Subject: Re: HBD/HBA
Posted by nbehrnd on Mon, 06 Mar 2023 22:28:01 GMT

View Forum Message <> Reply to Message

Initially for curiosity, | submitted a few simple molecules to the assignment to H-bond donors, and
acceptors

DW assigns last entry 6, diacetamide, 3 acceptors and 1 donor. This contrasts to Etter's paper[1]
with two accptors and one donor only.

Do follow medicinal chemistry and solid state chemistry/crystallography different conventions
here?

With regards,
Norwid
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Organic Crystals. Acta Cryst. B 1990, 46, 256-262 (DOI
https://doi.org/10.1107/S0108768189012929)

File Attachnents

1) H acceptor_donor. png, downl oaded 1351 tines

Page 1 of 4 ---- Cenerated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=568
https://openmolecules.org/forum/index.php?t=rview&th=587&goto=1865#msg_1865
https://openmolecules.org/forum/index.php?t=post&reply_to=1865
https://openmolecules.org/forum/index.php?t=getfile&id=675
https://openmolecules.org/forum/index.php

F L = L o O L L T T ey

Structure H-Acceptors [gERlale]

1

NNHE

2) Etter graphs_di acet am de. png, downl oaded 1366 ti nes

Page 2 of 4 ---- CGenerated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=getfile&id=676
https://openmolecules.org/forum/index.php

{3 LA
| H,C” N7 NCH
H:.#:)"r:J ch,  §
H !
R 0
o 0 CH,
| | 0
HJCJ\NJ\CH} .}"NH
.-“HJ1I ch ‘1.
1 2
L
0 CH; CH, Hl{
H,CLH/L%Q A,
H 5 h
vH 0
0 T\'-'I\“/CH;. §_HH
L 8 CH, gk-CH;

(%]

3) Etter_graphs_2.png, downl oaded 1430 tines

opennol ecul es. org Forum

Page 3 of 4 ---- Generated from


https://openmolecules.org/forum/index.php?t=getfile&id=677
https://openmolecules.org/forum/index.php

Table 1. Examples of graph-set assignments

The hexagons are meant to represent any organic ligand. This
specific form is given so the degrees of the patterns can be assigned
in this table. If the organic ligands were other kinds of groups,
then the degrees of some of the patterns would change.
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