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Table S1. Hydrogen-bonding parameters in 1.

D-H-A dD---HYA dH--AYA  dD--AYA D-H-A/  Symmetry code
05-H5A--01'  0.85 1.92 2.757(2) 166.7 L1/24X, 3/2-Y, -1/2+Z
05-H5B---042  0.85 2.07 2.880(2) 160.1 252X, 1/2+Y, -1/2-Z

Table S2. Hydrogen-bonding parameters in 2.

D-H---A d(D---HYA  dH--A)yA d(D---A)/A D-H:--A/°  Symmetry code

O1-H1---04! 0.82 1.78 2.5770(16) 165.4 LI+X,+Y,+Z

Table S3. Selected bond lengths (A) and angles (°) for 1.

Cul-N1 2.0288(15) N2-C10 1.3372)
Cul-N3 2.0452(15) C11-N3 1.354(2)
Cul-04! 2.0950(13) N3-C15 1.3342)
Cul-022 1.9399(12) C23-04 1.267(2)
N1-C5 1.353(2) C23-03 1.236(2)
N1-Cl 1.3332) C22-02 1.273(2)
N1-Cul-N3 157.18(6) 022-Cul-N1 99.69(6)
N1-Cul-04! 97.16(6) 022-Cul-N3 94.26(6)
N3-Cul-04! 98.64(6) 022-Cul-N2 146.54(6)
N2-Cul-N1 79.43(6) 022-Cul-04! 98.17(6)
N2-Cul-N3 78.98(6) C5-N1-Cul 114.83(12)
N2-Cul-04! 115.20(6) C1-N1-Cul 125.76(13)

1.1/2+X, 3/2-Y, 1/24+Z;%-1+X, +Y, +Z



Table S4. Selected bond lengths (A) and angles (°) for 2.

Cul-03!
Cul-05
Cul-N2
Cul-N3
Cul-N1
03-C23
05-Cul-03!
05-Cul-N2
05-Cul-N3
05-Cul-N1
N2-Cul-03!

N2-Cul-N3

2.2431(13)
1.9102(11)
1.9330(13)
2.0217(14)
2.0200(14)
1.266(2)
91.43(5)
168.28(6)
98.81(5)
99.87(5)
100.26(5)

79.90(5)

02-C22

05-C27

N2-C10

N2-Cé6

N3-C11

N3-C15

CI-N1-C5

N2-C10-C9

NI1-C5-C6

N1-C5-C4

N3-C11-C10

N3-C11-C12

1.218(2)
1.275(2)
1.335(2)
1.340(2)
1.355(2)
1.337(2)
119.32(15)
120.49(14)
113.64(14)
121.60(15)
113.41(14)

121.55(14)

4+X,1+Y, +Z



