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Distorted geometry
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Main-chain bond lengths
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Main-chain bond lengths (contd)
CA 1540 CB C 1329 N C 1231 O CA 1525 C N 1458 CA CA 1525 C
A Thr 55 AThr 55-ALeu 56 A Leu 56 A Leu 56 A Leu 56 A Glu 57
CA 1530 CB C 1329 N CA 1525 C CA 1530 CB C 1329 N CA 1525 C
1.596 1.400 1.465 1.596 1.258 1577
A Glu 57 A Glu 57 - A His 58 A His 58 A His 58 A His 58- A Leu 59 A Leu 59
C 1329 N CA 1525 C N 1458 CA C 1329 N N 1458 CA CA 1525 C
ALeu 59- A Phe 60 A Phe 60 A Phe 60 A Phe 63- A Met 64 A Met 64 A Leu 68
CA 1525 C N 1458 CA CA 1525 C CA 1525 C CA 1540 CB C 1329 N
A Asn 69 A Asn 69 A Glu 74 Alle 75 Alle 75 Alle 75-Alle 76
CA 1525 C CA 1540 CB N 1458 CA C 1329 N CA 1525 C C 1329 N
1.665 1.608 1.407 1.194 1.616 1.234
Alle 76 Alle 76 Alle 76 Alle 76- A Asp 77 A Asp 77 AAsp 77-Alle 78
C 1231 O CA 1525 C C 1329 N N 1458 CA CA 1525 C C 1329 N
1.283 1.594 1.405 1513 1.379 1.277
Alle 78 Alle 78 Alle 78-A Ser 79 A Ser 79 A Pro 80 A Pro 80- A Met 81
N 1451 CA C 1329 N CA 1525 C C 1231 O C 1329 N C 1231 O
1515 1.385 1.605 1.291 1.379 1.290
A Gly 82 A Cys 83-A Arg 84 A Arg 84 A Thr 85 AThr 85-A Gly 86 A Phe 87
N 1458 CA CA 1525 C CA 1530 CB C 1329 N C 1231 0 CA 1525 C
1536 1.444 1593 1270 1.143 1.444
A Phe 87 A Tyr 88 A Tyr 88 A Tyr 88-A Met 89 A Met 89 A Met 89
C 1329 N N 1458 CA C 1329 N CA 1525 C N 1458 CA C 1329 N
1431 1.370 1.254 1.458 1.395 1.39
A Met 89-A Ser 90 A Ser 90 A Ser 90- A Leu 91 A Leu 91 Alle 92 Alle 92-AGly 93
C 1231 O N 1458 CA C 1341 N CA 1525 C N 1466 CA CA 1525 C
1.149 1.403 1.290 1472 1.403 1582
A Gly 93 A Ala 94 A Ala 94-A Pro 95 A Pro 95 A Pro 95 A Asp 96
CA 1530 CB C 1329 N C 1329 N C 1329 N CA 1525 C CA 1540 CB
480 1.279 1279 1.406 1.468 1.605
A Asp 96 A Arg 99-A Va 100 A Ala103- A Trp 104 A Trp 104 - A GIn 105 A GIn 105 AVa 114
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Main-chain bond lengths (contd)
N 1458 CA CA 1525 C C 1231 O N 1458 CA CA 1525 C CA 1540 CB
1517 1.586 1.282 1544 1.450 1591
AVa 114 A GIn115 A Glu 116 A Glu 116 Alle120 Alle120
N 1458 CA C 1231 O CA 1525 C N 1458 CA N 1458 CA C 1329 N
1.391 1.176 1.591 1523 1523 1271
Alle120 A Pro 121 A Glu 122 A Glu 122 AGlul25 AGIu125-ATyr126
CA 1525 C N 1451 CA CA 1525 C N 1458 CA CA 1525 C CA 1530 CB
1.616 1515 1.608 1.367 1.470 1.422
A Cys128 A Gly 129 A Thr 130 A Met 133 A Ser 135 A Ser 135
CA 1525 C CA 1525 C CA 1530 CB CA 1525 C CA 1540 CB N 1458 CA
1.464 1.442 1.624 1.467 1.460 1.403
A Alai141l A Arg 144 A His 145 A Val 146 A Val 146 A Leu 147
C 1329 N N 1451 CA C 1329 N C 1231 O C 1341 N C 1329 N
1.274 1.368 1.277 1172 1.392 1.274
AlLeul47-AGlu148 A Gly150 Ava153-AAsn154 A Asnl156  ALeul6l-A Pro162 A Pro162- A Glu 163
CA 1530 CB C 1329 N CA 1530 CB N 1458 CA CA 1530 CB CA 1525 C
1.590 1.278 1.39%6 382 451 581
AGlul64 AGlulss-ALys1es A Lys165 A Lys 165 A Lys 167 A Ser 168
CA 1525 C
576
A Leu 169

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual

Main-chain bond angles

CA 1162 N

C
AMet 1-APro 2

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Distorted geometry
2958850
Planar groups
cB QCB QCB S cB cB “‘ cB

7(;; 0.032 0.034 0.631 :)22- 0.074

A Phe 7 A His 54 A His 58 A Phe 60 A Phe 87 A Tyr 88
'Y

6.0497 0.042

A Trp 104 A His 140

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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