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Supplementary Material

Geometrical question for the search of M-H---H-X (X = O, N, S) intramolecular contacts between 1.5 and  2.5 Å.

COMMent  "INIT 5" specified.

PRINt 10

HNORM

SAVE FDAT

T1 *CONN

NFRAG   1

ELDEF Q = N O S

AT1 TR 1                                           

AT2 H 1 

AT3 H 1                                          

AT4 Q 1                                            

BO 1 2 99

BO 3 4 99

GEOM

CONTACT INTRA 2 8 2 A 3 A 1.5 2.5

DEFINE M..Q 1 4

DEFINE H..H 2 3

DEFINE M-H..H 1 2 3

HIST M..Q

HIST H..H

HIST M-H..H

SCAT M..Q H..H

SCAT M..Q M-H..H

SCAT H..H M-H..H

NFRAG -99

ENANT NOIN

END

SCREEN 31

QUEST T1

