1)1. .sdf file format - Tool tip properties

1), Properties 1)At the beginning of the sdf a
| -OEChem-04092001263D ‘Properties’ section to define tooltips

3)Up to 7 x selected custom data

> <protein pdb> ‘ 2)Name of protein .pdb used eg XX
entries with description being XX

><Data-custom field 1>
Description of entry

B

characters long
> <Data-custom field ...> ‘
Description of entry
> <Data-custom field 7> ‘
Description of entry

- - — —



1)1. .sdf file format - data entries

MUS-SCH-c2f-4
4)Compound ID
%] -0EChem-04092001263D ‘ )comp
5)Ligand 3D coordinates
@ 37390 00 0 0 0 0999 V2000
6)Inspiration frags in format ‘x0104’
><inspiration frags> :
‘ P d 7)Up to 7 x selected data-custom field
@ > <Data-custom field 1> values - these will appear in
Value ‘ Fragalysis underneath each
compound

> <Data-custom field ...>

‘Value ‘

> <Data-custom field 7>
Value
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