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Main-chain bond Iengths

C 1329 N C 1329 N C 1231 O CA 1525 C C 1329 N C 1231 O

1.772 1.269 1.363 1.469 1.169 1.282

EGly 59-ESer 60 EVa 74-EVa 75 EVa 75 EVa 75 EVa 75-ELeu 76 ElLeu 81

C 1329 N C 1231 O C 1329 N C 1329 N C 1231 O

1.269 1.287 1.261 1.278 1.179

Eleu 81-EAsp 82 Elle 92 EGly 164-ETyr 165 Elle167-E lle168 E Glu 189

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

Main-chain bond angles

CA 1164 N g

N, 149.6 :

EGly 59-ESer 60 EGly 59-ESer 60 EGly 59- E Ser 60 Eva 75

1230 N C 121 ca CB 1091 C
9. 77 1225 W
N cA cA

1115 B

Eva 75

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

Planar groups

T |

CB

T

CB

CB CB
0.024 0.037 0.030 0.034 0.035 0.024
EAsp 65 E Tyr 69 ETyr 73 E Phe 78 ETrp 83 EGlu 90
T
B CB cB CB
0.048 0.031 0.054 0.031 0.028 0.033
E Trp 122 E Phe 137 E Tyr 165 E Asp 170 E GIn 178 E Phe 200
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Distorted geometry
Model 12

Planar groups (contd)

\

R Q)

CB I

0.031 0.092
E His 204 E Tyr 229

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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