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Table S1. Crystal data and structure refinement for Ni5 and Ni6.

Complex Ni5-CH;0H-2H,0O Ni6-3C,HsOH

Empirical formula C,;H3,Br;N;NiO, C31H39Br;N;NiO,
-CH5;0H-2H,0 -3CH;0H

Formula weight 714.13 842.38

Temperature / K 173.15 173.15

Crystal system Monoclinic Orthorhombic

Space group P2,/c P2,2,2,;
15.331(3), 14.859(3),

a/A,b/A, c/A 15.527(3), 16.766(4),
14.982(3) 16.883(4)

a/°, B/°, y/° 90, 118.32 (3), 90 90, 90, 90

Volume / A® 3139.5(13) 4205.9(16)

Z 4 4

Peale / Mg MM 1.511 1.330

p/mm’ 3.203 2.402

F(000) 1456.0 1752.0

Crystal size / mm’ 0.190 x 0.180 x 0.110 0.370 x 0.230 x 0.190

20 range for data collection 3.018 to 54.978° 5.402 to 55°
-17<h <19, -19<h <18,

Index ranges -20<k <19, -12 <k <21,
-19<1<19 -21<1<16

Reflections collected 22233 16609

Independent reflections 7137 [R(int) = 0.0515] 9342 [R(int) = 0.0372]

Data/restraints/parameters 7137/28/382 9342/12/470

Goodness-of-fit on F2 1.235 1.118

. . R; =0.0806, R, =0.0483,
Final R indexes [[>20 (I)] WR, = 0.1632 WR,, = 0.0909
. . R; =0.0909, R, =0.0551,
Final R indexes [all data] WR, = 0.1684 WR, = 0.0945
Largest diff. peak/hole /e A~ 0.97/-0.67 0.39/-0.49

Ry = [|Fo| - [Fell / 2 [Fol; WR2 = [ 3 [W(Fo’- F*)*]/ 3 [W(Fo*)]]-
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Figure S1. '"H NMR of Ni5 in CD;OD.
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Figure S2. FT-IR of Ni5 yellowish powder.
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Figure S3. FT-IR of Ni5-CH30H-2H,0 green crystal.



