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New developmentsin 'pure’ direct methods for protein crystallography

Hou Y onggeng,Chen Jianxin,ZHAO che,Li Lipu
Inst of Chem, CAS.Beijing(100080)

Abstract 'pure' direct method isan ab initio method. Recent advances in ab initio direct methods have enabled the solution of crystal structure of small protein from the type and number of
atomsin cell aswell as native X-ray date that must be available to atomic resolution, that is, without the use of fragments of known structure or the need to prepare hevy-atom derivatives. An
approach that is gaining rapidly in popularity is dual space recycling methods SnB and SHELX-D. They have recently solved the previously known structure of triclinic lysozyme consisting of
1001 non-H protein atoms, none heavier than sulfur. The system optimization method has developed from the integration of systematization, optimization and the probability distribution of
structure-invariant. Its program is called SY STEM-99. On it there is one effective objective function, which is out of ordinary, according to size of the structure, intensity and extensity of
relations between reflections, it divides reflectionsinto many subsystems. Then by means of minimization in objective function, it determines all the phases among subsystem in reciprocal
space. The SY STEM-99 program was able to solve the structure of trichosanthes root (TCS) that contains with 1914 non-H protein atoms none heavier than sulfur.

Keywords PROTEIN CRYSTALLIZE AB INITIO CALCULATION

DOI:

o TEpE
ARIAF B

¥ Supporting info

» PDF(0KB)

¥ [HTML 4> 3] (0K B)

» 253k

M55 5 5t

P AEASCHERE A R

P IR A4

P IO\ G| R A

» %G

¥ Email Alert

30 AR

b SR E B

AHRAE B

b RT A CHEERT 1
ARG

[Z (=PI

- KBE

- BREE

h
A

I8
Q
:

45t
3

AR



