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Table 1. Crystallographic data for [Cr(2-pic),(H,0),JNO3

Chemical formula Cio Hi Cr N3 Og
FW/g mol™ 394.25
Crystal system Monoclinic
Space group C2/c
a/A 10.4498(5)
b/A 9.4951(4)
c/A 15.9025(7)
pl° 108.319(5)
V/A® 1497.90(11)
z 4
T/IK 295(2)
peatddg cm™ 1.748
F(000) 804
ulmmt 0.822
26 range for data collection/° 3.52 - 25.00
Completeness 20 /% 99.8
Reflections collected 4541
Reflections unique 1321 [R(iny = 0.0294]
Data/restraints/parameters 1321/217122
Goodness-of-fit on F? 1.070
Final R; value (I > 20(1)) 0.0295
Final wR, value (1 > 204(1)) 0.0764
Final R, value (all data) 0.0343
Final wR;, value (all data) 0.0787
CCDC number 1811764

Table 2. Selected bond lengths (A) and angles (°) in title compounds.

Bond lengths | (A) Valence angles | (°) Torsion angles (®)

Cr1-01 1.9452(13) | 01'-Cr1-01 180.00(8) | O1-Cr1-N1-C6 | 179.8(2)
Cr1-01W 1.9938(17) | 01-Cr1-O1W | 89.20(6) | O1W'-Cr1-N1-C6 | 90.9(2)
Cr1-N1 2.0368(17) | 01-Cr1-O1W | 90.80(6) | O1W-Cr1-N1-C2 | 89.67(15)
Cr1-01' 1.9452(13) | 01'-Cr1-N1 99.07(6) | N1-Cr1-N1-C6 | 93(100)
Cr1-01w' 1.9938(17) | 01-Cr1-N1 80.93(6) | C6-N1-C2-C7 -178.84(19)
Cr1-N1' 2.0368(17) | OIW-Cr1-N1 | 88.72(7) | O1-Cr1-N1-C2 | -90.33(15)




Table 3. Hydrogen bonding interactions in the crystal structure of [Cr([Cr(2-pic)2(OH,),]NOs.

DH--A d(D—H) (&) [d(H—A) (A) [d(D--A) (A) [ <D-H--A (°)
OIW-HIWA---02'" |  0.82(3) 1.88(3) 2.703(2) 177(3)
O1W-HIWB---03 | 0.81(3) 2.46(2) 3.057(2) 132(2)
O1W-HIWB---04 | 0.81(3) 1.94(3) 2.738(2) 171(3)

Symmetry codes: (iii) 2+x, —V4ty, z.




