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Scheme S1. Chemical structure of ligand HsL and phen.
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Scheme S2. Chemical structures of organic dyes used in this work.

Table S1. Crystallographic data for compound 1.

compound 1
Formula Cd,4Si;PgCosNgOogHag
Fu 2515.05
Crystal system triclinic
Space group P-1
a/A 14.0172(1)
b/A 14.5930(1)
c/A 25.8504(2)
a/° 105.4310(1)
B/° 95.932(2)
y/° 100.167(2)
v, A3 4953.8(6)
z 2
D, mg/mm3 1.704
4, mm™1 1.083
reflection collected 31606

GOF on F? 1.076




R1/WR2 (l > 20('))
Ri/WR; (all data)

0.0619 /0.1392
0.0881 /0.1569

Table S2. Selected bond lengths for 1.

Cd(1)-0(7)
Cd(1)-0(21)#1
Cd(1)-0(23)
Cd(1)-0(28)#2
Cd(1)-N(1)
Cd(1)-N(2)
Cd(2)-0(18)#2
Cd(2)-0(22)
Cd(2)-0(24)#3
Cd(2)-0(26)#4
Cd(2)-N(7)
Cd(2)-N(8)

2.288(5)
2.278(4)
2.438(4)
2.207(4)
2.345(5)
2.315(5)
2.256(4)
2.190(5)
2.279(4)
2.418(4)
2.363(6)
2.357(6)

Cd(3)-O(11)#5
Cd(3)-0(12)
Cd(3)-0(13)
Cd(3)-0(14)
Cd(3)-N(5)
Cd(3)-N(6)
Cd(4)-0(1)
Cd(4)-0(4)
Cd(4)-O(5)#5
Cd(4)-0(6)
Cd(4)-N(3)
Cd(4)-N(4)

2.216(4)
2.350(4)
2.194(4)
2.410(4)
2.307(5)
2.347(5)
2.222(7)
2.357(5)
2.223(4)
2.348(5)
2.350(7)
2.356(6)

Symmetry code: #1 1+X, +Y, +Z; #2 1-X, 2-Y,1-Z; #3 -X, 2-Y, -Z; #4 -X, 2-Y, 1-Z; #5 +X, -1+Y, +Z.

Table S3. Selected bond angles for 1.

0(7)-Cd(1)-0(23)
0(7)-Cd(1)-N(1)
0(7)- Cd(1)-N(2)
0(21)#1-Cd(1)-0(7)

0(21)#1-Cd(1)-0(23)

0(21)#1-Cd(1)-N(1)
0(21)#1-Cd(1)-N(2)
0(28)#2-Cd(1)-0(7)

0(28)#2-Cd(1)-0(21)#1
0(28)#2-Cd(1)-0(23)

0(28)#2-Cd(1)-N(1)
N(1)- Cd(1)-N(2)
N(2)- Cd(1)-0 (23)
N(2)- Cd(1)-0 (23)

0(18)#2-Cd(1)-N (1)
0(18)#2-Cd(2)-0(24)#3
0(18)#2-Cd(2)-0(26)#4

0(18)#2-Cd(2)-N(7)
0(22)-Cd(2)-N 8)

0(22)-Cd(2)-0(18)#2
0(22)-Cd(2)-0(24)#3

0(22)-Cd(2)-(26)#4
0(22)-Cd(2)-N(7)

78.74(17)
111.4(2)
165.68(18)
83.00(18)
160.74(15)
97.76(16)
82.72(17)
92.5(2)
90.12(15)
96.71(15)
155.55(18)
86.51(17)
83.37(16)
115.57(16)
71.70(19)
81.32(14)
86.33(15)
157.63(19)
87.37(19)
103.29(19)
91.61(16)
84.11(16)
98.8(2)

0(11)#5-Cd(3)-0(12)
0(11)#5-Cd(3)-0(14)

0(11)#5-Cd(3)-N(5)
0(11)#5-Cd(3)-N(6)
0(12)-Cd(3)-0(14)

0(13)-Cd(3)-0(11)#5

0(13)- Cd(3)-0(12)
0(13)-Cd(3)-0(14)
0(13)-Cd(3)-N(5)
0(13)-Cd(3)-N(6)
N(5)-Cd(3)-0(12)
N(5)-Cd(3)-0(14)
N(5)-Cd(3)-N(6)
N(6)-Cd(3)-0(12)
N(6)-Cd(3)-0(14)
0(1) Cd(4)-0(4)
0(1)-Cd(4)-0(5)#5
0(1)-Cd(4)-0(6)
0(1)-Cd(4)-N(3)
0(1)-Cd(4)-N(4)
O(5)#5-Cd(4)-0(4)
O(5)#5-Cd(4)-0(6)
O(5)#5-Cd(4)-N(3)

91.94(16)
93.28(15)
96.77(17)
166.61(16)
162.60(15)
106.16(16)
78.05(15)
84.56(15)
153.96(17)
86.60(16)
89.21(17)
106.61(16)
71.76(17)
94.72(16)
83.77(15)
90.8(3)
105.28(18)
95.2(2)
157.8(2)
87.0(2)
88.06(17)
86.03(16)
96.42(18)




0(22)-Cd(2)-N(8) 168.9(2) O(5)#5-Cd(4)-N(4)
0(24)#3-Cd(2)-0(26)#4  165.64(14) 0(6)-Cd(4)-0(4)
0(24)#3-Cd(2)-N(7) 101.48(16) 0(6)-Cd(4)-N(3)
0(24)#3-Cd(2)-N(8) 92.90(16) 0(6)-Cd(4)-N(4)
N(7)-Cd(2)-(26)#4 92.73(17) N(3)-Cd(4)-0(4)
N(8)-Cd(2)-0(26)#4 93.82(16) N(3)-Cd(4)-N(4)
N(8) Cd(2)-N(7) 70.4(2) N(4)-Cd(4)-0(4)

166.8(2)
172.6(2)
81.3(2)
88.17(19)
94.9(2)
71.0(2)
96.66(19)

Symmetry code: #1 1+X, +Y, +Z; #2 1-X, 2-Y,1-Z; #3 -X, 2-Y, -Z; #4 -X, 2-Y, 1-Z; #5 +X, -1+Y, +Z.
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Fig. S1. Infrafred spectra of compound 1.

100 4

Weight (%)
~J (=] [{e]
P A

o
T

100 200 300 400 500 600 700 800
Temperature (°C)

Fig. S2. Thermogravimetric analysis data for compound 1.
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g. S3. Adsorption isothermal of CR on the compound 1.
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Fig. S4. The U adsorption capacity under different contact times on the compound 1.



