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StarDrop - Refreshing projects from 3DX

This document describes how you can load data from 3DX into StarDrop and then “refresh” your

StarDrop project to bring in new compounds and data as they become available.

1. In 3DX, you can export a table of data containing the compounds and properties of interest.

Select File and then Export followed by Table To File...
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3. Choose a filename and save the SD file into a folder of your choosing.
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4. In StarDrop, from the File menu, choose Open.
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Browse to the SD file you have saved, select it and click the Open button.
5. StarDrop will display the Import text file dialogue in which you can see a preview of the data

you are about to load. Click OK.
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6. The project data set will be loaded into StarDrop.
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7. You can now use StarDrop to visualise and analyse your compounds and data.
4. StarDrop - NewProject — [m] X
File Edit View DataSet Tools Custom Scripts Help
a
W Structure i WSHTIaaffinity (pK) ~ WCYP3A4TI/2 (min)  MllogS
Visuglisation  Models  Scoring  Design  SesSAR  P450  torch3D  Nova ‘EI N
CYP3A4 T1/2 (min) vs SHT1a affinity (pki) 1 D_Q_/_/‘bOsp 6 16 20
¢
80 ®
o
2 . f’i s1012 669 73 241 1.86
. d
o
3 O—/I%mﬂ 105 3.04 1.87
o 7y E
o
° 4 @_Qf/‘p@sw-m 782 281 1.84
= B
E [} 5 510-2 719 2.3 1.89
S 40 '
2 404
o
3
g 6 $10-21 734 148 203 1.96
5 . 0O
a
(53
7 s10-22 21 28 235
20 d ‘
o
[ ] 8 Q_ijfi)o;m,z; 815 a7 301 177
¢
L]
o
\
LIPS 9 Msw-n 815 42 254 215
d
0 T T !
6 7 8 9 .
S5HT1a affinity (pki) [~ 0 $10-25 782 33 295 271
F;
® MyProjectData °
\
n oS _r'b(swrzv 87 432 293 203w
v Bk 5
k. MyProjectData
Rows 17 (0) Columns 22 (0) Selected 0 Server status: @ 0




8. You can save your StarDrop session as a new StarDrop project from the File menu by choosing

10.

Save. Note: you can save your project to any location.

2. Select file to Save As
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When you would like to update your StarDrop project with new compounds data that have

been added into 3DX since you last exported your results, open 3DX again and follow the same

steps as before, overwriting the SD file you created previously (Note: you don’t have to select

the properties in 3DX again because these will have been saved from last time).

Open StarDrop and from the File menu select the project you saved from the Recent Projects

sub-menu.
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11.

From the Data Set menu, choose Refresh and then Project.



%1, Refresh Project Data
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12. In this case, we only have one data set, but if you have added others then these can all be

refreshed at the same time when you click Refresh.
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13. When complete, the indicator will turn green and you will see a new column added at the data

set indicating whether a row has changed (i.e. new data have been added) or whether it is

new (i.e. this compound has been added to the project since you last exported from 3DX).

14. Click the Close button and scroll across the data set where you will see that any new values

are highlighted in yellow. You will see that your visualisations have been updated with the

new data points. Any model prediction or r-group analyses will automatically be added for the

new compounds.
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If you have any questions, or would like assistance with this

support@optibrium.com.

process, please contact stardrop-
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