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9 | el | SRAJCA | SmRA2HA | 2% | 77w | 2 | tsz | 52 | 06 | 19 | eow | i |
T | Gkl | VALATCA | VALADHA | 0% | 03 | 004 | 55w | 04 | 057 | tov | 1917 | taest |
71 [ el | VALADC | VALARO | om | 1w | 0s2 | Sa6 | 05 | oom | iz | 500 | -tooss |
T | el | SABC | DSAO | s | 11 | 0s | oow | 07 | o5 | 13 | s | -lew |
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93 2jsa-1 TYR_A_16_CA TYR_A_16_HA -8.313 1.035 2.548 -8.806 0.064 2.586 1.09 88.00 -116.92
9 | ki | GIUAIZCA | GLUADZHA | o5 | 4iz2 | 549 | oow | 42 | 4 | 109 | 2425 | 1550 |
5 [ el | A A2ICA | AsbAziC | iew | Sob | 50w | -i5ws | 2sie | dam | 1w | mo2 | om0
(5 | kel | ASPABCA | ASbAZmC | 7w | 52 | ad | -l0ms | o | 40w | im | 2w | 705 |
(15 | dml | VALAC | EAZN | 9o | 5o | 089 | s | soei | os® | 13 | 06 | i1 |

185 2jsa-1 PHE_A 31 C ASP_A 32 N -2.675 -3.299 -5.403 -2.437 -4.572 -5.121 1.33 77.72 -79.41




40f92

27 | el | ARGAWCA | ARGAMC | 71 | w15 | a0l | 6% | a0 | so | 1w | za2 | tomwr |
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279 2jsa-1 ARG_A 47 C GLU_A_48 N 6.99 -7.606 -5.986 7.502 -6.396 -5.82 1.32 82.80 67.06

371 2jsa-1 GLU_A_63_CA GLU_A_63_HA -2.349 3.543 11.407 -2.082 3.696 12.453 1.09 16.39 29.81
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T | dml | SA7eC | LBUAZN | 6209 | 695 | 1079 | 566 | 629 | o7 | 13 | 192 | -1o0s |
| dml | UA77CA | LEUA7IC | s | 4wz | o | 72 | deks | sew | 1w | 176 | 9w
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465 2jsa-1 GLU_A_79_CA GLU_A_ 79 C 7.792 3.868 5.123 8.022 4.661 3.835 1.53 147.34 73.83

2 2jsa-2 ARG_A_ 1 N ARG_A_1_CA 14.924 2.313 -0.565 14.187 3.0 0.482 1.45 43.90 137.01
3 2jsa-2 ARG_A_1_CA ARG_A_1_HA 14.187 3.0 0.482 13.499 2.29 0.941 1.09 65.10 -134.10

(9 | w2 | SERA2CA | StRA2HA | D | o2 | i | 1w | e | st | o9 | @29 | ioon |
(5 | w2 | SIRASN | SIRASH | 83 | 5% | eu | 937 | 3t | a7 | o | ew | 895 |
T | w2 | O A9N | OvsAon | 259 | ams | 0o | ast | 325 | 072 | o | seos | Does |
51 | k2 | O AICA | O5ASHA | ey | 5iw | 0o | ter | 217 | 1 | 109 | 5 | 1055 |
“© | o2 | VALAIZCA | VALALHA | 25 | 04 | 009 | 53 | 0% | 05 | o | t7si | s
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81 2jsa-2 LYS_A_14_CA LYS_A_14_HA -5.934 4.856 -0.966 -6.43 5.727 -0.537 1.09 66.83 119.66
T | w2 | ISABC | DSAO | o | i | 00% | 94w | 05w | 00w | 13 | 92 | lois |
9 | k2 | GIUAILCA | GLUADZHA | 929 | 47t | 529 | oo | toss | 4301 | 109 | 2194 | -foesi |
i1 | w2 | GUAIZC | GUAIZO | o | 4v | 2% | -2 | say | 27w | iz | mn | tmm

173 2jsa-2 LYS_A 29 C ASP_A _30_N -5.611 -6.129 -3.719 -6.432 -5.127 -3.443 1.32 77.97 129.33




90f92

(07 | k2 | APARN | APARCA | 2ap | 45w | 50y | i | 542 | o0 | 145 | 13206 | 1% |
15 | dm2 | A ARCA | AsbAmC | -7 | San | 60 | 24n | s | 7w | 1% | 15105 | 17295 |
(25 | w2 | UAmCA | LEUA®C | oom | o5 | 2 | L5 | 06 | o | 1% | 10031 | 132 |
(27 | w2 | LRUABC | PHEA®N | a5 | 06 | 7oi | toe | 029 | s | 1% | S0 | s
21 | w2 | THRAMN | THRAGICA | 39 | 7w | dsmi | sae | ds | lesm | 15 | 26 | oer |
(25 | w2 | EABCA | MEA#C | s | e | T | 55 | 51 | D | 1% | 7m0 | ol
(51 | w2 | IEADC | PROABN | 59 | 5up | 135U | 1026 | 0w | e | i | s | i |
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267 2jsa-2 GLY_A_ 45 C THR_A_46_N 6.149 -4.356 -8.981 5.733 -5.311 9.8 1.33 128.18 -113.54
(2 | w2 | THRAMN | THRAMGCA | 57 | 5311 | o5 | 4612 | oles | o5 | 15 | 7586 | 1270 |
(%5 | w2 | VALASC | A AmN | o | 517 | e | owe | 4w | o | 12 | e | 0976 |

359 2jsa-2 ILE_A_61_CA ILE_A_61_HA -3.473 -0.207 7.782 -4.029 0.62 7.34 1.09 113.92 123.91
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565 | dw2 | HisAeCh | HsA@HA | 242 | 02 | 14 | 526 | 09 | 185 | 109 | 909 | -tz |
5 | w2 | ASPAMCA | AsbAzaC | odm |t | 76 | oa | o199 | 7aw | 1% | e | o2 |
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453 2jsa-2 LEU_A_77_CA LEU_A 77 C 5.395 5.439 9.657 6.722 5.407 8.896 1.53 119.83 -1.38

(i | w2 | O ASON | OSASCA | 7755 | 575 | 53 | 75w | oan | ot | 145 | toa | i |

2 2jsa-3 ARG_A 1 N ARG_A_1_CA 14.994 0.726 -3.438 13.682 1.257 -3.109 1.45 76.91 157.97
3 2jsa-3 ARG_A_1_CA ARG_A_1_HA 13.682 1.257 -3.109 13.116 1.371 -4.033 1.09 148.00 168.61

9 | ks | SIRAICA | SIRA2HA | Dow | 4swe | omi | e | m | 1o | 109 | 1456 | -looss |
% | dms | Cvsa9C | OvsAsO | oow | sem | om | 0% | s | om | 13 | e | i




13 of 92

69 2jsa-3 VAL_A_12_CA VAL_A_12_HA -3.218 0.393 -0.182 -3.766 -0.392 -0.702 1.09 118.51 -124.92
T | dms | SABC | DABO | w7 | tom | o7 | 99w | 07 | oot | 1z | s» | -iear
9 | w3 | GIUAIICA | GLUAU WA | osl | a7 | 56 | o | rp | dam | v | n02 | b

161 2jsa-3 ILE_A 27 C LYS_A 28 N -6.158 -4.016 -0.23 -5.401 -4.724 0.594 1.32 51.52 -43.08
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(25 | dwd | UABCA | LRUA®C | 00i | low | D% | 157 | 072 | e | 1% | 10005 | 1% |
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255 2jsa-3 PRO_A 43 C PRO_A 43 O 11.175 -3.874 -11.187 11.654 -3.289 -10.216 1.23 3791 50.69
261 | dw | PHEAMC | PHEAMO | o0n | ass | 509 | s | sie2 | 79 | i3 | 250 | tew
% | ks | VALAYC | ASASmN | 0w | 520 | 60i | 000 | 4309 | eet | 1% | 607 | o706 |

347 2jsa-3 PRO_A_59_CA PRO_A_59_HA 1218 -1.501 9.483 0.959 -1.641 10.533 1.09 15.66 -151.61
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55 | dm | PROA®C | PROAHO | 0u | 0o | bos | 02 | 0 | om | 12 | 528 | e |
(a5 | w3 | PROAZN | PROAMCA | oo | oow | Ses | so0i | 8ol | 4o | L5 | 1292 | -iorr |
T | o | VALA7CA | VALATC | 122 | 6w | 7o | 256 | 69 | emw | 1w | 294 | -0




17 of 92

441 2jsa-3 THR_A_75_CA THR_A_75 C 5.873 9.697 6.854 6.496 9.268 8.184 1.53 29.63 -34.55
5 |tk | UAZCA | LEUAZC | 6% | 4w | o2 | 7et | 49 | sai | 1w | 501 | 6 |

2 2jsa-4 ARG_A_1_N ARG_A_1_CA 16.266 6.009 2.145 15.125 5.18 2.495 1.45 76.06 -144.00
3 2jsa-4 ARG_A_1_CA ARG_A_1_HA 15.125 5.18 2.495 15.256 4.201 2.033 1.09 115.07 -82.38

9 | i | SRAJCA | SIRA2HA | w5 | ois | 006 | 15 | Gess | 05w | 10y | e | 1512 |
(5 | dwed | SRASN | SRASH | 809 | 2ub | 2w | oow | 195 | 2512 | o | 2 | 9% |
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57 2jsa-4 GLU_A_10_CA GLU_A_10_HA -0.641 5.603 -1.265 -1.17 597 -0.385 1.09 36.19 145.25
T | ket | VALATCA | VALATHA | 25 | 0501 | 00 | 58 | 03 | 055 | tov | 1705 | 11w |
T | dwd | SABC | DSABO | st | tow | 005 | o4n | o | 00w | 13 | i | i |
(9 | dwd | GLUAIICA | GLUADHA | 9505 | 47 | 29m | 950 | e | 4o | 109 | 1776 | -1 |
07 | i | ALAACA | ALAADC | Dmm | 05w | Osw | o2y | 7w | Lot | 1w | 500 | ki
(15 | dwd | A ANC | DSAZN | Do | 200 | et | o | dsw | 45y | i | s | 040 |

149 2jsa-4 ASN_A 25 C VAL_A_26_ N -8.401 -7.765 1314 -9.577 -7.196 1.091 1.33 99.69 154.18
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(o | dmed | SAGN | YsACA | 0726 | a1y | Ao | 06i | 59 | Taos | 5 | e | ssis |
21 [ g | SASC | UABN | L5 | e | di0s | -2y | e | bom | 13 | o | 90
(27 | dwd | [EUABC | PHEA®N | tow | 022 | e | i | s | sy | i3 | e0i | o |




20 of 92

243 2jsa-4 THR_A_41_CA THR_A_41_C 5.022 -3.143 -17.597 6.229 -3.357 -16.681 1.53 53.23 -10.05

335 2jsa-4 VAL_A_57 N VAL_A_57_CA 1.704 -3.049 4.615 0.265 -2.856 4.608 145 90.28 172.36
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56 | dwd | HSA@N | HsAe@H | 2%t | 025 | o7 | tew | o | oxs | o | Toos | 1712 |
a5 | ket | ALAAGN | AAA@H | s | ody | ou | 420 | 0024 | oaw | o | b | w9 |
w7 [ e | ALAA®C | AAA®O | ou | ows | 65 | 505 | baw | 7o | 155 | e | 0w
1 | ket | PROAZOCA | PROANC | 555 | 53w | s | 2 | ot | 4w | 1w | 10127 | 0% |
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429 2jsa-4 VAL_A_73_CA VAL_A_73 C 0412 6.992 7.721 1.847 6.993 7.189 1.53 110.34 0.04
57 | ket | OWAMC | THRAZSN | 405 | st | sew | 41l | s | 7is | 1w | ooi | a7 |
i | dmed | GIUAMCA | GLUAMC | 74 | 50w | 49w | 7015 | el | soms | 1% | 2 | tisn |

2 2jsa-5 ARG_A_1 N
3 2jsa-5 ARG_A_1_CA

(9 | ks | SERA2CA | SoRA2HA | 223 | oot | 024 | e | 62 | 0aw | 109 | Sids | 1 |
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45 2jsa-5 MET_A_8 CA MET_A_8_HA 2.811 2.066 -2.639 22 1.807 -3.503 1.09 142.47 -157.03
" © | w5 | VALAIZCA | VALALHA | 289 | om2 | 00w | 5w | 0a% | 0ae | 1oy | sl | 1o
(| ks | ISABC | DSAO | sam | 11 | 0l | 955 | 050 | oo | 13 | 922 | i |
9% | ks | GIUAILCA | GLUAUHA | om0 | 46y | 559 | o47 | 5% | 45 | 109 | 1905 | 1o |

137 2jsa-5 ASP_A 23 C ALA_A 24 N -9.997 -5.088 4.052 -9.081 -5.32 4.982 1.33 45.46 -14.21




24 of 92
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231 2jsa-5 PHE_A_39_CA PHE_A _39_C 3.174 -1.212 -12.828 3.22 -2.591 -13.49 1.53 115.63 -88.09
25 | w5 | PROADC | PROA®O | o9 | Sms | daw | vaw | 6oy | o | iz | 5027 | iz
265 | ks | GIXABCA | GIVASC | 6% | 0 | 55 | sen | aasi | oo | 1% | e | 1w
21 | g | GLUAMBN | GUAMCA | 7an | 6o | 6105 | 75w | Gom | iwe | L5 | 61 | sies

323 2jsa-5 SER_A_55_ N SER_A_55_CA 3.363 -6.822 3.915 4.667 -6.504 4.472 145 67.46 13.70
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a7 | ks | ALAA®C | AAA®O | Som | sen | od | 2si | ow | orw | 13 | 7w | a1 |
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417 2jsa-5 LYS_A_71_CA LYS. A 71 C -1.677 10.928 3.587 -0.667 11.225 4.697 1.53 43.48 16.39
i | ks | OGS ABN | OSANCA | 7m | o5 | s | sy | 71m | ase | 15 | 4% | B |

2 2jsa-6 ARG_A_1 N ARG_A_1_CA 14.712 1.733 -2.113 13.475 2.133 -1.465 1.45 63.51 162.08
3 2jsa-6 ARG_A_1_CA ARG_A_1_HA 13.475 2.133 -1.465 12.653 1.967 -2.161 1.09 129.69 -168.58

(9 | w6 | SERADCA | SERA2HA | Dess | 59 | i | Dt | 5ot | 0507 | 1090 | 006 | D% |
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33 2jsa-6 CYS_A_6_CA CYS_A_6_HA 5.632 5.559 -0.248 5.326 5.438 0.791 1.09 17.57 -158.42
T | dmo | O A9N | OvsAsH | ton | 5 | 0er | 2s | ses | sy | o | 97 | eo |
C© | ke | VALAIZCA | VALAITZHA | S0 | 0 | 016 | 36 | aze | 0o | i | 17m | 1217 |
51 | dko | DSACA | DSALHA | 66 | 4512 | 36 | 7ioi | 5o | 094 | 109 | 7004 | toa7 |
[ | dmc | SABC | DsABO | b7 | ome | oow | oss | o2 | ot | 1z | s | o |
(9 | dmc | GLUAIZCA | GLUAIZHA | o3 | 45 | 532 | 9ol | 456 | dae | o9 | 12 | 1w |
i | ko | SIRADCA | SIRADC | i1 | oan | 0507 | ol | os | odw | 1% | sis | -1 |

125 2jsa-6 ASP_A 21 C LYS_ A 22 N -14.966 -2.969 4.047 -14.058 -2.042 4.31 1.32 78.54 45.59
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219 2jsa-6 LYS_A_37_CA LYS_ A 37 C -1.89 -2.686 -14.287 -1.112 -1.37 -14.23 1.53 87.86 59.41
(21 | dmo | SAwC | DUABN | At | iy | 42 | 0s7 | 09 | ot | 1w | 2% | e |
T2 [ dms | LEUABN | LEUANCA | s | 09 | G301 | 01 | 052 | s | L5 | s | we

311 2jsa-6 VAL_A 53 N VAL_A_53_CA 1.646 -5.654 -0.118 0.307 -5.901 0.389 145 69.58 -169.55
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55 | ko | ASPASCA | AsbAssC | 07 | -i2i | 50y | 046 | 0w | som | 1% | 0 | 7o |
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405 2jsa-6 ALA_A_69_CA ALA_A_69_HA -4.165 10.099 7.977 -5.208 9.787 7.927 1.09 92.63 -163.35

2 2jsa-7 ARG_A_1 N ARG_A_1_CA 15.033 4.568 0.099 13.793 3.844 0.318 1.45 81.33 -149.72
3 2jsa-7 ARG_A_1_CA ARG_A_1_HA 13.793 3.844 0.318 13.886 2.858 -0.136 1.09 114.63 -84.61

9 | o7 | SRAJCA | SIRA2HA | Ti7u | 675 | 0o | 1075 | 6wl | 05 | 1 | eroi | -iease |
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21 2jsa-7 LEU_A_4 CA LEU_A_4 HA 7.671 3411 -5.767 7.01 4.22 -6.078 1.09 106.58 129.25
T | k7 | VALATZCA | VALATHA | 5035 | 03w | 0005 | sesl | a2 | 0511 | 19 | 11766 | 12517
(5 | k7 | DSABN | DSAGH | 6w | 25w | A0 | 595 | 2w | 0% | to | sial | 06 |
(% | w7 | SABC | D5AO | s | 105 | 00% | 971 | o6 | ois | 13 | 5% | oz |
9 | w7 | GIUAIICA | GLUADHA | a6 | 4581 | 5700 | o5 | a9 | 47w | to9 | o1 | -T5km |
(15 | ka7 | SIRASN | SERAICA | i | 22w | 105 | ;2405 | 0% | 6o | ©45 | 1045 | -107sa |
0 | ka7 | SIRADCA | SERADC | 1400 | 0w | 0o | 1% | 059 | o5 | 1% | o | 1o |

113 2jsa-7 SER_A_19_ C ALA_A_ 20 N -13.93 0.849 0.566 -14.572 1.258 1.649 1.32 35.10 147.50
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(1% | k7 | GLUAMN | GLUASLCA | o2 | 25 | 7% | adw | A3 | 937 | 165 | 1531 | 609 |
5 | a7 | CG5A®N | OsAnCA | dan | 7w | sy | om | dsu | & | L5 | w09 | 6w
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207 2jsa-7 CYS_A_35_CA CYS_A 35 C 0.14 -1.914 -8.47 0.515 -2.692 -9.733 1.53 145.64 -64.27

299 2jsa-7 HIS_A_51_ N HIS_A_51_CA 5.091 -7.97 -2.429 5.954 -7.966 -1.26 145 36.44 0.27
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37 of 92

393 2jsa-7 GLY_A_67_N GLY_A_67_CA -6.236 5.757 13.837 -6.736 7.119 13.778 1.45 92.33 110.16
5 | ka7 | PROAZN | PROAMCA | 43w | oo | Sei | s | 6276 | 4o | 15 | 19m | - |
T | o7 | TRAZC | DsAN | 60w | om | s | 5w | oo | osy | tm | ai» | imm
5 | ka7 | DSAZGN | YSAZeCA | 527 | oo6 | o317 | 5ee | bew | tor | 15 | 292 | 621 |
i | w7 | GUAMCA | GLUAMC | 740 | 505 | a6 | ow2 | et | saw | 1w |y | iam |

2 2jsa-8 ARG_A_1 N ARG_A_1_CA 15.458 8.607 -0.117 15.288 7.375 0.635 1.45 58.84 -97.86
3 2jsa-8 ARG_A_1_CA ARG_A_1_HA 15.288 7.375 0.635 16.084 6.686 0.351 1.09 105.10 -40.88
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9 2jsa-8 SER_A_2 CA SER_A_2_ HA 12.73 5.227 -1.143 13.006 4.251 -1.541 1.09 111.42 -74.21
“© | s | OGASN | OsAsH | 205 | 505 | e | 2981 | 3590 | 07w | o | weas | 15 |
(% | s | GLUAN | GUAIOH | 017 | 4o | 0@ | 101 | 506 | -ty | tor | 175 | too2 |
" © | s | VALAIZCA | VALALHA | aw | 0 | 002 | 57 | st | 05 | oy | s | ias
71 | dmas | VALADC | VALA2O | 2 | 1a | o7i | Sy | osk | ow | iz | 7os | tew |
T | ks | SABC | DSAO | 7w | 1 | 09 | o9p | 079 | o | 13 | ®07 | a1
9% | ks | GIUAILCA | GLUAUZHA | o701 | 4es | 521 | 1001 | e | 436 | 109 | fow2 | -tosoi |

101 2jsa-8 GLU_A_17.C GLU_A_17.0 -10.963 4.743 2.424 -12.026 5.148 2.892 1.23 67.64 159.14
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05 | ks | VALABC | EAZN | o1 | 53 | 0n | 8w | 4w | ow | i | »b | 57
(17 | s | UEAZN | UEAZCA | v | ise | 0® | 7en | s | oay | L5 | w5 | wm
055 | ks | ASPANN | ASPANCA | 66 | 525 | sen | 69 | 49 | 45 | 15 | D0e | 10505 |
17 | ks | ASPANCA | ASPANC | 69 | i | 459 | 51 | saeo | dom | 1% | 10527 | 7% |
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195 2jsa-8 ALA_A_33_CA ALA_A 33 C -4.456 -4.638 -8.631 -3.959 -3.399 -9.378 1.53 119.23 68.14
25 | ks | THRAMGC | ARGAWN | 539 | 7 | 7o | oW | 731 | soit | i3 | s | 90 |

287 2jsa-8 CYS_A 49 N CYS_A_49_CA 5.043 -5.098 -4.974 3.619 -4.948 -4.726 145 80.17 173.99
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506 | ks | HSA@N | HsAeH | s | 0l | oew | ims | 04 | o2 | 1o | 17w | 1945 |
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381 2jsa-8 GLU_A_65_N GLU_A_65_H -6.097 2.554 10.763 -5.298 2.042 10.417 1.01 110.03 -32.65
il | s | PROAOCA | PROAWC | S0 | sy | 4w | -isn | sew | 405 | 1% | 1000 | B
5 | ks | OGS AN | O ACA | 2% | 7an | S5 | e | 7w | 4wt | o5 | 700 | om0 |
57 | dmas | O AmC | THRATN | 4 | s | o0 | 51 | 80% | 6oz | 13 | 23 | 200 |
7 | dmas | ASNAZN | ASNACA | b4 | 5o | 7ou | oam | 5w | 7om | L5 | 1299 | 1z |
i | ks | OSABN | OSASCA | 807 | a5 | 31 | sxe | 7s | 2am | i | 1w | 7rm

473 2jsa-8 CYS_A_80_C PRO_A_81_N 9.366 8.756 2.88 10.274 9.118 1.935 1.36 134.03 21.74
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2 2jsa-9 ARG_A 1 N ARG_A_1_CA 13.527 0.363 -3.759 12.492 0.736 -2.81 1.45 49.22 160.18
3 2jsa-9 ARG_A_1_CA ARG_A_1_HA 12.492 0.736 -2.81 11.567 0.907 -3.36 1.09 120.31 169.53

(9 | k9 | SIRAICA | SIRA2HA | 129 | 4 | 25 | 1255 | 4w | i | tov | ol | 1 |
T | w9 | O A9N | OvsAsH | 195 | 55 | oms | 28 | deu | ot | o | 10005 | B |
51 | k9 | CSAICA | O5ASHA | % | 556 | 04 | 1o | 2e0l | o099 | 109 | eis6 | 10266 |
C© | w9 | VALATZCA | VALAHA | 52 | 058 | 00w | 57 | 027 | 056 | 109 | Tleoy | 12125 |
7 | w9 | DSALN | DSAMH | sas | 4 | 02 | -hew | o6 | o5 | o | 10521 | o0 |

89 2jsa-9 LYS_A_15 C LYS_A_ 150 -8.818 1.091 0.058 -10.01 0.789 0.05 1.23 90.37 -165.78
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9 | w9 | GIUAIICA | GLUAUNA | o7 | 4ms | 51 | Sow | sl | ade | 10y | Dal | imar
(1 | dwo | AAZN | ASA2CA | Do | 12 | 200 | el | 2m» | 2eel | 15 | e | 02w |
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183 2jsa-9 PHE_A_31_CA PHE_A 31_C -3.624 -2.589 -4.137 -2.877 -3.33 -5.248 1.53 136.56 -44.77
01 | k9 | GIUAMCA | GLUAMC | 574 | 13w | o151t | 224 | 407 | 9 | 1% | 5% | 8w
T | e | GLUAsC | OsA®N | 2o | iy | 89 | e | 29 | 7w | 1 | me | 677
(261 | ka9 | PHEAMC | PHEAMO | o3 | 54l | Sew | 9055 | ot | ses | 13 | 3099 | 1or |
(265 | w9 | GIYABSCA | Givaisc | 80w | saws | o1 | oon | 439 | e | 1% | e | -uawm

275 2jsa-9 ARG_A 47 N ARG_A 47 CA 6.848 -7.372 -7.921 7.329 -8.156 -6.796 145 39.27 -58.47
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55 | w9 | PROA®C | PROAHO | 0e | 02 | b5l | oo | 02 | ose | i3 | w27 | e |
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369 2jsa-9 GLU_A_63_N GLU_A_63_H -2.003 2.074 10.903 -1.613 1.818 10.007 1.01 152.50 -33.28
T | k9 | 5A76C | LRUAZN | 6% | 6265 | 001 | 60w | 571 | o6t | 1w | 10w | 1197 |
51 | w9 | LUAZN | LBUAZCA | 60v | 551 | 9ot | oo | o | oam | 15 | o1 | -oioi |

461 2jsa-9 ASN_A 78 C GLU_A_79_N 8.832 4.996 5.828 7.546 5.007 5.507 1.33 104.01 179.51
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2 2jsa-10 ARG_A_1_N ARG_A_1_CA 16.471 2.049 0.959 15.098 2.458 1.199 1.45 80.49 163.41
3 2jsa-10 ARG_A_1_CA ARG_A_1_HA 15.098 2.458 1.199 14.437 1.672 0.834 1.09 109.57 -130.06

9 | e | SRAICA | SiRA2HA | B | 5 | 00% | i | s | o5 | 19 | o0 | iis
% | i) | GINAJCA | GINAZHA | 3ioi | 5772 | 734 | a5 | 6o | 3% | 109 | 0% | 1o |
T | el | VALATZCA | VALATHA | 500 | 05 | 0051 | sew | 029 | 0a | 19 | 1159 | 19

77 2jsa-10 VAL_A_13_C VAL_A_13.0 -5.811 3.828 1.058 -6.937 3.545 1.461 1.23 70.86 -165.89
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(% | i | SABC | DABO | e | oom | 021 | o7 | 05 | oxe | 13 | s | i3
9 | el | GIUAIICA | GLUADZHA | a2 | 45 | 559 | -101 | 435 | dier | 109 | 3ies | 155 |
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171 2jsa-10 LYS_A_ 29 CA LYS_ A 29 C -5.555 -7.249 -2.704 -5.762 -6.187 -3.786 1.53 135.00 101.03
25 | el | DS ACA | DS AGC | 0a | a5 | dion | 02 | 4aw | oo | 1% | 15990 | 102 |

263 2jsa-10 GLY_A_45 N GLY_A 45 H 8.558 -4.074 -9.657 8.616 -4.258 -10.648 1.01 168.98 -72.50
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%1 | del | DA CA | DS AGC | s7as | 206 | ad9 | 2am | 225 | 4w | i3 | s | imei |
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357 2jsa-10 ILE_A_61_N ILE_A_61_H -1.981 -0.029 7.294 -1.539 -0.802 6.817 1.01 118.18 -60.24
55 | el | GUAGC | GUA®O | Saw | ser | 1ol | som | a9 | D2 | i3 | He | oo
w7 | ot | AAA®C | AAA®O | s | oo | 7an | a5y | s | 7sm | iz | 7w | o
5 | el | PROAZN | PROAMCA | o6 | oo | 597 | 5 | b21 | 4me | ti5 | e | s |

449 2jsa-10 LYS_A_76_C LEU_A_77_ N 6.101 7.077 10.697 5.533 6.266 9.815 1.33 131.69 -125.01
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il | el | ANAZC | GUAMN | o207 | 51 | ess | som | 51 | 625 | 3 | 0% | 16 |

i | deld | GIUAMCA | GLUAMC | 792 | 45w | aos | st | s | s | 1% | 7o | 7s0n |

2 2jsa-11 ARG_A_1 N ARG_A_1_CA 13.063 -0.16 -2.146 12.061 0.852 -1.859 1.45 78.61 134.72
3 2jsa-11 ARG_A_1_CA ARG_A_1_HA 12.061 0.852 -1.859 11.449 0.993 -2.75 1.09 144.82 167.03

(9 | il | SERA2CA | SiRA2HA | Dy | 425 | 255 | e | ew | 27 | o | o | wm |
(21 | il | LWUASCA | LEUAAHA | 80m | sast | 4702 | 7a | 06 | sais | tov | 15107 | 1w |
(% | Gl | CsAGCA | C5A6hA | ssu | 5ol | oo | Seil | GoR | o | v | 9o | tim |

65 2jsa-11 LEU_A_ 11 C LEU_A_11.0 -2.981 1.778 -1.985 -4.16 1.549 -2.252 1.23 102.53 -169.01




54 of 92

T | il | VALATCA | VALAHA | 02 | 0% | 0 | 5% | 025 | 035 | 109 | 1691 | 119 |
T | il | SABC | DSAO | 5o | ose | 001 | o8 | 04w | 0w6 | 13 | 9009 | -looss |
(9 | il | GIUAILCA | GLUAUHA | 9772 | 45w | 271 | -10ios | 456 | 5819 | 109 | 1786 | 17674 |
(06 | el | GIVAISN | GIXAISH | o7 | 416 | 0o | o5 | 39 | ome | o | 1009 | 1355 |
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159 2jsa-11 ILE_A_27 CA ILE_A 27 C -7.552 -3.733 0.331 -6.17 -4.164 -0.164 1.53 108.88 -17.32

251 2jsa-11 ILE A 42 C PRO_A_43_ N 8.012 -3.2 -13.66 9.355 -3.416 -13.644 1.36 89.33 -9.14
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345 2jsa-11 ASP_A_58 C PRO_A_59_ N -0.066 -3.323 8.954 1.144 -2.744 8.728 1.36 99.56 2557
55 | il | PROA®C | PROA®O | 0w | 037 | boni | 0ws | owe | osw | iz | Sos | imw |

437 2jsa-11 CYS_A 74 C THR_A_75_ N 5.049 7.983 5.599 4.582 8.706 6.605 1.32 40.55 122.86
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T | il | 5A7eC | UAZN | 55 | oa | 107 | i | 5o | tooy | i3 | ;oo | o715 |
(i | del | GLUAMN | GLUAMCA | 766 | 4% | eax | 7as | ton | 5o | ©i5 | 1a002 | -io036 |
i | il | CSABN | OSASCA | 7ai | 5755 | 35w | 7915 | eyi | 2am | 15 | s | i |

2 2jsa-12 ARG_A 1 N ARG_A_1_CA 13.725 5.005 -1.373 12.511 4.553 -0.716 1.45 63.11 -159.58
3 2jsa-12 ARG_A_1_CA ARG_A_1_HA 12,511 4.553 -0.716 12.364 3.499 -0.953 1.09 102.56 -97.94

7 | ot | SeA2N | SRA2H | 19 | 6o | -aw | 1236 | 70 | oy | o | 7ase | 2051 |
9 | > | SIRAICA | StRA2HA | fodi | 75 | Az | oaw | 72 | 1m | 109 | edds | ol |
(| i | O AN | OVsASH | a6 | 50 | 07 | 504 | 351 | 096 | 0 | 983 | 2o |

53 2jsa-12 CYS_ A9 C CYS_A 9.0 0.106 4.079 0.131 -0.894 3.911 0.827 1.23 55.54 -170.46
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T© | 2 | VALAIZCA | VALAITZHA | 5095 | 0a5 | 0005 | Se0s | 03 | 0dse | 109 | Tloo2 | 12125 |
71 | e | VALADC | VALA2O | 415 | 1355 | 0w | 52 | ool | oms | 13 | ®e | s
® [ dwn | OsABC | D5ABO | wen | 1w | 0w | 95 | o | 0265 | 155 | w6 | 6w
9% | ot | GIUAIICA | GLUAUNA | 9a | 47w | 516 | 971 | dew | 4zm | 1w | 16w | 1717 |
(5 | ot | A ABCA | AbAmC | ilie | ion | % | Sow | dom | o | 1w | 1097 | om0
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147 2jsa-12 ASN_A_25 CA ASN_A 25 C -8.344 -8.361 2479 -8.595 -7.894 1.045 1.53 159.71 118.26
01 | > | GIUAMCA | GLUAMC | 57 | e | 5195 | 220 | tam | oo | 1% | 1071 | o0i |
(25 [ dw | LEUABN | LEUANCA | oo | 01% | s | 00 | 099 | ow | L5 | il | s
(25 | i | GUABCA | LEUA®C | oo | o | 0w | 1% | 0o | 2o | 1% | sew | 7@ |

239 2jsa-12 HIS_A_40_C THR_A_41_N 3.639 -3.48 -15.1 3.713 -2.446 -15.924 1.32 128.48 85.91
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(27 | s | G AMSC | THRASN | 599 | 4077 | sey | 57s | o | oa | 13 | 12730 | 10625 |
01 | e | HSASICA | HSASC | S | 7ow | dau | s | 65 | 026 | 1% | w21 | toi% |
(06 | i | HSASIC | TRA®N | 556 | o8 | 026 | 46 | 5% | 0o | 3 | 10720 | Dido |
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333 2jsa-12 LYS_A_56_C VAL_A_57_N 2178 -2.193 4.785 1.327 -3.205 4.702 1.32 93.59 -130.06
57 | ot | UEAGN | IEAein | 235 | 0w | 7as | tsol | dzes | 7am | 0 | 10os | o2 |
@5 | dwd | PROAMN | PROAMCA | o5 | 9w | 5w | 52w | bwd | 4w | L5 | D | -z |

425 2jsa-12 ASP_A 72 C VAL_A_73 N 1.265 9.272 8.054 0.564 8.213 7.68 1.32 106.41 -123.50
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2 2jsa-13 ARG_A_1N ARG_A_1_CA 14.991 3.291 3.617 14.724 3.088 2.203 1.45 166.66 -142.75
3 2jsa-13 ARG_A_1_CA ARG_A_1_HA 14.724 3.088 2.203 15.645 3.27 1.649 1.09 120.55 11.18

9 | dwis | SRA2CA | SiRA2UA | Dop | 561 | 005 | n2os | S | 0w | 1 | s | 170
T2 | s | LBUASCA | LEUA4HA | 80% | 573 | w5 | 765> | e | Som | 109 | 1000 | 11609 |
"5 [ ot | SiRASN | SRASH | 8o | 25 | 25 | o2 | 2% | 29 | o | w7 | a6
(51 | ds | OSA6N | OsAeH | 6% | 4t | ooy | 7sst | e | a6 | o | 152 | 05 |

41 2jsa-13 GLN_A_ 7. C GLN_A 7 O 2.77 4.254 -2.944 1.557 4.399 -2.8 1.23 83.28 173.18
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5% | ot | GLUAIN | GIUAIH | o0& | 45 | 07 | 1ot | 5% | 09 | toi | 19w | %0 |
C© | D | VALATCA | VALATZHA | 295 | 02% | 009 | 5 | 0515 | 051 | 109 | 1209 | 12ek0 |
T | i | SABC | DsAO | wan | taw | 002 | o1 | 07 | oora | 13 | sosi | -loew |
(9 | s | GIUAIICA | GLUADHA | o35 | 47 | 5a07 | o7 | 37 | 4i | 109 | 1597 | -ieato |
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135 2jsa-13 ASP_A_23 CA ASP_A 23 C -11.225 -5.29 4.838 -9.819 -5.154 4.252 1.53 112,53 5.52

227 2jsa-13 LEU_A 38 C PHE_A_39_N 1.509 1.016 -12.546 1.847 0.067 -11.685 1.33 49.48 -70.40
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321 2jsa-13 ASN_A 54 C SER_A_55_ N 2.88 -8.287 3.549 3.094 -6.981 3.529 1.32 90.87 80.69
5 | s | PROAZN | PROAMCA | 4wi | o | 5 | dost | b | 4er | 15 | i | a7y |

413 2jsa-13 PRO_A_70_C LYS_A_71_ N -2.446 8.952 3.883 -2.485 10.264 4.067 1.33 82.02 91.70
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47 | D | ASNABN | ANAZCA | 805 | 61 | Bl | 935 | 6254 | 75 | 15 | 157 | 0w |
i |ty | GUAMCA | GLUAMC | 798 | 45 | aail | 79m | Sew | sam | 1% | 1944 | oter |

2 2jsa-14 ARG_A_1 N ARG_A_1_CA 13.785 3.394 -4.024 12.457 3.77 -3.568 1.45 71.72 164.19
3 2jsa-14 ARG_A_1_CA ARG_A_1_HA 12.457 3.77 -3.568 11.735 3.47 -4.327 1.09 134.15 -157.44

9 | e | SERA2CA | SmRA2HA | tis2 | zar | 4w | 0w | 7w | s | it | 2w | sem |

29 2jsa-14 SER_A 5 C SER_A 5.0 6.032 4.382 -0.76 5.064 3.787 -0.29 1.23 67.53 -148.42
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T4 | e | GINA7TC | GINA7O | 2% | 4wt | 26 | 09® | 46 | 29m | 13 | 7599 | 1m0v |
T | sl | VALATZCA | VALATHA | 505 | 05 | 0us | dew | 02w | 0%l | 109 | e | 125 |
(| ot | SABC | DSAO | waw | 12 | 007 | osm | 095 | o | 13 | 9200 | iesle |
9 | i | GIUAICA | GLUAUHA | 960 | 479 | 399 | ooi | 475 | 43 | 109 | 1456 | 17305 |
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123 2jsa-14 ASP_A_21_CA ASP_A 21 C -15.902 -2.878 2.103 -15.245 -3.143 3.459 1.53 27.58 -21.97
N1 | i | GIUAMCA | GLUAMC | 55w | -as | 9501 | 202 | e | owe | 1% | 9500 | 098 |
205 | sl | GLUASMC | OSABN | oo | 15 | sen | 1y | Ao | 86 | 13 | m® | 67 |
5 | el | O5ABN | OABCA | Ay | o | b6 | oom | Asey | sm | 15 | we | i@ |

215 2jsa-14 LYS_A_36_C LYS_A 37 N 0.004 -4.308 -12.251 -0.66 -3.164 -12.16 1.33 86.06 120.13
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(27 | et | DSAWN | SAWCA | 66 | Siet | d2i6 | -tior | el | 1ot | fa5 | 4508 | 122w |
(25 | sl | PHEANN | PHEANCA | 22 | a7 | 17 | 612 | eo | 1o | 165 | 7o | oo |
51 | el | PHEA®CA | PHEA®C | 3o | 066 | Al | 59 | -Ass | -taose | 1% | 173 | 762 |
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309 2jsa-14 TYR_A 52 C VAL_A_53_N 2.584 -4.972 0.812 1.746 -5.718 0.106 1.33 122.18 -138.32
(5 | i | VALASN | VALARCA | 174 | 575 | 0106 | 0471 | 619 | o066 | 145 | e | leirs |
555 | deil | VALAmCA | VALA®C | 041 | 61 | 0o | Ome | a2 | 1w | 1w | 52 | s |
5 | el | SIRABCA | SRASC | 43 | 63 | 5an | 4w | 47 | 5su | 1% | sedo | o0d5 |

401 2jsa-14 THR_A_68_C THR_A_68_O -4.053 8.587 9.83 -4.723 7.685 9.328 1.23 114.07 -126.60
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(55 | el | THRABN | THRAZCA | s0u | 7855 | 6108 | o | be2 | ozel | 15 | e | %5 |
| sl | THRA75CA | THRASC | 609 | s@2 | el | 65 | 80y | s | 1% | 05 | ww |
i | et | THRASC | DSAZN | 65 | sow | i | 5w | 79w | som | 13 | 99 | 1rie |
i | del | CSABN | CSASCA | 7 | ool | 5201 | sy | 700 | 2ot | te5 | 1292 | eler |

2 2jsa-15 ARG_A 1 N ARG_A_1_CA 13.763 1.432 2.232 12.354 1.765 2.35 1.45 85.34 166.70
3 2jsa-15 ARG_A_1_CA ARG_A_1_HA 12.354 1.765 2.35 118 1.181 1.615 1.09 132.40 -133.49

"9 | B | SRA2CA | SmA2HA | 1251 | som | ot | s | sdt | oo | 1w | oo | Ben0 |

(55 | o5 | AAAIN | ALAASH [ 11 | 491 | i | 105w | 4ot | 1om | 101 | e | iees |

17 2jsa-15 ALA_A 3 C ALA_A 3 0 9.742 4.895 -3.394 8.881 5.439 -2.704 1.23 55.88 147.71
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(% | s | LEUAGC | LRUA4O | 7o | sawe | a1 | oo | 4w | et | 125 | oisi | e |
T | s | O A9N | OvsAsH | 2ty | 25 | 0 | o | 312 | 0w | o | seos | 051 |
% | s | GLUAN | GUAIOH | 02 | 40 | ven | Uy | 475 | i | o | om | i@ |
C© | s | VALAIZCA | VALALHA | S0z | 0as | 00i | Sen | 03y | 0o | i | 1941 | 12526 |
“® [ dwis | DSABC | DsABO | e | oms | 00m | 97 | om | oo | 1z | s | loler
(9 | dels | GIUAIICA | GLUADUNA | 9 | imi | 5a6 | 9o | i35 | 4o | 1 | 5» | oz |
CI6 | s | GIVAISN | GIXAISH | oees | 4les | 1 | o7 | wm | ose | to | 1am | iois |
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111 2jsa-15 SER_A_19_CA SER_A_19_C -12.715 0.54 0.584 -14.237 0.378 0.564 1.53 90.75 -173.92
G5l | a5 | PHEASN | PHEASLCA | dow | a1% | 7w | sew | 29 | 4o | 165 | 010 | 297 |

203 2jsa-15 GLU_A 34 C CYS_A 35 N -2.268 -0.88 -9.081 -1.663 -2.011 -8.745 1.33 75.32 -61.86
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(27 | s | HISAMCA | HSAMC | 29 | 25w | o0 | 4w | 245 | ool | 1% | 1751 | 60i |
51 | s | IEADC | PROABN | o4 | 20 | Do | 10me | Az | a5tz | i3 | 7ew | Dy |
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297 2jsa-15 ASP_A_50_C HIS_A_51_N 3.764 -8.543 -2.277 4.955 -7.964 -2.311 1.32 9147 25.93
06 | s | HSASIC | TRARN | 5405 | 6 | 0 | 4w | 6w | 0o | 13 | 10067 | 15107 |

389 2jsa-15 GLY_A_66_CA GLY_A_66_C -5.469 3.807 14.335 -5.957 5.242 14.537 1.53 82.41 108.78
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01 | s | THRAGC | THRA®O | o5 | 5716 | o9 | S0l | 88 | oaw | 125 | 10267 | 15068 |
% | s | UA7CA | LRUA7C | 66 | 521 | oom | 7em | o | sww | 1% | 4w | 040 |

477 2jsa-15 PRO_A_81_C PRO_A_81_O 11225 | 11574 1.758 11249 | 12.093 2.873 123 2498 8735
Iable 1. A reversible spherlcal geometrlc conversion of Laenopore—b backbone structure coordinate

matrix to three independent vectors of p, 8 and ¢ [1-3].




79 of 92

5 [ a1 | OsA9C | GIUAIN | 027 | o | 032 | omi | o | e | i3 | sl | w0 |
(11 | dml | GUATIC | VALADN | o5 | i | 20% | 23 | a5 | 09 | 13 | %0 | %% |
(7 | sl | ARGAHC | GIUA4SN | 6% | 7o | som | 7o | w6 | sm | i | mm | 600 |
C© | sl | ALAA®C | PROAN | a5 | ot | omw | se7 | ot | s | 1w | 10391 | 1717 |
(o | w2 | OAIC | GIUAION | 0ai | sow | 0w | 0a» | 477 | e | 1w | 9% | wa |
(0 [ w2 | UAIC | VALADN | 275 | iz | i | 2y | tae | oo | i3 | w92 | a7 |
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13 2jsa-2 VAL_A_13 C LYS_A_14 N -5.345 3.773 1114 -4.96 4.374 -0.002 1.32 147.40 57.36
(7 [ w2 | GIUAIC | GYAIN | oy | ase | 23 | 101w | 5w | ios | 13 | 15990 | 96 |
(7 | a2 | EAZC | DSAZN | 63w | 5o | 0% | 5w | dew | ose | 1» | w200 | -2 |
5 | w2 | GIYABC | THRAMN | v | w6 | wom | 57m | san | 9s | 13 | 515 | 1osi |
(| w2 | OsASC | AW ANN | 321 | 63 | asm | 55 | 7506 | 4w | 13 | 156 | 566 |
(© | w2 | ALAA®C | PROAMN | 3 | s | 65 | -ier | bas | sas | i | 132 | 2o |
9 [ s | OsA9C | GIUAIN | 00w | smw | 02 | o | sev | owe | i3 | x| wmas |

25 2jsa-3 ASN_A 25 C VAL_A_26_ N -8.29 -7.838 1.231 -9.396 -7.136 1.034 1.32 98.55 147.60
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% | dm | VALASC | AW ASN | a9 | 521 | 60i | 0% | 4309 | eest | 13 | 607 | o706 |
[ © | dmd | ALAA®C | PROAMN | 36 | ot | 695 | sow | 50w | san | 13 | leos0 | -loosi |
77 | dm | BUA7C | ANAZSN | 7en | a5 | 8w | sa | 0y | st | 1 | 90 | @l |
(9 | dwd | OSAIC | GIUAION | 049 | 45 | 02 | 05w | s | 051 | w2 | iaade | sim |
% | i | DsAwC | DUABN | Lin | i | diom | 1oy | 0 | bom | 13 | o | o0 |
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39 2jsa-4 PHE_A_39_ C HIS_A_40_N 2.905 -2.596 -13.815 2.042 -2.736 -14.81 1.32 138.70 -170.79
® | dmd | ALAA®C | PROAMN | 0u | o0 | 65 | -ix® | 502 | saw | 1% | leiw | ol |
9 | s | OsA9C | GIUAION | 0 | e | 05 | oms | aen | 05w | 13 | s | w5 |
(5 | w5 | PROADC | PHEAMN | 99 | 56 | 217 | loam | 4om | b | 13 | #2% | o6 |
(5 [ dms | GIXABC | THRAMGN | Sen | it | 501 | 52 | aw | 9sw | 13 | 250 | -iossn |

51 2jsa-5 HIS_A_51_C TYR_A_52 N 5.191 -7.146 -0.558 4.346 -6.233 -1.014 1.32 110.13 132.78
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C© | w5 | ALAA®C | PROAN | o | san | od | 4w | bem | saw | T | 15200 | -lo6or |
(9 | w6 | OSAIC | GIUAION | ies | 4o | 00% | 009 | 502 | 05 | 13 | 1598 | srei |
1 | dmc | SIRADC | ALAAZN | t0n | o4 | 04w | ey | 0o | 15w | 13 | dem | tedi |
(% | dwc | DSAHC | A ADN | i | 635 | 7ol | ds | el | a5 | 13 | 7931 | Dmnse |
% | s | Disawc | BUAmN | Lin | iy | s | 07 | 09 | bor | iw | 2% | e |
| dwac | OSASC | AW ANN | a5 | sew | 2 | a6 | 7ost | hes | 3 | 1 | a7 |




84 of 92

65 2jsa-6 GLU_A_65_C GLY_A_66_N -7.065 2969 12.97 -5.858 3.443 13.24 1.32 78.24 21.44
(© | 2w | ALAA®C | PROAMN | i | oaw | eon | ssw | sas | szm | 1w | 15707 | 17ais |
5 | a7 | OsA9C | GIUAION | 0mi | s | Oms | ozm | a2 | oms | 13 | Der7 | s |
(© | w7 | ALAA®C | PROAMN | w2 | o1 | 69 | a6 | 50w | 5@ | 1w | 1595 | lo7oe |
71 [ w7 | DsA7iC | AWAZN | 025 | 1139 | 59 | 0o | 0o | 6w | 1w | s | 1222
5 | ka7 | THRAZSC | DSAZeN | 60w | omw | sm | 57 | o0 | o3y | 1w | 4129 | oo |

77 2jsa-7 LEU_A 77 C ASN_A_ 78 N 7.383 4.968 8.591 7.899 6.112 8.167 1.32 108.67 65.72
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(9 | dms | OSAIC | GIUAION | 00% | 4o | 0% | o1 | o | 0® | 13 | 1705 | sy |
® | 2w | ALAA®C | PROAMN | a5 | or | oms | swv | sy | sim | 1w | le7 | i7s
(5 | a9 | osA9C | GIUAIN | don | iz | o | 00 | som | o9 | 1w | 2o | w3 |
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11 2jsa-9 LEU_A_11_C VAL_A_12_N -3.269 1.797 -2.132 -2.586 1.333 -1.095 1.33 38.53 -34.19
% | w9 | PROAWC | MEAWN | 0o | 0dz | 8751 | 07i1 | ooy | 74 | 13 | lessl | 75 |
(© | w9 | ALAA®C | PROAMN | S | owi | 71 | 5% | o | 5w | 1w | 102 | 1% |
(9 | el | OSASC | GIUAION | o | 4o | o0 | 00w | o | 097 | 1w | 1575 | wm |

23 2jsa-10 ASP_A 23 C ALA_A 24 N -10.135 -5.022 4.165 -9.218 -5.228 5.1 133 45.15 -12.66
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® [ ot | AlAA®C | PROAMN | s | o0 | 7a | 5o | bose | sow | L | 1954 | imar
5 [ Sl | OsAIC | GIUAION | 022 | 4w | 0 | o0s1 | aow | 07w | 1w | i | s
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37 2jsa-11 LYS_A 37 C LEU_A_38 N -0.921 -0.943 -13.784 -0.726 -0.225 -12.687 1.33 34.15 74.81
(| il | OSASC | APANN | 326 | olee | asw | i | 7@ | b | 1 | 0% | oim |
C© | il | ALAA®C | PROAMN | o | o1 | 67 | 4o | o | s&1 | 1w | 15961 | 17 |
(1 | s | ARGAIC | SRA2N | 16 | 5% | 12 | 1o | ee | -iaw | 1w | oo | w00 |
(9 | 2 | OSASC | GIUAION | 0106 | 40 | 0131 | 005 | s | 0% | 13 | 1443 | 7 |
5 | ) | GIYABC | THRAMN | 599 | 4077 | sew | 57 | sos | oa | 13 | 12730 | 10625 |

49 2jsa-12 CYS_A 49 C ASP_A _50_N 3.378 -5.727 -3.904 3.618 -6.905 -4.462 133 114.90 -78.48
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51 | i | HSASIC | TRARN | 556 | o8 | 026 | 46 | % | 0o | 3 | 10720 | Dwdo |
(© | ot | AlAA®C | PROAMN | s | o | 7i | Son | o090 | sms | i | levas | 1773 |
5 [t | SRASC | OsAGN | 6ol | 282 | oom | 6% | au | 0oy | 1w | ®0 | 751
(9 | D | OBAIC | GIUAION | 0% | sa | 05w | o | 5 | 0y | 1% | 196t | 5196 |
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63 2jsa-13 GLU_A_63_C LEU_A_64 N -3.76 4.563 10.871 -4.421 4.223 9.774 1.33 145.88 -152.78
C© | D | ALAA®C | PROAMN | 517 | 91w | 6ol | a4 | bo | sams | i3 | 10 | -loozs |
(9 | et | OSAIC | GIUAION | 00 | 41 | 03 | oow | 49w | -0 | i3 | a2ss | oo |
© | deil | ALAA®C | PROAMN | am | ol | ese | 5% | oy | s | i | 1761 | 17731

75 2jsa-14 THR_A_75_C LYS_A_76_ N 6.45 8.027 8.124 5.44 7.932 8.977 133 49.94 -174.63
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(9 | s | OSAIC | GIUAION | 019 | sa5 | 02 | o0 | e | 0an | 13 | oot | moi |
(| s | O ASC | APANN | 326 | b | sk | a1 | 79 | e | 1w | 129 | s |
(51 [ s | HBASC | TRARN | S5 | 6@ | 0z | ami | 606 | e | 13 | 1066 | 15107
C© | s | ALAA®C | PROAMN | 537 | ot | o7 | soi | o | s | i | 15245 | imor |
able 2. A reversib

matrix to three independent vectors of p, 6 and ¢ [1-3].
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