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CSD search details
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The CSD - system 2017 (version 5.38) has been investigated for ligand L as shown in figure.
The following geometric parameters have been defined:

plane 1: all non-H atoms in pyridine ring A

plane 2: all non-H atoms in pyridine ring C

plane 3: all non-H atoms in pyridine rings A and C

plane 4: all non-H atoms in tetrazine ring B

angle 1: dihedral angle between plane 1 and plane 2

angle 2: dihedral angle between plane 3 and plane 4
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Table S1. H2L(CF3COz)2: non-H atom--non-H atom distances (A) and corresponding distances from
hydrogen atoms for contacts discussed in the text (e.s.d. in parenthesis).

X-H-Y X--Y distance (A) H--Y distance (A)
N3-H--0O1 2.577(2) 1.56(2)
C5-H--01 3.239(2) 2.311(1)
C4-H--02 3.155(2) 2.534(1)

Table S2. HoL(Ph2POu)z: non-H atom-non-H atom distances (A) and corresponding distances from
hydrogen atoms for contacts discussed in the text (e.s.d. in parenthesis).

X-H-Y X-Y distance (A) H--Y distance (A)
N1-H--O2 2.544(3) 1.46(3)
C4-H--02 3.113(4) 2.324(2)

C10-H--C16 3.725(4) 2.898(3)

C11-H--C17 3.587(5) 2.831(4)




