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TABLE S-V. Coordination bond distances and angles in [Cd,Clg(HL),].

5439

Bond Bond distance, A Bonds Bond angle, °
Cd1-ClI1 2.5632(3) Cl1-Cd1-Cl13 112.948(9)
Cd1—CI2 2.5638(3) CI2-Cd1—CI3 96.734(9)
Cd1-CI3 2.5272(3) N3— Cd1-CI3 85.334(18)
Cd1-C11' 2.7148(3) N5— Cdl1-CI2 96.50(2)
Cd1-N3 2.7483(8) Cl1- Cdl1- N3 161.69(3)
Cd1-N5 2.2992(8) CI2—- Cd1-C11' 174.132(7)

Symmetry code: (i) 1-x, 1-y, 2—z.

TABLE S-VI. Coordination bond distances and angles in [HL][Cd(HL)(NCS).XY]-H-0O

Bond Bond distance, A Bonds Bond angle, °©
Cd1-N7 2.285(2) N7-Cdl-N5a 88.46(8)
Cd1-N8 2.348(2) N7-Cd1-N3a 78.18(8)

Cd1—Cl1/Brl 2.580(14)/2.636(3) N7-Cd1-N8 166.11(9)
Cd1-S1/Br2 2.663(3)/2.72(2) N8—Cd1-N3a 88.24(8)
Cd1-N3 2.605(2) N5a—Cd1-N8 88.66(8)
Cd1-N5 2.348(2) N5a—Cd1-Cl1 99.6(3)
N5a—Cd1-Brl 97.73(8)
N3a—-Cd1-S1 98.99(8)
N3a—Cd1-Br2 99.3(6)

TABLE S-VII. Potential interactions in [HL][Cd(HL)(NCS)-XY]-Hz0 involving substitution-
nally disordered ligands

D-H-A dD-H)/A dH--A)/A L(D-H--A)/° Symmetry codes:
N2a—H2a---N6 ¢ 0.86 2.057 159.31 —x+1, —y+1, —2z+2
N4a—H42a---N6 ¢ 0.86 2.451 143.07 x+1, —p+1, —=z+2
C7a—H7a---Brl a 0.93 3.103 125.78
N2a—H2a---Brl a 0.86 2.601 143.44 —x+1, -p+1, —z+1
N2a—-H2a---Cll b 0.86 2.464 142.65 —x+1, —y+1, —z+1
N4a—H22---Brl a 0.86 2.854 139.63 —x+1, —y+1, —z+1
N4a—H22---Cl1 b 0.86 2.636 140.57 —x+1, —p+l1, —z+1

Ol-Hla---S1 ¢ 0.92 2.511 164.41 x-1,y,z

TABLE S-VIII. Global packing features of idealized structures derived from complex 2.

Idealized structure Crystal packing Anion volume defined Anion mole

coefficient by Hirshfeld surface, A* ratio in 2
[HL][Cd(HL)(NCS),Br(SCN)]-H-O 0.675 468.9 0.61
[HL][Cd(HL)(NCS),CI(SCN)]-H20 0.669 466.8 0.35
[HL][Cd(HL)(NCS),Br,]-H20 0.653 466.8 0.03
[HL][Cd(HL)(NCS),BrCl]-H20 0.647 464.8 0.01
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