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Figure S1. IR spectra of compounds 1 (a) and 2 (b).
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Figure S2. The simplified 2D HOFs for 2.
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Figure S3. (a) The 1D chain constructed by -7 interactions in 2. (b) The 1D chain constructed by

C-H---m interactions in 2.
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Figure S4. The solid state excitation and emission spectra of 1 and 2 at room temperature.
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Figure S5. TG curves of compounds 1 and 2.
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Table S1. Crystal structure data for 1 and 22b~.

Compound 1 2

Empirical formula C30H26CI2CoN4O4 Cs6Ha4ClsC02N5Os
Formula weight 636.38 1216.65
Crystal system hexagonal triclinic
Space group P64 P-1

a, A 14.0240(6) 10.0331(8)

b, A 14.0240(6) 12.8050(11)

c, A 12.6288(6) 13.1684(14)
a, deg 90 63.495(10)

B, deg 90 80.368(8)

7, deg 120 67.362(8)

v, A3 2151.0(2) 1397.3(3)

YA 3 1

Dcaicd, g M= 1.474 1.446
#(MoK,), mm 0.828 0.846

F(000), e 981 622

hkl range -17—16, £17, £15 +11, £15,-13—15
((SiNO)A)max, At 0.617 0.597

Refl. measured 15400 8706

Refl. unique 2827 4961

Rint 0.0525 0.0503
Param. refined 188 352

Ri®/ WRL [1 > 26(1)] 0.0400/0.0697 0.0690/0.1252
R2/ wR2" (all data) 0.0606/0.0799 0.1366/0.1671
GOF (F2)¢ 1.057 1.047

Apsin (Mmax/min), e A3 0.25/-0.34 0.54/-0.59

R = || Fo| — |Fell /Z|Fol; ® WR = [EW(Fo? — FAEW(FAA™2, w = [6X(Fo)? + ( AP)2+
BP]-l, Where P = (MaX(F02,0)+2Fc2)/3, ¢ GOF = [EW(FO2 - Fcz)zl(nobs - nparam)]llz.
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Table S2. Selected bond lengths/A and bond angles/® for compounds 1 and 2.

Compound 12

Col-N1
Col-0O1
N1-Col1-N1i
01-Co1-N1'
01-Co1-N1
Compound 2°
Col-01
Col-N1
01-Col-N1
03-Co1-01

03-Col-N4'

2.048 (4)
1.948 (4)
1115 (2)
92.58 (15)

92.58 (15)

1.978 (3)
2.013 (4)
111.84 (16)
110.89 (15)

105.53 (17)

Col-N1'
Co1-01!
01-Col-N1
01i-Co1-N1

01-Co1-0O1'

Col-03
Col-N4'
01-Col-N4'
03-Col-N1

N1-Col-N4i

2.048 (4)
1.948 (4)
117.81 (16)
117.81 (16)

126.0 (2)

1.961 (3)
2.028 (5)
116.81 (16)
95.96 (16)

113.56 (17)

aSymmetry codes: i —x+2, —y+1, z; ii —x+1, —y+1, z.

bSymmetry codes: i —x+1, -y, —z+1.
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Table S3. Selected bond lengths (A) and angles (deg) for 1 and 2 with estimated standard deviations in parentheses.

D-H---A d(D-H) d(H---A) d(D...A) Z(DHA)

Compound 12

C16-H16---02i 0.93 2.95 3.728 (8) 142
C16-H16---02" 0.93 2.95 3.728 (8) 142
C15-H15---N1" 0.93 2.89 3.682 (7) 144
C15-H15- N1 0.93 2.89 3.682 (7) 144
C4-H4---Cl1Vi 0.93 2.95 3.743 (6) 144
C8-H8A.-Cl1vi 0.96 2.84 3.676 (7) 147

Compound 2°

C15-H15.-01 0.93 2.47 3.261 (6) 142
C17-H17.--02i 0.93 251 3.417 (7) 165
C18-H18B.--O1il 0.97 2.60 3.491 (7) 152
C23-H23.--01% 0.93 2.91 3.798 (6) 161
C25-H25A---04" 0.97 2.65 3.539 (7) 153
C27-H27---04V 0.93 2.79 3.425 (8) 126
C27-H27---CI1Y 0.93 3.175 3.522 (6) 104
C28-H28.--CI1 0.93 3.125 3.511 (6) 107
C20-H20---CI2"i 0.93 3.308 3.884 (6) 122

aSymmetry codes: iii —y+1, x-y, z=2/3; iv y, —x+y+1, z-2/3; v —y+1, x=y, z+1/3; vi y,
—X+y+1, z+1/3; vii —X+2, —=y+2, z; viii —X+y+1, —x+2, z—1/3.

b Symmetry codes: ii —x+1, —y+1, —z+1; iii =X, =y+1, —z+1; iv X, y—1, z+1; v x+1, y-2, z+1; vi
x-1,v, z
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