How-to-do series Integration on the Linux Server 20/09/2007

How-to- Integrate Data with the APEXII software on the Linux Server

This procedure will work for both APEXII and SMART 1000 frames.
The data should be on the Linux Server (xray.chem.tamu.edu).
Be sure to move or collect your data to a subdirectory on the Server.

Logontotheserver : xray.chem.tamu.edu
Account . (see manager)
Password . (see manager)

Point to the APEX icon and start program
Point to Sample/New
o] APEX2 v2.1-4 -

sample  Instrument Windows Help

INSE=2 R

Input the name and click the folder button. Find your data

Name:lchm433

Group: |Llsers j
Folder: |Ihumefdataf|::hxrdpc4f€hem433_2 |;i’:‘.|
(8]54 Cancel |

Point to Sample/Import and import a P4P file

] AF ] Import P4P/SPIN File x

& Sample Instrument CH PAP/SPIN file: [fhomerdatarchirdpeds/Chemd33_z/datal pdp] g,’*|

bzHE I wre | || Image file:  |thome/data/chirdpcd/Chemd 53_2/datal.001 g,“‘|
et
Setup [~ Import crystal color, formula, and size
Evaluate [ )
IV Import crystal components {(domains)
Collect
Integrate ¥ Import crystal mosaicity

[~ Import crystal faces
[~ Import reflections

¥ Import spatial

= lenlealelml=

Ok I Cancel
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Point to Integrate Images and Select Runs

Look in: |_\1fhnmefdatafchxrdpcdlfchem433_2f j = £ EE é_|_|§|
B3 . [] MATRIXO.00S [] MATRIXO.0
_work [ M&TRIX0.006 [ ] MaTRIx0.0|| | EUn
[ D402L10_dk [ ] MaTRIX0.007 [ MaTRixoo|| [H MATRIXO### (1 - 20)
(10402017001 [ MATRIX0.008 [] MATRIX0.0 g ' "
[ D402L170_ix [ MATRIX0.009 [] MATRIX0.0 R A
### (1 - BOO)

L1 M_pr L] MATRIX0.0T0 ] MATRIXO._ dataZ ### (1 - BOD)
[ 1 M.pdp [IMaTRIXD011 ] MATRIXDp data3 s (1 - 400)
[ MaTRI0.001 [ MATRIXO.01Z2 ] MATRIX1.O datad ### (1 - 400)
[ MaTRIXO.002 [ MATRIXOD.01S3 [] MATRIX1.O
[ ] MaTRIX0.003 [ MATRIXD.014 [] MATRIXI.O
[ ] MaTRIK0.0D4 [ MATRIXD.01S [] MATRIX1.O

Select all | Deselect all
<] 2+
Directary: | DI
File type: | Directaries j Cancel

Check thefiles that you want in the Run box

Start the Integration.

Refinement Options...

Integration Options...

Find Runs...

Import Runs from Experiment

Start Integration...
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@ Applications Places System &3 10:10 aM &

'APEX2 v2.1-4 - User: (guest) - Sample: chm433 - Licensed to User at Texas A&M University - [Integrate Images]

=l x| ke

Scan 1 - Pass 1 -
&Il Cormponents -

O Progress Statistics
L0 Integration progress
0O Per-Image Statistics
Spat shape comelation
Spat intensity and /Sigmadl)
O % Spot intensity < 2 Sigma(])
O Mumber of reflections harvested
Spot position averiay
X, ¥, 2 ermor
O X, ¥, 2 RMS difference
-0 X, ¥, Z spot size
O % Gueue extent used
e O Primary beam intensity
Image Periodic Statistics
= Correlation coeflcient Profile shapshats
o Intensity = Usigna O & axis + ESD
-0 B ads + E3D
-0 C axis + ESD
O alpha angle + ESD
O Beta angle + ESD
O Gamma angle + ESD
O Call volums + ESD
O LS goodness-of-fit
-0 LS Residuals
-0 ¥, ¥, Z crystal franslation
O . ¥ beam center
[ Distance correction
O Pitch, Roll, Yaw correction
O angle zeros
Coverage Statistics
T T O Harvested reflections
20 0 Completeness and redundancy
Image O Bijvoet pairs
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Error [pixels]

TECET O T PHTT,—COTEETCIOT —T
# File #Ref Erc¥ ErrY Errl Ems? Inorm #Sig %¢2s <Cor> %Ful XSiz ¥Siz BSiz
20 021 5 0.04 0.29 -0.13 0.14 31911 62 0 0.88 27 1.00 1.00 1.00
Examine Data 21 .022 0.07 0.11 -0.14 0.20 10050 33 14 0.91 38 1.00 1.00 1.00
Solve Structure 22 .023 -0.12 018 0.04 022 3642 9 17 0.88 30100100 100 Cannected: 7 Integration in Progress: 7
23 .024 -0.0% 0.08 -0.08 0.13 7095, 3 3% 0.72 35 1.001.001.00

BeRoH 24 028 -0.04 0.15 -0.04 0.1g 15018 14 0.87 37 1.001.001.00 j 15

Instrument

Soale

|@] [ APEx2 v2 1-4 - User: (guest) - Sample: chm435 - Li... | 88 Starting Take Screenshot @ 10:10 AM 55 =] ]

The output files will be in the work subdirectory.
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