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Table of chemical groups used by RPluto for processing of H-bond contacts.

The groups are defined as atom centred fragments, with atom 1 in the centre,
optionally connected to 4 atoms, numbered 2 - 5. Each atom has two defined

attributes, nt is the total number of covalent bonds, nh is the number of hydrogens
connected to the atom.
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* means any possibility allowed
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Command file used by Pluto to generate contact data files.

COMDEF BATCH NOLAB
BATMAX 200 50

HOME

HNORM

HCAL

ALL KEEP
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VATM
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PLOT

O P=1.50 N=8000 NOCRYST NOPLOT

N

S

F

Cl

Br

I

INTERX O 1.57 N 1.61 S 1.85 F 1.52 Cl1 1.80 Br 1.90 I 2.03
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