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Crystal data 1 2 3
Empirical formula C16H20MngsNs03S C1sH15KMnNp sN502S C14H12MnosNs0S
Formula weight 389.90 395.95 325.82
Crystal system Triclinic Triclinic monoclinic
Space group P-1 P-1 P21/c
a(A) 7.6502 (7) 7.6940(11) 12.7500 (3)
b (A) 9.3888 (9) 9.4352(14) 9.8040 (3)
c(A) 13.9432 (13) 13.961(2) 14.3030 (4)
a () 104.640 (4) 104.619(2) 90

B (©) 100.940 (4) 101.098(2) 122.549 (1)
v (©) 104.872 (4) 104.987(2) 90

V (A% 901.12 (15) 910.6(2) 1507.07 (7)
z 2 1 4

Dc (g cm™) 1.437 1.444 1.436

u (mm) 0.54 0.755 0.62
Omax (°) 33.2 25.18 28.3
Measured ref. 28538 3317 6568
Independent ref. 6879 2665 3593
R1/wWR2 0.029/0.081 0.0675/0.0817 0.041/0.130
APmax/ Apmin (€A™) 0.45/-0.27 0.819/-1.263 0.35/-0.49
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Complex 1

Mn1-N5 2.1550 (10) Mnl-N1 2.3460 (8)
Mn1-02 2.1841 (7)

N5-Mnl1-02'  89.89 (3) 02-Mnl-N1'  87.90 (3)
N5-Mn1-02 90.11 (3) N5-Mnl-N1 88.37 (3)
N5-Mnl1-N1' 91.63 (3) 02-Mnl1-N1 92.10 (3)
Complex 2

Mn1-N5 2.160(4) Mnl-N1 2.353(4)
Mn1-02 2.188(3)

N5-Mn1-N1 88.42(13) N5-Mn1-N1!  91.58(13)
02-Mn1-N1 87.10(13) N5-Mn1-02'  90.06(14)
N5-Mn1-02 89.94(14) 02-Mn1-N1!  92.90(13)
Complex 3 _

Mn1-N5 2.1695 (19) Mn1-N4' 2.2979 (16)
Mn1-01 2.2127 (14)

N5-Mnl1-01 87.99 (7) O1-Mnl1-N4  90.10 (5)
N5"-Mn1-O1  92.01 (7) N5—Mn1-N4' 88.75 (6)
N5-Mnl-N4"  91.25 (6) O1-Mnl-N4' 89.90 (5)

Symmetry codes: (i) -x+1, -y, -z for 1; (i) -x, -y, -z for 2 and

(i) x, y+1, z; (ii) -X, -y+2, -z; (iii) -x, -y+1, -z for 3.
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