5 1 4k B 2 2R U5 2 FXR S5 82 25 bl 1 15 (A
TR

BIRLHEA R

[o050] A4tk

[0051] 1. 7af#

[0052] (1) UL pcDNA-FXR J5i i A #E42,0. 50 L 50mM /7 [ 5] 4 5~ GATATGGATCCAATCC
AGAGTCCGCTGACCTC, 0. 51 L 50mM J ] 514 3~ GATATCTCGAGCTAGTACAAGT CCTTGTAGATC Ay
214,40 L 10XPCR buffer,lunl 10mM dNTP & 5U pfu @ (Invitrogen) fi7K (Milli-Q)
A2 50 u L AR RUEAT PCR [ W LLSRAT & A AUEYIAL & Bam 1 A1 Xho T i A FXR LBD
(BRGS0 (G IERR R TS 243-472) ¥ PCR 724 PCR SRV FETH

[0053] 94°C 2min

[0054]

94°C 30s
58°C 1min 30 PMEH
72°C 1min
[0055] 72°C 10min
[0056]  (2) W) volEd A\ DNA B EEF pET24a (Novagen)# /A BamH I F1 Xho 1 Xf PCR
7= Fe pET24a EAKIEATEEY) o
[0057]  BEVIAR A -

[0058]
FXR LBD PCR *#)5k pET24a {1k 1 ug (10uL)
BamH I (Thermo) 0.5 uL
Xhol  (Thermo) 0.5 pL
4X Digestion Buffer (Thermo) 4 pL
[0059]
ddH,0  (Milli-Q) 25 uL

[0060] 37°C 1.5h.,

[o061]  (4) BEVIJG I PCR F=4#H pET24a ZLAA@ L N4 SYBR DNA Z4kHTT 1% B IR 5t e
B JFiE Lt Promega B IFMCRF G b AT A B A Ak 3

[0062]  (5) H[FIfc ) Be Mg A LLBE/REL 3 0 1 3% HL,

[0063] ERAARN :

[0064]
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FXR LBD PCR =4 2 uL
pET24a (Novagen) #ff 2ul
5X Ligation Buffer %22 7P (Invitrogen) 2 ul
T4 DNA Ligase (T4 DNA E#[i-Invitrogen) 0.5 uL
i ddH,0 # 10uL

[0065] =AY 30mins

[0066]  (6) HY 2 u L &AL 50 1 L Trans109 32440 M, UKiA 30min J5 42°C#i
B30s. MIATEHAEZRM LB AR FREE 250 u L, T 225rpm  37°C 4% 40min Ji5, B 150 1 L
ALY TSI 50 v g/ml RIBE M LB ARG IR 5T, 37 CIl A % 75 .

[0067]  (7) YR H, FREURERE T 2ml & 50 u g/ml RIVE R LB KR 7538, 3T CHEIR KT
7 10h.

[o068]  (8) KH Qiagen MiniPrep JFURL/NMERFGXT I BT Bk F2 B o

[0069]  (9) XHHREU TR ATRED) 42 . MRV B A -

[0070]
JhE 2 uL
BamH I (Thermo) 0.5 uL.
Xhol  (Thermo) 0.5 uL
4 X Digestion Buffer (Thermo) 2 L
ddH:0  (Milli-Q) 15 ul

[0071]  37°CHAEIFAGHFYI N 30min 5 1% B a B Ut e AT R AR 22 H i A B Zh i
ANRIBBANR o 55 ST 1 RAF I SURLEEAT I P 28 08 o 19 275 R A AR i I AL 2 /K FXR LBD
(181 ks, 227~ & pET24a-Hi s6-FXR LBD.

[0072] 2. HEAKREMLL

[0073] (1) ¥4k

[0074] % pET24a-His6-FXR LBD %% {L ik BL21 (DE3) J&K 52 A& 40 M, B 1w L JFki 40 A
50 1 LBL21 JEA2 40 M, VKV 30min J5 N 42°CK i P #us 30s. IIA TP ZE LB |
IEFRE 250 1 L T 225rpm 37°C THE 40min J5HL 16 1 LI TR 50 1 g/ml -RIBEFZE
LB [ AR IR I AR, 37 Cit s 5%

[o075]  (2) 2R

[0076] IR H kIR el T 50ml 75 50 u g/ml R HSEEZ K LB ¥R R; 7225 37°C 1l 8h Ja#%
AN 501 g/ml RABEZRM 1 5L LB AR FERE A, 24 0D600 iAF 1. 0 224 B, JiA 0. ImM
[¥) IPTG 7E 16°C MEiRFE S RIE.

[0077]  (3) AR &A VT B 8 A I 7R 40 i

[0078] 5 FRAEAN 1. 5L W T 4°C 3, 000rpm &> 10min W5 40 B, H 446 5% i
W 100ml (20mM Tris pHS. 0, 150mM NaCl, 10%glycerol, 25mM imidazole) H &, 1547
T -80C.

[0079]  (4) HRH JfEEX
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[0080] X H] Fisher Scientific Sonic Dismembrator 8/ i #2821 LAJEME 60%, 5s T 4E
10s PR B A 0 75 Y AL P 8min.

[0081]  BECKMAN E5.LyHLEA 20, 000rpm 4°C E.Ly 30min JFEL i .

[o082]  (5) ERH milifl

[0083] ¥ b ¥ it 5ml 1) B & 7 A8 #e AE(NiSO4-loaded HisTrap HP column, GE
Healthcare), {#f H )85 i 78 47 & S B4R AT L.

[0084]  RH] GE /v 7] AKTA £ [ i 4iAb 22 4 J UNTCORN #4514k

[0085]  WEZE :SE KL, TR ZRMRYE. 1ED RN 7E System Control & H, fkKIKiE
£& :Manual — Pump — Pumpwashbasic — PumpA, PumpB — On — Excute.

[o086]  EATHEER: SE/ABN RAE, e AR H I, K E TSI SRS, TR H T
B AR L L UV K B0, 3T 7T UNTCORN 344, 458 2 (Ve I O FE T

[0087]  20m1 &Mt G2 i R 3R AT A 1A

[0088]  25-500mM WK MEIFAT A 58 4 1 45 5 AT 1 LBt B i 22 A i

[0089]  15ml Sy yRBEAT A1

[0090] & BRPENE : FHPENE S8 phl Ay B BREE P ZAE 7 B0 B 1 (BRI R PR A By
25mMTris, 150mM NaCl, 25mM Imidazole FI1 10% H i, pH 7.5 ;¥& i 22 /& B & 43 :25mM
Tris, 150mM Imidazole F1 10% HiH, pH7. 5, 18 ik 42 ) Dk W 66 B AR A0 AE 257500mM, LUAE
B IEW LT g N U B ARG f () A 2 B AR A 1 H R R A

[0091]  RH Q & ¥ #H AN H B 18 B 57 4 i gy df— 22 43 B 4l Ak i AT 5 1) 2
5, J7ENR b B PP Ve G2 i C\ D (PR ZZ I C :25mM Tris, pH7. 5 5
Vet 22 rH D :25mM Tris, 1. OM NaCl, pH7.5) o

[0092] K Hiload26 4> 19 2 H714E (GE Healthcare) Ff 2T E A [FHE— L4tk H i
AR BBRUTE -

[0093] ¥ QAEUSEE ISR 1 B A Millipore 10kD K4, 4°C 4, 000g, 20min 2504
AR 10ml Ji5, 7 ST asvE N AKTA v 5 A FI184T, ik b B Vel g2 b e b &
A 10mM NaCl fRI¥E 22 i C (BERZE M C :25mM Tris, pH7. 5)

[0094]  (6) HlcEEEI A &

[0095] S FH A\ & it o )4 B NeoR2 £ )ik (PASNLGLEDIIRKALMGS) 5 FXR LBD EHE
G Ay FIAEE TR EIE 20m] 2 5T NeoR2 Z K % ivermectin #ZBE/REL 1 0 1 1 1
JBE N 10kD MILLIPORE 15ml ¥#R#AEE k4, 4°C 4, 000 &0k 48, ¥ 8 A K46 3] 10mg/ml
[P ZREE

[0096]  EE[4ha, mn REIR AR 5 S5 AT

[0097] R HH B VA BEAT 45 B 0 &, FXR/ivermectin/NcoR2 B & W) 7E =4 T, B
WHRAT A 1. 0n 1 EREAZIKEAE GBS L 1.0n 1 25820 (50mM HEPES
pH7. 0, 3. BMsodium formate). A RN & & A A AT SUE R R IR 7. 12 Bifg
JGUR IR BLITUL Zeub i AT Bl KR . & X OGRS AL 3 5, Pr 4947 S 4504 18 1 HKL2000 4% £
A PR AN AR T S AN, s BRI  T 212121 (a=53. 01, b=161. 76,
c=169.02, a=90° , B=90° , v =90° ), HAKZ fff #r 48 FH H CCP4 #2540 Chttp://www.
cepd. ac. uk) Hf# Molrep.Phaser S5l i 7 1 B 0 o2 HOREL S ALY, il it Coot AT

9
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TSRS 40 #4 78 S REFMAC M1 phenix. refine IR MBI 2 IRTEH, 19 B A EA R G
Fa), 1K — Z5 R B K] Rwork T Rfree 4373l 47 25. 4% FH 28. 2%, 43 HEE A 2.81 A AR =4k i
AR R (R o & W 3% 1.

[o098] Al 14 & L5

[0099] it Alphascreen 23 ¥7 75772, H Alpha Screen nickel chelate detection kit
R & (Perkins—Elmer) £ I FC AR 35 TR 2 AR S R S PR 19 Rl I 45 G B8 ) (L1 et
al. 2005), 1% S50 1 VAR FR 2 20nM 1 fil A 20 S0 R A 25 1R 52 48 LBD &5 [, 20nM £ 2=
bR id A R 2 1K, 5w g/ml (R EEARCRT 52 AR 2R+, S8 (50mM. MOPS, 50mM  NaF, 0. 05mM
CHAPS, and 0. lmg/ml bovine serum albumin, pH7.4), )R N {AZ 50 u L T 384 fLARk %
IR N 1h J5 H AlphaScreen F {3 152 B 680nm A& YE T 520-620nm 1R 56 fE 5. HT
Alphascreen MM ZFRIC I Z T WT -

[0100]  SRC1-2, SPSSHSSLTERHKILHRLLQEGSP;

[0101]  SRC2-3, QEPVSPKKKENALLRYLLDKDDTKD;

[0102]  SRC3-3, PDAASKHKQLSELLRGGSG ;

[0103]  NCOR-2, GHSFADPASNLGLEDIIRKALMGSEF.

[0104] I L GLSEE

[0105] 1. JHiHi :

[0106] (1) FXR &K JBRL ¥ A FXR 4K cDNA I 741K H 48 L v [ U7 2 e e 31 pCMX
KL

[0107]  (2) R 1% 5% 8 &5 & A7 & B FXR /0 % A& 3K ik 8 k. {& ] Quick—Change
site-directed mutagenesis iX# & (Stratagene) BFATRAS, RAZ R MNAKRUT -

[0108]

B4 ik pCMX-FXR (50 ng) 0.5 uL
GG (100 uM stock) 0.2 uL
pfu DNA %48 (Invitrogen) (2 U) 1 uL
10 mM dNTPs 1 pL
10X PCR buffer 5uL
ddH20 43 L

[0109] 94°C 2min
[0110]

94°C 30s
55°C 1min 15 PMEH
72°C 7min

[0111]  4°C forever

[0112] 20w LPCR /=¥ Dpn 1 AR EEAL BV AL f5 B 2w L y8 4k 7 40 e A N K i i i
Trans109 J&52 2540 M, VK 30min J5 42°C G 30s. IIATEPUAEZR I LB AR 7755 250 1 L
T 225rpm37°C % 40min JFHL 150 u LR T 100 b g/ml 28 N 8 3 1) LB [ 7R85 75 5%

10
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PR, 3T CIE TR

[0113] R H, BREUR FE T 2ml 5 100 w g/ml 2R 555 21 LB ARG 73, 37°C i i3
Fto K H Qiagen MiniPrep JURL/INZIRF G T35 WEAT BURL R o XS BURLHEAT I e 28
JE o

[0114]  (3) & PURZS G TTiF e BE 8 B e ke 3K

[0115] 2. &g .

[o116]  AFHI&A 10% 54 M5 ) DMEM 35 F5 58 AT % & b S 40 i COS—7 40 5 5%, S YL
—RAE 24 FUNHEAT COS-T 40 MuFehl, BeR 25 20 5X 10" 410 / AL, 58— RUATH Y. ¥
Jeffi ] Lipofectamine 2000 Invitrogen)EATHRI#44% (Li et al. 2005). fEHREFEF 4>
Frszaid, {5 200ng [194% 32 M 4 K R IE FoR R L S AR MR R 1A JFORL 5 200ng 11 5 E 8)) 1
5 FERI LA & 30ng [ Renilla 26 ER RIS TR AT IR 4 o LIS 500 1 LOpti-MEM
F59% Bh Ja, U INARREAE Opti-MEM [IBCAR259) R AHN IS, A0 PE 18h, &% 52 14 K AH MY (1)
WEFEFAFH N : A FXR, EcRE-Luc ; A PPARs (a, & ,and v ),PPRE-Luc ; A RORs(a, B
Fl v ),Pep2/RORE-Luc ; A GR F1 PR, MMTV-Luc ; A RARa F1 RARB , B RE-Luc., A T-#5l 4
i S N AH DGR 5 ZE R 73 Ay, % 4% p6b AT KT 22 & NF-x B (p65) HIHEIER 3 7456 T
PRI RS R (116) X 3~Tuc HTNP-k B-luc,

[0117] 3. #RAEFEF53HT

[o118]  FECAKRZGHALEE 18h &, H Promega 24 W] (IRU5E G B AR & 2k IRl 3 i 1R B id AT #
HEERIEYE . RE AR T 2GR BRI S5, HY 10 1 L 40 Mo 24 /i 40 Mo 5 % 1) 96 fL
B N 50 u L 586 2 Mg N5 A EnSpire™2300 £ DhEeME AR (Perkin Elmer) A5l
78 560nm T (K1 & 56155, 5 I\ Stop&Glo®™ iz Wl £ 1H 5 e 2B S N 3R I reni 11a %6t
FHWE o WS FEE B TELL renilla WM 2,

[o119] /LSS

[0120]  fi ] 10-12 J& ff)F A B4 CBTBL/6J /N bl MR B 15 55 ) FXR Jik BRI R 2R 415 1 /N B
(FXR7™) LA K88 o RS 7R/ B (KK-Ay ), 7B 1 RS2 3 sha bt SPE & S5 5
H S 1A El (Research Diets, D12492) MEFE, H H KK 4240 B2 F 4 o 22 AL PR AR /
8K GWA064 KbFRZH 4y, BR2H 6 B, 43 i 8 ot s v 5 6 R (40% 1) HBC (2-hydroxypropy1-8 -
cyclodextrin) ) ¥ X B BAGRE R ivermectin GZZY e / /N AR TR, 5t
&4 1. 3mg/kg), A1/ B O B A B 1K GWA064 (30mg/kg)o BERF b9 s ES —
W RN 14 KR, Bl — RN AR/ R E. 14 KRG, 4/ 6h, B
kK. 256 6h J5, FR/h BUKREE, H &5 (R AH G SR A0 A 3 T IO A0 46 K 8 L 3R
/N ERAR B R AR AL (] AF AT 5B). AR e MR ERELML, 7> B A5 2T o« M35 P R 23 ) 52 1
DL 55 & A5 - 8E - AR dERtE R 1 5 % (Crystal  Chem. Inc., USA) ;HH[HE
(Bioassay Systems, USA) ; H iy =5 (b 503 F € F1 WAKO Chemicals Inc., Japan);H /g
iR (Bioassay Systems,USA). HUT /N ERFIE, WA AT , HEERE RNA 34T %¢ 56 € & PCR £
MZER R IEAEH

[0121] %5 & PCR Kyl FE Rl % 1A

[0122]  MXFHE (40%HBC) BX ivermectin b3 [FHEF A= LRI FXR bk 1) /)N SRS Y Hh 3R A3 AT
ZHZR s AT HELGWA064 BX ivermectin ALFE L [ KK-Ay /N AL SRS IR 2R, 47 T 80

11
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FEUKSE . FH RNA $2H0GR 5% (Omega Bio—Tek,GA) MZHZIHHEELM RNA. SEH] TAKARA %%
SR B AT [ 5%, R SYBR ZRE58 S YL RLLE CFX™M96 R4 (BIO-RAD) SET I RS~
HEAT 98058 B PCR 4N JE BRI R ik K F

[0123]  NVAARUIT

[0124]
SYBR Premix Ex Taq (2X) 12.5 pulb
PCR i 514 (10 uMD) I uL
PCR /5514 (10 pM) Lyl > BEi25ul
cDNA Biif 2 uL
R AR K 8.5 ul /

[0125]  PHDVAY 38 PCR 2T -
[0126] TR PE
[0127]  95°C 30s
[0128]  PCR Jx V.
[0129]
95C 3s

boao rer,
60°C  40s
[0130]  DAR&5H BARSC M -
[0131]  SEjEfs) 1, iF A ivermectin J2&—7ffay ieFH Rl e S M IR 8 28 FXR Fc Ak
[0132] i AlphaScreen KUk FXR e e PEBC A, FHA I FXR 5 50 IR 1 Bl H0 il
Rl FHIVEH - Kr il R IR ivermectin BEMSE S FXR ZEAEMHIGE A 1, f1 :SRC1, SRC2 F1 SRC3,
Z B8 MK T BCAR GW4064 s AT GWA064 1T 5, FXR XF TANHI A 7t — 2 S5 he
(B 1o B, ivermectin /EAy FXR #8733 37 LA —Fpoduky 7 XOR 8 A1 Thig .
[0133] A THEH] ivermectin REMSHE ML 45 A FXR, FATH FXR (19 P Y 75 25 8] ECRE Al
FTIEAK FXR (1 R AL 4L COS-7 4l o 25 SR AR IR, ZERT I A R AZ 52 4k, ivermectin
5 S RIS T OFXR R R (B 2)0 IXMRIR T ivermectin /24 FXR BCAAR 1 s 5 1 o
[0134] 25 THERH ivermectin JiiE FXR [F#E 2y M (0 TARIREE, ATHRIE 2K FXR 1
JFORLFH EcRE 45 JE R L AL e COS-7 41 i, AR MR B R FE 1) ivermectin AbFRAL G f5 41
J, AT FXR %% v M. 45 R R FXR (L RIS M2 A ivermectin (MR B B IEAH K19,
M ivermectin WRFEIEE] 1uM I, FXR [ 3G ME R BEAT (K 3). i H LS Rl LLE
i, ivermectin XA FXR £ 3636 Pk 021 500 20K B 5 GWA064 1R BT, Wis Ak E
GW4064 AHA], ZE—2PK M T ivermectin X FXR [ & 26 H1 7o
[0135]  sEjififfl 2, FXR/ivermectin &A1) b A 4 M AT
[0136] & T M TF/KFEH7R ivermectin F1 FXR AH R BN GE G 104 FHLE], RA M T
PRI AR FXR/ ivermectin S4HHNHIE T NeoR B 32 R &5 & S5 TE U &) 1) i Ak &5
P (B L 4D Z5HEIR ivermectin &5 FXR BUAALE G 45 G 7T & S LI« =BV 1)
%o MHBF=EHE, ivermectin JEWIAZES FXR MECIALE & D48 (K 5). ER AWML
H, FLT 2 R S BRIE T ) HY FXR R R iy AF-2 (BB IE 45440, 2 RN ivermectin (45 A

12
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SEAF-2 BRHE AR PEIE U (B 4D 3X A FHLHI 7 T f#RE T ivermectin 76155 FXR
e Sy MR B0 BRL - Y BE ) 7 T 22 B 5 K FXR FC AR GW4064 59, [RII ivermectin X
ARl NeoR thA — B ISR VISR (K] 1, #E— U B ivermectin PA—F iy pluRs
gh4 77 AT FXR IhEE. FXR 5 ivermectin &5 G481 HAKRME ELE R 1.

[0137] St 3, Tvermectin £E FXR FL A& & A8 -hOURR IR 25 507 4

[0138] & T IF FXR BCAAL: & 048 5 ivermectin B %45 G A G LR 4, TRATHEHE
FXR 5 ivermectin 524 PS5 AN I 5 AH FL 25 & (R OB R AT T AUSRAR , RN I 46 58
Je IR FXR SR AT 1 (1 2 S P DA X e 4 5 A7 AT T ivermectin 454 (B E M,
[0139]  A291 XJ T FXR ECARSS GO/ A A ELEMEM . S48 291 7N 2R (A
AR AR (W I, bl T (0208 EC TN 208 K19 2 I BE L [T 5 8 T A 4 6 1 410 =2 ]
2 PECPXR MBS A DS AR/, IR PXR BLARMI4E & . SEAIFTHAE M — 20 ]
FE o S a6 45 SRR B, A291W U584 S L GWA064 T ivermectin FANAEIIT FXR 1% 5
WTE (B 6D, B FXR (1 291 A7 4 2 BRVE R AT GWA064 8] ivermectin &5 & FH ¥ PXR B
W A A OB

[0140]  FEER/KHE L1 284 A7 22 R (F) 4 Al RelS 5 GWA064 AT ivermectin JE B /K AH
HAEH, AT Fa s B AR RS2 AR K 45 45 o 24 F284 58748 g 4R R (DI, 3X Y R g /K AR ELAE FH sl
SR ABSE T — T IH, X T GWA064 11 5 , 5878 A 2= IR J v] BT i S BEAH HLAVE H, PRI,
KA EAEFH I 5 53 ivermectin ASBEELIE FXR (56 S 3E M, 1H GWA064 113805 BE 11
B2 (K 6)0 XYL ivermectin 55 FXR LRSS A DS K 454 AT X ) 5 GW4064
[RRE ) 255 07 e

[0141] 5341, 12871 I HAATF [ 528 1 G HEA T GWA064 A3 () FXR [ 3, {H ) 2
FHHEINT ivermectin X FXR ¥ 5 MR HGE (B 60 1X Ui B GW4064 T ivermectin t5
FXR (0454 75 XA ER KA 5], BT FXR DhRERIE T o B B AR .

[0142]  SEjlifs] 4, Tvermectin it FXR /SRRl A0 B (K At

[0143]  FXR 14— BB RS2 A4, &8 Se AV 2 R 1 32 AR 15 JFF IR AN i 3 B 12
RIOE R FIP 4T . 3k R IR, FXR BRAE 11T A0 0k P9 BB S RUIR 2R I AR 5 i) FXR B A4
GW4064 REMEIE ok FXR ARG IR | ofi JI8 R0 JE [ (0 7K S, BR A% S At v i B R A B (SR, R
Hi T GWA064 11 41 i 75 11 R0 258 BR )M 3 3L AN B IR PRAE 5 (R I — 26 30 25 . 42 31 GW4064
S TR I s A B R 3. DRI, GWA064 S I Bl (K18 35 WA ARG RIFTIK FXR
FYRCR 259 AT SE N A &

[0144] & TAI ivermectin X/ B AR A PR Tl fe, FRATTR HH B A2 B R FXR ZiE PRI B ) B
TR . SRR R /N B, 9 R IR Iy 56 % BT ivermectin J5 &K IR, ivermectin X
AR RAER AR (K 11.12) o fERFAERNR BT, ivermectin Zb3H 25
AR T MLYE HORE SR E ] i 7P 5 (LR FXR B 0 A B b A ) A4 (BT 7 R 9D FEBF AR
ANREIIMTE S, ivermectin AbPHE 2 FRAK T I 2= IAKF (] 8), Ui ivermectin W] AEIE
L3 IR B 2% (AR TR B T AR AR PR R R o ELEAE PXR S DR 4 /0N B 2 4 A BT TR B
FHKFRAA B840, VAR ivermectin 7Y LY HH IR  JBR I 32 R0 fIH ] 2 18 0 FXR 2
T J34h, ivermectin tH 12 25 FRAK T B AR /N BRUMTE A H Il =5 (Tg) /K-, BLARTE FXR
B/, ivermectin B S BRAC T H i = BRIGKSE, (AAEES AR U /N B 3R 0 R A B ALK
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BEHE K, S M S0 (& 10), X Vi B ivermectin Xf T/ BRIMYE o H i = B A (1 FRARE—
JE IR E B0 ORI T FXR 5244 o 3 % D't i 2 S PCR AS I FEC 4 245 4 Ak B 1y /) B
BTG JIE ] A QU AR DS I IR ) R 1A 45 R R BH, ivermectin 2 B i B | i JI5 A0 AH [ B 1) A=
Py Re 508 G H A AU AR G KRS R 3Rk i 45— 20 (& 13), UhBH ivermectin 1@ id FXR
YT AU DG (R 22 AT SEIR A B D RE I 1T o IXLe 25 KB, ivermectin 42 FXR [
R S MEBCAA, R UE B ivermectin 754 Py Az R D RE A IR Y 28 ik FXR SEHRI

[0145]  SEjiifs] 5, Tvermectin 7EKE RIF /I SUBEARY b (4

[0146]  BEAR ivermectin EJ FXR LA REME 7E 1E 5 /I B 7R P & 4% B B AR5 15 2
e, WA ivermectin x5 BRAE X B/ IR HA BT 22 O THI ivermectin 7E8E R
NEFERERE AL /N BAR P R 25380, AT+ T KK-Ay /N RAE R SEE N 5o X Rl BUAE 8-10 J& 42
A IR B R R RIS B IR o A S5 Th, FRATTAH GW4064 1524 B PRI o = i Tk
MEFET, TV RIS 5, ivermectin FT GWA064 #5235 M FRAK 1 if 33 A iH [T L H vk
—BEFNE R A 2 (K] 18720) ((HAEIMAE 7T, ivermectin {28 FRAR T I35 o A1
JE B 17K, W ivermectin W BRI Ik G hifl i 2= IO ARUR Pt R 2] T BRAIS I B PR 8GR, A
X5 ivermectin /E 2k FXR AUECAAR K DhRESE & 20T 6W4064 (& 16717). %—Jy I,
ivermectin AbFH (1) /IN BRFFHE o8 T I HH ] A R A DS IR () 308 6 2 O, GWA064 b
Ja R 22 BRI R Rk 31 7 SR AL 8L, AR AR AR 22 ik BRI G 2 JIH [ 1t 55 B AH SGJE R 3R
RV, GW4064 RIS BEH B2 T ivermectin (B 21), XEELEH LB, ivermectin
XK PR I PP AR AR /)N Bl EL A 1R G %) T 408 IO B o0 B 0 I sl e Py 2R, iy ELAH B e i
& GW4064 BA LRI DhBEFNI T RL

[0147]  SLZJtEf5] 6, Tvermectin it FXR /-3 F0HI LPS 5 T 1 580 I W

[0148]  JToR—LE4RIEIED], ivermectin BEME AN LPS 155 I RAER N, JFid /D il Tid &
LPS 3 /NEUZET o [FIIN, ivermectin X Tk B0 B K1 E 7 A B BT 24, (R B A
(IVE FIRLHIE ATE 2 . b TAERH ivermectin X1 LPS i85 S 1 98 3E SR 42 75 55 FXR AH
K BATTH ivermectin FT LPS b BHIEF A= IR FXR i Bk 160 /0> BT L0 M o A2 57 A2 28 /) BRI
A, ivermectin BEAE W] (K] 589 BRI 1 (3R IE , #1140+ iNOS, TNFa, IL—6 1 MIP-1a(|&]
22725) {HAE FXR e B /0> BRI 40 M b 3 A7 B B 84k o [RIBS, 28 TASI E ivermectin
PO TR FXR 52 A0 33 98 i 2 PR 3R 0 7 SR DR 7 NF— e B 9% G PR3 ), Bl 1 3L 4% 3k
4K PXR AT RXR (TR L p65 O JFURIFT NF-x B P A Y IRIR S JE 8. 25 AIERH - /E FXR/
RXR AEAERI 44 F T, ivermectin REAE B B HANH] p65 146 i 1 (K] 26 A 27), 3E— Ik
BT ivermectin fEFPHI NE e N D BETT I A2 M T+ FXR AT (.

[0149]  =Zjifd] 7,35 T FXR/ivermectin H-G5WEEHIF ivermectin fTAEM 511t
[o150]  JE ik i S5 A IR, PP A R ER HLA X0 S Pt AR AR AR K 2 AN R 2
e, T TYR 7 R LBl IE R S F M L e = R O v R A ORE B R L A
JRESE SR A AH K0, DA R TR 7 1R SR BE 2 AR 4 3 I IH v BEL 26 I &5 A AR WK 1 IR
RF~ SRR FEREAL « J0E EAE SR BT & . FHRAEXT FXR 5 ivermectin #H B 254 45
Faiis, BL ivermectin /EA— MR 2NIERWED, UL ivermectin (57 F &5 A 25951t
BIHR, UL ivermectin I FXR 52 & 11 45 & A7 5 S SEAA OO 0 KM X ivermectin (1) 28
FEA AT IE 2 MG, P BESE M BCAR 5 52 AR G55 10 56 R FHRs S P 5 T3k B dse A 1 254 97
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B T CL i 2D R BC AR 25 1, 18 B S A= I 2509677 RO, D2 25 %8 i g AT ATL AR 1) 2 2k
Ivermectin ZEf4=NU0F -
[0151]

OH

[0152]  LLiZ&gh i S5 dEmt, sHiz i R rp €3-C4, €8—C9, C10—C11, C14-C15 TRh MU
BT O sXF €5 CT. CA” MR FET i s4f C4.C12,C14.,C24, C25 {7 FIMMRELNEAT i %
CL3 A [P BE B IEAT A DL S AL A AT AR S e Ty vk DA BATA B — BuE RS /] 5 5K
IS (141G E 21657 I L 3040 R R B ZR P v T = R A | R R ] Of O R
PRI BEERE S A i AH S0 , LS TR 7 iR JE B2 AR A S I IR T B 28 LB 45 4 L T RS
G 107 20 RO A4« S8RE VI e S50 T Y o AR E IR e vt JEU I, BiT 4 1 35 0 2
SOV T AR AT A ) (A A B = AT AR, IR A T 3 R 2 R v VT R FXR [ 2R e
FPERCIA (8] 28D, BEIE T FXR R M 5545 2 P U0 15 R (B 29D

[0153]  Pfis% 1

[0154]
HEADER - XX-XXX-9-  XXXX
COMPND —
REMARK 3
REMARK 3 REFINEMENT.
REMARK 3 PROGRAM : REFMAC 5.6.0117
REMARK 3 AUTHORS : MURSHUDOYV, VAGIN, DODSON
REMARK 3
REMARK 3 REFINEMENT TARGET : MAXIMUM LIKELIHOOD
REMARK 3
REMARK 3 DATA USED IN REFINEMENT.
REMARK 3 RESOLUTION RANGE HIGH (ANGSTROMS) :  2.90
REMARK 3 RESOLUTION RANGE LOW (ANGSTROMS) : 116.86
REMARK 3 DATA CUTOFF (SIGMA(F)) : NONE
REMARK 3 COMPLETENESS FOR RANGE (%) : 98.21
REMARK 3 NUMBER OF REFLECTIONS : 15531
REMARK 3
REMARK 3 FIT TO DATA USED IN REFINEMENT.

[0171]

15
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[0217]

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK

CROSS-VALIDATION METHOD : THROUGHOUT
FREE R VALUE TEST SET SELECTTON : RANDOM

R VALLE (WORKING + TEST SET) : 0.25558

R VALUE (WORKING SET) 0. 25331
FREE R VALUE 0.29623
FREE R VALUE TEST SET SIZE (%) 5.0

FREE R VALUE TEST SET COUNT 819
FIT IN THE HIGHEST RESOLUTION BIN.

TOTAL NUMBER OF BINS USED 20
BIN RESOLUTLION RANGLE HIGH 2.900
BIN RESOLUTION RANGE LOW : 2.975
REFLECTTON TN BTN (WORKTNG SET) 971
BIN COMPLETENESS (WORKING+TEST) (%) 89. 92
BIN R VALUE (WORKING SET) : 0. 303
BIN FREE R VALUE SET COUNT 46
BIN FREE R VALUE 0.39

NUMBER OF' NON-IIYDROGEN ATOMS USED IN REFFINEMENT.

ALL ATOMS : 3654
B VALULS.
FROM WILSON PLOT (A%%2) : NULL
MEAN B VALUE (OVERALL, A%k2) 77. 305
OVERALL ANISOTROPIC B VALUE.
B11l (Asx2) -0.37
B22 (Askk2) 0.35
B33 (Ax%2) 0.01
B12 (A%%2) 0. 00
B13 (A%%x2) 0. 00
B23 (Axx2) 0. 00

ESTIMATED OVERALL COORDINATE ERROR.

ESU BASED ON R VALUE
ESU BASED ON FREE R VALUE
ESU BASED ON MAXIMUM LIKELIHOOD

4) :
(A) -
(A) :

ESU FOR B VALUES BASED ON MAXIMUM LIKELTHOOD (A%%2):

CORRELATION COEFFICIENTS.

CORRELATION COEFFICIENT FO-FC

CORRELATION COLFFICLENT FO-FC FREL -

RMS DEVIATIONS FROM IDEAL VALUES
BOND LENGTHS REFINED ATOMS

0. 906
0. 886

COUNT

(A): 3700 ;

BOND ANGLES REFINED ATOMS  (DEGREES): 5025 ;

TORSTON ANGLES, PERTOD 1

16

(DEGREES) : 445

RMS

0.012 ;

2.370 ;
7.096 ;

1.2502
0. 426
0. 327
16. 480

WEIGHT
0. 020
2.011
5.000
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[0263]

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
RFEMARK
REMARK
REMARK
REMARK
REMARK
CRYST1
SCALE1
SCALE2
SCALE3
ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

ATOM

W W W W W W W Ww W W W www w Ww WwWww W ww w w w w w w ww w

9]
w

© 0 ~1 O Ol B W b

=
o = O

TORSION ANGLES, PERIOD 2 (DEGREES) :
TORS1ON ANGLLS, PLERLIOD 3 (DEGRELS) -
TORSION ANGLES, PERIOD 4 (DEGREES) :
CHIRAL-CENTER RESTRAINTS (Asek3) ¢

GENERAL PLANES REFINED ATOMS

@A) :

ISOTROPIC THERMAL FACTOR RESTRAINTS.

NCS RESTRAINTS STATISTICS
NUMBER OFF NCS GROUPS : NULL

TWIN DETAILS
NUMBLR OF TWIN DOMAINS : NULL

TLS DETAILS
NUMBER OF TLS GROUPS : NULL

BULK SOLVENT MODELLING.
METIIOD USED : MASK
PARAMETERS FOR MASK CALCULATION

VDW PROBE RADIUS : 1.20
10N PROBL RADIUS  :  0.80
SHRINKAGE RADIUS : 0.80

OTHER REFINEMENT REMARKS:

162
607
14
596
2699

COUNT

;41,5671
123,325
;18.993

p 0,178
; 0.007 ;

RMS

HYDROGENS HAVE BEEN USED IF PRESENT IN THE INPUT

17

14
37
09
16
99
21
91
17
89
00
27
01

U VALUES : REFINED INDIVIDUALLY
.008 161.759 169.018 90.00 90.00 90.00 I 21 21 21
0.018865 0.000000 0. 000000 0. 00000
0. 000000 0.006182 0. 000000 0. 00000
0. 000000 0.000000 0.005917 0. 00000
N ASN C 742 29.535 -19.999 -42.932 1.00146
CA ASN C 712 29.691 -20. 610 —11.573 1.00131.
CB ASN C 742 31,189 -20.765 —41.193 [.00140
CG ASN C 742 32.012 -19.494 -41.424 1.00148.
0D1 ASN C 742 32.283 -18. 739 -40.488 1.00148
ND2 ASN C 742 32.433 19.268 42.670 1.00148
ASN C 742 28.901 -19. 879 —-40.479 1.00128
ASN C 742 29.420 -19.630 -39.383 1.00124.
LEU C 743 27.641 -19. 544 -40.780 1.00127
CA LEU C 743 26.788 -18. 788 —-39.840 1.00119
CB LEU C 743 25.670 -17.989 -40.541 1.00104.
CG LEU C 743 26.017 -16. 532 -40.868 1.00 92

;25,247
;15. 000
;15. 000

’

0. 200
0. 021

WEIGHT
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ATOM 13 CD1 LEU C 743 26.731 -16. 448 -42.215 1.00 81.21 C
ATOM [4 CD2 LEU C 743 24.780 —15. 644 -40.831 1.00 77.51 C
ATOM 15 C LEU C 743 26.291 -19.566 -38.605 1.00122.75 C
ATOM 16 0 LEU C 743 26. 863 -19.369 -37.533 1.00136. 39 0
ATOM 17 N GLY C 744 25.261 20.424 38.691 1.00109. 40 N
ATOM 18 CA GLY C 744 24.417 -20.677 -39.861 1.00 97.04 C
ATOM 19 C GLY C 744 22.997 -20. 248 -39.534 1.00 96. 15 C
ATOM 20 0 GLY C 744 22.715 -19. 052 -39.532 1.00106. 23 0
ATOM 21 N LEU C 745 22.101 -21.197 -39.236 1.00 87.05 N
ATOM 22 CA LEU C 745 20.731 -20. 836 -38.840 1.00 75.33 C
ATOM 23 CB LLEU C 745 19.778 -22.012 -38.889 1.00 72. 34 C
ATOM 214 CG LEU C 715 18.316 -21.608 -39.152 1.00 78.31 C
ATOM 25 CDI LEU C 745 17.380 -22.815 -39. 181 .00 76.85 C
ATOM 26 (D2 LEU C 745 17.787 -20.571 -38.168 1.00 77.61 C
ATOM 27 C LEU C 745 20.600 -20. 175 -37.472 1.00 87.57 C
ATOM 28 0 LEU C 745 20.215 19.010 37.409 1.00 99.57 0
ATOM 29 N GLU C 746 20.901 -20. 899 -36.385 1.00 82.18 N
ATOM 30 CA GLU C 746 20.643 -20.390 -35.010 1.00 72.64 C
ATOM 31 CB GLU C 746 21.361 -21.234 -33.948 1.00 66.27 C
ATOM 32 C GLU C 746 20.909 -18.885 —-34.765 1.00 71.89 C
ATOM 33 0 GLU C 746 20.262 -18.267 -33.907 1.00 63.66 0
ATOM 34 N ASP C 747 21.847 -18.295 -35.513 1.00 69.15 N
ATOM 35 CA ASP C 717 22.173 -16. 876 -35.356 1.00 69.63 C
ATOM 36 CB ASP C 747 23.457 —16. 567 -36.090 [.00 76.03 C
ATOM 37 CG ASP C 747 24.197 -17.828 -36.523 1.00 91.80 C
ATOM 38 0D1 ASP C 747 24.443 -18.720 -35.682 1.00 99. 45 0
ATOM 39 0D2 ASP C 747 24.534 17.930 37.716 1.00 98.70 0
ATOM 40 C ASP C 747 21.019 -16. 029 -35.894 1.00 70.43 C
ATOM 41 0 ASP C 747 20. 446 -15.173 -35.191 1.00 62. 28 0
ATOM 42 N ILE C 748 20.667 -16. 316 -37.141 1.00 68.09 N
ATOM 43 CA ILE C 748 19. 453 -15.812 -37.776 1.00 68. 30 C
ATOM 44 CB ILE C 748 19.079 -16. 715 -38.984 1.00 70. 48 C
ATOM 45 CGl ILE C 748 20. 233 -16. 767 -40.008 1.00 74.94 C
ATOM 16 CD1 ILE C 718 20.021 -17. 710 -11.161 1.00 87.18 C
ATOM 47 CG2 TLE C 748 17.748 —16.303 -39.598 1.00 63. 22 C
ATOM 48 C ILE C 748 18.286 —15.726 -36. 778 1.00 69. 76 C
ATOM 49 0 ILE C 748 17.694 -14.675 -36.592 1.00 69. 70 0
ATOM 50 N ILE C 749 17.965 16.829 36.114 1.00 77.01 N
ATOM 51 CA ILE C 749 16. 871 -16.820 -35.140 1.00 71.15 C
ATOM 52 CB ILE C 749 16.530 -18. 250 -34.683 1.00 75.56 C
ATOM 53 CGL ILE C 749 15.622 -18.885 -35. 730 1.00 73.54 C
ATOM 54 (D1 ILE C 749 15.410 -20.362 -35.526 1.00 78.13 C
ATOM 55 (G2 ILE C 749 15. 868 —-18. 2656 —33.307 1.00 74.37 C
ATOM 56 C ILE C 749 17.136 —15.900 -33.960 1.00 64. 02 C
ATOM 57 0 ILE C 79 16.232 -15.196 -33.5341 1.00 53.11 0
ATOM 58 N ARG C 750 18.382 -15.913 -33.463 1.00 72. 34 N
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ATOM 59 CA ARG C 750 18. 858 —-15. 014 -32.400 1.00 72.35 C
ATOM 60 CB ARG C 750 20.357 15,163 -32.217 1.00 77.09 C
ATOM 61 CG ARG C 750 20.752 -16.104 -31.106 1.00 85.77 C
ATOM 62 (D ARG C 750 22.121 -16.701 -31.339 1.00 79.21 C
ATOM 63 NE ARG C 750 22.046 18.149 31.170 1.00 86.81 N
ATOM 64 CZ ARG C 750 23.093 -18.962 -31.035 1.00 91.04 C
ATOM 65 NH1 ARG C 750 24.326 -18.472 -31.041 1.00109. 64 N
ATOM 66 NI2 ARG C 750 22.914 -20. 272 -30.903 1.00 83.60 N
ATOM 67 C ARG C 750 18.565 -13.576 -32.764 1.00 74. 44 C
ATOM 68 0 ARG C 750 17.906 -12. 846 -32.002 1.00 75.97 0
ATOM 69 N LYS C 751 19.035 -13.185 -33.951 1.00 66.12 N
ATOM 70 CA LYS C 751 18.756 -11.817 -34.170 1.00 61. 01 C
ATOM 71 CB LYS C 751 19.497 —11.571 -35.801 .00 51.19 C
ATOM 72 C LYS C 751 17.229 -11.653 -34.540 1.00 62. 27 C
ATOM 73 0 LYS C 751 16.679 -10.834 -33.794 1.00 61.37 0
ATOM 74 N ALA C 752 16.553 12.470 35.355 1.00 62.36 N
ATOM 75 CA ALA C 752 15.099 -12.366 —-35.582 1.00 58.29 C
ATOM 76 CB ALA C 752 14.586 —13.528 -36.388 1.00 58.51 C
ATOM 70 C  ALA C 752 14. 305 —12. 287 -34.329 1.00 57.74 C
ATOM 78 0 ALA C 752 13.249 -11.680 -34.335 1.00 57.26 0
ATOM 79 N LEU C 753 14. 809 -12.884 -33.252 1.00 58.72 N
ATOM 80 CA LEU C 753 14.177 -12.708 -31.959 1.00 64. 81 C
ATOM 81 (B LEU C 753 11. 858 —-13. 513 -30.903 1.00 63.92 C
ATOM 82 CG LEU C 753 14. 133 —14.882 =30.757 1.00 64.45 C
ATOM 83 (D1 LEU C 753 14.938 —-15.892 -29.938 1.00 60. 54 C
ATOM 84 (D2 LEU C 753 12.734 -14.687 -30.190 1.00 58.51 C
ATOM 8 C LEU C 753 14.009 11.249 31.503 1.00 77.30 C
ATOM 8 0 LEU C 753 13. 056 -10.946 -30.796 1.00 71.00 0
ATOM 87 N MET C 754 14.910 -10. 348 -31.908 1.00 89. 88 N
ATOM 88 CA MET C 754 14.580 -8.909 -31.913 1.00 96. 47 C
ATOM 89 (B MET C 754 14. 871 -8.222 -30.574 1.00105. 54 C
ATOM 90 CGC MET C 754 16.333 -8.170 -30.186 1.00118. 35 C
ATOM 91 SD MET C 754 16.916 -9.746 -29.548 1.00127.08 S
ATOM 92 CE MET C 751 16.381 -9.571 -27.816 1.00126. 50 C
ATOM 93 C MET C 754 15.202 -8. 127 -33.062 1.00104. 49 C
ATOM 94 0 MET C 754 14.493 -7.710 -33.979 1.00106. 03 0
ATOM 95 N GLY C 755 16.524 -7.949 -32.997 1.00121.99 N
ATOM 96 CA GLY C 755 17.307  7.116 33.927 1.00118.97 C
ATOM 97 C GLY C 755 16.762 -7.010 -35.340 1.00116. 77 C
ATOM 98 0 GLY C 755 16.031 -6.069 -35.661 1.00116.42 0
ATOM 99 N SER C 756 17.105 —7.986 -36.174 1.00106. 56 N
ATOM 100 CA SER C 756 16.639 -8.040 -37.559 1.00110. 81 C
ATOM 101 CB SER C 756 17.092 -9.356 —-38.202 1.00114. 09 C
ATOM 102 0G SER C 756 16.528 -9.514 -39.494 1.00117.80 0
ATOM 103 C SER C 756 15.115 -7.827 -37.770 1.00117.97 C
ATOM 104 0 SER C 756 14.586 -8.164 -38.839 1.00123. 88 0
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ATOM 105 N PHE C 757 14. 425 -7.282 -36.761 1.00116. 00 N
ATOM 106 CA PHE C 757 12.999 -6.883 -36.857 1.00120.77 C
ATOM 107 CB PHE C 757 12.868 —-5.458 -37.434 1.00130. 68 C
ATOM 108 CG PHE C 757 11.510 -4, 817 -37.223 1.00134. 39 C
ATOM 109 (D1 PHE C 757 10.491  4.956 38.177 1.00138. 03 C
ATOM 110 CE1 PHE C 757 9.248 -4.362 -37.990 1.00133.12 C
ATOM 111 CZ PHE C 757 9.011 -3.610 -36.846 1.00137.06 C
ATOM 112 CEZ PIEE C 757 10.014 -3.454 -35.894 1.00132. 83 C
ATOM 113 CD2 PHE C 757 11.256 -4.048 -36.086 1.00131.69 C
ATOM 114 C PHE C 757 12.130 -7.862 -37.651 1.00107.91 C
ATOM 115 0 PHE C 757 10.930 -7.987 -37.395 1.00106. 12 0
ATOM 116 N GLU A 214 -18.325 -25.510 -26.701 1.00 95.16 N
ATOM 117 CA GLU A 244 —-18.073 -26.244 -25.400 1.00101.28 C
ATOM 118 CB GLU A 244 —-18.336 -27. 763 —25.573 1.00 99. 29 C
ATOM 119 CG GLU A 244 -17.696 -28. 716 —24.565 1.00100. 52 C
ATOM 120 CD GLU A 244 18.378 28.717 23.208 1.00100.97 C
ATOM 121 OE1 GLU A 244 -19.216 -27.823 —22.947 1.00106. 04 0
ATOM 122 0E2 GLU A 244 -18.070 -29.617 -22.395 1.00 95. 65 0
ATOM 123 C GLU A 244 —-16. 698 -25.915 —24. 733 1.00 96. 26 C
ATOM 124 0 GLU A 244 -16. 376 -26.425 -23.654 1.00 91.42 0
ATOM 125 N LEU A 245 -15.902 -25. 053 —25.367 1.00 86.02 N
ATOM 126 CA LLU A 245 -14. 650 -24.578 -24.766 1.00 79.26 C
ATOM 127 CB LEU A 215 -13.912 -23.608 —25.697 1.00 72.19 C
ATOM 128 CG LEU A 245 —-13.676 —-24.003 -27. 156 .00 65.58 C
ATOM 129 (D1 LEU A 245 -13. 116 -22.821 -27.923 1.00 63. 46 C
ATOM 130 CD2 LEU A 245 -12.725 -25.174 -27.243 1.00 66. 62 C
ATOM 131 C LEU A 245 14.915 23.838 23.453 1.00 85.34 C
ATOM 132 0 LEU A 245 -16. 017 -23. 352 -23.211 1.00 97. 34 0
ATOM 133 N THR A 246 -13.895 -23.806 -22.610 1.00 80.64 N
ATOM 134 CA THR A 246 -13.954 -23. 015 —21.405 1.00 71.62 C
ATOM 135 CB THR A 246 -13. 166 -23.660 -20.268 1.00 68. 45 C
ATOM 136 0G1 THR A 246 -11. 815 -23.194 -20.318 1.00 71.61 0
ATOM 137 CG2 THR A 246 -13.194 -25.166 -20.379 1.00 66. 14 C
ATOM 138 C THR A 216 -13. 313 -21.6567 -21.687 1.00 77,31 C
ATOM 139 0 THR A 246 -12.360 -21.573 -22.461 .00 71.90 0
ATOM 155 N GLN A 249 -9.922 -21.529 -22.706 1.00 70.74 N
ATOM 156 CA GLN A 249 -9.787 -22.016 -24.066 1.00 72.02 C
ATOM 157 CB GLN A 249 10.566 23.323 24.241 1.00 70.29 C
ATOM 158 CG GLN A 249 -10. 366 -24. 294 -23.083 1.00 67.41 C
ATOM 159 CD GLN A 249 -10.995 -25.663 —23.314 1.00 73.99 C
ATOM 160 OLE1 GLN A 249 —-11. 815 -25. 866 —24.217 1.00 80.54 0
ATOM 161 NE2 GLN A 249 -10. 606 -26.612 -22.496 1.00 70.10 N
ATOM 162 C GLN A 249 -10. 201 -20. 962 —25.100 1.00 68. 00 C
ATOM 163 0 GLN A 249 -9.379 -20.577 -25.918 1.00 66. 11 0
ATOM 164 N GLN A 250 -11.155 -20.190 -25.017 1.00 70.12 N
ATOM 165 CA GILN A 250 -11. 955 -19.507 -26. 027 1.00 68. 86 C
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ATOM 166 CB GLN A 250 -13.415 -19. 106 -25. 789 1.00 63. 79 C
ATOM 167 CG GIN A 250 —13.694 —18.507 -24.426 .00 79.63 C
ATOM 168 CD GLN A 250 -14.867 -17.520 -24.406 1.00 85.93 C
ATOM 169 OF1 GLN A 250 16,017 ~17.868 —24.709 1.00 77.91 0
ATOM 170 NE2 GLN A 250 14.572 16.274 24.026 1.00 89. 83 N
ATOM 171 C GIN A 250 11.050 -18.285 —26.135 1.00 68.81 C
ATOM 172 0 GIN A 250 10.808 ~17.754 -27.242 1.00 69.99 0
ATOM 173 TIIR A 251 -10.522 -17.871 -24.986 1.00 63.77 N
ATOM 174 CA THR A 251 -9.563 —-16. 783 —24.930 1.00 58. 96 C
ATOM 175 CB THR A 251 -9.225 -16.440 -23.485 1.00 63.49 C
ATOM 176 0Gl THR A 251 -10. 429 -16. 098 -22. 788 1.00 66. 97 0
ATOM 177 CG2 THR A 251 -8.212 —-15.281 -23.139 1.00 61. 32 C
ATOM |78 THR A 251 -8.283 —17.139 -25.655 .00 59.05 C
ATOM 179 THR A 251 -7.866 —16.409 -26.540 1.00 57.34 0
ATOM 180 LEU A 252 -7.666 —18. 264 -25.269 1.00 61,91 N
ATOM 181 CA LEU A 2572 6.488 18.792 25.958 1.00 56.00 C
ATOM 182 (B LEU A 252 -6. 068 —20. 138 —25.374 1.00 52.70 C
ATOM 183 CG LEU A 252 -4, 775 —20,857 -25.817 1.00 54,52 C
ATOM 184 (D1 LEU A 252 =3.528 -19.974 —25.862 1.00 52.01 C
ATOM 185 (D2 LEU A 252 -4,499 -22,045 -24.907 1.00 52,94 C
ATOM 186 C LEU A 252 -6.736 —18.932 -27.465 1.00 60,72 C
ATOM 187 0 LEU A 252 -5.851 -18.608 -28.264 1.00 61.91 0
ATOM 188 LEU A 253 -7.933 -19, 381 -27.850 1.00 56,02 N
ATOM 189 CA [FU A 253 -8. 187 —19.656 -29.240 1.00 59. 39 C
ATOM 190 CB LEU A 253 -9.485 -20.449 -29.472 1.00 64.88 C
ATOM 191 CG LEU A 253 -9.899 -20. 878 -30.910 1.00 57.78 C
ATOM 192 (D1 LEU A 253 8.724 21.139 31.849 1.00 48.72 C
ATOM 193 (D2 LEU A 253 -10.863 22,067 -30.889 1.00 50.34 C
ATOM 194 C  LEUA 253 8.139 -18.371 -30.026 1.00 62. 44 ¢
ATOM 195 0 LEU A 253 =7.288 —18. 232 -30.904 1.00 73.67 0
ATOM 196 N  HIS A 254 -9.012 -17.428 -29.686 1.00 66,91 N
ATOM 197 CA HIS A 254 -8.997 -16. 065 -30.256 1.00 60.28 C
ATOM 198 CB HIS A 254 -9.904 -15.163 -29.423 1.00 67.43 C
ATOM 199 CG HIS A 251 -10. 138 -13.801 -30.030 1.00 8h, 22 C
ATOM 200 NDI HTS A 254 —11.356 -13.390 -30.423 (.00 95.51 N
ATOM 201 CE1 HIS A 254 -11.259 -12.136 -30.924 1.00108. 55 C
ATOM 202 NE2 HIS A 254 -9.966 —11. 752 -30.856 1.00100.11 N
ATOM 203 CD2 HIS A 254 9.250 12.751 30.308 1.00 92.23 C
ATOM 204 C HIS A 254 -7.610 —15.455 -30.386 1.00 55,25 C
ATOM 205 HIS A 254 -7.232 —14. 945 -31.443 1.00 50. 40 0
ATOM 206 PHEE A 255 -6. 823 —-15.506 —29.322 1.00 54. 31 N
ATOM 207 CA PHE A 255 —5.484 —14,970 -29.386 1.00 63.11 C
ATOM 208 CB PHE A 255 -4,757 —15. 177 -28.053 1.00 70. 70 C
ATOM 209 CG PHE A 255 -3.557 -14.283 -27.881 1.00 75.50 C
ATOM 210 CD1 PHE A 255 -3.681 —13.033 -27.286 1.00 77.17 C
ATOM 211 CE1 PHE A 255 -2.584 -12.192 -27.149 1.00 82.65 C
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ATOM 212 CZ PHE A 255 -1.345 -12,600 -27.608 1.00 87,31 C
ATOM 213 CE2 PHE A 255 —1.208 -13.848 -28. 197 .00 87.35 C
ATOM 214 CD2 PHE A 255 -2.309 -14.682 -28.333 1.00 81.81 C
ATOM 215 C PHE A 255 4,698 ~15.592 ~30.545 1.00 67.99 ¢
ATOM 216 PHE A 255 4.097 14.896 31.360 1.00 69,92 0
ATOM 217 ILE A 256 4.736 ~16.918 -30.624 1.00 76.76 N
ATOM 218 CA TLE A 256 3.997 ~17.650 -31.642 1.00 66.02 ¢
ATOM 219 (B 1ILE A 256 -4.103 -19. 180 -31.465 1.00 62. 35 C
ATOM 220 CG1 ILE A 256 -3.790 -19.608 -30.018 1.00 57.61 C
ATOM 221 CD1 ILE A 256 -2.455 -19. 134 -29.485 1.00 54.28 C
ATOM 222 CG2 LLE A 256 -3.146 -19. 869 -32.432 1.00 68. 80 C
ATOM 223 ILE A 256 -1.151 -17.237 -33.033 1.00 63. 36 C
ATOM 224 TI.E A 256 -3.632 —-16.795 -33.842 .00 65.0! 0
ATOM 225 MET A 257 -5.753 -17.368 -33.295 1.00 58. 44 N
ATOM 226 CA MET A 257 -6.351 —16.964 -34.571 1.00 59.19 C
ATOM 227 CB MET A 257 7.866 16.961 34.458 1.00 60.01 C
ATOM 228 CG MET A 257 -8.512 —18.308 -34. 750 1.00 71.78 C
ATOM 229 SD MET A 257 -7.679 —19.356 -35.974 1.00 79.41
ATOM 230 CE MET A 257 =7.641 -18.326 -37.462 1.00 66. 46 C
ATOM 231 MET A 257 -5.884 —15.597 -35.067 1.00 68. 24 C
ATOM 232 MET A 257 -5.263 —15.483 —-36.139 1.00 67.00 0
ATOM 233 ASP A 258 -6.219 —14.577 -34.269 1.00 70. 44 N
ATOM 231 CA ASP A 258 -5.693 -13.221 -31.318 1.00 63. 65 C
ATOM 235 CB ASP A 258 -h. 7656 —12.619 -32.946 .00 72.46 C
ATOM 236 CG ASP A 258 -6.322 -11.179 -32.923 1.00 83. 30 C
ATOM 237 0D1 ASP A 258 =7.393 -10,904 -33.558 1.00 74,31 0
ATOM 238 0D2 ASP A 258 5.684 10.345 32.219 1.00 74.91 0
ATOM 239 C ASP A 258 4,247 13.175 -34.833 1.00 64.43 C
ATOM 240 0 ASP A 258 3.915 -12.466 35.825 1.00 62.93 0
ATOM 241 SER A 259 =3.392 -13.936 -34.141 1.00 58. 22 N
ATOM 242 CA SER A 259 -1.959 -13.889 -34.403 1.00 61.61 C
ATOM 243 CB SER A 259 -1.171 —14.453 -33.242 1.00 60, 41 C
ATOM 244 0G SER A 259 -1.833 -14. 177 -32.038 1.00 65. 05 0
ATOM 215 SER A 259 -1.593 -14. 610 -35.619 1.00 67.17 C
ATOM 246 SER A 259 -0.703 -14.218 -36.382 .00 87.04 0
ATOM 247 TYR A 260 -2.282 —15.751 -35.891 1.00 66. 41 N
ATOM 248 CA TYR A 260 -2.053 —16.556 -37.075 1.00 65. 84 C
ATOM 249 (CB TYR A 260 2.831 17.875 36.986 1.00 66.79 C
ATOM 250 CG TYR A 260 -2.453 —18.880 —-38.044 1.00 61.65 C
ATOM 251 CD1 TYR A 260 -1.137 —19. 322 -38.162 1.00 66.20 C
ATOM 252 CE1 TYR A 260 -0. 764 -20.228 -39.144 1.00 69. 32 C
ATOM 253 CZ TYR A 260 -1.721 -20.702 —40.013 1.00 72.88 C
ATOM 254 OH TYR A 260 -1.315 -21.606 —40.964 1.00 88.07 0
ATOM 255 CE2 TYR A 260 -3.045 -20. 282 -39.924 1.00 62.54 C
ATOM 256 CD2 TYR A 260 -3.101 -19.381 -38.931 1.00 58,02 C
ATOM 257 C TYR A 260 -2.455 -15.778 -38.301 1.00 72.22 C
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ATOM 258 TYR A 260 -1.938 -16.011 —-39.380 1.00 84, 34 0
ATOM 259 ASN A 261 -3.3606 —14.818 -38. 121 .00 84.0] N
ATOM 260 CA ASN A 261 -3.862 —14. 003 -39.222 1.00 84.78 C
ATOM 261 CB ASN A 261 5.954 ~13.491 36.883 1.00 78.70 ¢
ATOM 262 CG ASN A 261 6.327 14.540 39.109 1.00 89.69 C
ATOM 263 OD1 ASN A 261 7.489 14,206 -39.353 1.00 95.40 0
ATOM 264 ND2 ASN A 261 5.944 15,816 -39.061 1.00 89.29 N
ATOM 265 C ASN A 261 -2.989 -12. 856 -39. 723 1.00 90.69 C
ATOM 266 0 ASN A 261 -2.962 -12.600 -40.925 1.00 97.65 0
ATOM 267 LYS A 262 -2.292 -12. 164 -38.819 1.00 99.07 N
ATOM 268 CA LYS A 262 -1.544 -10.938 -39.174 1.00115.04 C
ATOM 269 CB LYS A 262 -0.851 —-10.327 -37.938 1.00127.18 C
ATOM 270 CG 1.YS A 262 —[.764 -9.527 -37.004 1.00123. 16 C
ATOM 271 CD LYS A 262 -0.986 —-8.972 -35.809 1.00109.97 C
ATOM 272 CE LYS A 262 -1.905 -8.608 —-34.646 1.00104. 09 C
ATOM 273 NZ LYS A 262 2. 3h5H 7.184 34.641 1.00101.50 N
ATOM 274 C LYS A 262 -0.516 —11.133 —40.292 1.00122.59 C
ATOM 275 LYS A 262 0.115 -10.174 -40.739 1.00127.12 0
ATOM 276 GLN A 263 -0. 3566 —-12.381 —40. 730 1.00132.27 N
ATOM 277 CA GLN A 263 0.559 —12.749 —41.814 1.00123. 34 C
ATOM 278 CB GLN A 263 1.392 -13.970 —41.396 1.00125. 96 C
ATOM 279 CG GLN A 263 0.611 -15.072 -40.677 1.00130.55 C
ATOM 280 CD GLN A 263 1.177 —-15.139 -39.305 1.00129.11 C
ATOM 281 OFEl GIN A 263 [.676 —16.5HH =39.094 [.00117.78 0
ATOM 282 NE2 GLN A 263 1.094 -14, 500 -38.363 1.00124. 45 N
ATOM 283 C  GLN A 263 -0.192 -12.979 —-43. 140 1.00124. 40 C
ATOM 284 0 GLN A 263 0.897 13.984 43.310 1.00115.00 0
ATOM 285 N ARG A 264 0.038 12,023 44,063 1.00132. 30 N
ATOM 286 CA ARG A 264 0.781 -11.978 45.343 1.00129. 94 ¢
ATOM 287 CB ARG A 264 -1.708 -10. 737 —45.403 1.00127.72 C
ATOM 288 CG ARG A 264 -2.281 -10.214 —44.079 1.00119. 54 C
ATOM 289 CD ARG A 264 -1.470 -9.012 -43.608 1.00118.18 C
ATOM 290 NE ARG A 264 -1.869 -8.480 —42.307 1.00116.51 N
ATOM 291 CZ ARG A 261 -1.100 -7.689 —11.556 1.00117.13 C
ATOM 292 NH1 ARG A 264 0.123 -7.354 -41.963 1.00104. 97 N
ATOM 293 NH2 ARG A 264 -1.542 -7.246 —40.383 1.00113. 28 N
ATOM 294 C ARG A 264 0.188 -12.123 -46.571 1.00127.91 C
ATOM 295 0 ARG A 264 1.012 -13. 046 —46.557 1.00115.47 0
ATOM 296 N  ALA A 265 0.118 -11.311 -47.640 1.00127.10 N
ATOM 297 CA ALA A 265 -0.948 —10. 368 —47.997 1.00129. 76 C
ATOM 298 CB ALA A 265 -0.353 -9.008 —48.347 1.00117.15 C
ATOM 299 ALA A 265 -1.676 —10.955 —49.206 1.00134,71 C
ATOM 300 ALA A 265 -1.384 —10.566 -50.344 1.00119.71 0
ATOM 301 PRO A 266 -2.650 —11.870 —48.959 1.00150. 65 N
ATOM 302 CA PRO A 266 -3.128 -12.910 -19.900 1.00152.52 C
ATOM 303 CB PRO A 266 4.425 13.414 49,249 1.00160. 97 C
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ATOM 304 CG PRO A 266 —-4. 864 -12.301 —48.359 1.00163. 35 C
ATOM 305 CD PRO A 266 -3.687 —11.712 -47.831 1.00155.40 C
ATOM 306 C PRO A 266 -3.411 -12.396 -51. 303 1.00149.59 C
ATOM 307 0 PRO A 266 -3.525 -13. 184 -52. 248 1.00146. 68 0
ATOM 308 N GLN A 267 3.h38 11.078 51.409 1.00138. 45 N
ATOM 309 CA GLN A 267 -3.607 -10.396 -52. 678 1.00131. 68 C
ATOM 310 CB GLN A 267 -3.642 -8.878 -52.438 1.00140. 27 C
ATOM 311 CG GLN A 267 -4.150 -8.038 -53.601 1.00138.05 C
ATOM 312 CD GLN A 267 -3.036 -7.618 -54.546 1.00145.63 C
ATOM 313 OE1 GLN A 267 -2.003 -7.089 -54.120 1.00140. 46 0
ATOM 314 NUZ2 GLN A 267 -3.244 -7.848 -55.839 1.00152.12 N
ATOM 315 C GLN A 267 -2.115 -10. 830 -53.539 1.00121. 93 C
ATOM 316 0 GILN A 267 -2.587 —11.638 -54.452 1.00116. 8! 0
ATOM 317 N GLU A 268 -1.208 -10.351 -53.231 1.00119.78 N
ATOM 318 CA GLU A 268 -0.061 -10.593 -54. 129 1.00125. 48 C
ATOM 319 CB GLU A 268 0.928 9.392 5H4.144 1.00112.97 C
ATOM 320 CG GLU A 268 2.219 -9.514 -53.339 1.00106. 41 C
ATOM 321 CD GLU A 268 2.087 -10.412 —52.126 1.00104. 30 C
ATOM 322 OE1 GLU A 268 0.975 -10. 450 —51.531 1.00 98.89 0
ATOM 323 OE2 GLU A 268 3.095 -11. 088 —51.790 1.00 93.62 0
ATOM 324 C GLU A 268 0.590 -11.983 —53.911 1.00124. 23 C
ATOM 325 0 GLU A 268 1.667 -12. 297 —54. 433 1.00125.70 0
ATOM 326 N ALA A 269 -0.091 -12.809 -53.129 1.00115.97 N
ATOM 327 CA ALA A 269 0. 129 -14.235 -53. 165 1.00108. 38 C
ATOM 328 CB ALA A 269 -0.625 -14. 907 -52. 030 1.00110.59 C
ATOM 329 C  ALA A 269 -0. 345 -14. 750 -54.534 1.00107.90 C
ATOM 330 0 ALA A 269 0.140 15.921 54.883 1.00 99.12 0
ATOM 331 N ALA A 270 -0.983 -13. 856 -55.298 1.00109. 25 N
ATOM 332 CA ALA A 270 -1.369 -14. 127 -56.681 1.00107. 03 C
ATOM 333 CB ALA A 270 -2.531 -13. 247 -57.105 1.00100. 51 C
ATOM 334 C ALA A 270 -0.170 -13.920 -57.596 1.00109. 39 C
ATOM 335 0  ALA A 270 -0.025 -14. 615 -58.606 1.00107. 46 0
ATOM 336 N ASN A 271 0.689 -12.966 —57.234 1.00114. 24 N
ATOM 337 CA ASN A 271 1.976 -12. 763 -57.920 1.00112. 80 C
ATOM 338 CB ASN A 27| 2.775 —-11.606 -5h7.271 1.00112.16 C
ATOM 339 CG ASN A 271 4.195 -11. 463 -57.830 1.00119. 82 C
ATOM 340 0D1 ASN A 271 4.402 -11. 324 -59.046 1.00114. 47 0
ATOM 341 NDZ ASN A 271 5.183 11.483 56.933 1.00115. 46 N
ATOM 342 C ASN A 271 2.796 -14. 061 —57.969 1.00 98.58 C
ATOM 343 0 ASN A 271 3.b546 -14. 291 —58.926 1.00 97. 96 0
ATOM 344 N ALA A 272 2.635 -14. 898 —56.938 1.00 88.05 N
ATOM 345 CA ALA A 272 3.300 -16.199 —56.862 1.00 85.04 C
ATOM 346 CB ALA A 272 3.707 -16.516 —55.436 1.00 77.63 C
ATOM 347 C ALA A 272 2.432 -17.313 —57.435 1.00 87.63 C
ATOM 318 0 ALA A 272 2.950 -18.332 —57.903 1.00 95. 95 0
ATOM 349 N ALA A 273 1.116 -17.112 -57.396 1.00 93.09 N
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ATOM 350 CA ALA A 273 0.167 -18. 060 —57.970 1.00100.97 C
ATOM 351 CB ALA A 273 -1.247 -17.771 -57.482 1.00108. 89 C
ATOM 352 C ALA A 273 0.241 -18.050 —59.500 1.00106. 49 C
ATOM 353 0 ALA A 273 0.993 -18.834 -60.089 1.00115.25 0
ATOM 354 N ALA A 274 0.527 17.164 60.142 1.00118. 27 N
ATOM 355 CA ALA A 274 -0.486 -17.048 -61.604 1.00111.38 C
ATOM 356 (B ALA A 274 -1.829 -16. 595 -62. 165 1.00103. 45 C
ATOM 357 C  ALA A 274 0.651 -16. 148 —62.093 1.00105. 32 C
ATOM 358 0 ALA A 274 1. 300 -15.446 -61.308 1.00 96. 60 0
ATOM 359 N LYS A 275 0.866 -16. 183 —63.404 1.00105. 29 N
ATOM 360 CA LYS A 275 2.003 -15.558 —64.061 1.00105. 91 C
ATOM 361 CB LYS A 275 1. 806 -141. 018 -64. 228 1.00117.63 C
ATOM 362 CG LYS A 275 2.729 -13.393 —65.252 1. 00118.40 C
ATOM 363 CD LYS A 275 2.768 -11.889 —65.029 1.00115.55 C
ATOM 364 CE LYS A 275 3.657 -11.173 —66.107 1.00112. 60 C
ATOM 365 NZ LYS A 275 3.762  9.754 65.709 1.00108.50 N
ATOM 366 C LYS A 275 3.297 -15.889 —63.332 1.00103. 87 C
ATOM 367 0 LYS A 275 3.823 -15.092 —62.554 1.00100. 28 0
ATOM 368 N GLU A 276 3.760 -17.110 —63.561 1. 00108. 80 N
ATOM 369 CA GLU A 276 5.133 -17.509 —63. 273 1.00111.99 C
ATOM 370 CB GLU A 276 5.278 -18.162 —61.885 1.00112.59 C
ATOM 371 CG GLU A 276 5.269 -17.185 —60.704 1.00 98.17 C
ATOM 372 CD GLU A 276 6.120 -16.180 —60. 719 1.00 91.70 C
ATOM 373 ORIl GLU A 276 7.516 —16.507 -61.253 1.00 77.13 0
ATOM 374 OE2 GLU A 276 6.221 -15.061 —60.183 1.00 86.67 0
ATOM 37 C  GLU A 276 5.b50 -18.463 —64.375 1.00104. 30 C
ATOM 376 0 GLU A 276 4.955 18.460 65.454 1.00104.04 0
ATOM 377 N PHE A 278 7.055 -15.266 —64.815 1.00140. 26 N
ATOM 378 CA PHE A 278 8.510 -15.178 —64. 733 1.00141. 37 C
ATOM 379 CB PUE A 278 8.954 -13.933 —63.941 1.00144.78 C
ATOM 380 CG PHE A 278 8.144 -12. 683 —64.193 1.00154. 75 C
ATOM 381 CD1 PHE A 278 7.601 -12.396 -65.450 1.00155. 25 C
ATOM 382 CE1 PHE A 278 6.871 -11.233 —65.646 1.00154. 54 C
ATOM 383 CZ PHE A 278 6.693 -10.330 —61.591 1.00117. 81 C
ATOM 384 CE2 PHE A 278 7.242 —10.592 -63.346 1.00151.53 C
ATOM 385 (D2 PHE A 278 7.968 —11. 757 -63.153 1.00158. 31 C
ATOM 38 C PHE A 278 9.094 -16.420 —64.044 1.00134. 30 C
ATOM 387 0 PHE A 278 9.234 16.431 62.818 1.00139.39 0
ATOM 388 N  SER A 279 9.466 -17.443 —64.820 1.00121. 35 N
ATOM 389 CA SER A 279 9.854 -18. 748 —64.245 1.00112. 11 C
ATOM 390 CB  SER A 279 8.917 -19. 840 —64. 763 1.00113. 62 C
ATOM 391 0G SER A 279 7.579 -19.527 —64.427 1.00113.92 0
ATOM 392 C SER A 279 11. 329 -19.183 —64. 388 1.00102. 09 C
ATOM 393 0 SER A 279 12.165 —-18.422 —64.887 1.00101.57 0
ATOM 391 N ALA A 280 11.611 -20.117 -63.950 1.00 92. 83 N
ATOM 395 CA ALA A 280 12.963 -20. 987 —63.824 1.00 84. 34 C
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ATOM 396 CB ALA A 280 13.676 -21. 026 —65.161 1.00 96. 16 C
ATOM 397 C  ALA A 280 13.793 -20. 253 —62.779 1.00 85.65 C
ATOM 398 0 ALA A 280 13.285 -19.927 -61. 717 1.00 90.92 0
ATOM 399 N GLU A 281 15. 066 -19.998 —63. 067 1.00 90. 94 N
ATOM 400 CA GLU A 281 15.972 19.302 62.128 1.00 89. 85 C
ATOM 401 CB GLU A 281 17.341 -18.999 -62. 766 1.00 85.75 C
ATOM 402 CG GLU A 281 17.772 -19. 897 -63. 923 1.00 91. 98 C
ATOM 403 CD GLU A 281 17.132 -19.539 -65.269 1.00 97.70 C
ATOM 404 OE1 GLU A 281 16. 410 -18.515 -65.365 1.00 96. 11 0
ATOM 405 OE2 GLU A 281 17. 340 -20. 301 -66. 247 1.00 99. 07 0
ATOM 406 C GLU A 281 15.370 -17.993 -61.575 1.00 88. 23 C
ATOM 107 0 GLU A 281 15.892 -17.111 -60.620 1.00 86.17 0
ATOM 408 N GLU A 282 14.288 —17.520 —62. 189 .00 87.96 N
ATOM 409 CA GLU A 282 13.575 -16. 365 —61.663 1.00 87.97 C
ATOM 410 CB GLU A 282 12.500 -15.890 —62.635 1.00 91. 23 C
ATOM 411 CG GLU A 282 13.048 15.308 63.928 1.00105. 43 C
ATOM 412 CD GLU A 282 12.089 -14. 314 —64.566 1.00118. 44 C
ATOM 413 OE1 GLU A 282 11.763 -13.296 —63.915 1.00118. 34 0
ATOM 414 OEZ GLU A 282 11.659 —14.539 —65. 721 1.00124. 25 0
ATOM 415 C GLU A 282 12.953 -16.826 —60.376 1.00 78.42 C
ATOM 416 0 GLU A 282 13. 403 -16.472 —59.297 1.00 72.59 0
ATOM 417 N ASN A 283 11.918 -17.640 -60.543 1.00 84.63 N
ATOM 118 CA ASN A 283 11. 330 -18.527 —59.536 1.00 79.21 C
ATOM 419 CB ASN A 283 10. 810 -19. 770 —60.265 .00 77.40 C
ATOM 420 CG ASN A 283 10. 048 -20. 715 -59.369 1.00 78. 83 C
ATOM 421 0D1 ASN A 283 8.993 -20. 369 —58.838 1.00 82.39 0
ATOM 422 ND2 ASN A 283 10.559 21.936 59.232 1.00 71.64 N
ATOM 423 C ASN A 283 12.210 -18.928 —58.339 1.00 79.44 C
ATOM 424 0 ASN A 283 11.727 -18.876 —57.210 1.00 89. 20 0
ATOM 425 N PIE A 284 13. 470 -19. 326 —58.567 1.00 71.11 N
ATOM 426 CA PHE A 284 14. 427 -19.546 -57.465 1.00 72,23 C
ATOM 427 CB PHE A 284 15.833 -19. 774 —58.035 1.00 77.60 C
ATOM 428 CG PHE A 284 16. 854 -20. 2567 -57.032 1.00 76. 28 C
ATOM 129 (D1 PHE A 284 17.001 -19.662 —55.801 1.00 72.00 C
ATOM 430 CEl PHE A 284 17.954 -20. 116 -5h4.895 .00 74.65 C
ATOM 431 CZ PHE A 284 18.791 -21.163 —55.217 1.00 72.20 C
ATOM 432 CE2 PHE A 284 18.671 -21.762 —56.453 1.00 84.26 C
ATOM 433 (D2 PHE A 284 17.712  21.304 5H7.358 1.00 87.48 C
ATOM 434 C PHE A 284 14. 444 -18.315 —56.549 1.00 81.18 C
ATOM 435 0 PHE A 284 14.144 -18.402 —55.356 1.00 78.49 0
ATOM 436 N LEU A 285 14.769 -17.170 —57.154 1.00 93. 53 N
ATOM 437 CA LEU A 285 15. 046 —-15.915 —56.469 1.00 85. 95 C
ATOM 438 CB LEU A 285 15.429 -14.822 —57.487 1.00 88. 31 C
ATOM 439 CG LEU A 285 16.613 -13.921 -57.087 1.00 96. 45 C
ATOM 110 CD1 LEU A 285 17.708 -14. 737 —56.117 1.00 98. 87 C
ATOM 441 CD2 LEU A 285 17.211 -13. 145 -58.257 1.00102.19 C
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ATOM 442 C LEU A 285 13. 864 —15.475 -55.642 1.00 85.35 C
ATOM 443 0 LEU A 285 14.025 —14.886 -5h4.571 .00 95.25 0
ATOM 444 N ILE A 286 12.670 -15. 765 —56.132 1.00 80. 06 N
ATOM 445 CA ILE A 286 11.473 -15. 407 -55. 386 1.00 90. 54 C
ATOM 446 CB 1ILE A 286 10.216 15.334 56.286 1.00 91.89 C
ATOM 447 CG1 ILE A 286 10.165 -13.950 -56.964 1.00 81.12 C
ATOM 448 (D1 ILE A 286 8.8560 -13.626 —-57.640 1.00 85.33 C
ATOM 449 (G2 ILE A 286 8.951 -15.6567 —55.491 1.00 84.91 C
ATOM 450 C ILE A 286 11.283 -16.271 —54.131 1.00 93.99 C
ATOM 451 0 ILE A 286 11.092 -15. 730 —53.038 1.00100. 04 0
ATOM 452 N LLU A 287 11. 366 -17.595 —54.285 1.00 85.53 N
ATOM 153 CA LEU A 287 11.288 -18.513 —53.151 1.00 71.91 C
ATOM 454 CB LEU A 287 11.526 —19.931 -53.603 .00 67.48 C
ATOM 455 CG LEU A 287 10. 463 -20.454 —54.538 1.00 65. 28 C
ATOM 456 CD1 LEU A 287 11. 056 -21.651 —55.272 1.00 69. 35 C
ATOM 457 (CD2 LEU A 287 9.213 20.798 53.744 1.00 57.94 C
ATOM 458 C LEU A 287 12.307 -18.162 —52.099 1.00 72.99 C
ATOM 459 0 LEU A 287 11.935 -17.834 —50.982 1.00 76.16 0
ATOM 460 N TIR A 288 13.591 -18.214 —52.454 1.00 71.57 N
ATOM 461 CA THR A 288 14. 642 -17.810 -51.517 1.00 72.32 C
ATOM 462 CB THR A 288 15.979 -17.502 —52.207 1.00 69. 94 C
ATOM 463 0G1 THR A 288 15.773 -17.477 -53.619 1.00 77.96 0
ATOM 164 CG2 THR A 288 16.996 —18.580 —51.898 1.00 61.56 C
ATOM 465 C THR A 288 14. 193 -16.629 -50.676 .00 69. 95 C
ATOM 466 0 THR A 288 14. 423 -16.614 —49.469 1.00 71.59 0
ATOM 467 N ALA A 289 13.518 —15.665 —51.300 1.00 70.83 N
ATOM 468 CA ALA A 289 12.961 14.536 50.554 1.00 73.78 C
ATOM 469 (B ALA A 289 12.466 -13.445 -51.488 1.00 76. 74 C
ATOM 470 C ALA A 289 11.841 -15.018 —49.650 1.00 68. 56 C
ATOM 471 0 ALA A 289 11.990 -15. 019 —48. 443 1.00 66. 45 0
ATOM 472 N MET A 290 10. 728 -15.414 -50.260 1.00 72.99 N
ATOM 473 CA MET A 290 9. 598 -16. 084 —49.607 1.00 74.60 C
ATOM 474 CB MET A 290 8.920 -16.983 -50.628 1.00 81.05 C
ATOM 175 CG MET A 290 8.256 -16.225 —51.759 1.00 81.99 C
ATOM 476 SD MET A 290 6.476 —16. 162 -5H1.496 .00 83.30 S
ATOM 477 CE MET A 290 6.045 -17.836 —52.002 1.00 94. 29 C
ATOM 478 C  MET A 290 9.975 -16.937 —48.398 1.00 72.53 C
ATOM 479 0 MET A 290 9.335 16.846 47.367 1.00 82.38 0
ATOM 480 N ALA A 291 11.000 -17. 770 —48.543 1.00 64.19 N
ATOM 481 CA ALA A 291 11. 496 -18.617 —47.475 1.00 58. 96 C
ATOM 482 CB ALA A 291 12.705 -19.420 —47.959 1.00 57. 05 C
ATOM 483 C ALA A 291 11. 861 —-17.764 —46.272 1.00 61. 23 C
ATOM 484 0 ALA A 291 11.101 -17.672 —45.301 1.00 62.79 0
ATOM 485 N THR A 292 13.059 -17.192 —46.327 1.00 65.17 N
ATOM 186 CA THR A 292 13. 118 -15.999 —15.568 1.00 61. 26 C
ATOM 487 CB THR A 292 14.110 -15. 007 —46.532 1.00 69. 50 C
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ATOM 488 0G1 THR A 292 15.323 —-15.587 -47.059 1.00 71.55 0
ATOM 489 CG2 THR A 292 14. 347 -13.671 -4h.844 1.00 62. 95 C
ATOM 490 C TIR A 292 12.298 -15.218 -44.986 1.00 58. 22 C
ATOM 491 0 THR A 292 12,337 -14.791 -43.850 1.00 64.54 0
ATOM 492 N ASN A 293 11.265 15.020 —45.784 1.00 59.03 N
ATOM 493 CA ASN A 293 10. 222 -14.127 -45.389 1.00 61.00 C
ATOM 494 CB ASN A 293 9.642 -13.395 -46.603 1.00 71.01 C
ATOM 495 CG ASN A 293 8. 787 —12.202 -46.208 1.00 71.83 C
ATOM 496 0OD1 ASN A 293 9.194 -11.355 —45.384 1.00 61.50 0
ATOM 497 ND2 ASN A 293 7.578 12.139 46.780 1.00 77.71 N
ATOM 498 ASN A 293 9.173 —14. 883 -44.683 1.00 58.68 C
ATOM 199 ASN A 293 8. 038 —11.129 -11.595 1.00 70.28 0
ATOM 500 HTS A 294 9.556 —16.059 —44.197 1.00 64. 32 N
ATOM 501 CA HIS A 294 8.653 17.004 43.542 [1.00 55.39 C
ATOM 502 CB HIS A 294 8.692 —18.308 —44. 289 1.00 53.93 C
ATOM 503 CG HIS A 291 8. 1143 —19.526 —13.137 1.00 56.62 C
ATOM 504 ND1 HIS A 294 7.207 —-19.896 -43.015 1.00 48.22 N
ATOM 505 CEL IIIS A 294 T.317 -21.012 -42.306 1.00 44. 18 C
ATOM 506 NE2 HIS A 294 8. 602 —-21.380 —42.292 1.00 45.06 N
ATOM 507 CD2 HIS A 294 9.316 —20.498 —42.989 1.00 51.36 C
ATOM 208 HIS A 294 9. 087 —-17.160 -42.137 1.00 55.50 C
ATOM 509 [IIS A 294 8.249 -17.221 -41.223 1.00 51.52 0
ATOM 210 VAL A 295 10. 416 -17.199 -41.973 1.00 56.73 N
ATOM 511 CA VAL A 293 11.112 -17.067 -40.683 1.00 53.77 C
ATOM 512 CB VAL A 295 12.630 -17.160 -40.875 1.00 48. 81 C
ATOM 513 CG1 VAL A 295 13.364 —-16. 725 -39.627 1.00 53.50 C
ATOM 514 (G2 VAL A 295 13.019 -18.574 41.232 1.00 45.35 ¢
ATOM 515 VAL A 295 10. 752 -15.791 -39.895 1.00 58. 82 C
ATOM 516 VAL A 295 10.439 15.864 38.701 1.00 61.37 0
ATOM 917 GLN A 296 10. 763 -14. 625 -40.529 1.00 61.41 N
ATOM 518 CA GLN A 296 10. 319 -13.136 -39.769 1.00 71.30 C
ATOM 519 CB GIN A 296 10.510 -12.121 -40.562 1.00 86. 54 C
ATOM 520 CG GLN A 296 11.920 11.517 40.469 [1.00102.26 C
ATOM 521 CD GLN A 296 13. 045 —12.465 -40.929 1.00112. 04 C
ATOM 522 O0E1 GLN A 296 12. 818 —-13. 287 -11.829 1.00116. 70 0
ATOM 523 NE2 GLN A 296 14. 230 -12. 352 —-40.303 1.00 95. 06 N
ATOM 524 GLN A 296 8. 877 —13.596 -39.240 [.00 69.72 C
ATOM 225 0 GLN A 296 8.5651 —13.145 -38.140 1.00 60. 95 0
ATOM 5326 N VAL A 297 8. 028 —14.262 —40.029 1.00 73.16 N
ATOM 527 CA VAL A 297 6. 624 —-14. 475 -39.649 1.00 66. 44 C
ATOM 528 CB VAL A 297 5.763 —-14.949 -40.817 1.00 60.71 C
ATOM 529 CG1 VAL A 297 4. 329 -15.126 -40. 357 1.00 58. 39 C
ATOM 330 CG2 VAL A 297 5.819 -13.961 —41.956 1.00 65.33 C
ATOM 231 C VAL A 297 6.513 -15.526 -38.572 1.00 61.83 C
ATOM 232 0 VAL A 297 5.738 -15.384 -37.619 1.00 57.20 0
ATOM 533 N LEU A 298 7.290 -16.589 -38.740 1.00 61.66 N
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ATOM 531 CA LEU A 298 7.267 -17.661 -37.781 1.00 57.85 C
ATOM 535 CB LEU A 298 8. 180 —-18.814 -38.198 1.00 49.61 C
ATOM 536 CG LEU A 298 8.151 -19.949 -37.167 1.00 48.36 C
ATOM 537 CD1 LEU A 298 0. 720 -20.452 -36.968 1.00 47.54 C
ATOM 538 (D2 LEU A 298 9.118 ~21.084 ~37.531 1.00 47. 32 C
ATOM 539 C  LEU A 298 7.632 17.104 ~36.414 1.00 55.51 c
ATOM 540 0 LEU A 298 6.838 -17.269 -35.462 1.00 5H4.73 0
ATOM 541 N VAL A 299 8.772 -16.407 -36.353 1.00 53.02 N
ATOM 542 CA VAL A 299 9.273 —15.813 -35. 110 1.00 57.28 C
ATOM 543 CB VAL A 299 10.656 —15. 151 -35.252 1.00 57.91 C
ATOM 544 CGl VAL A 299 11.101 -14.594 -33.912 1.00 52.51 C
ATOM 515 CG2 VAL A 299 11.691 —16. 115 -35. 776 1.00 59. 83 C
ATOM 546 C VAL A 299 8.321 -14.804 -34.485 1.00 58.79 C
ATOM 547 0 VAL A 299 8.205 —14.783 -33.279 1.00 6H.64 0
ATOM 548 N GLU A 300 7.643 —13.989 -35.293 1.00 60.03 N
ATOM 549 CA GLU A 300 6.649 -13.042 -34.798 1.00 60.63 C
ATOM 550 CB GLU A 300 6.157 —12.104 -35.927 1.00 80.96 C
ATOM 551 CG GLU A 300 4,777 -11.416 -35.735 1.00 88.19 C
ATOM 552 CD GLU A 300 3.581 —12.193 -36.339 1.00 95.22 C
ATOM 553 O0EL GLU A 300 3.762 12.923 37.345 1.00 94.41 0
ATOM 554 O0E2 GLU A 300 2.442 -12.078 -35.815 1.00 96. 81 0
ATOM 5h5 GLU A 300 5.483 —-13.770 -34. 177 1.00 59. 89 C
ATOM 5h6 GLU A 300 1.957 -13.313 -33. 110 1.00 66. 98 0
ATOM bh7 PHE A 301 5.004 -14. 848 -34.833 1.00 61.04 N
ATOM 558 CA PHE A 301 3.930 -15.673 -34.360 1.00 56.15 C
ATOM 559 CB PHE A 301 3.575 —-16.727 -35.407 1.00 47.18 C
ATOM 560 CG PHE A 301 9.497 17.671 ~34.977 1.00 44.94 C
ATOM 561 CD1 PHE A 301 1,215 ~17.218 ~34.730 1.00 47. 68 c
ATOM 562 CE1 PHE A 301 0.226 —18.089 -34.325 1.00 4hH.74 C
ATOM 563 CZ PHE A 301 0.595 19.426 ~34.173 1.00 48.04 C
ATOM 564 CE2 PHE A 301 [.789 19.892 34.433 L.00 42.87 C
ATOM 565 CD2 PHE A 301 2.765 -19.015 -34.824 1.00 45.13 C
ATOM 566 C PIIE A 301 4,293 -16.338 -33.034 1.00 61.65 C
ATOM 567 PHE A 301 3.469 —-16.442 -32.114 1.00 62. 89 0
ATOM 568 THR A 302 5.548 —-16. 750 —-32.942 1.00 61.58 N
ATOM 569 CA THR A 302 6.015 -17.495 -31.819 1.00 68.91 C
ATOM 570 CB THR A 302 7.312 —-18.226 -32.191 1.00 73.55 C
ATOM 571 0G1 THR A 302 7.101 —-18.931 -33.421 1.00 77.09 0
ATOM 572 CG2 THR A 302 7.701 —19.228 -31.124 1.00 69.21 C
ATOM 573 THR A 302 6. 125 —16.629 -30.558 .00 74. 14 C
ATOM 574 0 THR A 302 5.550 -16.971 -29.532 1.00 79.79 0
ATOM 575 LYS A 303 6.827 15.503 30.642 1.00 74.35 N
ATOM 576 CA LYS A 303 6.922 -11.510 -29.525 1.00 741.29 C
ATOM 577 (B LYS A 303 7.520 —13.217 -29.998 1.00 75. 35 C
ATOM 578 CG LYS A 303 9.027 -13.125 -29.874 1.00 79. 85 C
ATOM 579 CD LYS A 303 9.519 -11.856 —-30.533 1.00 91.13 C
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ATOM 580 CE LYS A 303 10. 364 -11.039 -29.575 1.00104. 04 C
ATOM 581 N7 T1YS A 303 10. 659 -9.712 -30.190 1.00124.50 N
ATOM 582 LYS A 303 5.593 -14.235 -28.844 1.00 72.45 C
ATOM 583 LYS A 303 5.542 -14.097 -27.619 1.00 75.10 0
ATOM 584 LYS A 304 4.533 14.114 29.642 1.00 63.63 N
ATOM 585 CA LYS A 304 3.200 -13.852 -29.113 1.00 61.93 C
ATOM 586 CB LYS A 304 2.375 —13.023 -30. 115 1.00 49. 28 C
ATOM 587 LYS A 304 2.440 -15.130 -28. 6501 1.00 66.56 C
ATOM 588 LYS A 304 1.241 -15.067 -28.373 1.00 71.71 0
ATOM 589 LEU A 305 3.119 -16.277 -28.569 1.00 61.25 N
ATOM 590 CA LEU A 305 2.180 -17.179 -28.033 1.00 60.69 C
ATOM 591 CB LEU A 305 3.126 —18.784 -28.550 1.00 65.44 C
ATOM 592 CG LEU A 305 2.806 —19.404 -29.943 1.00 62.71 C
ATOM 593 CD1 LLEL A 305 2.0513 -20. 888 -29.814 1.00 59.26 C
ATOM 594 (CD2 LEL A 305 1.620 -18.739 -30.627 1.00 61.96 C
ATOM 595 LEU A 305 2.512 17.433 26.517 1.00 60.98 C
ATOM 596 LEU A 305 3.576 —17.233 -25.922 1.00 64.73 0
ATOM 597 N PRO A 306 1.339 -17.605 -25.880 1.00 60.84 N
ATOM 598 CA PRO A 306 1. 170 —-17.555 -24,428 1.00 54.57 C
ATOM 599 (B PRO A 306 =0.160 -18.253 -24, 215 1.00 53.41 C
ATOM 600 CG PRO A 306 -0.951 -17.928 -25.451 1.00 58.61 C
ATOM 601 CD PRO A 306 0.041 -17.727 -26.575 1.00 62.98 C
ATOM 602 C PRO A 306 2.215 -18.319 -23. 738 1.00 61.37 C
ATOM 603 0 PRO A 306 2.059 -19.566 -23.641 1.00 73.69 0
ATOM 604 N GLY A 307 3.283 —-17.679 -23.294 1.00 64.42 N
ATOM 605 CA GLY A 307 4,299 -18.275 -22. 410 1.00 61.23 C
ATOM 606 C GLY A 307 5.670 —-18.332 -23.030 1.00 65.02 C
ATOM 607 GLY A 307 6.655 18.705 22.361 1.00 58.20 0
ATOM 608 PIIE A 308 5. 749 —17.955 -24.309 1.00 65.58 N
ATOM 609 CA PHE A 308 6.999 -18. 148 -25.039 1.00 68.30 C
ATOM 610 CB PHE A 308 6.923 -17.822 -26.523 1.00 67.39 C
ATOM 611 CG PHE A 308 8.024 -18.481 -27.318 1.00 65.20 C
ATOM 612 CD1 PHE A 308 7.941 -19.835 -27.658 1.00 60.02 C
ATOM 613 CE1 PHE A 308 8. 918 -20.152 -28.361 1.00 57.45
ATOM 614 C7Z PHE A 308 10. 073 -19.735 -28.732 1.00 65b.44 C
ATOM 615 CE2 PHE A 308 10. 180 —-18.399 -28.381 1.00 69.70 C
ATOM 616 CD2 PHE A 308 9.158 —-17.781 -27.668 1.00 64.72 C
ATOM 617 PHE A 308 8. 188 -17.423 -24. 483 1.00 70.98 C
ATOM 618 PHE A 308 9.241 -18.028 -24.327 1.00 78.86 0
ATOM 619 GLN A 309 8.029 16.128 24.229 1.00 75.46 N
ATOM 620 CA GLN A 309 9.131 -15.292 -23.760 1.00 73.33 C
ATOM 621 CB GLN A 309 8. 718 -13.822 -23.738 1.00 72.57 C
ATOM 622 CG GLN A 309 7.690 -13.486 —24,812 1.00 83.43 C
ATOM 623 CD GLN A 309 8.129 -12.398 —25,. 777 1.00 82.55 C
ATOM 624 O0OE1 GLN A 309 9.308 -12.279 -26.102 1.00 93.67 0
ATOM 625 NE2 GLN A 309 7.171 -11.611 -26. 263 1.00 79.68 N
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ATOM 626 GLN A 309 9.575 —1b.790 -22.386 1.00 76.61 C
ATOM 627 GLN A 309 10. 769 —-15.777 -22.055 1.00 74. 14 0
ATOM 628 THR A 310 8. 603 -16.295 -21.6214 1.00 77.23 N
ATOM 629 CA THR A 310 8.838 16.864 20.293 1.00 70.75 C
ATOM 630 CB THR A 310 7.504 -17.109 -19.534 1.00 67.36 C
ATOM 631 0G1 THR A 310 7.128 -18.487 -19.608 1.00 74.51 0
ATOM 632 (G2 THR A 310 6. 380 -16.249 -20.114 1.00 67.47 C
ATOM 633 THR A 310 9.752 -18.114 -20.301 1.00 65.70 C
ATOM 634 THR A 310 10. 323 -18.474 -19.283 1.00 67.90 0
ATOM 635 LEU A 311 9.918 —18.759 -21.445 1.00 66. 28 N
ATOM 636 CA LEU A 311 10.856 19.875 21.528 1.00 73.71 C
ATOM 637 (B LEU A 311 10. 671 -20.648 -22.830 1.00 77.09 C
ATOM 638 (G LEU A 311 9.391 -21.473 -22.965 1.00 85.59 C
ATOM 639 (D1 LEU A 311 9. 540 -22.322 -24.221 1.00 96. 45 C
ATOM 640 (D2 LEU A 311 9.0h3 -22.356 -21.764 1.00 65h.05 C
ATOM 641 LEU A 311 12.291 -19.414 -21.423 1.00 75.89 C
ATOM 642 ILEU A 311 12.551 -18.215 -21.379 1.00 87.18 0
ATOM 643 N ASP A 312 13.223 -20.365 -21.401 1.00 80.65 N
ATOM 641 CA ASP A 312 11. 653 -20.051 -21.361 1.00 81.19 C
ATOM 645 (B ASP A 312 15.488 21.343 21.386 1.00 91.90 C
ATOM 646 CG ASP A 312 16. 722 -21.282 -20.475 1.00 99. 46 C
ATOM 647 OD1 ASP A 312 16. 624 -20.734 -19.352 1.00111.81 0
ATOM 648 0D2 ASP A 312 17. 787 -21.809 -20.873 1.00 95.02 0
ATOM 649 ASP A 312 14. 977 -19.178 -22.558 1.00 83. 46 C
ATOM 650 ASP A 312 14.104 -18.489 -23.065 1.00 82.51 0
ATOM 651 HIS A 313 16. 224 -19.194 -23.011 1.00 87.88 N
ATOM 652 CA 1IIS A 313 16.629 —-18.383 -24. 154 1.00 86.21 C
ATOM 653 (B HIS A 313 17.734 -17.400 -23.759 1.00 86.61 c
ATOM 654 (G HIS A 313 18. 578 -16.924 -24.924 1.00102. 61 C
ATOM 655 ND1 HIS A 313 18. 093 -16. 121 -25.897 1.00107.37 N
ATOM 656 CE1 HIS A 313 19. 068 -15.862 -26.794 1.00108.17 C
ATOM 657 NE2 HIS A 313 20. 183 -16.508 -26.398 1.00109. 77 N
ATOM 658 (D2 HTS A 313 19.917 -17.171 -25.248 1.00105.73 C
ATOM 659 I1IS A 313 17. 074 -19.294 -25.247 1.00 81.94 C
ATOM 660 HIS A 313 16. 713 -19. 131 -26.410 1.00 74.47 0
ATOM 661 GLU A 314 17.872 20.277 24.871 1.00 84.93 N
ATOM 662 CA GLU A 3141 18.319 -21.277 -25.818 1.00 92.99 C
ATOM 663 (B GLU A 314 19.602 -21.910 -25.309 1.00 97.74 C
ATOM 664 CG GLU A 314 20. 756 -20.928 -25.395 1.00104. 21 C
ATOM 665 CD GLU A 314 21.936 -21.345 -24.5539 1.00117.42 C
ATOM 666 OF1 GLU A 314 22.139 -20.729 -23.487 1.00135.67 0
ATOM 667 OE2 GLU A 314 22.651 —22.286 -24.971 1.00115.15 0
ATOM 668 GLU A 314 17.218 -22.302 -26.116 1.00 91.59 C
ATOM 669 GLU A 311 17.133 -22.837 -27.220 1.00 86.97 0
ATOM 670 ASP A 315 16.367 22.550 25.123 1.00 91.37 N
ATOM 671 CA ASP A 315 15. 148 -23.296 -25.334 1.00 79.39 C
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ATOM 672 CB ASP A 315 14. 327 -23.372 -24.042 1.00 77.31 C
ATOM 673 CG ASP A 315 14.7h4 =24, 5507 -23.119 1.00 86.47 C
ATOM 674 0ODL ASP A 315 15.774 -25.241 -23.406 1.00 85.05 0
ATOM 675 0D2 ASP A 315 11. 060 -21.808 -22.096 1.00 82.62 0
ATOM 676 ASP A 315 14.376 22.626 26.468 1.00 80.29 C
ATOM 677 ASP A 315 14. 005 -23. 277 -27.451 1.00 87.76 0
ATOM 678 GLN A 316 14. 188 -21.317 -26.361 1.00 68.47 N
ATOM 679 CA GLN A 316 13.529 -20.570 -27.415 1.00 58. 86 C
ATOM 680 CB GIN A 316 13.459 -19.099 -27.073 1.00 h7.75 C
ATOM 681 CG GLN A 316 12. 668 —18. 837 -25.819 1.00 62.68 C
ATOM 682 (D GLN A 316 12.523 -17.374 -25.543 1.00 61.67 C
ATOM 683 OEL GLN A 316 12.790 —16.558 -26.425 1.00 61. 14 0
ATOM 681 NE2 GLN A 316 12.090 -17.020 -24.317 1.00 58.67 N
ATOM 685 GLN A 316 14.217 -20. 747 -28. 746 1.00 60.12 C
ATOM 686 GLN A 316 13.546 —20.926 -29.761 1.00 71.58 0
ATOM 687 ILE A 317 15.543 -20.716 -28.766 1.00 52.73 N
ATOM 688 CA ILE A 317 16. 218 -20. 680 -30.044 1.00 53.71 C
ATOM 689 (B TLE A 317 17.712 -20.537 -29.986 1.00 52.18 C
ATOM 690 CG1 ILE A 317 17.951 -19. 250 -29.203 1.00 60.47 C
ATOM 691 (D1 ILE A 317 17.144 -18.084 -29.714 1.00 73.43 C
ATOM 692 (G2 ILE A 317 18.264 20.361 31.374 1.00 46.56 C
ATOM 693 ILE A 317 15.993 -22.279 -30.630 1.00 52.73 C
ATOM 694 ILE A 317 15.635 -22. 408 -31.798 1.00 49.64 0
ATOM 695 ALA A 318 16. 166 —23.302 -29.796 1.00 55.99 N
ATOM 696 CA ALA A 318 16.036 —24. 701 -30.205 1.00 58.60 C
ATOM 697 CB ALA A 318 16. 460 -25.629 -29.089 1.00 60.99 C
ATOM 698 ALA A 318 14.634 -25.074 -30.712 1.00 60.06 C
ATOM 699 ALA A 318 14.515 -25.807 -31.716 1.00 52.87 0
ATOM 700 LEU A 319 13.599 -24.560 -30.040 1.00 52.58 N
ATOM 701 CA LEU A 319 12.224 24.658 30.548 1.00 53.33 C
ATOM 702 CB LEU A 319 11. 245 -23.762 -29. 773 1.00 46. 69 C
ATOM 703 CG LEU A 319 11. 044 -24. 241 -28.350 1.00 47.08 C
ATOM 704 CD1 LEU A 319 10. 111 -23.275 -27.674 1.00 55.32 C
ATOM 705 CD2 LEU A 319 10. 469 —25.6h3 -28.288 1.00 44.56 C
ATOM 706 LEU A 319 12.201 -24.288 -32.010 1.00 55.40 C
ATOM 707 LEU A 319 12. 082 -25.175 -32.857 1.00 53. 96 0
ATOM 708 LEU A 320 12.351 —22.982 -32.275 1.00 59.00 N
ATOM 709 CA LEU A 320 12.311 -22.372 -33.613 1.00 55.52 C
ATOM 710 CB LEU A 320 12.664 -20.893 -33.481 1.00 59.19 C
ATOM 711 CG LEU A 320 11.676 -19. 713 -33.524 1.00 62.42 C
ATOM 712 CD1 LEU A 320 10. 262 -20. 088 -33.129 1.00 61.77 C
ATOM 713 (D2 LEU A 320 12.180 -18.546 -32.673 1.00 62.36 C
ATOM 714 C LEU A 320 13.226 -23. 049 -34.664 1.00 56. 61 C
ATOM 715 LEU A 320 12.822 -23.265 -35.794 1.00 52.97 0
ATOM 716 LYS A 321 14. 455 -23.392 -34.300 1.00 59.91 N
ATOM 717 CA LYS A 321 15.317 24.133 35.214 1.00 64.97 C
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ATOM 718 CB LYS A 321 16. 718 -21. 370 -31.612 1.00 80.31 C
ATOM 719 CG LYS A 321 17.607 -25.332 -35.405 1.00 75.85 C
ATOM 720 CD LYS A 321 18.992 -25.466 -34.790 1.00 90.17 C
ATOM 721 CE 1.YS A 321 19. 656 -26. 769 -35.243 1.00109. 74 C
ATOM 722 NZ LYS A 321 20.940 -27. 111 -34.545 1.00110.75 N
ATOM 723 LYS A 321 14. 662 -25.455 -35.556 1.00 62.81 C
ATOM 724 LYS A 321 14.874 25.968 36.645 1.00 68.21 [¢]
ATOM 725 GLY A 322 13. 869 —-25.991 -34.621 1.00 60.22 N
ATOM 726 CA GLY A 322 13.135 -27.255 -34.812 1.00 52.21 C
ATOM 727 GLY A 322 11.868 -27.108 -35.622 1.00 50.83 C
ATOM 728 GLY A 322 11.931 -27.988 -36.429 1.00 55.11 0
ATOM 729 SER A 323 11. 187 —25.977 -35.451 1.00 48.32 N
ATOM 730 CA SER A 323 9.925 -25.725 -36.150 1.00 17.38 C
ATOM 731 CB SER A 323 9.050 —-24.764 -35.375 1.00 47.62 C
ATOM 732 0G SER A 323 9.558 —-24.504 -34.092 1.00 61.38 0
ATOM 733 SER A 323 10. 053 -25.189 -37.281 1.00 49.65 C
ATOM 734 SER A 323 9.205 -25.521 -38.420 1.00 51.45 0
ATOM 735 ALA A 324 11.073 24.370 37.872 1.00 46.07 N
ATOM 736 CA ALA A 324 11,127 23.634 39.166 1.00 46.31 C
ATOM 737 CB ALA A 324 12.506 -23.010 -39.405 1.00 42.02 C
ATOM 738 ALA A 324 10. 677 -24. 441 -40.405 1.00 44. 46 C
ATOM 739 ALA A 324 9.881 -23.995 -41. 227 1.00 42.56 0
ATOM 740 VAL A 325 11. 205 -25.636 —40.556 1.00 47.80 N
ATOM 741 CA VAL A 325 10. 810 -26.419 -41.698 1.00 48.87 C
ATOM 712 CB VAL A 325 11.911 -27.100 -12.095 1.00 17.56 C
ATOM 743 CG1 VAL A 325 11. 345 -28.592 -42.833 1.00 61.86 C
ATOM 744 CG2 VAL A 325 12.913 26,684 42.984 1.00 50,22 C
ATOM 745 VAL A 325 9.412 -27.009 -41.493 1.00 50. 85 C
ATOM 746 VAL A 325 8. 488 -26.682 —42.205 1.00 53.67 0
ATOM 747 GLU A 326 9.229 27.853 40.496 1.00 56.64 N
ATOM 748 CA GLU A 326 7.878 -28.339 -40.237 1.00 53.58 C
ATOM 749 CB GLU A 326 7.733 -28.904 -38.809 1.00 50.94 C
ATOM 750 CG GLU A 326 8. 804 -29.939 -38.467 1.00 55.81 C
ATOM 751 CD GLU A 326 8. 040 -30. 778 -37.207 1.00 61.68 C
ATOM 752 O0E1 GLU A 326 7.453 -30.657 -36.600 1.00 71.26 0
ATOM 753 O0E2 GLU A 326 9.125 -31.583 -36.821 1.00 51.78 0
ATOM 754 GLU A 326 6. 850 —27.243 —40.558 1.00 47.09 C
ATOM 755 GLU A 326 6. 023 —-27.425 —41.446 1.00 41.35 0
ATOM 756 ATLA A 327 6. 938 —-26.098 -39.88> 1.00 48.19 N
ATOM 757 CA ALA A 327 5. 874 -25.061 -39.968 1.00 52.80 C
ATOM 758 (B ALA A 327 6.054 -24.019 -38.866 1.00 51.08 C
ATOM 759 ALA A 327 5.690 24.382 41.358 1.00 48.67 C
ATOM 760 ALA A 327 4,658 -23.800 —41.667 1.00 49. 66 0
ATOM 761 MET A 328 6. 706 —24. 447 -42.183 1.00 47. 36 N
ATOM 762 CA MET A 328 6.073 —-24.026 -43.554 1.00 50.68 C
ATOM 763 CB MET A 328 7.967 -23.787 44,146 1.00 54.59 C
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ATOM 764 CG MET A 328 8.074 -23.785 -45.660 1.00 59. 86 C
ATOM 765 SD MET A 328 9. 781 -23.343 -16.062 1.00 77.23 S
ATOM 766 CE MET A 328 10. 432 -24.944 -46.515 1.00 64. 46 C
ATOM 67 MET A 328 5. 780 —25. 064 —-44.344 1.00 51.40 C
ATOM 768 MET A 328 4,924 -24,.689 -45. 125 1.00 55.19 0
ATOM 769 PHE A 329 6.049 26.358 44.136 1.00 54.63 N
ATOM 770 CA PHE A 329 5. 265 -27.446 —-44.770 1.00 56.60 C
ATOM 771 CB PHE A 329 5. 824 -28.807 -44.399 1.00 52.94 C
ATOM 772 CG PHE A 329 6.943 -29.217 -45.274 1.00 59.50 C
ATOM 773 CD1 PHE A 329 6. 812 -30. 316 -16. 060 1.00 59. 156 C
ATOM 774 CE1 PIIE A 329 7.871 -30.694 -46.903 1.00 71.77 C
ATOM 775 (€7 PHE A 329 9.017 -29.893 -46.991 1.00 75.62 C
ATOM 776 CE2 PHE A 329 9.125 -28. 755 -46.225 1.00 67.35 C
ATOM 777 (D2 PHE A 329 8.085 -28.417 -45.372 1.00 65. 39 C
ATOM 778 PHE A 329 3. 789 -27.370 —11.1142 1.00 59.10 C
ATOM 779 PIIE A 329 2.932 -27.664 -45.264 .00 63.93 0
ATOM 780 N LEU A 330 3.510 -26.926 -43.235 1.00 56.91 N
ATOM 781 CA LEU A 330 2.171 -26. 765 -42.788 1.00 56. 48 C
ATOM 782 (B LEU A 330 2.227 26.638 41.276 1.00 56.95 C
ATOM 783 (G LEU A 330 1.002 -27.135 —40.546 1.00 56. 77 C
ATOM 784 (D1 LEU A 330 0.548 -28.475 -41.126 1.00 51.23 C
ATOM 785 (D2 LEU A 330 1.394 -27.209 -39.078 1.00 56.46 C
ATOM 186 LEU A 330 1. 1479 -25.519 -13.131 1.00 51. 93 C
ATOM 87 LEU A 330 0.285 -25.575 -43.708 1.00 54. 41 0
ATOM T88 ARG A 331 2.230 —-24.477 -43.650 1.00 59. 45 N
ATOM 789 C(CA ARG A 331 1.710 -23.299 -44.316 1.00 59. 74 C
ATOM 790 (B ARG A 331 2. 755 -22.198 -44.350 1.00 63.71 C
ATOM 791 CG ARG A 331 9.153 ~20.821 44.556 1.00 71.31 c
ATOM 792 CD ARG A 331 2.078 -20.077 -43.229 1.00 71.87 C
ATOM 793 NE ARG A 331 0.747 -19.532 -43.008 1.00 68.91 N
ATOM 794 (CZ ARG A 331 0.394 -18.779 -41.964 1.00 73.36 C
ATOM 795 NH1 ARG A 331 1.278 18.465 41.022 1.00 67.47 N
ATOM 796 NH2 ARG A 331 -0.862 —18.330 -41.865 1.00 76.61 N
ATOM 797 ARG A 331 1.368 -23.671 —-45.746 1.00 62.02 C
ATOM 798 ARG A 331 0.323 -23.262 -46.288 1.00 64.71 0
ATOM 799 SER A 332 2.254 -24, 444 -46.361 1.00 53.41 N
ATOM 800 CA SER A 332 2.112 24.713 47.764 1.00 59.33 C
ATOM 801 (B SER A 332 3.216 -25.630 -48.250 1.00 65.17 C
ATOM 802 0G SER A 332 4,452 —25. 278 -47.679 1.00 69. 68 0
ATOM 803 SER A 332 0.814 -25.429 -47.901 1.00 57.30 C
ATOM 801 SER A 332 -0.005 —25.111 -18.7147 1.00 51.71 0
ATOM 805 ALA A 333 0.638 —26.399 -47.020 .00 63. 13 N
ATOM 806 CA ALA A 333 -0.484 -27.297 -47.075 1.00 61.51 C
ATOM 807 (B ALA A 333 -0.357 -28.335 -45.969 1.00 62. 00 C
ATOM 808 ALA A 333 1.806 26.514 47.002 1.00 60.01 C
ATOM 809 ALA A 333 -2.690 -26. 756 -47.802 1.00 60.51 0
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ATOM 810 N GLU A 331 -1.921 -25.562 -16.075 1.00 62.61 N
ATOM 811 CA GLU A 334 -3.060 -24.633 -46.045 1.00 66.75 C
ATOM 812 CB GLU A 331 -2.861 -23.571 —11.919 1.00 66.73 C
ATOM 813 CG GLU A 334 -3.982 -22.541 -44.830 1.00 73.35 C
ATOM 814 CD GLU A 334 -3. 878 -21.695 —-43.567 1.00 84.01 C
ATOM 815 OFE1 GLU A 334 -2.802 -21.681 —42.930 1.00 94.13 0
ATOM 816 OF2 GLU A 334 -4, 866 -21.036 —43. 194 [.00 82.24 0
ATOM 817 GLU A 334 -3.274 -23.968 -47.430 1.00 69.28 C
ATOM 818 GLU A 334 -4, 357 -24.081 -48.021 1.00 59.62 0
ATOM 819 ILE A 335 -2.248 -23.293 -47.952 1.00 62.70 N
ATOM 820 CA ILE A 335 -2.352 -22.729 -49.292 1.00 67.98 C
ATOM 821 CB ILE A 335 —1.025 —22.006 —49.744 1.00 74.77 C
ATOM 822 CG1 ILE A 335 -0. 700 -20. 870 -48.829 1.00 67.09 C
ATOM 823 (D1 ILE A 335 -1.919 -20.039 -48.504 1.00 58.03 C
ATOM 824 (G2 ILE A 335 -1.070 -21.638 -51.220 1.00 68.45 C
ATOM 825 1LE A 335 —2. 87 —23.773 —h50.296 1.00 68.48 C
ATOM 826 ILE A 335 4,069 23.746 50.616 1.00 70.77 0
ATOM 827 PHE A 336 -1.996 —24. 685 —-5H0.742 1.00 66.07 N
ATOM 828 CA PHE A 336 2.296 25.836 51.636 1.00 70.37 C
ATOM 829 (B PHE A 336 -1. 266 —26.971 -51.361 1.00 73.5H6 C
ATOM 830 CG PHE A 336 1.267 28.133 52.347 1.00 83.32 C
ATOM 831 (D1 PHE A 336 -0.289 -28.228 -53.331 1.00 8b.23 C
ATOM 832 CE1 PHE A 336 -0.260 -29.325 -54.202 1.00 86.89 C
ATOM 833 CZ PHE A 336 -1.188 -30.358 -54.075 1.00 85.97 C
ATOM 834 CE2 PHE A 336 -2.152 -30.306 -53.079 1.00 78.88 C
ATOM 835 (D2 PHE A 336 =2, 177 -29.210 -52.212 1.00 93.50 C
ATOM 836 PHE A 336 -3. 742 -26.403 -51.661 1.00 73.69 C
ATOM 837 PHE A 336 -4, 162 -26.922 -52.692 1.00 82.48 0
ATOM 838 ASN A 337 -4. 498 -26. 286 —50.567 1.00 72.78 N
ATOM 839 CA ASN A 337 -5.924 -26.658 -50.580 1.00 82.91 C
ATOM 840 CB ASN A 337 -6. 135 -28.099 -50.089 1.00 85.87 C
ATOM 841 CG ASN A 337 -5, 188 -28.485 -48.978 1.00 80.60 C
ATOM 842 0D1 ASN A 337 -4, 661 —29.593 —-48. 960 1.00 8>.60 0
ATOM 843 ND2 ASN A 337 -4,984 -27.587 -48.033 1.00 96.17 N
ATOM 844 C ASN A 337 -6, 970 —2h. 731 —49.920 1.00 89.01 C
ATOM 845 ASN A 337 -8.174 -25.922 -50.127 1.00 90.54 0
ATOM 846 1.LYS A 338 —6. 534 —24. 759 —49. 119 1.00 93.60 N
ATOM 847 CA LYS A 338 7.475 23.778 48.562 1.00 91.06 C
ATOM 848 (B T1.YS A 338 —7.135 —23.37H —47.120 1.00 80.07 C
ATOM 849 LYS A 338 7.520 22.574 49.489 1.00 92.41 C
ATOM 850 1.YS A 338 -8.576 —22. 277 -50. 015 1.00 92. 60 0
ATOM 851 LYS A 339 -6.381 -21.897 -49.664 1.00 91.02 N
ATOM 852 CA LYS A 339 -6. 211 -20.891 -50.713 1.00100.18 C
ATOM 853 (B LYS A 339 -4, 898 -20.168 -50.571 1.00109.14 C
ATOM 854 CG LYS A 339 -4,796 -18. 797 -51.247 1.00120.94 C
ATOM 855 CD LYS A 339 -3.999 -18.876 -52.552 1.00133.47 C
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ATOM 856 CE LYS A 339 -3.153 -17.622 -52.813 1.00139. 65 C
ATOM 87 NZ LYS A 339 -2.052 -17.801 -53.819 1.00126. 30 N
ATOM 858 LYS A 339 -6.370 —-21.650 -52.047 1.00 96. 18 C
ATOM 859 LLYS A 339 -6. 694 -22.843 -52.026 1.00 96.13 0
ATOM 860 LEU A 340 -6. 155 -20. 980 -53.183 1.00 83.77 N
ATOM 861 CA LEU A 340 6.213 21.630 54.504 1.00 99.84 C
ATOM 862 CB LEU A 340 -5.086 -22.673 —-54.630 1.00 95.45 C
ATOM 863 (G LEU A 340 -5.251 -24.063 -55.263 1.00 86. 80 C
ATOM 864 (D1 LEU A 340 -3.878 —-24.682 -ha.445 1.00 74.75 C
ATOM 865 (D2 LEL A 340 -6. 138 —24.984 -54.431 1.00 91.28 C
ATOM 866 LEU A 340 7.604 22.219 54.880 1.00122.11 C
ATOM 867 I.EL A 340 -8.332 -22. 714 -54.000 1.00124.19 0
ATOM 868 PRO A 341 =7.972 -22.165 -56.189 1.00129. 21 N
ATOM 869 C(CA PRO A 341 -9.256 -22.681 -56.699 1.00123.39 C
ATOM 870 CB PRO A 311 -9.156 -22.110 -58.209 1.00116.59 C
ATOM 871l CG PRO A 341 -8.243 -21.277 -58.334 1.00120. 32 C
ATOM 872 (D PRO A 341 =7.223 -21.459 -h7.249 1.00122. 04 C
ATOM 873 PRO A 341 -9.490 -24.164 -56.402 1.00126.17 C
ATOM 874 PRO A 341 -9.887 -24.505 -55.285 1.00119.75 0
ATOM 875 SER A 342 -9.249 -25.027 -57.392 1.00139.18 N
ATOM 876 CA SLR A 342 -9.495 -26.468 -57.249 1.00144. 09 C
ATOM 877 (CB SER A 342 -10.695 -26. 899 -hHR. 106 1.00136. 31 C
ATOM 878 0G SER A 342 -11. 188 -28.169 —-57.695 1.00136. 81 0
ATOM 879 SER A 342 8.264 27.361 57.523 1.00144. 85 C
ATOM 880 SER A 342 -8.282 -28.198 -h8. 433 1.0014h. 23 0
ATOM 881 GLY A 343 =7.201 -27.148 -56.738 1.00145.23 N
ATOM 882 CA GLY A 343 -6. 060 —-28.077 -56.605 1.00138.81 C
ATOM 883 C GLY A 313 5.120 ~28.315 -57.778 1.00142.19 ¢
ATOM 884 GLY A 343 —4.456 -27.391 -58.258 1.00142.71 0
ATOM 885 HTS A 344 -5.075 -29.575 -h8.216 1.00143. 40 N
ATOM 886 CA HIS A 344 -4, 155 -30. 083 -59.250 1.00141.02 C
ATOM 887 (B HIS A 344 -4.699 -31.379 -59.866 1.00133.69 C
ATOM 888 (G HIS A 344 -6. 106 -31.262 -60.411 1.00131.68 C
ATOM 889 ND1 HIS A 344 -6.364 -31.153 -61.729 1.00130. 33 N
ATOM 890 CE1 HIS A 344 -7.696 -31.074 -61.922 1.00130.19 C
ATOM 891 NE2 HIS A 344 -8.295 -31.134 -60.721 1.00137.10 N
ATOM 892 (D2 HIS A 344 7.343 31.253 59.765 1.00130.93 C
ATOM 893 HTS A 344 -3.704 -29.108 -60.326 1.00145. 45 C
ATOM 894 HIS A 344 -4, 452 -28.807 -61.255 1.00157.91 0
ATOM 895 SER A 345 -2.472 -28.604 -60.221 1.00134. 15 N
ATOM 896 C(CA SER A 315 —1.5b2 -28.895 —59.112 1.00137. 25 C
ATOM 897 (B SER A 345 -1.286 -30.411 -58.957 1.00141.52 C
ATOM 898 0G SFR A 345 -0. 741 -30.969 -60. 144 1.00144. 70 0
ATOM 899 SER A 345 -0. 230 -28. 144 -59.305 1.00124.13 C
ATOM 900 SER A 345 0.857 -28.719 -59.142 1.00101.11 0
ATOM 901 ASP A 346 -0. 328 —26. 864 -59.663 1.00106. 09 N
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ATOM 902 CA ASP A 346 0. 849 -26. 015 -29.820 1.00102.92 C
ATOM 903 CB ASP A 346 1.392 -25.598 -58.447 1.00 97. 96 C
ATOM 904 (G ASP A 346 0.323 —24.950 -57.567 1.00 90. 88 C
ATOM 905 0Dl ASP A 346 -0. 730 -24.581 -58. 112 1.00 92.13 0
ATOM 906 0D2 ASP A 346 0.520 24.814 56.337 1.00 85.92 0
ATOM 907 ASP A 346 1.910 -26. 697 -60.698 1.00106. 08 C
ATOM 908 ASP A 346 2.592 -26. 040 -61.505 1.00110.93 0
ATOM 909 LEU A 347 2.032 -28.015 -60.520 1.00 99.50 N
ATOM 910 CA LEU A 347 2.561 -28.940 -61.537 1.00107.46 C
ATOM 911 CB LEU A 347 1.412 -29.437 -62.440 1.00101. 24 C
ATOM 912 CG LEU A 347 0.243 -28.482 -62. 750 1.00104. 48 C
ATOM 913 (D1 LEU A 347 0.519 -27.b515 -63.893 1.00 96. 33 C
ATOM 914 CD2 LEU A 347 -1.032 -29. 267 -63.021 1.00107.17 C
ATOM 915 LEU A 347 3.713 -28.396 -62.379 1.00107.53 C
ATOM 916 LEU A 347 3.880 -28.773 -63.542 1.00 91.70 0
ATOM 917 I.LEU A 348 4.502 -27.513 -61.772 1.00108. 64 N
ATOM 918 CA LEU A 348 5. 669 —26. 925 -62.111 1.00112. 26 C
ATOM 919 CB LLCU A 348 6. 278 -25.869 -61.486 1.00110.90 C
ATOM 920 CG LEU A 348 7.049 26.305 60.216 1.00113.90 C
ATOM 921 CD1 LEU A 348 6.334 -27.364 -59.361 1.00103.95 C
ATOM 922 (D2 LEU A 348 8.485 —-26. 728 —-60.534 1.00 97.57 C
ATOM 923 LEU A 348 6. 742 -27.964 -62.762 1.00117.26 C
ATOM 924 LEU A 348 7.511 -27.749 -63.685 1.00109.91 0
ATOM 925 GLU A 349 6.763 29.080 62.025 1.00123.79 N
ATOM 926 CA CGLU A 349 7.914 -30.007 -61.921 1.00119.63 C
ATOM 927 OB GLU A 349 7.476 -31.431 “61.631 1.00110, 22 0
ATOM 928 (G GLU A 349 6. 190 -31.552 -60. 859 1.00104. 40 C
ATOM 929 (€D GLU A 349 5.606 -32.923 -61.030 1.00103.59 C
ATOM 930 OE1 GLU A 349 4,365 -33.029 -61.109 1.00100.55 0
ATOM 931 OE2 GLU A 349 6. 402 -33.889 -61.108 1.00107. 545 0
ATOM 932 GLU A 319 8. 892 -30. 063 -63.097 1.00121. 05 C
ATOM 933 GLU A 349 10. 054 -30.243 -62.911 1.00125.00 0
ATOM 934 GLU A 350 8.295 -29.956 -64.302 1.00125.72 N
ATOM 935 CA GLU A 350 9.092 -29.788 -65.523 1.00130.12 C
ATOM 936 CB GLU A 350 8.204 -29.858 -66.776 1.00120.02 C
ATOM 937 CG GLU A 350 6. 892 -29.092 -66.676 1.00116. 65 C
ATOM 938 CD GLU A 350 5.684 -29.941 -67.039 1.00124. 47 C
ATOM 939 O0E1 GLU A 350 5.538 31.068 66.491 1.00122.57 0
ATOM 940 OE2 GLU A 350 4. 867 —-29.475 -67.864 1.00118. 46 0
ATOM 941 GLU A 350 9.869 -28.470 —-65.433 1.00136. 14 C
ATOM 942 GLU A 350 10. 347 -27.935 —66.443 1.00135.13 0
ATOM 943 ARG A 351 9.983 -27.978 -64. 193 1.00139. 80 N
ATOM 944 CA ARG A 351 10. 716 26.767 63.848 1.00133.48 C
ATOM 945 (CB ARG A 351 9. 780 -25.547 -63.861 1.00123.93 C
ATOM 916 ARG A 351 11.118 —26. 857 -62.199 1.00130.90 C
ATOM 947 ARG A 351 12. 004 -25.854 -62.047 1.00133.48 0
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ATOM 918 N ILE A 352 11.168 -28. 029 -61.857 1.00130.23 N
ATOM 919 CA 1ILE A 352 12. 181 -28. 113 -60.563 1.00110. 25 C
ATOM 950 CB ILE A 352 11.679 -29.296 -59.637 1.00135.27 C
ATOM 951 CG1 TLE A 352 12.534 -30.579 -59.735 1.00133.63 C
ATOM 952 (D1 ILE A 352 12.260 -31.484 -60.922 1.00145. 05 C
ATOM 953 (G2 ILE A 352 10. 183 -29.504 -59.799 1.00141.81 C
ATOM 954 C ILE A 352 13.706 28.165 60.705 1.00143. 17 C
ATOM 955 0 ILE A 352 14. 279 -29.076 -61.316 1.00153. 89 0
ATOM 956 ARG A 353 14. 344 -27.126 -60.159 1.00146. 73 N
ATOM 957 CA ARG A 353 15.803 -27.023 -60.126 1.00150. 03 C
ATOM 958 CB ARG A 353 16. 253 —25.598 -60.514 1.00138. 30 C
ATOM 959 CG ARG A 353 17.697 -25.438 -61.001 1.00125.87 C
ATOM 960 CD ARG A 353 18. 158 —-26.530 -61.967 1.00131.21 C
ATOM 961 NE ARG A 353 19.071 -27.495 -61.337 1.00127.85 N
ATOM 962 (CZ ARG A 353 19.719 -28.473 -61.976 1.00122.02 C
ATOM 963 NH1 ARG A 3573 19.572 -28. 654 -63.286 1.00126. 04 N
ATOM 964 NH2 ARG A 353 20.526 -29.276 -61.301 1.00110. 49 N
ATOM 965 ARG A 353 16. 271 -27.421 -58.721 1.00152.03 C
ATOM 966 ARG A 353 15.433 27.803 57.871 1.00154.63 0
ATOM 967 ASN A 354 17.594 —-27.367 —-58.490 1.00152. 81 N
ATOM 968 CA ASN A 354 18. 153 -27.602 -57.161 1.00139.59 C
ATOM 969 CB ASN A 354 19.581 -28.167 —-57.236 1.00142.59 C
ATOM 970 CG ASN A 354 19.612 -29. 655 -57.555 1.00143.59 C
ATOM 971 0OD1 ASN A 354 18.909 -30.127 -58.452 1.00135. 70 0
ATOM 972 ND2 ASN A 351 20.139 -30.101 -56.823 1.00139. 02 N
ATOM 973 C ASN A 354 18.096 -26. 330 -56.320 1.00136. 02 C
ATOM 974 O ASN A 354 17.340 ~25.398 56.657 1.00111.48 0
ATOM 975 N  SER A 355 18.900 -26.313 -55.244 1.00132. 96 N
ATOM 976 CA SER A 355 18.945 -25.235 -54.229 1.00123.60 C
ATOM 977 (B SER A 355 17.589 25.082 53.528 1.00114. 25 C
ATOM 978 0G SER A 355 17.746 -24. 450 -52.270 1.00106. 25 0
ATOM 979 SER A 355 20.066 —-25.312 -53.154 1.00115.95 C
ATOM 980 SER A 355 20. 366 —24.297 -52.519 1.00110.19 0
ATOM 981 N GLY A 356 20. 665 —26.478 -52.905 1.00113.67 N
ATOM 982 CA GLY A 356 20.295 -27.747 -53.503 1.00119. 68 C
ATOM 983 C GLY A 356 18.968 —-28.211 -52.968 1.00117.39 C
ATOM 981 0 GLY A 356 18.816 —28.167 -51.765 1.00110.81 0
ATOM 985 ILE A 357 18.008 —-28. 358 -53.882 1.00107.57 N
ATOM 986 CA TIE A 3577 16. 685 —-28. 898 -h3.628 1.00117.36 C
ATOM 987 (B 1ILE A 3577 15. 700 -27. 818 -h3.077 1.00111. 80 C
ATOM 988 (Gl ILE A 3577 15. 872 -27.645 -h1.552 1.00107. 36 C
ATOM 989 (DIl ILE A 357 15. 197 26.440 50.914 1.00 82.84 C
ATOM 990 CG2 ILE A 357 14. 251 -28.169 -53.400 1.00112. 35 C
ATOM 991 ILE A 357 16. 247 -29. 483 -54.977 1.00129. 31 C
ATOM 992 ILE A 357 16.179 -28. 750 -55.955 1.00 35.23
ATOM 993 SER A 358 15.987 -30. 795 -55.036 1.00130.11 N
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ATOM 994 CA SER A 338 15.687 31.483 56.310 1.00120.57 C
ATOM 995 (B SER A 338 16. 666 —32.637 —56.555 1.00138.50 C
ATOM 996 0G SER A 338 17.827 -32.194 —-57.243 1.00154. 78 0
ATOM 997 C SCER A 358 14. 232 -31.932 —-56.520 1.00110.13 C
ATOM 998 SER A 358 13. 355 -31.096 -56.726 1.00109.57 0
ATOM 999 N ALA A 359 13.991 ~33.218 56,185 1.00109. 37 N
ATOM 1000 CA ALA A 359 12.678 ~33.840 ~56.795 1.00103. 82 c
ATOM 1001 CB ALA A 339 12. 747 -34. 686 -58.058 1.00 99. 74
ATOM 1002 ALA A 359 12. 122 -34. 667 —55.648 1.00104. 08 C
ATOM 1003 ALA A 359 10.941 -35.011 -55.648 1.00104. 63 0
ATOM 1004 GLU A 360 12.981 —-34.992 -54.682 1.00109. 76 N
ATOM 1005 CA GLU A 360 12.566 35.650 53.434 [.00108.21 C
ATOM 1006 CB GLU A 360 13.681 —36.543 —52.871 1.00127.93 C
ATOM 1007 CG GLU A 360 15.040 —35.869 —52.732 1.00135.98 C
ATOM 1008 CD GLU A 360 15. 837 —35. 907 —54.024 1.00152.50 C
ATOM 1009 O0OE1 GLU A 360 16. 214 -34. 812 -54.518 1.00155.98 0
ATOM 1010 OE2 GLU A 360 16.074 -37.031 —54.555 1.00168.11 0
ATOM 1011 GLU A 360 12. 142 -34.631 —52.383 1.00 97.30 C
ATOM 1012 GLU A 360 12.044 -34. 947 -51.204 1.00 91.08 0
ATOM 1013 N TYR A 361 11.929 -33.400 —52.830 1.00 98.35 N
ATOM 1014 CA TYR A 361 11.324 -32,345 —52.037 1.00 92.99 C
ATOM 1015 CB TYR A 361 12.101 -31. 048 —52.229 1.00 91.01 C
ATOM 1016 CG TYR A 361 13.369 30.939 5l.415 1.00 89.37 C
ATOM 1017 CD1 TYR A 361 14.607 -31.246 —-51.969 1.00 88.29 C
ATOM 1018 CE1 TYR A 361 15.783 -31.140 —-51.230 1.00 88.98 C
ATOM 1019 CZ TYR A 361 15.726 -30. 710 -49.916 1.00 94.54 C
ATOM 1020 OH TYR A 361 16. 880 -30.610 -49.171 1.00 93.87 0
ATOM 1021 CE2 TYR A 361 14.505 ~30.388 ~49.345 1.00 98. 67 c
ATOM 1022 CD2 TYR A 361 13.336 ~30.502 ~50.093 1.00 97. 22 c
ATOM 1023 TYR A 361 9.872 -32.156 —52.505 1.00103.53 C
ATOM 1024 TYR A 361 8.973 -31.804 -51.706 1.00 95.81 0
ATOM 1025 ILE A 362 9.671 -32.392 -53.810 1.00 98.21 N
ATOM 1026 CA ILE A 362 8.372 -32.305 —54.487 1.00 82.37 C
ATOM 1027 CB ILE A 362 8.536 32.386 56.023 1.00 85.79 C
ATOM 1028 CG1 ILE A 362 8. 789 —-30.997 —56.632 1.00 80.82 C
ATOM 1029 (D1 ILE A 362 10. 148 -30. 394 —56.309 1.00 74.96 C
ATOM 1030 CG2 ILE A 362 7.347 —-33.074 —96.697 1.00 83.00 C
ATOM 1031 TLE A 362 7.421 -33.389 —54.011 1.00 82.56 C
ATOM 1032 0 ILE A 362 6.339 -33.083 —53.491 1.00 80.16 0
ATOM 1033 N THR A 363 7.841 —34,644 —54.170 1.00 76.76 N
ATOM 1034 CA TIR A 363 7.012 —-35.790 —53.825 1.00 76.06 C
ATOM 1035 CB THR A 363 7.732 —37.100 -54.160 1.00 77.55 C
ATOM 1036 0G1 THR A 363 8.015 -37.121 —55.569 1.00 79.21 0
ATOM 1037 CG2 THR A 363 6.872 -38.313 —53.769 1.00 80.03 C
ATOM 1038 C THR A 363 6.466 35.772 52.379 1.00 81.70 C
ATOM 1039 0 THR A 363 5.247 -35. 854 —52.199 1.00 91.74 0
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ATOM 1040 N PRO A 364 7.347 -35.644 -51.353 1.00 80.43 N
ATOM 1041 CA PRO A 364 6. 973 -35.488 -49.912 1.00 74.92 C
ATOM 1042 CB PRO A 364 8.276 -34.994 -49.255 1.00 78.13 C
ATOM 1043 CG PRO A 364 9.317 -34.957 -50.336 1.00 85.76 C
ATOM 1044 CD PRO A 364 8.808 ~35.756 51,505 1.00 85.25 c
ATOM 1045 PRO A 364 5.850 -34.487 —-49.617 1.00 73.29 C
ATOM 1046 PRO A 364 4.772 34.870 49.177 1.00 69.00 0
ATOM 1047 MET A 365 6. 139 -33.212 -49.861 1.00 84.65 N
ATOM 1018 CA MET A 365 5.175 -32.1014 -19.909 1.00 88.39 C
ATOM 1049 CB MET A 3656 5.897 -30.899 -50.532 1.00 92.97 C
ATOM 1050 CG MET A 365 5.034 29.751 51.037 1.00 93.89 C
ATOM 1051 SD MET A 365 4,127 -28.946 —-49. 721 1.00103.94 S
ATOM 1052 CE MET A 365 5.182 -28.125 —18.662 1.00 97.87 C
ATOM 1053 MET A 365 3.833 -32.397 -50.633 1.00 89.73 C
ATOM 1054 MET A 365 2.819 -31.709 -50.395 1.00 85.51 0
ATOM 1055 PHE A 366 3.821 -33.417 -51.495 1.00 88.21 N
ATOM 1056 CA PHE A 366 2.597 -33.808 —52.212 1.00 86.77 C
ATOM 1057 CB PHE A 366 2.906 -34. 372 -53.599 1.00 90.71 C
ATOM 1058 CG PIE A 366 2.931 -33.325 —54.667 1.00 96.60 C
ATOM 1059 (D1 PHE A 366 1.853 -32.464 —54.831 1.00 90.84 C
ATOM 1060 CE1 PHE A 366 1.883 -31.489 —55.808 1.00 93.74 C
ATOM 1061 CZ PHE A 366 2.987 -31.366 —56.640 1.00 92.51 C
ATOM 1062 CLE2 PHE A 366 4.063 -32.217 -56.492 1.00 88. 85 C
ATOM 1063 CD2 PHE A 366 4.036 -33.187 -55.504 1.00 97.23 C
ATOM 1064 PHE A 366 1. 704 -34.768 —51.458 1.00 7h.40 C
ATOM 1065 O PHE A 366 0.526 34.485 51.230 1.00 64.93 0
ATOM 1066 N  SER A 367 2.262 -35.917 -51.107 1.00 73.43 N
ATOM 1067 CA SER A 367 1.558 36.871 ~50.273 1.00 73.75 c
ATOM 1068 CB SER A 367 2.481 -38.002 —-49.827 1.00 72.74 C
ATOM 1069 0G SER A 367 3.840 37.578 49.801 L.00 77.50 0
ATOM 1070 C SER A 367 1. 032 -36.141 -49.063 1.00 73.43 C
ATOM 1071 SER A 367 -0.123 -36.332 —18.619 1.00 71.91 0
ATOM 1072 PHE A 368 1. 866 -35.262 —-48.522 1.00 66.23 N
ATOM 1073 CA PIEE A 368 1.486 -34.583 —47.319 1.00 65. 18 C
ATOM 1074 CB PHE A 368 2.628 -33. 7567 —-46. 767 1.00 62. 36 C
ATOM 1075 CG PHE A 368 2.285 —-33.087 —45.482 1.00 58.53 C
ATOM 1076 CD1 PHE A 368 1.981 -33.844 —44.354 1.00 56.95 C
ATOM 1077 CE1 PIIE A 368 1.635 -33.225 —43.159 1.00 55.86 C
ATOM 1078 CZ PHE A 368 1.592 -31.845 —43.096 1.00 55.02 C
ATOM 1079 CE2 PHE A 368 1.886 —31.091 —44.222 1.00 52.14 C
ATOM 1080 CD2 PHE A 368 2.217 -31. 708 —45.405 1.00 52.50 C
ATOM 1081 PHE A 368 0.250 -33.716 -47.535 1.00 71.37 C
ATOM 1082 PHE A 368 -0. 774 -33.916 —46.863 1.00 68. 60 0
ATOM 1083 ALA A 369 0.347 -32. 774 —48.479 1.00 70.98 N
ATOM 1084 CA ALA A 369 0.763 31.874 48.805 1.00 70.24 C
ATOM 1085 CB ALA A 369 -0.412 -31.050 -50.028 1.00 72.65 C
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ATOM 1086 ALA A 369 -2.115 -32.605 —48.989 1.00 66. 31 C
ATOM 1087 ALA A 369 =3.079 -32.359 -48.254 1.00 63.23 0
ATOM 1088 LYS A 370 -2.151 -33.518 -19.951 1.00 61.11 N
ATOM 1089 CA LYS A 370 3.300 34.375 50.201 1.00 62.54 C
ATOM 1090 CB LYS A 370 -2.912 -35.366 -51.311 1.00 67.66 C
ATOM 1091 CG LYS A 370 -4.032 -36.216 -51.913 1.00 72.21 C
ATOM 1092 €D LYS A 370 -4, 388 -37.412 -51.028 1.00 71.57 C
ATOM 1093 CE 1.YS A 370 -5.296 -38.412 -51.715 1.00 68.99 C
ATOM 1094 NZ LYS A 370 -6.683 -37.902 -51.895 1.00 71.58 N
ATOM 1095 LYS A 370 -3.822 -35.090 -48.924 1.00 66.68 C
ATOM 1096 LYS A 370 5.030 35.308 48.779 1.00 59.74 0
ATOM 1097 SER A 371 -2.930 -35.151 -17.999 1.00 69. 86 N
ATOM 1098 CA SER A 371 -3.378 -36.051 -46.731 1.00 68.12 C
ATOM 1099 (B SER A 371 -2, 270 -36.840 -46. 004 1.00 71.30 C
ATOM 1100 OG SER A 371 -1.704 -37.769 -46. 950 1.00 87.23 0
ATOM 1101 SER A 371 -3.946 -35.048 -45.737 1.00 72.47 C
ATOM 1102 SER A 371 -4, 796 -35.403 -44.929 1.00 76.17 0
ATOM 1103 ILE A 372 -3.453 -33.812 -45.763 1.00 73.44 N
ATOM 1101 CA 1ILE A 372 -3.971 -32.775 —11.880 1.00 67.91 C
ATOM 1105 (B ILE A 372 2.946 31.618 44.674 1.00 68. 64 C
ATOM 1106 CG1 ILE A 372 -2. 754 -31.305 -43.191 1.00 64. 31 C
ATOM 1107 (D1 ILE A 372 -1.917 -32.328 -42.464 1.00 63.49 C
ATOM 1108 (G2 ILE A 372 -3.352 -30.344 -45.414 1.00 70.98 C
ATOM 1109 TLE A 372 -h.306 -32.270 -45.449 1.00 72.11 C
ATOM 1110 ILE A 372 -6. 242 -31.964 -44.696 1.00 71.84 0
ATOM 1111 GLY A 373 -5.386 -32. 181 -46. 779 1.00 69. 44 N
ATOM 1112 CA GLY A 373 -6.621 -31.788 —47.447 1.00 67.40 C
ATOM 1113 € GLY A 373 ~7.701 -32.790 —47.102 1.00 66.76 C
ATOM 1114 GLY A 373 -8. 797 -32.443 -46.657 1.00 66. 85 0
ATOM 1115 GLU A 374 =7.350 -34.0b05 —47.256 1.00 69.53 N
ATOM 1116 CA GLU A 374 -8. 238 —-3h. 146 -46.928 1.00 73.06 C
ATOM 1117 (B GLU A 374 -7.481 -36.475 -47.014 1.00 82.42 C
ATOM 1118 CG GLU A 374 -8. 306 -37.689 -47.287 1.00100.77 C
ATOM 1119 €D GLU A 374 -7.854 —-38.946 -46.586 1.00115.64 C
ATOM 1120 OE1 GLU A 374 -8.628 -39.540 —45.791 1.00111.23 0
ATOM 1121 O0E2 GLU A 374 6.685 39.338 46.821 1.00125.97 0
ATOM 1122 GLU A 371 -8.811 -34.965 -15.510 1.00 72.67 C
ATOM 1123 GLU A 374 -9.812 -35.567 -45.215 1.00 81.77 0
ATOM 1124 LEU A 375 -8.175 -34.146 -44. 710 1.00 80.11 N
ATOM 1125 CA LEU A 375 -8. 648 -33.936 -43.351 1.00 72.20 C
ATOM 1126 CB LEU A 375 -7.504 -33.611 -42.390 1.00 70.01 C
ATOM 1127 CG LEU A 375 -6. 680 -34. 773 —41.813 1.00 70.41 C
ATOM 1128 (DI LEU A 375 -5.608 -34.283 -40.859 1.00 63.13 C
ATOM 1129 (D2 LEU A 375 -7.951 -35.777 -11. 087 1.00 69.19 C
ATOM 1130 C LEU A 375 9.676 32.841 43.305 1.00 75.31 C
ATOM 1131 O LEU A 375 -10. 358 -32.694 -42. 303 1.00 83.28 0
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ATOM 1132 N LYS A 376 -9.802 -32.060 -44.373 1.00 70.79 N
ATOM 1133 CA LYS A 376 -10. 815 -31.038 -44.374 1.00 79.70 C
ATOM 1134 CB LYS A 376 -12.202 -31.668 -44.602 1.00 87.06 C
ATOM 1135 CG LYS A 376 -12.591 -31.822 -46.069 1.00 96.72 C
ATOM 1136 CD LYS A 376  —13.487 ~33.035 —46.292 1.00100.56 c
ATOM 1137 CE LYS A 376 13.435 33.534 47.739 1.00106. 56 C
ATOM 1138 NZ LYS A 376 -14. 322 -32. 797 -18.693 1.00108. 13 N
ATOM 1139 LYS A 376 -10. 757 -30. 280 -43.034 1.00 79.43 C
ATOM 1140 LYS A 376 =11. 715 -30. 277 -42.262 1.00 80.05 0
ATOM 1141 N  MET A 377 -9.617 -29. 602 -42.751 1.00 80.32 N
ATOM 1142 CA MET A 377 -9.434 -28.965 -41.477 1.00 79.71 C
ATOM 1143 CB MET A 377 -8.079 -29.320 -40.826 1.00 81.73 C
ATOM 1144 CG MET A 377 -6.864 -29.376 -41.741 .00 88.56 C
ATOM 1115 SD MET A 377 -5.353 —29.926 -10.888 1.00 85.37 S
ATOM 1146 CE MET A 377 5.157 28.629 39.663 1.00 79.81 C
ATOM 1147 MET A 377 -9.6b6 -27.400 -41.551 1.00 73.59 C
ATOM 1148 MET A 377 -9.228 -26.821 -42.500 1.00 79. 36 0
ATOM 1149 N THR A 378 -10. 331 -26. 890 -40.547 1.00 62.12 N
ATOM 1150 CA THR A 378 -10.590 -2h. 453 -40.489 1.00 62.33 C
ATOM 1151 CB THR A 378 -11.699 -25. 155 -39.487 1.00 63.90 C
ATOM 1152 0G1 THR A 378 -11.220 -25.390 -38.164 1.00 65.30 0
ATOM 1153 CG2 TIR A 378 -12.883 -26. 009 -39.747 .00 68. 86 C
ATOM 1151 THR A 378 -9.351 -24.625 -10.126 1.00 65.17 C
ATOM 1155 THR A 378 -8.333 -25.180 -39.718 1.00 70.07 0
ATOM 1156 GLN A 379 -9.423 -23.304 -40.271 1.00 61.70 N
ATOM 1157 CA GLN A 379 -8.246 -22. 463 -40.015 1.00 67.70
ATOM 1158 CB GLN A 379 -8.511 -21. 005 —40.401 1.00 72.61 C
ATOM 1159 CG GIN A 379 =7.722 -20.508 -41.619 1.00 82.67 C
ATOM 1160 CD GLN A 379 =7.846 -21.375 —42.882 1.00 95.64 C
ATOM 1161 OF1 GIN A 379 ~7.177 ~21.108 —43.885 1.00102. 19 0
ATOM 1162 NE2 GLN A 379 8.696 22.408 42.842 1.00 99.62 N
ATOM 1163 GLN A 379 =7.721 -22.567 -38.587 1.00 68.12 C
ATOM 1164 GLN A 379 -6.520 -22.623 -38.342 1.00 67.20 0
ATOM 1165 N GLU A 380 -8.647 -22.632 -37.647 1.00 70.33 N
ATOM 1166 CA GLU A 380 -8.316 -22.773 -36.251 1.00 69.04 C
ATOM 1167 CB GLU A 380 -9.608 -22.919 -35.477 1.00 74.52 C
ATOM 1168 CG GLU A 380 -10. 809 -22.509 -36.316 1.00 88.66 C
ATOM 1169 CD GLU A 380 -12.093 -22.552 -35.536 .00 98. 17 C
ATOM 1170 OE1 GLU A 380 -12.031 —-22.286 -34.305 1.00 96.75 0
ATOM 1171 OE2 GLU A 380 13.142 22.852 36.158 1.00 98.26 0
ATOM 1172 GLU A 380 =7.421 -23.990 -36.056 1.00 67. 06 C
ATOM 1173 GLU A 380 -6.470 -23.969 -35.270 1.00 67.14 0
ATOM 1174 N GLU A 381 =7.722 -25.043 -36.806 1.00 66.66 N
ATOM 1175 CA GLU A 381 -6.959 -26.278 -36.765 1.00 57.00 C
ATOM 1176 CB GLU A 381 =7.761 -27.408 -37.429 1.00 55.47 C
ATOM 1177 CG GLU A 381 -9.098 -27.601 -36.722 1.00 61.50 C
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ATOM 1178 €D GLU A 381 -9.982 -28.762 -37.310 1.00 64.99 C
ATOM 1179 OE1 GLU A 381 -9.924 -29.026 -38.519 1.00 69.41 0
ATOM 1180 OE2 GLU A 381 -10. 787 -29.365 -36.555 1.00 70.72 0
ATOM 1181 GLU A 381 -5. 588 -26. 017 -37.101 1.00 55.03 C
ATOM 1182 GLU A 381 -4.632 -26.683 -37.059 1.00 56.08 0
ATOM 1183 TYR A 382 -5.471 -25.104 -38.317 1.00 5h. 69 N
ATOM 1184 CA TYR A 382 -4.163 —24.842 -38.882 1.00 57.76 C
ATOM 1185 CB TYR A 382 4.298 24.141 40.212 1.00 54.77 C
ATOM 1186 CG TYR A 382 —4.451 -25.107 -41. 341 1.00 61.55 C
ATOM 1187 (D1 TYR A 382 -3.366 —25.845 -41.804 1.00 58.62 C
ATOM 1188 CE1 TYR A 382 -3.510 -26.723 -42.856 1.00 61.61 C
AlTOM 1189 CZ TYR A 382 -4. 719 -26.877 -13.1556 1.00 63. 50 C
ATOM 1190 Ol TYR A 382 -4.929 -27.752 -44.519 1.00 71.14 0
ATOM 1191 CE2 TYR A 382 -5. 830 -26.163 -43.000 1.00 60. 38 C
ATOM 1192 (D2 TYR A 382 —-5.682 —25.288 -41.950 1.00 60.51 C
ATOM 1193 TYR A 382 -3.306 -24. 011 -37.954 1.00 61.17 C
ATOM 1191 TYR A 382 -2.119 -24. 271 -37.801 1.00 57.91 0
ATOM 1195 N ALA A 383 -3.915 -22.993 -37.358 1.00 60.41 N
ATOM 1196 CA ALA A 383 -3.258 -22.222 -36.335 1.00 61.02 C
ATOM 1197 (B ALA A 383 -4.193 -21.149 -35.810 1.00 64.92 C
ATOM 1198 ALA A 383 2.762 23.126 35.195 1.00 61.33 C
ATOM 1199 ALA A 383 -1.566 -23.243 -34.991 1.00 63. 06 0
ATOM 1200 LEU A 384 -3. 6568 -23.788 -34.473 1.00 56. 90 N
ATOM 1201 CA LEU A 384 -3.233 -24.53hH -33.291 1.00 61.52 C
ATOM 1202 CB LEU A 384 -4.409 -25. 217 -32.610 1.00 63.43 C
ATOM 1203 CG LEU A 384 5.701 24.453 32.390 1.00 61.80 C
ATOM 1204 (D1 LEU A 384 -6.613 -25.410 -31. 633 1.00 65h.49 C
ATOM 1205 (D2 LEU A 384 -5.443 -23.168 -31.623 1.00 58. 06 C
ATOM 1206 LEU A 384 -2.190 -25.592 -33.602 1.00 63.01 C
ATOM 1207 LEU A 381 -1.136 -25.691 -32.916 1.00 67.06 0
ATOM 1208 LEU A 385 -2.499 -26.389 -34.611 1.00 58.63 N
ATOM 1209 CA LEU A 385 -1.622 -27.449 -35.057 1.00 52.95 C
ATOM 1210 CB LEU A 385 —-2.154 -28.002 -36.353 1.00 56.62 C
ATOM 1211 CG LEU A 385 2.155 29.468 36.699 1.00 52.07 C
ATOM 1212 (D1 LEU A 385 -1. 113 -29. 643 -37.792 1.00 47.35 C
ATOM 1213 (D2 LEU A 385 -1.960 —-30.350 -35.464 1.00 52.18 C
ATOM 1214 C LEU A 385 -0.262 -26.895 -35.325 1.00 51.90 C
ATOM 1215 LEU A 385 0.665 -27.648 —35.421 1.00 62.42 0
ATOM 1216 THR A 386 0.144 25.578 35.463 1.00 51.79 N
ATOM 1217 CA THR A 386 1.127 -24.949 -35.788 1.00 50.01 C
ATOM 1218 CB THR A 386 0.941 -23.649 -36.956 1.00 48.66 C
ATOM 1219 0G1 THR A 386 0.256 -23.916 -37.78 1.00 62.76 0
ATOM 1220 CG2 THR A 386 2.262 -23.007 -36.850 1.00 16.16 C
ATOM  122] TIR A 386 1.833 -24.610 -34.517 1.00 56.25 C
ATOM 1222 THR A 386 3.063 -24.810 -34.414 1.00 62.43 0
ATOM 1223 ALA A 387 1.072 -24.078 -33.959 1.00 51.85 N
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ATOM 1224 CA ALA A 387 1.618 23.782 32.247 1.00 51.84 C
ATOM 1225 CB ALA A 387 0.614 -23.049 -31.408 1.00 54. 80 C
ATOM 1226 C  ALA A 387 2.037 -25.0506 -31.546 1.00 54.72 C
ATOM 1227 O  ALA A 387 3.071 -25.078 -30.874 1.00 53.97 0
ATOM 1228 N ILE A 388 1.239 -26. 114 -31.718 1.00 52.55 N
ATOM 1229 CA ILE A 388 1.586 -27.423 -31.192 1.00 49. 29 C
ATOM 1230 (B ILE A 388 0.523 -28.471 -31.500 1.00 48.21 C
ATOM 1231 CG1 ILE A 388 -0.601 -28.382 -30.5651 1.00 19. 02 C
ATOM 1232 (D1 ILE A 388 -1.940 -28.678 -31.179 1.00 53. 80 C
ATOM 1233 CG2 ILE A 388 1.072 -29.885 -31.478 1.00 46.19 C
ATOM 1234 C ILE A 388 2.942 -27.834 -31.725 1.00 47.95 C
ATOM 1235 0 TLE A 388 3.756 -28.403 -30.984 1.00 50. 26 0
ATOM 1236 N VAL A 389 3.196 -27.531 -32.992 1.00 141. 58 N
ATOM 1237 CA VAL A 389 4.453 -27.944 -33.617 1.00 48.78 C
ATOM 1238 CB VAL A 389 4.391 27.901 35.147 1.00 49.00 C
ATOM 1239 CG1 VAL A 389 5.794 -27.903 -35.732 1.00 48.38 C
ATOM 1240 CG2Z VAL A 389 3.648 -29.122 -35.636 1.00 51.92 C
ATOM 1241 C VAL A 389 5.678 -27.175 -33.161 1.00 20. 05 C
ATOM 1242 0 VAL A 389 6. 775 -27.733 -33.124 1.00 50.82 0
ATOM 1243 N ILE A 390 5.515 25.892 32.852 1.00 52.16 N
ATOM 1244 CA ILE A 390 6.654 -25.117 -32.394 1.00 48.94 C
ATOM 1245 CB ILE A 390 6. 393 -23.604 -32.437 1.00 51.15 C
ATOM 1246 CG1 ILE A 390 6. 071 -23.163 -33.869 1.00 b54.64 C
ATOM 1247 (D1 ILE A 390 5.219 -21.902 -33.931 1.00 58.23 C
ATOM 1248 (G2 ILE A 390 7.571 -22.837 -31.860 1.00 47.19 C
ATOM 1249 C ILE A 390 6. 899 -25.576 -30.983 1.00 42.50 C
ATOM 1250 O ILE A 390 7.991 -26.961 -30.639 1.00 16. 91 0
ATOM 1251 N  LEU A 391 5.852 -25.577 -30.193 1.00 38.46 N
ATOM 1252 CA LEU A 391 5.965 -25.865 —28.783 1.00 42.84 C
ATOM 1253 CB LEU A 391 4.714 -25.393 -28.078 1.00 40.16 C
ATOM 1254 CG LEU A 391 4.791 -23. 881 -27.828 1.00 43.05 C
ATOM 1255 (D1 LEU A 391 3.006 -23.313 -27.227 1.00 12.17 C
ATOM 1256 (D2 LLEU A 391 5.977 -23.642 -26.927 1.00 44.73 C
ATOM 1257 C LEU A 391 6.156 27.322 28.459 1.00 47.29 C
ATOM 1258 0 LEU A 391 5.381 -27.875 -27.698 1.00 52.99 0
ATOM 1259 N SER A 392 7.192 -27.935 -29.010 1.00 45. 21 N
ATOM 1260 CA SER A 392 7.332 -29.367 -28.964 1.00 47.68 C
ATOM 1261 CB SER A 392 7.564 -29.914 -30.365 1.00 48.60 C
ATOM 1262 0G SER A 392 6.391 29.720 31.150 1.00 55.97 0
ATOM 1263 C  SER A 392 8. 461 -29.747 -28.042 1.00 53. 30 C
ATOM 1264 0  SER A 392 9. 623 -29.498 -28.354 1.00 59. 83 0
ATOM 1265 N  PRO A 393 8.133 -30.357 -26.900 1.00 21.03 N
ATOM 1266 CA PRO A 393 9. 130 -30.619 -25.885 1.00 54.95 C
ATOM 1267 CB PRO A 393 8.303 -30.838 -24.607 1.00 55.32 C
ATOM 1268 CG PRO A 393 6.909 -30.489 -24.958 1.00 58.13 C
ATOM 1269 CD PRO A 393 6. 785 -30.669 -26.126 1.00 55.17 C
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ATOM 1270 PRO A 393 10. 078 -31.786 -26.147 1.00 58.89 C
ATOM 1271 PRO A 393 10. 857 =32. 150 -25.269 1.00 62.84 0
ATOM 1272 ASP A 394 10.048 32.355 27.339 1.00 64.81 N
ATOM 1273 CA ASP A 394 11. 028 -33.373 -27.667 1.00 60.13 C
ATOM 1274 (B ASP A 394 10.326 -34.689 -27.986 1.00 65.44 C
ATOM 1275 CG ASP A 394 9. 454 -34.600 -29.216 1.00 70.53 C
ATOM 1276 ODL ASP A 394 8.539 -33.754 -29.214 1.00 78.68 0
ATOM 1277 0OD2 ASP A 394 9.675 -35.374 -30.179 1.00 69. 45 0
ATOM 1278 ASP A 394 11.943 -32.952 -28.808 1.00 56.55 C
ATOM 1279 ASP A 391 12,1413 -33. 791 -29.516 1.00 67.78 0
ATOM 1280 ARG A 395 12.174 -31.654 -28.976 1.00 52.10 N
ATOM 1281 CA ARG A 395 13.197 -31.169 -29.911 1.00 52.11 C
ATOM 1282 (B ARG A 395 13.138 -29.639 -30.106 1.00 48. 46 C
ATOM 1283 CG ARG A 395 11.931 -29.086 -30.830 1.00 47.46 C
ATOM 1281 (D ARG A 395 11.892 -29.511 -32. 291 1.00 18. 83 C
ATOM 1285 NE ARG A 395 10. 622 -29.142 -32.909 1.00 59.19 N
ATOM 1286 CZ ARG A 395 9.976 29.882 33.810 1.00 60.59 C
ATOM 1287 NHI ARG A 395 10. 469 -31. 040 -34. 207 1.00 64.00 N
ATOM 1288 NH2 ARG A 395 8. 834 -29.456 -34.325 1.00 62.02 N
ATOM 1289 ARG A 395 14.531 -31.482 -29.289 1.00 56.44 C
ATOM 1290 ARG A 395 14.673 -31.395 -28.059 1.00 59.21 0
ATOM 1291 GLN A 396 15.517 31.839 30.103 1.00 61.16 N
ATOM 1292 CA GLN A 396 16. 815 -32.113 -29.526 1.00 76.54 C
ATOM 1293 (B GLN A 396 17.731 -32.891 -30.478 1.00 80.97 C
ATOM 1294 CG GLN A 396 18.797 -32.066 -31.185 1.00 93.33 C
ATOM 1295 (D GLN A 396 19. 987 -32.896 -31.635 1.00103.47 C
ATOM 1296 OE1 GLN A 396 20.066 -34. 103 -31.362 1.00102. 37 0
ATOM 1297 NE2 GIN A 396 20.926 -32. 249 -32.330 1.00103.13 N
ATOM 1298 GLN A 396 17.381 -30.767 -29.101 1.00 82.16 C
ATOM 1299 GLN A 396 17.186 —29. 773 -29.803 1.00 84. 74 0
ATOM 1300 TYR A 397 18.011 -30. 735 -27.929 1.00 89. 04 N
ATOM 1301 CA TYR A 397 18. 654 -29.526 -27.379 1.00 90.57 C
ATOM 1302 CB TYR A 397 19.177 -28.582 -28.485 1.00 98. 66 C
ATOM 1303 CG TYR A 397 20,117 -29.096 -29. 186 1.00105. 03 C
ATOM 1304 CD1 TYR A 397 21.361 -29. 864 -28. 493 1.00110.81 C
ATOM 1305 CE1 TYR A 397 22.508 30.341 29.118 1.00121.22 C
ATOM 1306 CZ TYR A 397 22.739 -30.044 -30. 456 1.00119.78 C
ATOM 1307 OH TYR A 397 23.892 -30.531 -31.055 1.00101. 40 0
ATOM 1308 CE2 TYR A 397 21.815 -29.273 -31.169 1.00121.69 C
ATOM 1309 (D2 TYR A 397 20.662 -28.804 -30.533 1.00109.75 C
ATOM 1310 TYR A 397 17.852 28.769 26.309 1.00 82.64 C
ATOM 1311 TYR A 397 18. 410 -27.953 -25.573 1.00 88.62 0
ATOM 1312 ILE A 398 16.561 -29.055 -26.197 1.00 81.15 N
ATOM 1313 CA ILE A 398 15.767 -28.549 -25.065 1.00 76.03 C
ATOM 1314 (B ILE A 398 14.305 -29.011 -25.139 1.00 73.57 C
ATOM 1315 (Gl ILE A 398 13.665 -28.557 -26.454 1.00 67.67 C
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ATOM 1316 CDI ILE A 398 13.880 -27.094 -26.773 1.00 68. 20 C
ATOM 1317 CG2 ILE A 398 13.533 28.530 23.915 1.00 72.57 C
ATOM 1318 € ILE A 398 16.338 -29.016 -23.736 1.00 65.41 C
ATOM 1319 O ILE A 398 16. 814 -30.128 -23.635 1.00 62.01 0
ATOM 1320 N LYS A 399 16.302 -28. 146 -22. 738 1.00 66. 74 N
ATOM 1321 CA LYS A 399 16. 827 -28.454 -21.412 1.00 70.30 C
ATOM 1322 CB LYS A 399 17.733 -27.317 -20.915 1.00 69. 27 C
ATOM 1323 CG LYS A 399 19.083 -27.237 -21.625 1.00 73.08 C
ATOM 1321 CD LYS A 399 19.920 -26.041 -21.176 1.00 78.10 C
ATOM 1325 CE LYS A 399 19. 149 -24.728 -21.303 1.00 88.41 C
ATOM 1326 NZ LYS A 399 19. 834 -23.539 -20.707 1.00 94. 82 N
ATOM 1327 LYS A 399 15.691 -28.697 -20.421 1.00 72.45 C
ATOM 1328 LYS A 399 15.790 -29.541 -19.526 1.00 76.55 0
ATOM 1329 N ASP A 100 11. 601 -27.966 -20.608 1.00 68. 26 N
ATOM 1330 CA ASP A 400 13.505 -27.981 -19.683 1.00 66. 01 C
ATOM 1331 CB ASP A 400 13. 416 26.604 19.040 1.00 76.11 C
ATOM 1332 CG ASP A 400 12.632 -26.591 -17.745 1.00 79. 20 C
ATOM 1333 0OD1 ASP A 400 11.683 -27.394 -17.553 1.00 89.45 0
ATOM 1334 0D2 ASP A 400 12.956 -25.717 -16. 927 1.00 84. 83 0
ATOM 1335 ASP A 400 12.224 -28.360 -20.432 1.00 65. 85 C
ATOM 1336 ASP A 400 11. 349 27.526 20.705 1.00 65.84 0
ATOM 1337 N ARG A 401 12.124 -29.647 -20.746 1.00 62. 84 N
ATOM 1338 CA ARG A 401 11. 024 -30.177 -21.527 1.00 56. 25 C
ATOM 1339 (B ARG A 401 11. 244 -31.609 -21.801 1.00 51.53 C
ATOM 1340 CG ARG A 401 12.606 -31.870 -22.407 1.00 49. 85 C
ATOM 1341 CD ARG A 401 12.819 -33.222 -23.054 1.00 54.50 C
ATOM 1342 NE ARG A 401 14.171 -33.264 -23.604 1.00 52.60 N
ATOM 1343 CZ ARG A 101 11,515 -32.827 -21.812 1.00 57.93 C
ATOM 1344 NH1 ARG A 401 13.610 -32.338 -25.657 1.00 64.60 N
ATOM 1345 NI2 ARG A 401 15.775 -32.887 -25.193 1.00 62. 34 N
ATOM 1346 C ARG A 401 9.685 -29.894 -20.866 1.00 56.34 C
ATOM 1347 O ARG A 401 8. 715 -29.530 -21.546 1.00 58.60 0
ATOM 1348 N GLU A 102 9.630 -30.019 -19.518 1.00 58.98 N
ATOM 1349 CA GLU A 402 8.370 -29.778 -18.857 1.00 68.93 C
ATOM 1350 CB GLU A 402 8.327 30.361 17.431 1.00 76.65 C
ATOM 1351 CG GLU A 402 9.327 -29.776 -16.442 1.00 98.71 C
ATOM 1352 CD GLU A 402 8.807 -28.531 -15.729 1.00117.03 C
ATOM 1353 OE1 GLU A 402 9.657 -27.711 -15.303 1.00121. 28 0
ATOM 1354 OC2 GLU A 402 7.561 -28.368 —-15.594 1.00112.07 0
ATOM 1355 GLU A 402 7.987 28.301 18.921 1.00 67.07 C
ATOM 1356 GLU A 402 6.789 -27.964 -18.913 1.00 65.84 0
ATOM 1357 ALA A 403 8.987 -27.424 -19.027 1.00 60. 94 N
ATOM 1358 CA ALA A 403 8.681 -26.003 -19.198 1.00 61. 26 C
ATOM 1359 (B ALA A 403 9.936 -25. 171 —-19.160 1.00 52.63 C
ATOM 1360 ALA A 403 7.909 -25.803 -20.511 1.00 66.74 C
ATOM 1361 ALA A 403 6. 930 -25.021 -20.562 1.00 65.40 0
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ATOM 1408 GLU A 409 -2.726 -28.841 -24. 145 1.00 56.45 0
ATOM 1109 PRO A 110 -2.122 -26.963 -22.986 1.00 b8.17 N
ATOM 1410 CA PRO A 410 =3.419 -26.303 -23. 135 1.00 51.28 C
ATOM 1411 CB PRO A 410 -3.165 —24.897 -22.578 1.00 46.19 C
ATOM 1412 CG PRO A 410 -1.962 -25.040 -21.687 1.00 47.71 C
ATOM 1413 CD DPRO A 410 1.118 26.015 22.448 1.00 55.96 C
ATOM 1414 C PRO A 410 -3. 863 —26. 224 -24.582 1.00 49.99 C
ATOM 1415 0 PRO A 410 -5, 065 —26.353 -24.835 1.00 55.00 0
ATOM 1416 LEU A 411 -2.916 —-26.029 -25.507 1.00 45.60 N
ATOM 1417 CA LEU A 411 -3. 209 —-25.968 -26.935 1.00 48.64 C
ATOM 1418 CB LEU A 411 2.012 25.438 27.710 1.00 49.55 C
ATOM 1419 CG TEU A 411 -1. 476 -24. 032 -27.506 1.00 52.73 C
ATOM 1420 CD1 LEU A 411 -0.033 -23.982 -27.984 1.00 58.81 C
ATOM 1421 CD2 LEU A 411 -2.275 -23.011 -28.263 1.00 49.99 C
ATOM 1122 LEU A 111 -3.636 —27.312 -27.517 1.00 b3.17 C
ATOM 1423 0 LEU A 411 -4, 574 -27.419 -28.331 1.00 50.37 0
ATOM 1424 ILEU A 412 -2.964 -28.427 -27.116 1.00 52. 80 N
ATOM 1425 CA LEU A 412 -3.910 —-29. 774 -27.391 1.00 49.51 C
ATOM 1426 CB LEU A 412 -2.614 -30. 873 -26.856 1.00 46.07 C
ATOM 1427 CG LEU A 412 -1.355 —-31.075 -27.676 1.00 47.72 C
ATOM 1428 CD1 LCU A 412 -0. 267 -31.693 -26.812 1.00 46.79 C
ATOM 1429 (CD2 LEU A 412 -1.636 -31.879 -28.938 1.00 46. 85 C
ATOM 1430 LEU A 412 -4, 901 -29. 950 -26.804 1.00 47. 38 C
ATOM 1431 LEU A 412 5. 797 30.467 27.465 1.00 46.89 0
ATOM 1432 N ASP A 413 -5, 080 —29.491 -25.572 1.00 50.02 N
ATOM 1433 CA ASP A 413 -6. 387 —29.555 -24.925 1.00 60. 48 C
ATOM 1434 CB ASP A 413 -6.325 —29.039 -23.484 1.00 70.74 C
ATOM 1435 (G ASP A 413 5.833 -30.111 —22.178 1.00 83.93 c
ATOM 1436 ODL ASP A 413 -4.898 -30.896 -22.778 1.00 85. 17 0
ATOM 1437 0D2 ASP A 413 -6.383 —=30. 154 -21.326 1.00100. 73 0
ATOM 1438 ASP A 413 =7.505 —28.884 -25.741 1.00 62. 80 C
ATOM 1439 ASP A 413 -8.573 —29.502 -25.968 1.00 61.06 0
ATOM 1440 VAL A 414 =7.257 —-27.609 -26.213 1.00 H58.87 N
ATOM 1441 CA VAL A 414 -8. 264 —-26.949 -27.009 1.00 59.45 C
ATOM 1442 CB VAL A 414 -7.884 —25. 488 -27.368 1.00 60.02 C
ATOM 1443 CG1 VAL A 414 =9.076 —24.792 -27.968 1.00 59.79 C
ATOM 1444 CG2 VAL A 414 7.453 24.693 26.154 1.00 62.81 C
ATOM 1445 VAL, A 414 -8.936 —27.699 -28.306 1.00 58.99 C
ATOM 1446 VAL A 414 -9.680 —27.788 -28. 743 1.00 61.10 0
ATOM 1447 LEU A 415 -7.488 —-28.234 -28.923 1.00 59.50 N
ATOM 1118 CA LEU A 115 =7.601 —28. 801 -30.230 1.00 60. 81 C
ATOM 1449 CB LEU A 415 -6.327 —29.231 -30.875 1.00 59.84 C
ATOM 1450 CG LEU A 415 -6. 424 -29. 812 -32.289 1.00 50.72 C
ATOM 1451 CD1 LEU A 415 =7.227 -28.945 -33.246 1.00 48. 88 C
ATOM 1452 CD2 LEU A 415 -5.014 -29.949 -32.783 1.00 49. 83 C
ATOM 1453 C LEU A 415 -8.020 -30.073 -30.116 1.00 62.84 C
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ATOM 1454 O LEU A 415 -9. 449 -30. 257 -30.911 1.00 68. 74 0
ATOM 1455 GLN A 416 =8. 233 -30.899 -29.119 1.00 65. 22 N
ATOM 1456 CA GLN A 416 -9.096 -32.043 -28.855 1.00 66.79 C
ATOM 1457 B GLN A 416 -8.706 -32.762 —27.571 1.00 65.76 C
ATOM 1458 CG GLN A 416 -9.459 ~34.062 —27.355 1.00 67.80 ¢
ATOM 1459 (D GLN A 416 -8.674 ~35.018 ~26.484 1.00 73.78 c
ATOM 1460 OFE1 GIN A 416 -8.110 -34.621 -25.467 1.00 86. 43 0
ATOM 1461 NE2 GLN A 416 -8.613 -36. 280 -26.886 1.00 76.04 N
ATOM 1462 GLN A 416 -10.565 -31.604 -28.855 1.00 62.03 C
ATOM 1463 GLN A 416 11.308 32.026 29.724 1.00 b63.46 0
ATOM 1464 LYS A 417 -10.953 -30. 718 -27.934 1.00 61. 20 N
ATOM 1465 CA LYS A 417 -12.319 -30.168 —-27.899 1.00 57.88 C
ATOM 1466 CB LYS A 417 -12.389 -28.954 -26.984 1.00 26. 75 C
ATOM 1467 CG LYS A 417 —12. 055 —29. 241 -25.531 1.00 28.63 C
ATOM 1468 CD LYS A 417 -13.242 -28.976 -24.616 1.00 59.71 C
ATOM 1169 CE LYS A 117 -12.791 —28. 766 -23.169 1.00 62.16 C
ATOM 1470 NZ LYS A 417 -13.894 —-28. 272 -22.282 1.00 61.95 N
ATOM 1471 C LYS A 417 -12.893 —29. 800 -29.276 1.00 54,47 C
ATOM 1472 0O 1.YS A 417 -13.982 -30. 284 -29.639 1.00 48. 524 0
ATOM 1481 CYS A 419 -12.242 -30.614 -32.209 1.00 64. 55 N
ATOM 1482 CA CYS A 419 12.508 31.828 32.945 1.00 63. 36 C
ATOM 1483 CB CYS A 419 11.340 32.770 32.791 1.00 66.64 C
ATOM 1484 SG CYS A 419 -9.910 -32.161 -33.685 1.00 73.04 S
ATOM 1485 CYS A 419 =13. 757 —-32.474 -32.429 1.00 66. 21 C
ATOM 1486 O CYS A 419 -14. 667 —-32. 754 -33.194 1.00 74.12 0
ATOM 1487 N LYS A 420 -13. 795 -32.667 -31.114 1.00 73.78 N
ATOM 1488 CA LYS A 420 ~14.904 ~33.289 -30.393 1.00 75.38 c
ATOM 1489 CB LYS A 420 ~14.486 ~33.193 ~28.936 1.00 76.69 ¢
ATOM 1490 CG LYS A 420 ~15.019 ~34. 748 —28.272 1.00 80. 41 c
ATOM 1491 D LYS A 420  —14.106 ~35.177 -27.125 1.00 90. 64 C
ATOM 1492 CE LYS A 420 -14. 232 -36.669 -26.810 1.00 93. 41 C
ATOM 1493 NZ LYS A 420 -13.202 -37.105 -25.823 1.00 89.08 N
ATOM 1494 LYS A 420 16.189 32.456 30.441 1.00 79.70 C
ATOM 1495 LYS A 420 -17.206 -32.8351 —-29.861 1.00 85.34 0
ATOM 1496 ILE A 421 -16.136 —-31.308 -31.119 1.00 71.31 N
ATOM 1497 CA ILE A 421 -17.297 -30. 446 -31.276 1.00 69.53 C
ATOM 1498 CB 1LE A 421 -17.021 -29. 028 -30.730 1.00 63.55 C
ATOM 1499 CG1 ILE A 421 -17.218 —-29. 003 -29.216 1.00 67.12 C
ATOM 1500 C€D1 ILE A 121 -16.531 —27.831 -28.529 1.00 72.21 C
ATOM 1501 CG2 ILE A 421 -17.906 —27.987 -31.396 1.00 59.06 C
ATOM 1502 ILE A 421 -17.715 -30. 380 -32. 737 1.00 80. 37 C
ATOM 1503 TILE A 421 -18. 868 —-30. 645 -33.0562 1.00 92.14 0
ATOM 1504 HIS A 422 -16. 764 -30.039 -33.611 1.00 87.06 N
ATOM 1505 CA HIS A 422 -17.006 -29. 738 -35.032 1.00 88.20 C
ATOM 1506 CB HIS A 422 15.856 28.894 35.581 [.00 88.80 C
ATOM 1507 CG 1IIS A 422 -15.994 -27.408 -35.325 1.00 93.84 C
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ATOM 1508 NDI IIIS A 422 —15. 746 —26.481 -36.282 1.00103.34 N
ATOM 1509 CE1 IIIS A 422 —15.937 -25.248 -35.775 1.00 96.73 C
ATOM 1510 NE2 HIS A 422 -16. 311 —25.383 -34.487 1.00 94. 67 N
ATOM 1511 CD2 HIS A 422 -16. 354 -26. 700 -34.179 1.00 93.11 C
ATOM 1512 C HIS A 492 —17.155 ~30.976 35.882 1.00 87.14 c
ATOM 1513 0 HIS A 4922 ~17.463 ~30.890 -37.071 1.00 83.68 0
ATOM 1514 N GIN A 423 -16.902 ~32.135 -35.286 1.00 87.95 N
ATOM 1515 CA GLN A 423 -17.031 -33.432 -35.963 1.00 97.55 C
ATOM 1516 CB GIN A 423 -15. 963 -33.632 -37.080 1.00 90.40 C
ATOM 1517 CG  GIN A 423 -14. 597 -32.984 -36.816 1.00 98.93 C
ATOM 1518 CD GLN A 423 -13. 860 -32.494 -38.073 1.00101.26 C
ATOM 1519 O0FLl GLN A 423 13.589 31.288 38.222 [1.00 91.60 0
ATOM 1520 NE2 GLN A 423 -13.506 —33.427 -38.967 1.00 92.59 N
ATOM 1521 GLN A 423 -17. 036 —34.557 -34.906 1.00100. 38 C
ATOM 1522 GLN A 423 -16. 002 —35.197 -34.661 1.00 91.43 0
ATOM 1523 N PRO A 424 -18. 198 —-34. 771 —-34. 243 1.00100. 72 N
ATOM 1524 CA PRO A 424 —18.288 —-35.854 -33.264 1.00102.59 C
ATOM 1525 CB PRO A 121 -19.130 -35.113 -32.341 1.00 93.52 C
ATOM 1526 CG PRO A 424 -20.214 -34.396 -33.113 1.00 97.36 C
ATOM 1527 CD PRO A 424 -19.477 -34.048 -34.379 1.00 99.11 C
ATOM 1528 PRO A 424 -18. 616 —-37.163 —-33.977 1.00107.48 C
ATOM 1529 PRO A 424 -18. 546 —-38. 258 -33.383 1.00 99.01 0
ATOM 1530 GLU A 425 -18. 948 -37.033 -32. 259 1.00107.88 N
ATOM 1531 CA GLU A 425 19.209 38.181 36.110 [1.00115.14 C
ATOM 1532 CB GLU A 425 -19.649 -37.738 -37.511 1.00115.00 C
ATOM 1533 CG GLU A 425 -21.035 -37.087 -37.553 1.00116. 54 C
ATOM 1534 CD GLL A 425 -21.987 -37.568 -36.451 1.00113.17 C
ATOM 1535 OF1 GLU A 425  ~99.635 ~36.709 -35.819 1.00103. 23 0
ATOM 1536 OF2 GLU A 425  ~92.098 ~38.793 ~36.204 1.00112.87 0
ATOM 1537 C GLU A 425  —18.020 ~39.138 —36.153 1.00109.51 c
ATOM 1538 GLU A 425 -18. 173 —40.334 -35.895 1.00118. 69 0
ATOM 1539 ASN A 426 -16. 839 -38.602 -36.442 1.00 99.12 N
ATOM 1540 CA ASN A 426 -15. 620 -39.397 -36.413 1.00 93.27 C
ATOM 1541 CB ASN A 426 —14. 882 -39.337 -37.758 1.00 95.06 C
ATOM 1542 CG ASN A 426 15.046 38.005 38.467 1.00 99.63 C
ATOM 1543 0D1 ASN A 426 —15.329 -37.960 -39.669 [.0010]1.37 0
ATOM 1544 ND2 ASN A 426 -14. 856 —-36.913 —-37.733 1.00 96.63 N
ATOM 1545 ASN A 426 -14. 698 —-39. 056 —-35.244 1.00 81.44 C
ATOM 1546 ASN A 426 -13.941 —-38.093 —-35.323 1.00 80.55 0
ATOM 1547 PRO A 427 -14. 737 -39.878 -34.170 1.00 78. 48 N
ATOM 1548 CA PRO A 427 -13.974 -39.641 -32.933 1.00 73.80 C
ATOM 1519 CB PRO A 127 -11. 177 —10. 736 -31.982 1.00 75.15 C
ATOM 1550 CG PRO A 427 -14.900 —41.839 -32.894 1.00 86.15 C
ATOM 1551 CD PRO A 427 -15.453 —41.171 -34.128 1.00 80. 35 C
ATOM 1552 PRO A 427 -12. 490 -39.802 -33.105 1.00 69. 45 C
ATOM 1553 PRO A 427 -11. 765 -39. 769 -32.115 1.00 72.63 0
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ATOM 1554 N  GLN A 428 12.042 39.984 34.345 1.00 75.00 N
ATOM 1555 CA GLN A 4128 -10. 621 -40.196 -31.636 1.00 73.25 C
ATOM 1556 (B GLN A 428 -10. 379 -41.553 -35.296 1.00 80.26 C
ATOM 1557 CG GLN A 428 -10. 496 -41.544 -36.819 1.00 78.26 C
ATOM 1558 (D GLN A 428 -11.927 -41.661 -37.314 1.00 7h.72 C
ATOM 1559 OC1 GLN A 428 -12.722 -42.394 -36.752 1.00 70.39 0
ATOM 1560 NE2 GIN A 428 -12.252 -40. 927 -38.387 1.00 71.60 N
ATOM 1561 C GLN A 428 —10. 109 -39. 113 -35.539 1.00 66. 96 C
ATOM 1562 GLN A 428 -9.321 -39.3656 -36.411 1.00 72.66 0
ATOM 1563 N  HIS A 429 10.551 37.894 35.295 1.00 66.17 N
ATOM 1564 CA HIS A 429 —-10. 038 -36. 771 -36.038 1.00 64. 78 C
ATOM 1565 CB HIS A 429 —-11.100 -35.700 -36.120 1.00 64. 36 C
ATOM 1566 CG HIS A 429 —-10.805 -34.643 -37.131 1.00 60. 62 C
ATOM 1567 ND1 HTS A 429 -10.406 -34.935 -38.379 1.00 64.02 N
ATOM 1568 CE1 HIS A 429 —-10. 227 -33.801 -39.060 1.00 69. 88 C
ATOM 1569 NE2 HIS A 429 -10. 526 -32. 774 -38.242 1.00 70.69 N
ATOM 1570 (D2 IIIS A 429 —10.888 -33. 267 -37.049 1.00 60. 34 C
ATOM 1571 HIS A 129 —-8. 789 -36.225 -35.101 1.00 63.01 C
ATOM 1572 HIS A 429 —-7.789 -35.934 -36.101 1.00 58.11 0
ATOM 1573 PHE A 430 —-8.838 -36. 072 —34. 080 1.00 52.42 N
ATOM 1574 CA PHE A 430 =7.743 -35.432 -33. 358 1.00 56.65 C
ATOM 1575 CB PHE A 430 -8.112 -35. 208 -31. 6877 1.00 53.08 C
ATOM 1576 CG PHE A 430 =7.005 -34.638 -31.028 1.00 45.34 C
ATOM 1577 (D1 PIE A 430 —-6. 377 -33.432 -31.365 1.00 46.47 C
ATOM 1578 CE1 PHE A 430 —-5.362 -32.913 -30.569 1.00 41.31 C
ATOM 1579 CZ TPHE A 430 4.978 33.597 29.416 1.00 41.25 C
ATOM 1580 CE2 PHE A 430 -5.613 -34.780 -29.068 1.00 38.72 C
ATOM 1581 (D2 PHE A 430 -6.615 -35. 289 -29.873 1.00 40.49 C
ATOM 1582 C  PHE A 430 —-6.517 -36.301 -33.553 1.00 57.09 C
ATOM 1583 0  PHE A 430 —h. 465 -35.8356 -33.982 1.00 62.69 0
ATOM 1584 ALA A 431 -6.684 -37.591 -33.322 1.00 63.48 N
ATOM 1585 CA ALA A 431 -b. 625 -38.549 -33.620 1.00 62.18 C
ATOM 1586 CB ALA A 431 —6. 153 -39.960 —33.433 1.00 55.42 C
ATOM 1587 ALA A 131 -1.999 -38.318 -35.033 1.00 56.11 C
ATOM 1588 ALA A 431 3.786 38.443 35.218 1.00 49.59 0
ATOM 1589 CYS A 432 —-5. 810 -38. 035 —36. 028 1.00 56.05 N
ATOM 1590 CA CYS A 432 -5.226 -37.831 —37.347 1.00 59.54 C
ATOM 1591 CB CYS A 432 —-6.289 -37.840 —38.432 1.00 64.93 C
ATOM 1592 SG CYS A 432 =7.009 -39.472 -38.697 1.00 70.90 S
ATOM 1593 CYS A 432 —4.404 -36.561 —37.404 1.00 55.56 C
ATOM 1594 CYS A 432 -3.349 -36.532 -38.024 1.00 59.39 0
ATOM 1595 LEU A 433 —-4.866 -35.516 —36.736 1.00 50.72 N
ATOM 1596 CA LEU A 433 -1.103 -34.291 -36.715 1.00 17.18 C
ATOM 1597 CB LEU A 433 -4.816 -33.183 -35.920 1.00 50.56 C
ATOM 1598 CG LEU A 433 —-6.136 -32. 737 —-36.594 1.00 46.45 C
ATOM 1599 (D1 LEU A 433 —-6.989 -31.822 -35.741 1.00 40.50 C
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ATOM 1600 CD2 LEU A 433 -5.837 —-32.093 -37.938 1.00 47.93 C
ATOM 1601 C LEU A 433 =2.7747 -34.614 -36. 167 1.00 43. 21 C
ATOM 1602 0 LEU A 433 -1.741 —34.333 -36.821 .00 48. 74 0
ATOM 1603 N LEU A 434 2.708 35.253 35.009 1.00 39.41 N
ATOM 1604 CA LEU A 434 -1.411 -35.670 -34.439 1.00 47.95 C
ATOM 1605 CB LEUA 434  —1.572 ~36.447 -33.129 1.00 50,42 ¢
ATOM 1606 CG LEU A 434 =2.021 -35.611 -31.919 1.00 51.41 C
ATOM 1607 (DI LEU A 434 -1.840 -36.409 -30.638 1.00 52.36 C
ATOM 1608 (D2 LEU A 434 -1.263 -34.285 -31.840 1.00 48.27 C
ATOM 1609 LEU A 434 -0.596 —-36.486 -35.412 1.00 50.07 C
AlOM 1610 LEU A 131 0.561 —36.171 —35.670 1.00 bb, 51 0
ATOM 1611 GLY A 435 -1.221 -37.527 -35.957 1.00 53.60 N
ATOM 1612 CA GLY A 435 -0.631 —-38.377 -36.985 1.00 53.10 C
ATOM 1613 GLY A 435 0.151 -37.674 -38.073 1.00 48.76 C
ATOM 1614 GLY A 435 1.165 -38.179 -38.527 1.00 52.55 0
ATOM 1615 ARG A 136 -0.317 -36.506 —-38.173 1.00 18.91 N
ATOM 1616 CA ARG A 436 0.363 —35.708 —-39.475 1.00 54,03 C
ATOM 1617 CB ARG A 436 0.629 34.735 40.100 1.00 59,23 C
ATOM 1618 CG ARG A 436 -1.859 -35.430 -40.694 1.00 66. 51 C
ATOM 1619 CD ARG A 436 -1.h44 -36.651 —41.566 1.00 68.91 C
ATOM 1620 NE ARG A 436 =2.705 =37.537 -41.713 1.00 83. 28 N
ATOM 1621 CZ ARG A 436 -2.848 -38.723 -41.106 1.00102. 33 C
ATOM 1622 NH1 ARG A 436 1.887 39.187 40.300 1.00117.35 N
ATOM 1623 NH2 ARG A 436 -3.948 -39.461 -41.307 1.00 88.32 N
ATOM 1624 C ARG A 436 1.654 -35.008 -39.023 1.00 57.04 C
ATOM 1625 ARG A 436 2.5687 —34.874 -39.817 1.00 64. 38 0
ATOM 1626 LEU A 437 1. 732 -34.567 -37.766 1.00 57.29 N
ATOM 1627 CA LEU A 437 2.990 -34. 020 -37.219 1.00 54.51 C
ATOM 1628 CB [LEU A 437 2. 867 —33.643 -3h.743 1.00 48. 04 C
ATOM 1629 CG LEU A 437 1. 580 -32.888 -35.373 1.00 52.90 C
ATOM 1630 (D1 LEU A 437 1.504 -32.711 -33.877 1.00 49. 56 C
ATOM 1631 (D2 LEU A 437 1.422 -31.551 -36.085 1.00 49.13 C
ATOM 1632 LEU A 437 4,134 -35.001 -37.379 1.00 60.72 C
ATOM 1633 LEU A 437 5.306 -34.641 -37.229 1.00 74.06 0
ATOM 1631 THR A 138 3.796 —36.215 -37.682 1.00 57.18 N
ATOM 1635 CA THR A 438 4,793 -37.272 -37.813 1.00 53. 65 C
ATOM 1636 CB THR A 438 4,211 38.637 37.456 1.00 62.06 C
ATOM 1637 0G1 THR A 438 3.432 -38.526 -36.256 1.00 64.51 0
ATOM 1638 (CG2 THR A 438 5.311 -39.603 -37.190 1.00 67.52 C
ATOM 1639 THR A 438 5,382 -37.268 —-39.214 1.00 55,70 C
ATOM 1640 0 THR A 438 6. 607 —-37.314 —-39.381L 1.00 62. 54 0
ATOM 1641 GLU A 439 4,531 37.201 40.230 1.00 58.80 N
ATOM 1642 CA GLU A 439 5.025 -36.972 —41.595 1.00 58. 26 C
ATOM 1643 CB GLU A 4139 3.883 -36.852 —12.591 1.00 60.07 C
ATOM 1644 CG GLU A 439 3. 358 —38.193 —43.067 1.00 68.73 C
ATOM 1645 CD GLU A 439 2.142 -38.045 —43.942 1.00 73.41 C
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ATOM 1692 CG HIS A 4145 11.916 -38.102 -13.1486 1.00 99. 18 C
ATOM 1693 NDI IIIS A 445 15.596 -39. 164 -43.958 1.00100. 65 N
ATOM 1694 CE1 HTS A 445 14. 882 -39. 752 -44.937 1.00112.37 C
ATOM 1695 NE2 HIS A 445 13.736 -39.063 —45.092 1.00105.91 N
ATOM 1696 (D2 HIS A 445 13.724 38.043 44.213 1.00106.09 C
ATOM 1697 C  HIS A 445 15.954 ~35.621 —44.243 1.00 87. 44 C
ATOM 1698 HIS A 445 17.120 -35.468 -44.617 1.00 97.42 0
ATOM 1699 HIS A 446 14. 917 -35.672 -457.082 1.00 92.78 N
ATOM 1700 CA HIS A 446 15. 026 —-35.477 -46.538 1.00 95. 68 C
ATOM 1701 CB HIS A 446 13.779 35.991 47.248 1.00 93.64 C
ATOM 1702 HTS A 446 15. 252 -34.034 -46.898 1.00 93. 63 C
ATOM 1703 HIS A 446 15. 743 —-33.731 -47.980 1.00 97.93 0
ATOM 1704 HIS A 447 14. 848 -33. 135 -46.004 1.00 97.08 N
ATOM 1705 CA HIS A 4147 15.281 —-31.713 -16.026 1.00 99. 16 C
ATOM 1706 CB IIIS A 447 14. 078 —-30. 780 -45.818 1.00100. 70 C
ATOM 1707 CG HTS A 447 14.336 -29.293 -46.174 1.00 97. 577 C
ATOM 1708 ND1 HIS A 447 15. 459 -28.625 -45.827 1.00100. 29 N
ATOM 1709 CE1 HIS A 447 15.369 -27.339 -46.243 1.00 95. 32 C
ATOM 1710 NE2 HIS A 447 14. 172 -27.170 —46.830 1.00 88.39 N
ATOM 1711 CD2 HIS A 447 13.503 —-28.344 -46.795 1.00 97. 92 C
ATOM 1712 HIS A 447 16. 236 -31. 750 -44. 870 1.00 96. 88 C
ATOM 1713 HIS A 447 16. 042 -31.045 -43.885 1.00102. 68 0
ATOM 1714 ALA A 448 17.259 32.602 44.966 1.00100.72 N
ATOM 1715 CA ALA A 448 18.356 -32.646 —-43.988 1.00106. 39 C
ATOM 1716 CB ALA A 448 19. 713 -32.625 -44.697 1.00107.12 C
ATOM 1717 ALA A 448 18.241 -31.484 -43.008 1.00106.92 C
ATOM 1718 0 ALA A 418 17.702 -31.658 —11.903 1.00 94.38 0
ATOM 1719 GLU A 449 18. 740 -30.313 —43.431 1.00105. 12 N
ATOM 1720 CA GLU A 449 18.495 -29.044 -42.748 1.00100. 79 C
ATOM 1721 CB GLU A 449 19. 456 -28.884 —41.554 1.00 94.59 C
ATOM 1722 CG GLU A 449 18.991 -29.609 -40.282 1.00101.78 C
ATOM 1723 CD GLU A 449 19.497 -29.013 -38.963 1.00109. 32 C
ATOM 1724 O0OC1 GLU A 449 19. 711 -27.787 -38.875 1.00104. 34 0
ATOM 1725 0E2 GLU A 449 19. 658 —-29. 780 -37.983 1.00112.57 0
ATOM 1726 C GLL A 449 18.505 -27.813 -43. 702 1.00104. 05 C
ATOM 1727 0 GLU A 449 19.300 27.761 44.649 1.00106.57 0
ATOM 1728 MET A 450 17.601 -26.851 —43.467 1.00 89. 32 N
ATOM 1729 CA MET A 450 17.652 -25.542 -44,136 1.00 93.70 C
ATOM 1730 CB MET A 450 16. 246 -25.030 -44.401 1.00 94.11 C
ATOM 1731 CG MET A 4150 16. 138 -23.519 -14. 762 1.00 91. 31 C
ATOM 1732 SD MET A 450 14. 782 -22.780 -43.826 .00 99. 00 S
ATOM 1733 CE MET A 450 14. 249 -21.524 -44.978 1.00104. 95 C
ATOM 1734 MET A 450 18. 450 —-24. 487 -43.337 1.00100. 86 C
ATOM 1735 MET A 450 17.912 -23.428 -42.955 1.00 82.40 0
ATOM 1736 LEU A 451 19. 730 -24. 771 —43.077 1.00103.14 N
ATOM 1737 CA LEU A 451 20.589 -23.777 -42.424 1.00103. 77 C
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ATOM 1738 CB LEU A 451 21.541 -24.393 -41.396 1.00 89. 77 C
ATOM 1739 CG LEU A 451 21.120 -25.506 -40.441 1.00 90. 84 C
ATOM 1740 CD1 LEU A 451 19.644 25.498 40.031 1.00 73.62 C
ATOM 1741 CD2 LEU A 451 21.526 -26. 816 -41.092 1.00 93.42 C
ATOM 1742 C LEUA 451  21.387 —22.980 ~43.445 1.00114.92 c
ATOM 1743 LEU A 451 21. 254 -23. 187 -44.661 1.00110. 68 0
ATOM 1744 MET A 452 22.218 -22.074 -42.923 1.00118.46 N
ATOM 1745 CA MET A 452 22.966 -21.100 -43.717 1.00107.65 C
ATOM 1746 CB MET A 452 23.969 -21.799 -44.644 1.00111.30 C
ATOM 17147 C  MET A 152 22.011 -20. 195 -11.501 1. 00106. 81 C
ATOM 1748 0  MET A 452 21.446 —-19. 250 -43.947 1.00105. 09 0
ATOM 1749 SER A 453 21.819 -20.527 -45.782 1.00117. 80 N
ATOM 1750 CA SER A 453 21.102 —-19.685 -46. 761 1.00122.52 C
ATOM 1751 CB SER A 453 21.692 -19.920 -48.162 1.00121.72 C
ATOM 1752 0G  SER A 153 21.628 —21. 281 -18.553 1.001141. 02 0
ATOM 1753 SER A 453 19.573 —19.906 -46.671 1.00118.89 C
ATOM 1754 SER A 453 19.138 20.481 45.680 1.00134.67 0
ATOM 1755 TRP A 454 18.722 —19.490 -47.621 1.00112. 65 N
ATOM 1756 CA TRP A 454 18.996 —18.924 -48.952 1.00109. 31 C
ATOM 1757 CB TRP A 454 19. 733 —17. 581 -48.892 1.00106. 13 C
ATOM 1758 CG TRP A 454 19. 274 —16. 664 -47.784 1.00 96. 11 C
ATOM 1759 CD1 TRP A 454 18.169 16.823 46.956 1.00 95.92 C
ATOM 1760 NE1 TRP A 454 18.066 —1h. 777 —-46.075 1.00105. 74 N
ATOM 1761 CE2 TRP A 454 19. 048 —14. 869 —46. 281 1.00 92.90 C
ATOM 1762 (D2 TRP A 454 19.872 —15. 377 -47.379 1.00 89.99 C
ATOM 1763 CE3 TRP A 454 20.965 —14.631 -47.798 1.00 86.91 C
ATOM 1764 CZ3 TRP A 454 21.246 -13.433 -47.136 1.00 77.69 C
ATOM 1765 CH2 TRP A 454 20. 454 -12.970 -46.072 1.00 78.50 C
ATOM 1766 CZ2 'TRP A 151 19. 332 —13.667 —15.637 1.00 82.13 C
ATOM 1767 C TRP A 454 19.632 —19. 900 -49.922 1.00108. 91 C
ATOM 1768 0 TRP A 454 19.559 —-21.126 -49.748 1.00 98.17 0
ATOM 3485 01 FMT X 1 -2.798 —41.152 -25.987 1.00 53.40 0
ATOM 3486 C FMT X 1 -3.990 —40.894 -26.261 1.00 61.42 C
ATOM 3487 02 FMI'X 1 -1.100 —10. 561 -27.518 1.00 65. 83 0
ATOM 3488 01 FMT X 2 -5.245 —44, 027 -28.469 1.00 75.04 0
ATOM 3489 C FMT X 2 4.6563 43.216 29.174 1.00 70.78 C
ATOM 3490 02 FMT X 2 -4.592 —43. 444 -30.483 1.00 66. 32 0
ATOM 3491 01 FMT X 3 =7.393 —44.564 -27.272 1.00 89.05 0
ATOM 3492 C FMT X 3 =7.419 —44. 851 -26.079 1.00 95,81 C
ATOM 3493 02 FMT X 3 —6. 347 —44.676 —25.299 1.00 85.52 0
ATOM 3494 01 FMT X 4 0.104 43.401 27.890 1.00 83.82 0
ATOM 3495 C FMT X 4 -0.922 -42.820 -27.533 1.00 79.19 C
ATOM 3496 02 FMT X 1 -1.273 —11.673 -28.109 1.00 73.77 0
ATOM 3509 HOHH 1 -0. 025 —40. 433 -30.245 0.50 53.19 0
ATOM 3511 omm 2 2.383 —-34.329 -59.541 1.00 63.63 0
ATOM 3512 HOHH 3 17.876 -8.232 -45.202 1.00 50.92 0
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ATOM 3513 O HOHH 4 23.564 -14.407 -46.075 1.00 63.41 0
ATOM 3514 O HOH H 5 -12. 464 -36.958 -23.418 1.00 79.65 0
ATOM 3520 0 HONH 6  20.925 —11.121 —41.216 1.00 53.50 0
ATOM 3521 O Homm 7 14.694 -6.599 —47. 111 1.00 80.57 0
ATOM 3522 0 HOHH 8 20.186 -9.607 -44.541 1.00 46. 88 0]
ATOM 3523 0O HOHH 9 18.634 -22.911 -51.218 1.00 56,55 0
ATOM 3525 O HOH H 10 15.435 24.628 69.491 1.00 95.44 0
ATOM 3526 O HOHH 11 17.275 -17.501 -43.269 1.00 52,94 0
ATOM 3530 O HOHH 12 -8.123 -38.910 -21.499 1.00 72.83 0
ATOM 3593 04 IVEF 1 5.562 -23.549 -57.435 1.00 34.73 0
ATOM 3594 (30 LVE F 1 0. 203 —-23.361 —56.483 1.00 42.27 C
ATOM 3595 (25 IVE T 1 6. 851 —-22.035 -56.366 1.00 41.94 C
ATOM 3596 (24 TVE F 1 5.830 -21.162 -57.036 1.00 45.13 C
ATOM 3597 06 IVE F 1 5.960 -19.849 -56.530 1.00 48.25 0
ATOM 3598 (23 IVE F 1 5.888 -21.173 -58.561 1.00 41.83 C
ATOM 3599 (28 IVE F 1 6.197 -22.395 -59.183 1.00 12.70 C
ATOM 3600 03 IVE T 1 6. 887 —-22.052 -60.508 1.00 44. 36 0
ATOM 3601 (27 IVE F 1 7.588 -22.876 -H8. 287 1.00 46. 83 C
ATOM 3602 (29 IVE F 1 8.178 —24. 237 -58.349 1.00 42.29 C
ATOM 3603 (26 IVE F 1 7.967 22.092 57.317 1.00 42.50 C
ATOM 3604 C21 IVE F 1 4,454 -21.635 -56.814 1.00 47,17 C
ATOM 3605 C22 IVE F 1 3.880 —-22.126 -58.097 1.00 48.41 C
ATOM 3606 02 IVE F 1 4. 564 -21.300 -H9.018 1.00 48.5H2 0
ATOM 3607 C20 IVE F 1 3. 737 -21.615 -55.680 1.00 52.89 C
ATOM 3608 C19 IVE F 1 4.066 21.170 54.329 1.00 52.54 C
ATOM 3609 C18 TVE F 1 3.070 -21.492 -53.519 1.00 h0.84 C
ATOM 3610 C17 IVE F 1 2.811 -21.291 -52.048 1.00 46.67 C
ATOM 3611 C31 IVE F 1 1.920 -22.423 -51.587 1.00 44,91 C
ATOM 3612 C16 VEF 1 3.931 -21.428 ~51.088 1.00 45.07 C
ATOM 3613 Cl5 IVE T L 4,453 -22.798 -51.161 1.00 43.49 C
ATOM 3614 (46 IVE F 1 5.807 -23.099 -50.643 1.00 47.11 C
ATOM 3615 C(Cl4 IVE F 1 3. 759 -23.799 -51.649 1.00 34.92 C
ATOM 3616 C13 IVE F 1 4,490 25.104 51.616 1.00 40.02 C
ATOM 3617 Cl12 IVE F 1 5.892 -24.866 -52.109 1.00 40.15 C
ATOM 3618 01 IVEC F 1 6. 440 -26.057 -52.591 1.00 41.50 0
ATOM 3619 (€8 IVEF 1 7.794 -25.799 -52.731 1.00 41.58 C
ATOM 3620 O IVE F 1 8.012 -26.984 —52.915 1.00 42.09 0
ATOM 3621 C4 IVEF 1 9.767 26.790 52.353 1.00 38.79 C
ATOM 3622 C2 TIVEF 1 9. 368 -26.942 -50.936 1.00 35.80 C
ATOM 3623 Cl1 IVEF 1 10.587 -27.145 -50.096 1.00 40.97 C
ATOM 3624 C IVE F 1 11.476 -25.994 -50.449 1.00 42.24 C
ATOM 36250 (C3 IVE F 1 8.121 -28.113 -50.913 1.00 39.75 C
ATOM 3626 C5 IVE T 1 10. 204 -25.374 -52.596 1.00 35.48 C
ATOM 3627 C47 TVE F 1 11. 705 -25. 188 -52.585 1.00 36.77 C
ATOM 3628 (6 IVE F 1 9.586 —-24.572 -51.505 1.00 38.03 C
ATOM 3629 C7 IVEF 1 8.164 25.062 51.471 1.00 36.96 C
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ATOM 3630 €9 IVEF 1 8.027 ~24.961 ~53.950 1.00 42. 04 c
ATOM 3631 CI1 IVEF 1 5.784 ~23.950 ~53.301 1.00 43. 98 c
ATOM 3632 C10 IVEF 1 6.927 ~23.989 ~54.303 1.00 48.72 c
ATOM 3633 05 IVEF 1 6.450 ~24.416 ~55.545 1.00 45. 48 0
ATOM 3634 07 IVEF 1 3.180 ~21.459 ~49.920 1.00 44.35 0
ATOM 3635 (32 TVEF 1 3.919 ~20.960 ~48.865 1.00 44.67 C
ATOM 3636 €33 IVEF 1 5.400 ~20.975 —48.789 1.00 36. 88 C
ATOM 3637 €34 IVEF 1 5.557 ~19.975 —47.667 1.00 47.38 C
ATOM 3638 013 IVEF 1 6.818 ~19.417 ~47.765 1.00 48.17 0
ATOM 3639 €45 IVEF 1 7.570 ~20.231 —48.627 1.00 54. 34 C
ATOM 3640 €35 IVEF 1 4.576 ~18.865 47.897 1.00 46.83 c
ATOM 3641 €36 IVEF 1 3. 445 ~19.589 ~48.449 1.00 40.88 C
ATOM 3642 €37 IVEF 1 9.045 ~19.107 ~48.138 1.00 37. 66 C
ATOM 3643 08 IVEF 1 3.367 ~20.712 47.614 1.00 45. 84 0
ATOM 3644 09 IVEF 1 4.079 ~18.406 —46.691 1.00 56. 29 0
ATOM 3645 €38 IVEF 1 5.114 ~17.919 ~45.898 1.00 44.61 C
ATOM 3646 €39 IVEF 1 4,492 16,762 —45.173 1.00 42. 48 C
ATOM 3647 C40 TVEF 1 4.874 ~15.387 —45.689 1.00 50. 96 C
ATOM 3648 012 TVEF 1 3.737 ~14.578 ~45.832 1.00 55. 04 0
ATOM 3649 C44 TVEF 1 4181 ~13.391 ~46.446 1.00 58. 46 C
ATOM 3650 C41 TVEF 1 5.504 ~15.371 ~47.042 1.00 49.52 C
ATOM 3651 011 IVEF 1 6.895 ~15.337 ~46.846 1.00 44.10 0
ATOM 3652 C42 TVEF 1 5.266 ~16.684 ~47.674 1.00 54.85 c
ATOM 3653 010 TVEF 1 6.039 ~17.467 ~46.827 1.00 39.32 0
ATOM 3654 C43 TVEF 1 5.796 ~16.638 ~49.094 1.00 59. 34 c
END,
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