


Magnetic dipole-dipole interactions In-plane array Perpendicular array
(Head-to-tail) (Side-by-side
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Tabll&€rgystalline parameters for 1.
1
T/K 153
Formula CHsCIN1d b
Crystal system Triclinic
Space group P-1
Z 2
alA 12.7976(5)
b/A 14.0071(6)
c/A 18.1335(7)
u/e 93.068( 3)
b/e 105.135(4)
a9/ ° 100.887(3)
V/A3 3063.1(2)
} /gem? 1.581
GOF 1.035
R: 0.0638
WR; 0.1359
R: (all) 0.0995
wR: (all) 0.1516
CCDC number 2205797
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At om Basis set
Th SAR@XK HQZ 2P
Coordinating | DKKDe fTZ \FP
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Tabl3e Bner gpwheeklncti on comfFesstiattikosn o(f%) of t he

Statel State2  State 3 State 4  State 5 State6 State 7 State8 State9 State 10 State 11 State 12 State 13

Eneagy/cmi ! 0 0.002 245996 246.077 344918 355.157 358.639 361.53 365.061 381.261 395.992 401.118 403.971
M,
16 50.0 50.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0
15 0.0 0.0 49.7 49.7 0.0 0.1 0.1 0.2 0.0 0.1 0.0 0.1 0.0
14 0.0 0.0 0.1 0.1 24.8 10.5 3.2 3.1 316 22.6 11 2.1 1.0
13 0.0 0.0 0.0 0.0 0.9 103 51 9.7 0.2 0.2 153 337 24.6
12 0.0 0.0 0.0 0.0 0.3 21 147 21.3 10.9 0.8 23.8 5.6 20.5
11 0.0 0.0 0.2 0.2 0.6 254 26.9 137 7.1 4.3 9.6 8.1 3.8
0 0.0 0.0 0.0 0.0 46.9 3.2 0.1 3.8 0.5 43.9 0.3 11 0.1
+1 0.0 0.0 0.2 0.2 0.6 254 26.9 13.7 7.1 4.3 9.6 8.1 3.8
+2 0.0 0.0 0.0 0.0 0.3 21 147 21.3 10.9 0.8 23.8 5.6 205
+3 0.0 0.0 0.0 0.0 0.9 10.3 51 9.7 0.2 0.2 15.3 337 24.6
+4 0.0 0.0 0.1 0.1 24.8 10.5 3.2 3.1 316 22.6 11 2.1 1.0
+5 0.0 0.0 49.7 49.7 0.0 0.1 0.1 0.2 0.0 0.1 0.0 0.1 0.0
+6 50.0 50.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0
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FigubEn8r gy diagram of tdweaddiowéflet and first exci
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