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Identification code 1

Net formula Ca2sH24CI2NsgNi
Formula weight, g mol™ 602.16
Radiation MoKa
Diffractometer Bruker SMART
T, K 100

Crystal size, mm 0.14 x 0.04 % 0.04
Crystal shape, color Needle, blue
Crystal system Triclinic
Space group P-1

a, A 6.859(3)

b, A 12.275(6)

c, A 18.202(9)

a, deg 97.615(9)

B, deg 98.336(9)
y,deg 105.118(9)
Volume, A 1440.3(12)

Z 2

Density (calc.), gcm™ 1.388
Absorption coefficient, mm™ 0.89

F(000) 620

O range, deg 1.2-27.0
Independent reflections 6202
Measured reflections 12257
Reflections with I > 2o(1) 4012

Index ranges hkl —-8—8, -15—15, -23—-23
Rint 0.049
restraints/parameters 0/355
Goodness of fit on F# 0.87

R[F* > 20(F?)] 0.045

WR(F*) _ 0.098

Max electron density/e-A™° 0.46

Min electron density/e-A° -0.47
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Bond Distance/A Bond Angle/°
Nil—N3 2.091 (2) Ni2—N7 2.095 (2)
Ni1—N1 2.105 (2) Ni2—N5 2.098 (2)
Ni1—Cl1 24362 (11)  Ni2—CI2 2.4332 (12)
N3—Nil—N1i 86.50 (9) N7ii—Ni2—N5  85.95 (9)
N3—Ni1—N1 93.50 (9) N7—Ni2—N5  94.05 (9)
N3i—Nil—Cl1 87.91 (7) N7—Ni2—CI2ii  89.39 (7)
N1i—Nil—Cl1 90.06 (7) N5—Ni2—Cl2  90.11 (7)
N1—Nil—Cl1 89.94 (7) N5—Ni2—CI2ii  89.89 (7)
N3—Nil—Cl1 92.09 (7) N7—Ni2—CI2  90.61 (7)
CI1—Ni1—ClI1i 180.0 CI2ii—Ni2—CI2 180.0
N1—Ni2—N1i 180.000 N5—Ni2—N5ii  180.000
N3—Ni2—N3i 180.00 N7—Ni2—N7ii  180.00
o) slaast 1 =—X+1, —y+1, ii = =z; —x+1, —y+2, —z+1.

oo Jos (Sh9,0ed Ngw ok ndy Bl IS el cenloads b JoSIse oo (Sg,0en Ngm (paiz dwy LSl
N— 59,000 W oS50 mr 2iSa  Canl 00l 4D ¥ o5lel Jgo )0 (S55,0u0 Nismy 4 bgrye sbaosls s

(O JS5) ol 00 B 7o Jsb 50 gomy ST (g yuniy oy 525 4y e HC



1¥AD e YA o )los (a3l JL GO (oo (g — ool admo

ol 030l 3550V Sl Ja 5 sl ) NHCL oSl 555 S S ol 8 (55 pmel 50 e Lo 0 IS5

D 0SS sl (B ©) igrin sladign cusbs ¥ oyled Jpin

D H--A D H-A
N2-H2n---Cll 3.384(3)
N4-Hd4n---Cl1 3.184(3)
N6-Hén---CI2 3.268(3)
N8-H8n---CI2 3.175(3)
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