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Fig. S1 Purification of HBcAg. SDS-PAGE of concentrated HBcAg particles purified by size exclusion chromatography. Lane
M is protein markers in kDa, lane 1 is the purified HBcAg monomer with molecular mass about 17 kDa.
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Fig. S2 Non-refocused 2D *H-*N-HSQC spectra of peptide S. The cross peaks have antiphase structure with respect to the
LJnw; green and blue colors represent positive and negative peaks, respectively. The assigned resonances are labeled, cross peaks
of the five C-terminal amino acids with very similar *H chemical shifts are circled.
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Table S1. Peptide preS chemical shifts at pH 4.

H N Co Ha CB HPa,b Cy Hya,b Cd Hda,b Ceg, C, Cn He, {,n
1Arg - 132.05 (€) 5537 399  30.76 1.83 2612 158,154 4317 3.3 712 (€)
2GIn 881 1550 11600 5392 460 2877 190,205 3335 236 750 (€)
Pro - - 6305 440 3207 222 2738 195182 51.08 361,3.77 6.84 (£)
4Thr 825 11883 5991 449  69.77 4.06 2143 1.19
5Pro - - 6335 432 3218 2.20 2731 181,190 50.72 3.77
6Leu 828 12132 5512 425 4238 154 26.98 1.49 2481,2346  0.85,0.80
7Ser 8.8 119.10 5630 466 6320  3.78,3.68
8Pro - - 6172 457 3081 2.5 2731 192,197 50.63 359,3.73
9%Pro - - 6289 433 3189 2.19 2735 178,193 50.39 3.72,354
10Leu 822 12121 5521 423 4242 148 27,02 156 2472,2361  0.84,0.80
HArg 832 1510813237¢) 29 433 3077 151,156 2708 169,177 4332 3.10 7.10 €)
12Thr 807 117.65 6154 432  69.73 411 2136 107
13Thr 804 117.89 6162 422  69.83 407 2162 1.06
14His 838 12031 5323 491 2863 3.13 120.30 7.18 136.30 (€) 8.46 (€)
15Pr0 - - 6307 432 3211 221 2736 182,191 50.68 351,364
16GIn 849 o0 13621 5598 420 2952 189,200 3376 230 144,679 €
17Ala 824 122550 5242 418 19.20 127

18Met 814 119,62 5534 424 3281 175174 3193 233 192 €)

19His 830 11957 5498 458 2887  3.0,3.02 119.98 7.10 136.21 () 8.46 (€)

20Trp 814  121.32,12471() 5740 455 2972  311,3.8 127.20, 7.13 12085(),  10.02,750

126.97 11464 ©Q,  (€);7.39,7.04

122020, (©:;7.14 ()
124.62 (1)

21A 820 )i ijgye 5300 455 3887 253,257 6.77,7.42

22Ser  8.04 117.92 5843 429 6373 379,371

23Thr  8.10 11767 6193 430  69.66 4.12 2158 1.05

24Thr  7.94 118.10 6167 421  69.86 4.06 2141 1.03

25Phe  7.80 123.09 5852 441 3997  289,3.06 131.96 7.12 13123(€),  722();7.17
129.53 (9 ©
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Table S2. Peptide S chemical shifts at pH 4.

H N Ca Ha Cp Hpa,b Cy Hya,b Cd Hda,b Ce,m He, {,n
1Pro - - 62.27 434 32.59 2.37 2640 196,194 49.40 3.35,3.30
2lle 8.55 120.29 61.56 414 38.78 1.77 17.39 1.12,0.84 1291 0.79
3Ser 8.39 119.96 57.92 4.39 6389 371374 2732 1.40
4Asn 8.39 120.65, 53.13 461 38.82 2.69 7.50,6.81

116.24(3)
5His 8.40 119.40 55.08 4.65 29.01  3.19,3.06 120.08 7.19 136.36 (¢) 8.51(g)
6Ser 8.33 119.46 56.68 467 63.17  3.803.77
7Pro - - 63.53 4.45 32.11 2.25 2736 1.90,1.96 50.79 3.66,3.74
8Thr 8.12 116.72 61.80 4.28 69.71 4.18 2161 1.13
9Ser 8.15 118.96 58.19 441 63.87 3.78
10Cys 8.25 121.18 56.39 4.65 2759  2.69,2.80
11Pro - - 61.67 458 30.88 2.24 2731 1.78,1.89 50.78 357,367
12Pro - - 63.07 4.26 31.96 214 2730  1.89,1.80 50.38 367,352
13Thr 7.91 116.31 61.65 417 69.72 4.10 21.72 1.08
14Cys  8.15 121.32 56.20 4.72 2762 281,278
15Pro - - 63.80 4.30 31.98 2.17 2738 1.88,1.93 50.80 3.64,3.72
16Gly 831 114.38 4535 3.77,3.83
17Tyr 782 120.08 58.58 434 38.76  2.76,2.85 133.21 6.92 118.22(¢) 6.69(s)
18Arg  8.05 121.18 56.70 4.06 30.46 1.52 26.85 1.29 43.29 2.98 7.00(n)
19Trp  7.76 120.25 57.56 452 2932 321315 127.28 717 120.83 (¢), 7.47,10.04(¢)
114.69,122.08 (0), 7.34,7.04(C)
124.66 () 7.11()
20Met a a 55.96 423 3181 189,180 3284 227,223 16.86(¢) 1.94(¢)
21Cys 801 a 58.73 4.27 27.67 2.74
22leu  8.04 a 55.33 424 42.39 1.48 26.98 154 23.38,24.93  0.81,0.76
23Arg  8.02 a 55.92 4.15 30.78 158,163 2697 138,143 43.27 2.99 7.01(m)
24Arg  8.10 a 55.88 418 3099 154164 2698 139,144 43.27 3.02 7.02(n)
25Phe  7.96 a 57.54 448 3969  3.11,2.90 131.96 7.15 131.24(g),
129.58 (©) 7.24(2), 7.18(0)
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Table S3. 3J(HN-Ha) coupling constant, calculated ¢ and simulated ¢ angle of peptides preS.

Residue

3J(HN-Ho) Hz

Calculated ¢ (°)

Most Populated
Cluster Structure ¢ (°)

GIn2
Pro3
Thra
Pro5
Leu6
Ser7
Pro8
Pro9
Leul0O
Argll
Thrl2
Thrl3
His14
Prol5
GInl6
Alal7
Met18
His19
Trp20
Asn21
Ser22
Thr23
Thr24
Phe25

6.48
7.31

6.80
6.90

6.56
7.20
7.70
712
7.92

6.88
5.84
7.12
7.60
6.55
7.60

8.30
8.60
7.80

316,884,-77.7,-162.3
40.1,79.9,-82.2,-157.8

342,858,-78.6,-1714
355,845,-79.5,-160.5

329,87.1,-77.7,-162.3
384,81.6,-81.3,-158.7
43.7,76.3,-84.1,-155.9
36.9,83.1,-81.3,-158.7
459,74.1,-851,-154.92

355,845,-79.5,-160.5
27.1,92.9,-73.6,-166.4
36.9,83.1,-81.3,-158.7
418,78.2,-84.1,-155.9

418,78.2,-84.1,-155.9
51.9,68.1,-87.1,-152.9

-89.3,-150.7
43.7,76.3,-85.1,-154.9

953
-116.9
-78.1
-68.5
-1145
-113.1
-66.3
-108.4
-61.6
-149.0
-57.6
-1514
-1106
-88.0
-152.4
-167.4
-1305
-81.6
-44.4
-154.3
-1348
92.6
-58.3
-112.0
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Table S4. 3J(HN-Ha) coupling constant, calculated ¢ and simulated ¢ angle of peptides S.

Residue

3J(HN-Ho) Hz

Calculated ¢ (°)

Most Populated
Cluster Structure ¢ (°)

lle2
Ser3
Asnd
His5
Ser6
Pro7
Thr8
Ser9
Cysl10
Proll
Pro12
Thrl3
Cysl4
Prol5
Glyl6
Tyrl7
Argl8
Trpl9
Met20
Cys21
Leu22
Arg23
Arg24
Phe25

7.36
7.19
7.62
8.08
6.44

7.52
7.32
7.20

7.64
7.16
6.30
8.95

40.1,79.9,-82.2,-157.8
384,81.6,-81.3,-158.7
418,78.2,-84.1,-155.9
485,715,-86.1,-153.9
31.6,884,-76.9,-163.1

418,78.2,-83.1,-156.9
40.1,79.9,-82.2,-157.8
384,81.6,-81.3,-158.7

43.7,76.3,-84.1,-155.9
384,81.6,-81.3,-158.7

305,895,-76.1,-163.9
91.6,-1484

-121.9
-75.6
-158.6
-152.9
-148.3
-84.4
-147.2
614
-146.9
-68.8
-31.3
-1456
-1374
255
-170.7
-137.1
-69.1
-55.3
-132.7
62.2
-1436
-149.8
-156.9
-90.9
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Table S5. Distance restraints used for structure calculations of peptide preS.

Atom 1 Atom 2 Distance (A) Atom 1 Atom 2 Distance (A)

Intra-residue restraints 9 PRO HB3 9 PRO HG3 398
1 ARG HG2 1 ARG HB3 397 9 PRO HD2 9 PRO HD3 3.15
1 ARG HG3 1 ARG HB3 380 9 PRO HB3 9 PRO HD2 6.03
2 GLN H 2 GLN HB3 527 10 LEU HG 10 LEU HB2 2.89
2 GLN H 2 GLN HB2 594 10 LEU QD1 10 LEU QD2 3.23
2 GLN H 2 GLN HA 547 10 LEU HG 10 LEU HA 467
2 GLN HB2 2 GLN HA 6.10 10 LEU HB2 10 LEU HA 485
2 GLN HB3 2 GLN HG3 4.29 10 LEU QD2 10 LEU H 6.15
2 GLN HB2 2 GLN HG3 4.60 10 LEU QD1 10 LEU H 6.13
2 GLN HE21 2 GLN HE22 277 10 LEU HG 10 LEU H 4.14
2 GLN HB3 2 GLN HB2 325 10 LEU HA 10 LEU H 448
3 PRO HA 3 PRO HB3 495 10 LEU HB2 10 LEU H 5.04
3 PRO HB3 3 PRO HG3 341 10 LEU HB2 10 LEU QD2 4.75
3 PRO HD2 3 PRO HD3 319 10 LEU HB2 10 LEU QD1 4.56
3 PRO HD? 3 PRO HG?2 3.60 11 ARG HG3 11 ARG HA 445
3 PRO HG2 3 PRO HG3 354 11 ARG HA 11 ARG HB2 532
3 PRO HD?2 3 PRO HB3 562 11 ARG HA 11 ARG HB3 5.62
4 THR QG2 4 THR HB 425 11 ARG HG3 11 ARG HB3 415
4 THR QG2 4 THR H 5.46 11 ARG HB2 11 ARG HB3 2.85
4 THR HB 4 THR H 477 11 ARG HG2 11 ARG HG3 331
4 THR HA 4 THR H 4.89 11 ARG HA 11 ARG HD2 6.03
4 THR HA 4 THR HB 535 11 ARG HG2 11 ARG H 5.19
4 THR HA 4 THR QG2 473 11 ARG HB3 11 ARG H 5.89
5 PRO HD3 5 PRO HG2 3.96 11 ARG HB2 11 ARG H 530
5 PRO HG3 5 PRO HB3 384 11 ARG HG3 11 ARG H 4.82
6 LEU HA 6 LEU QD1 493 11 ARG HA 11 ARG H 440
6 LEU QD1 6 LEU HG 527 11 ARG HG2 11 ARG HA 447
6 LEU QD2 6 LEU HG 498 11 ARG HG2 11 ARG HB3 4.26
6 LEU QD1 6 LEU QD2 319 11 ARG HG3 11 ARG HB2 3.99
6 LEU HB2 6 LEU HG 273 11 ARG HG2 11 ARG HB2 421
6 LEU HA 6 LEU HB2 6.01 11 ARG HG3 11 ARG HD2 557
6 LEU HA 6 LEU H 452 11 ARG HG2 11 ARG HD2 5.69
6 LEU QD1 6 LEU H 6.41 11 ARG HB3 11 ARG HD2 5.10
6 LEU HG 6 LEU H 527 12 THR HA 12 THR QG2 4,00
6 LEU HB2 6 LEU H 475 12 THR QG2 12 THR H 459
6 LEU HA 6 LEU HG 476 12 THR H 12 THR HB 478
6 LEU HB2 6 LEU QD1 468 12 THR HA 12 THR H 360
6 LEU HB2 6 LEU QD2 4.46 12 THR HA 12 THR HB 393
7 SER H 7 SER HB2 4.80 12 THR QG2 12 THR HB 3.66
7 SER H 7 SER HB3 521 13 THR HA 13 THR QG2 394
7 SER H 7 SER HA 481 13 THR QG2 13 THR H 446
7 SER HB2 7 SER HA 471 13 THR HB 13 THR H 4.90
7 SER HB3 7 SER HA 457 13 THR HA 13 THR H 4.65
7 SER HB2 7 SER HB3 258 13 THR HA 13 THR HB 354
8 PRO HB3 8 PRO HA 4.78 13 THR QG2 13 THR HB 3.74
8 PRO HD2 8 PRO HB3 5.80 13 THR HA 13 THR QG2 4.09
8 PRO HD? 8 PRO HD3 3.18 14 HIS HB2 14 HIS HA 488

SI7



Atom 1 Atom 2 Distance (A) Atom 1 Atom 2 Distance (A)
14 HIS HB3 14 HIS H 501 19 HIS HB3 19 HIS HD2 5.38
14 HIS HB2 14 HIS H 480 19 HIS HB3 19 HIS H 493
14 HIS HA 14 HIS H 4.74 19 HIS HB2 19 HIS H 478
14 HIS HB3 14 HIS HD2 5.03 19 HIS HA 19 HIS H 447
14 HIS HB2 14 HIS HD2 485 19 HIS HB3 19 HIS HA 3.83
14 HIS HB3 14 HIS HA 424 19 HIS HB2 19 HIS HA 415
14 HIS HB2 14 HIS HB3 293 20 TRP HB2 20 TRP HA 427
15 PRO HD3 15 PRO HB3 5.74 20 TRP HB3 20 TRP HA 531
15 PRO HA 15 PRO HD3 5.62 20 TRP HB3 20 TRP  HB2 297
15 PRO HA 15 PRO HD2 6.21 20 TRP H 20 TRP HA 454
15 PRO HA 15 PRO HB3 3.90 20 TRP H 20 TRP  HB2 432
15 PRO HA 15 PRO HG3 471 20 TRP H 20 TRP  HH2 5.29
15 PRO HD3 15 PRO HD2 3.05 20 TRP HH2 20 TRP HE1 354
15 PRO HD3 15 PRO HG3 549 20 TRP HE1l 20 TRP Hz2 4.74
15 PRO HD2 15 PRO HG3 544 20 TRP H 20 TRP  HE3 6.19
15 PRO HA 15 PRO HG2 5.18 20 TRP HE3 20 TRP HZzZ3 3.67
15 PRO HD3 15 PRO HG2 404 20 TRP HH2 20 TRP Hz2 345
15 PRO HD2 15 PRO HG2 407 20 TRP HZz2 20 TRP HZzZ3 4.70
16 GLN H 16 GLN HA 448 20 TRP H 20 TRP  HB3 5.08
16 GLN HA 16 GLN HB2 6.05 20 TRP HA 20 TRP  HE3 49
16 GLN HG3 16 GLN HB3 3.88 20 TRP HB3 20 TRP  HH2 459
16 GLN HA 16 GLN HG3 497 20 TRP HB2 20 TRP  HH2 455
16 GLN HE21 16 GLN HE22 252 20 TRP HB3 20 TRP  HE3 507
16 GLN HA 16 GLN HB3 4.26 20 TRP HB2 20 TRP  HE3 5.09
16 GLN H 16 GLN HB2 5.14 21 ASN HB3 21 ASN HA 5.54
16 GLN H 16 GLN HG3 499 21 ASN QB 21 ASN H 5.64
16 GLN H 16 GLN HA 459 21 ASN HB3 21 ASN HD21 552
16 GLN HG3 16 GLN HB2 3.86 21 ASN HB2 21 ASN HD21 5.75
16 GLN H 16 GLN HB3 452 21 ASN HB3 21 ASN H 496
16 GLN HB2 16 GLN HB3 3.10 21 ASN HB2 21 ASN H 498
17 ALA H 17 ALA HA 432 21 ASN HA 21 ASN H 361
17 ALA H 17 ALA QB 3.78 21 ASN HD21 21 ASN HD22 232
17 ALA HA 17 ALA QB 3.78 21 ASN HB2 21 ASN HA 422
18 MET HB3 18 MET H 487 21 ASN HB2 21 ASN HB3 2.63
18 MET HB2 18 MET H 467 22 SER HA 22 SER  HB2 4.30
18 MET HB3 18 MET HB2 2.88 22 SER HA 22 SER HB3 438
18 MET QG 18 MET QB 3.80 22 SER HB2 22 SER H 5.20
18 MET QG 18 MET H 5.88 22 SER HB2 22 SER H 5.05
18 MET HA 18 MET H 465 22 SER HB3 22 SER H 5.15
18 MET HB2 18 MET HA 448 22 SER HB2 22 SER HB3 258
18 MET HB3 18 MET HA 498 22 SER HA 22 SER H 445
18 MET QB 18 MET HA 5.15 23 THR HA 23 THR HB 349
18 MET QG 18 MET HA 534 23 THR HA 23 THR QG2 463
18 MET HG2 18 MET HG3 2.64 23 THR QG2 23 THR HB 3.89
19 HIS HB3 19 HIS HB2 2.75 23 THR H 23 THR QG2 5.36
19 HIS HB2 19 HIS HD2 5.07 23 THR QG2 23 THR HB 403
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Atom 1 Atom 2 Distance (A) Atom 1 Atom 2 Distance (A)
23 THR H 23 THR HA 442 11 ARG H 10 LEU HA 3.62
23 THR H 23 THR QG2 5.21 11 ARG HA 12 THR H 3.59%(2.99)
23 THR H 23 THR HB 517 11 ARG H 12 THR HA 5.52
24 THR QG2 24 THR HA 5.34 11 ARG HG2 12 THR H 574
24 THR QG2 24 THR H 6.18 11 ARG H 12 THR H 5.10%(4.25)
24 THR H 24 THR HB 5.66 11 ARG HG3 12 THR H 6.16
24 THR HA 24 THR H 435 12 THR HA 13 THR QG2 4,06
24 THR HA 24 THR HB 3.39 12 THR HA 13 THR H 3.60%(2.99)
24 THR QG2 24 THR HB 391 13 THR QG2 12 THR HB 3.67
25 PHE HB2 25 PHE HB3 2.77 13 THR H 12 THR HB 499
25 PHE HA 25 PHE H 435 13 THR HA 12 THR H 571
25 PHE HA 25 PHE HB2 501 13 THR H 12 THR H 3.69%(3.07)
25 PHE HB2 25 PHE H 5.90 13 THR QG2 14 HIS H 501
25 PHE QE 25 PHE HZ 2.72 13 THR HB 14 HIS H 492
14 HIS HB3 11 ARG HB2 547
Inter-residue restraints 14 HIS H 13 THR H 462
2 GLN H 1 ARG HA 404 13 THR HA 14 HIS H 3.56
2 GLN HA 3 PRO HD2 446 14 HIS HB3 15 PRO HD2 5.45
2 GLN HA 3 PRO HD3 458 14 HIS HB2 15 PRO HD2 5.84
2 GLN HB2 3 PRO HD3 5.92 14 HIS HA 15 PRO HD3 413
4 THR QG2 3 PRO HD2 6.10 14 HIS HA 15 PRO HD2 417
4 THR H 3 PRO HA 3.75 15 PRO HD3 14 HIS H 5.87
4 THR HB 3 PRO HD3 5.45 15 PRO HA 14 HIS H 574
4 THR QG2 3 PRO HD3 557 16 GLN HB3 15 PRO HD3 3.89
4 THR HA 3 PRO HD2 415 16 GLN H 15 PRO HG3 5.45
4 THR HA 3 PRO HD3 416 16 GLN HB3 15 PRO HD2 413
6 LEU H 5 PRO HG3 6.09 16 GLN H 15 PRO HG2 5.22
6 LEU H 5 PRO HA 3.60 16 GLN H 15 PRO HA 342
7 SER H 5 PRO HA 511 16 GLN H 15 PRO HD2 6.51
6 LEU HA 7 SER H 3.72%(3.10) 16 GLN HA 14 HIS H 5.73
6 LEU H 7 SER H 4.76%(3.98) 16 GLN HA 17 ALA H 3.60
6 LEU H 10 LEU HG 4.89 16 GLN HG3 17 ALA H 6.15
8 PRO HD2 7 SER HA 409 16 GLN HB2 17 ALA H 5.53
8 PRO HD3 7 SER HA 415 16 GLN H 17 ALA H 471
9 PRO HD3 8 PRO HB3 6.00 16 GLN H 15 PRO HB3 5.69
9 PRO HD2 8 PRO HA 408 18 MET HB3 20 TRP H 4.89
9 PRO HD3 8 PRO HA 414 18 MET H 17 ALA QB 4.64
10 LEU H 9 PRO HA 347 17 ALA H 18 MET H 499
10 LEU H 9 PRO HG3 5.59 17 ALA HA 18 MET H 3.71
10 LEU H 9 PRO HB3 6.13 17 ALA HA 21 ASN H 547
10 LEU HG 11 ARG HD2 481 18 MET H 17 ALA QB 454
12 THR QG2 9 PRO HD3 547 18 MET HA 19 HIS H 3.69
12 THR H 9 PRO HA 3.66*(3.04) 18 MET H 19 HIS H 452
11 ARG H 10 LEU HB2 543 17 ALA H 18 MET H 4.36
11 ARG H 10 LEU HG 5.23 18 MET HB2 19 HIS H 5.83
11 ARG HB2 10 LEU QD2 472 18 MET HB3 19 HIS H 5.65
11 ARG HB2 10 LEU QD1 493 19 HIS HB3 18 MET H 4.67
11 ARG H 10 LEU H 482 18 MET HB2 20 TRP H 4.67

*peta-turn HA-HN (actual NOE distance)
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Atom 1 Atom 2 Distance (A)
19 HIS H 17 ALA QB 5.84
18 MET H 20 TRP HA 4.36
19 HIS HA 18 MET H 3.83
18 MET H 19 HIS H 4.20
19 HIS HA 20 TRP H 3.83
20 TRP HA 21 ASN H 5.64
21 ASN HB3 20 TRP HA 540
20 TRP H 19 HIS H 418
20 TRP HA 22 SER H 408
22 SER HA 23 THR HB 351
20 TRP HA 21 ASN H 357
20 TRP H 20 TRP HH2 483
20 TRP H 21 ASN H 3.99
22 SER H 21 ASN H 477
20 TRP HB2 21 ASN H 549
20 TRP HB3 21 ASN H 544
21 ASN HB2 22 SER H 5.66
21 ASN HB3 22 SER H 593
21 ASN HA 22 SER H 4,06
21 ASN HB3 22 SER H 571
23 THR H 22 SER HA 3.84%(3.20)
24 THR HA 22 SER H 453
23 THR H 22 SER HB2 6.31
23 THR H 22 SER HB3 6.23
23 THR H 22 SER H 4.11%(3.40)
23 THR HA 22 SER H 3.59
23 THR HA 24 THR H 4.31%(3.59)
23 THR H 24 THR H 4.62"(3.80)
24 THR H 25 PHE H 5.12
24 THR HA 25 PHE H 443
24 THR H 23 THR HB 577
24 THR HB 25 PHE H 6.07
24 THR H 23 THR HB 548

*peta-turn HA-HN (actual NOE distance)
# beta-turn HN-HN (actual NOE distance)
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Table S6. Distance restraints used for structure calculations of peptide S.

Atom 1 Atom 2 Distance (A)
Intra-residue restraints
1 PRO HB2 1 PRO HA 5.50
1 PRO HD2 1 PRO HD3 2.46
1 PRO HB2 1 PRO HD2 5.83
1 PRO HB2 1 PRO HD3 5.83
1 PRO HD2 1 PRO HG2 485
1 PRO HD2 1 PRO HG3 412
1 PRO HD3 1 PRO HG2 4.39
1 PRO HD3 1 PRO HG3 541
1 PRO HB2 1 PRO HG2 456
1 PRO HB2 1 PRO HG3 4,03
1 PRO HA 1 PRO HG2 5.45
1 PRO HA 1 PRO HG3 5.35
2 ILE HN 2 ILE HA 413
2 ILE HB 2 ILE QG2 452
2 ILE HG13 2 ILE QD1 3.90
2 ILE HG12 2 ILE HG13 3.61
2 ILE HG12 2 ILE QD1 3.62
2 ILE HA 2 ILE HB 5.30
2 ILE HN 2 ILE HB 5.19
3 SER HN 3 SER HB3 488
3 SER HB3 3 SER HA 6.74
3 SER HN 3 SER HB2 483
3 SER HN 3 SER HA 357
3 SER HB2 3 SER HA 488
4 ASN HB3 4 ASN HN 4,02
4 ASN HN 4 ASN HA 3.74
4 ASN HB3 4 ASN HA 4,04
4 ASN HD22 4 ASN HD21 2.23
4 ASN HD22 4 ASN HB3 531
5 HIS HN 5 HIS HB2 5.01
5 HIS HN 5 HIS HB3 4,70
5 HIS HB2 5 HIS HB3 2.62
5 HIS HB3 5 HIS HD2 5.18
5 HIS HB2 5 HIS HD2 5.37
5 HIS HN 5 HIS HA 483
5 HIS HB3 5 HIS HA 4.64
6 SER HN 6 SER HB3 444
6 SER HN 6 SER HB2 4.45
6 SER HB2 6 SER HA 455
6 SER HB3 6 SER HA 3.99
7 PRO HB2 7 PRO HG2 3.99
7 PRO HB2 7 PRO HG3 3.54
7 PRO HD2 7 PRO HB2 5.17
7 PRO HD3 7 PRO HA 5.74
7 PRO HD2 7 PRO HD3 2.85
7 PRO HG2 7 PRO HG3 2.75
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Atom 1 Atom 2 Distance (A)
7 PRO HD2 7 PRO HG2 4.29
7 PRO HD3 7 PRO HB2 5.88
7 PRO HD2 7 PRO HG3 3.87
7 PRO HD3 7 PRO HG3 5.07
7 PRO HD3 7 PRO HG2 413
7 PRO HB2 7 PRO HA 452
7 PRO HA 7 PRO HG2 5.29
7 PRO HA 7 PRO HG3 493
8 THR QG2 8 THR HA 4,00
8 THR QG2 8 THR HB 3.68
8 THR HB 8 THR HA 347
8 THR QG2 8 THR HN 451
8 THR HA 8 THR HN 4.24
9 SER HN 9 SER HA 446
9 SER HB3 9 SER HN 4,09
9 SER HB3 9 SER HA 4,03
10 CYS HN 10 CYS HB2 4.82
10 CYS HN 10 CYS HB3 5.03
10 CYS HN 10 CYS HA 5.11
10 CYS HB3 10 CYS HB2 3.00
10 CYS HA 10 CYS HB3 4.68
10 CYS HA 10 CYS HB2 5.02
11 PRO HD2 11 PRO HA 3.69
11 PRO HD2 11 PRO HG3 483
11 PRO HD3 11 PRO HA 5.60
11 PRO HD3 11 PRO HD2 3.32
11 PRO HD3 11 PRO HG3 5.46
11 PRO HG3 11 PRO HG2 3.23
11 PRO HG3 11 PRO HB2 3.55
11 PRO HD3 11 PRO HG2 5.05
11 PRO HA 11 PRO HB2 437
11 PRO HA 11 PRO HG2 512
11 PRO HA 11 PRO HG3 487
12 PRO HD2 12 PRO HB2 5.68
12 PRO HB2 12 PRO HG2 3.55
12 PRO HB2 12 PRO HG3 3.90
12 PRO HD2 12 PRO HA 6.46
12 PRO HD2 12 PRO HD3 3.03
12 PRO HD3 12 PRO HB2 6.10
12 PRO HA 12 PRO HB2 4.39
12 PRO HA 12 PRO HG2 4,72
12 PRO HA 12 PRO HG3 491
12 PRO HD2 12 PRO HG2 5.33
12 PRO HD2 12 PRO HG3 3.76
12 PRO HG2 12 PRO HG3 2.83
12 PRO HD3 12 PRO HG3 411
12 PRO HD3 12 PRO HG2 4,92




Atom 1 Atom 2 Distance (&) Atom 1 Atom 2 Distance (A)
13 THR HA 13 THR QG2 3.78 18 ARG NH1 18 ARG HD2 4,15
13 THR HB 13 THR QG2 3.69 18 ARG HB2 18 ARG NH1 5.49
13 THR HN 13 THR HB 499 18 ARG HN 18 ARG HB2 447
13 THR HA 13 THR HB 3.39 18 ARG HA 18 ARG HD2 5.37
13 THR HN 13 THR QG2 472 19 TRP HN 19 TRP HA 5.20
13 THR HA 13 THR HN 4.46 19 TRP HE3 19 TRP HZ2 5.58
14 CYS HN 14 CYS HB2 476 19 TRP HE1 19 TRP HD1 3.38
14 CYS HN 14 CYS HB3 471 19 TRP HZ3 19 TRP HZz2 450
14 CYS HA 14 CYS HB2 478 19 TRP HZz2 19 TRP HH2 3.13
14 CYS HA 14 CYS HB3 493 19 TRP HN 19 TRP HD1 471
15 PRO HD3 15 PRO HD2 281 19 TRP HA 19 TRP HE3 461
15 PRO HD2 15 PRO HB2 581 19 TRP HE3 19 TRP HB3 4.38
15 PRO HA 15 PRO HG2 4.80 19 TRP HE3 19 TRP HB2 4.64
15 PRO HD3 15 PRO HG3 421 19 TRP HA 19 TRP HD1 4.69
15 PRO HD2 15 PRO HG2 411 19 TRP HD1 19 TRP HB3 4,07
15 PRO HD2 15 PRO HG3 4.10 19 TRP HD1 19 TRP HB2 4,04
15 PRO HB2 15 PRO HG2 5.08 19 TRP HN 19 TRP HE3 6.02
15 PRO HG2 15 PRO HG3 249 19 TRP HZz2 19 TRP HE1 434
15 PRO HD3 15 PRO HG2 450 19 TRP HA 19 TRP HB3 4.20
15 PRO HA 15 PRO HG3 4.88 19 TRP HA 19 TRP HB2 4.38
15 PRO HA 15 PRO HB2 3.98 19 TRP HN 19 TRP HB3 474
15 PRO HD3 15 PRO HB2 5.50 19 TRP HN 19 TRP HB2 471
15 PRO HD3 15 PRO HA 531 19 TRP HB3 19 TRP HB2 2.81
15 PRO HD2 15 PRO HA 5.60 19 TRP HZ3 19 TRP HH2 2.97
15 PRO HB2 15 PRO HG3 3.89 19 TRP HE3 19 TRP HH2 476
16 GLY HN 16 GLY HAS3 3.89 19 TRP HE3 19 TRP HZ3 3.47
16 GLY HN 16 GLY HA2 3.92 20 MET HB2 20 MET HN 5.17
16 GLY HA3 16 GLY HA2 2.77 20 MET HB3 20 MET HN 5.49
17 TYR HN 17 TYR HA 447 20 MET HA 20 MET HB2 5.10
17 TYR QE 17 TYR QD 2.69 20 MET HA 20 MET HG2 5.40
17 TYR QE 17 TYR HB3 5.13 20 MET HA 20 MET HG3 5.92
17 TYR HA 17 TYR HB3 459 20 MET HG2 20 MET HG3 2.65
17 TYR HA 17 TYR HB2 4.66 20 MET HB2 20 MET HB3 2.78
17 TYR HB3 17 TYR HB2 3.13 20 MET HB2 20 MET HG3 441
17 TYR HN 17 TYR HB3 4.29 20 MET HB2 20 MET HG2 3.90
17 TYR HN 17 TYR HB2 422 20 MET HB3 20 MET HG3 4.36
17 TYR QD 17 TYR HB3 3.95 20 MET HB3 20 MET HG2 3.83
17 TYR QD 17 TYR HB2 4.29 20 MET HA 20 MET HB3 4.70
17 TYR HA 17 TYR QD 455 20 MET HG2 20 MET QE 4.20
17 TYR HA 17 TYR QE 5.82 21 CYS HA 21 CYS HB3 4.45
17 TYR HN 17 TYR QD 454 21 CYS HN 21 CYS HB3 5.01
18 ARG HN 18 ARG HA 5.05 21 CYS HN 21 CYS HA 4.66
18 ARG NH1 18 ARG HG2 4.95 22 LEU HA 22 LEU HG 462
18 ARG HA 18 ARG HB2 453 22 LEU HA 22 LEU HB2 448
18 ARG HA 18 ARG HG2 4.88 22 LEU QD2 22 LEU HG 4.39
18 ARG HG2 18 ARG HD2 3.95 22 LEU QD2 22 LEU HB2 431
18 ARG HG2 18 ARG HD2 4.07 22 LEU QD1 22 LEU HG 4.39
18 ARG HB2 18 ARG HD2 451 22 LEU QD1 22 LEU HB2 434
18 ARG HB2 18 ARG HG2 3.59 22 LEU HA 22 LEU QD1 4.08
18 ARG HN 18 ARG HG2 5.35 22 LEU HA 22 LEU QD2 5.23
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Atom 1 Atom 2 Distance (&) Atom 1 Atom 2 Distance (A)
22 LEU HN 22 LEU QD2 5.91 Inter-residue restraints
22 LEU HN 22 LEU QD1 5.74 1 PRO HA 2 ILE HN 423
23 ARG HN 23 ARG HG3 5.79 2 ILE HA 3 SER HN 3.50
23 ARG HN 23 ARG HB2 473 3 SER HN 2 ILE HB 5.92
23 ARG HN 23 ARG HB3 493 2 ILE HN 3 SER HN 513
23 ARG NH1 23 ARG HD2 4.30 2 ILE HN 4 ASN HN 5.15
23 ARG HA 23 ARG HB2 4,09 6 SER HN 2 ILE HB 5.30
23 ARG HD2 23 ARG HG3 440 3 SER HA 4 ASN HN 4.24*(3.50)
23 ARG HD2 23 ARG HG2 447 3 SER HN 4 ASN HB3 4,04
23 ARG HN 23 ARG HA 4.39 5 HIS HN 3 SER HA 3.74*%@3.11)
23 ARG HB3 23 ARG HD2 497 4 ASN HN 5 HIS HA 4.26
23 ARG HN 23 ARG HG2 5.62 5 HIS HN 4 ASN HA 3.83%(3.20)
23 ARG NH1 23 ARG HG3 5.85 6 SER HN 4 ASN HA 5.15
23 ARG HB2 23 ARG NH1 5.92 5 HIS HN 6 SER HB2 5,51
23 ARG NH1 23 ARG HG2 571 6 SER HN 5 HIS HA 3.68
23 ARG HB3 23 ARG NH1 5.87 5 HIS HN 6 SER HB2 5.52
23 ARG HA 23 ARG HB3 4.86 5 HIS HB3 6 SER HN 5.62
23 ARG HA 23 ARG HD2 5.33 5 HIS HN 6 SER HN 3.87
23 ARG HA 23 ARG HG3 4,98 5 HIS HB3 6 SER HN 5.61
23 ARG HA 24 ARG HG2 487 5 HIS HB2 6 SER HN 5.52
24 ARG HA 24 ARG HD2 5.45 7 PRO HD3 6 SER HA 3.87
24 ARG NH1 24 ARG HD2 456 7 PRO HA 6 SER HN 5.66
24 ARG HB2 24 ARG HD2 5.10 7 PRO HG3 8 THR HN 554
24 ARG HN 24 ARG HA 4.26 7 PRO HG3 9 SER HN 5.84
24 ARG HN 24 ARG HB2 4,78 7 PRO HG2 8 THR HN 5.97
24 ARG HN 24 ARG HB3 453 7 PRO HB2 8 THR HN 5.95
24 ARG HN 24 ARG HG2 5.42 7 PRO HD2 8 THR HN 5.83
24 ARG HN 24 ARG HG3 548 7 PRO HA 8 THR HN 3.58
24 ARG HA 24 ARG HB2 4.15 7 PRO HD3 9 SER HA 5.21
24 ARG HD2 24 ARG HG3 487 9 SER HN 8 THR HN 3.32
24 ARG HD2 24 ARG HG2 4.65 9 SER HN 8 THR QG2 5.07
24 ARG HB3 24 ARG HD2 5.09 9 SER HN 8 THR HA 357
24 ARG HB2 24 ARG HD2 5.14 10 CYS HN 9 SER HA 3.56
24 ARG HB3 24 ARG HG3 3.35 10 CYS HN 9 SER HB3 447
24 ARG NH1 24 ARG HD2 4,72 10 CYS HN 9 SER HN 443
24 ARG HA 24 ARG HG2 5.09 10 CYS HN 8 THR HA 5.00
24 ARG HA 24 ARG HG3 5.09 10 CYS HN 8 THR HB 483
24 ARG HG3 24 ARG HG2 2.58 11 PRO HG2 9 SER HN 6.01
25 PHE HN 25 PHE HB2 5.50 11 PRO HD2 10 CYS HB2 5.68
25 PHE HN 25 PHE HA 497 11 PRO HD3 10 CYS HB2 5.80
25 PHE HB3 25 PHE HB2 2.81 11 PRO HD2 10 CYS HA 3.87
25 PHE QD 25 PHE HB3 4.86 11 PRO HA 10 CYS HB2 3.95
25 PHE QD 25 PHE HB2 485 11 PRO HD3 10 CYS HB3 5.56
25 PHE HA 25 PHE HB2 4.82 11 PRO HD3 10 CYS HA 4.36
25 PHE QD 25 PHE HA 5.67 11 PRO HB2 12 PRO HD3 5.37
25 PHE HA 25 PHE HB3 483 11 PRO HG3 12 PRO HA 457
25 PHE HN 25 PHE HB3 4,98 11 PRO HA 12 PRO HD3 3.91
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Atom 1 Atom 2 Distance (A) Atom 1 Atom 2 Distance (A)
11 PRO HD3 13 THR QG2 4,06 18 ARG HN 17 TYR QD 5.95
11 PRO HG2 12 PRO HB2 3.88 18 ARG HN 17 TYR HN 4.86
11 PRO HG3 12 PRO HB2 340 18 ARG HN 17 TYR HA 4.36
12 PRO HG2 13 THR HN 5.15 18 ARG HA 17 TYR QD 5.89
12 PRO HA 13 THR HN 371 18 ARG HA 19 TRP HN 446
12 PRO HG3 13 THR HN 5.80 18 ARG HN 19 TRP HN 543
14 CYS HN 13 THR HA 3.50 18 ARG HN 19 TRP HA 6.19
14 CYS HN 13 THR HB 4.8 18 ARG HB2 19 TRP HN 571
14 CYS HN 13 THR HN 454 19 TRP HA 20 MET HN 5.28
14 CYS HN 13 THR QG2 5.19 19 TRP HE3 20 MET HA 5.79
14 CYS HN 13 THR HA 3.55 19 TRP HB3 20 MET HN 6.07
15 PRO HA 11 PRO HG3 438 21 CYS HA 22 LEU HN 4.28
15 PRO HB2 12 PRO HG2 344 21 CYS HN 22 LEU HN 2.86
15 PRO HD2 14 CYS HB2 491 21 CYS HN 20 MET HB3 5.74
15 PRO HD2 14 CYS HB3 5.02 21 CYS HN 20 MET HB2 5.86
15 PRO HD3 14 CYS HB2 5.65 21 CYS HN 20 MET HN 471
15 PRO HD3 14 CYS HB3 5.74 20 MET HB3 23 ARG HN 5.76
15 PRO HD3 14 CYS HA 433 22 LEU HN 21 CYS HB3 4,94
15 PRO HD2 14 CYS HA 452 22 LEU HN 25 PHE HA 6.12
15 PRO HA 16 GLY HN 344 23 ARG HN 21 CYS HB3 5.00
15 PRO HD3 16 GLY HA3 4.82 23 ARG HN 22 LEU HA 3.67
15 PRO HB2 16 GLY HN 5,51 23 ARG HA 24 ARG HN 371
15 PRO HD2 16 GLY HN 5.67 23 ARG HB3 24 ARG HG3 3.69
15 PRO HA 16 GLY HA3 5.76 23 ARG HB3 24 ARG HG2 341
17 TYR HN 15 PRO HA 531 24 ARG HB3 22 LEU HN 431
17 TYR HN 16 GLY HN 431 24 ARG HN 23 ARG HB3 4.80
17 TYR HN 16 GLY HA3 422 24 ARG HB3 23 ARG HB3 297
17 TYR HN 16 GLY HA2 4.29 24 ARG HA 25 PHE HN 3.96
18 ARG HA 13 THR QG2 5.45 24 ARG HB3 25 PHE HN 5.89
18 ARG HN 16 GLY HN 5.64 24 ARG HN 25 PHE HN 5.00
18 ARG HN 17 TYR HB3 5.07 24 ARG HB2 25 PHE HN 5.58
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