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This ends the tutorial.

20.6 Tutorial 6: Pharmacophore Search 4. Define the distance between the N atom and the centroid of the C=0
group.

20.6.1 Objectives o Select the N atom by clicking on it.

e To draw two chemical fragments (substructures).

o Select the centroid of the carbonyl group by clicking on CENT1 in the
. . i . . box headed Defined Objects.
* To specify the distance required between the two fragments, i.e. to specify
apharmacophore. o Hit the Define button next to the word Distance:
e To find molecules in the CSD containing the specified pharmacophore. °
. Soecsoma T Gt 30 Paarlars o Obyc [
20.6.2 Steps Required iebads?
1. Draw the fragments. =
i
2. Define one of the fragments as a group for use in non-bonded searching. ==
3. Specify the required distance between the fragments. Lot :l
4. Ensure that the search is for intramolecular non-bonded distances only
(i.e. both fragments must be in the same molecule). ”
5. Run the search. | oo e i
=0 Hit Deang to constnuct Param:
6. Save the file of hits. o :‘:v
Valig Parameters A8 Parameters.
20.6.3 The Example [lompropsans _owine_ |

[Disance Defne__| | Defined Obiects

The tutorial explains how to search for the following pharmacophore:

Vald Objects

ector Define

[Dummy Pomt Detne

[Controie Defing Delete

Reset Done
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