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Experimental electron-density map correlation versus final model.

Each data set was phased with and without double sites The correlation
coefficient CC was calculated between the final refined model and the
experimental density map obtained from density modification without NCS

averaging.

CC for CC for

No.of Solvent double sites single
PDB Total No. double content  Resolution (main/side  sites (main/side
code ofsites sites  (fraction) (A) chain) chain)
lwgh 5 3 0.37 2.0 0.76/0.67 0.70/0.61
2e3b 4 1 .45 2.0 0.57/0.50 0.51/0.43

2gTu 16 4 (.53 2.3 0.81/0.64 0.80/0.63
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Refine cycle 7: R = 0.245

Refine cycle 8: R = 0.227

Refine cycle 8: R = 0.217

Refine cycle 10: R = 0.210

Build cycle 1: 189 aa (33%) in 2 chains, 95 aa (100%/m) in the longest chain
Build cycle 2: 180 aa (100%) in Z chains, 36 aa (101%/m) in the longest chain
Build cycle end: chains 2, 188 aa (39%), connectivity index 0.98

Build cycle end: 2 chains have been docked in sequence - 188 aa [99%)
Main cycle: 3

Refine cycle 11: R = 0.281
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Secondary structure after each cycle

O_linux

Unidentified density -> Xtaldb
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How well does it work ?
(Youngchang Kim)
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Prompt:

Controls




Final model with right target Auto-build (resolve) model with wrong target
APC81521 APC81501

To figure out the right target at the resolution of 2.5A

1. Manually build helixes and stands;

2. Submit this model to dali to find out several similar structures in PDB;

3. Search targetDB(MCSG) using the sequence of these structures to find out the right target.
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