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Semi -automatic Molecular Replacement On Web

Kayo Nozawa, Kensaku HAMADA

SAMR-Web was designed as a user-friendly system for crystal structure determination of pro-
teins by the method of molecular replacement (MR) running over World Wide Web. It was linked to
Web sites of PDB and Swiss-Model, and was able to run AMoRe or EPMR which were programs for
MR. It is easy and efficient to prepare a search model and input data for running the programs A-
MoRe or EPMR by using a favorite web browser.
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| If you will want to make a model from the template model created by SWISS—MODEL,
1 please click on here.

| SWISS-MODEL

: This utility searches the ExXNRL~-3D database (derived from the PDB) with a query sequence, to select the -
1 most appropriate modelling templates for SWISS-MODEL.

| If you know already the model file used for MR, please input the model file name.

| MODEL FILE NAME : | ]

AL

&

LW L R
/esblB.cis.shimane-u.ac.jp/ kayo/dimer.html i

MAKE A MODEL

| YOUR REQUESTED MODEL IS DIMER

1 Do you want to make which model is for MR?
© MONOMER-A € MONOMER-B
€ DIMER

| Please choose one of the following to modify further the model.
1 € MAIN-CHAIN ¢ POLY-ALANINE © ALL

o] cuea

(b)
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| MOLECULAR REPLACEMENT ME THOD AMoRe

| TABFUNI

Please input some datas.
| Notice : If input datas aren’t required to run, type “no” in boxes.

| MODEL 1 BREPLACE(brep)} BADD(badd)
| BREPLACE(brep) replace all B factors in file with .
| BADD(badd) add(badd) to all input B factors. If is negative the “structure factors’ are sharpened.

{ BREPLACE(brep)0
BADD(badd0 )

SAMPLE 1 SCALE(scale) RESOLUTION(dmin) SHANN(sharat)

| SCALE(scale) to create 2 model “call’ equal to {minimal box(scale).

] RESOLUTION(dmin) (in Angstroms) is the resolution limit of generated structure factors.
SHANN(sharat) is the Shannen rate for sampling the coordirate map.

| SCALEGcaldfis
| RESOLUTIONGminfEd

| SHANN(sheraf2.0

T

X4 MOLECULAR REPLACEMENT METHOD: AMoRe D& A7 VA v Vv

Please input the cell constants and space group number.

CELL(a,b,c){100.00 100.00 100
ANGL E(alpha,beta,gamma){80.00 80.00 90.00
1 SPACE.GROUP(No){TD

Please input the number of identical molecules in the asymmetric unit for which to
search.

1 NUMBERl

K5 MOLECULAR REPLACEMENT METHOD: EPMR D% A7 v A v Fv
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