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Main-chain bond lengths

CA 1525 C CA 1540 CB CA 1525 C CA 1525 C N 1458 CA C 1329 N

1.469 1.486 1.466 1.460 1.398 1.222
A Phe 7 Alle 8 AAla 9 A Phe 10 A Thr 11 ASer 75- A Ser 76
CA 1525 C CA 1525 C CA 1525 C CA 1525 C CA 1540 CB

1.474 1.470 1.472 1.472 1.453
A Pro 87 A Ser 114 A Asp 129 A Ser 139 A Thr 188

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

Main-chain bond angles

217 ¢ca N 112 C

! : l . c
CA CA CA CA N CA
A Phe 7 A Phe 7 A Phe 10 A Phe 10 A Phe 10- A Thr 11 A Thr 11

N 112 C caA 162 1217 ca CA 1162 o 1z N
W 169.2 1332 160.0 79
CA

A Ser 12 AGIn 22-AGlu 23 AGIn 22-AGlu 23 A Ala 46- AGIu 47 A Ser 75-ASer 76 A Ser 75-A Ser 76

1217 1112 111.2 1101 116.2 BT
106.1 121.6 1005 W 103.2 160.1
ASer75 A Ser 76 ALy598 ASer114 AGIu124 A Ser127- A Ser 128 A Ser 127- A Ser 128
111.2 1112 1217 1917 111.2
\% W 110.0 1111 W
A Asp 129 A Asn 133 AA= 133 ALys134A Glu 176 A Ala177 A Ser 179

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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