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Fig. S1 Asymmetric unit of compound 1 with 30% ellipsoid plot. Carbon: black; nitrogen: 

blue; oxygen: red; hydrogen: grey; copper: brown. 

Fig. S2 IR spectrum of compound 1.

Fig. S3 PXRD data of simulated 1 (blue) and as-synthesized 1 (pink).



Table S1 Crystal data and refinement parameters of compound 1

Formula C11H7Cl2CuNO4 (1)

fw 351.63

cryst syst Triclinic

space group P1̅

a (Å) 7.8327(11)

b (Å) 8.7671(13)

c (Å) 10.3665(15)

(deg) 109.953(6)

(deg) 105.723(6)

γ (deg) 95.799(7)

V (Å3) 629.20(16)

Z 2

Dcalcd(g/cm3) 1.856

(mm-1) 2.167

(Å) 0.71073

GOF on F2 1.021

FinalR 

indices

[I >2σ(I)]a,b

R1= 0.0841

wR2= 0.2653

aR1 = Σ||Fo|    |Fc||/ Σ|Fo|, bwR2 = [Σw(Fo
2    Fc

2)2/Σw(Fo
2)2]1/2



Table S2 Selected bond lengths and bond angles of 1

Bond length (Å)

Cu(1)-O(1)         1.971(8)

Cu(1)-O(3)         1.977(9)

Cu(1)-N(1)         2.173(9)

Cu(1)-O(2)a       1.991(8)

Cu(1)-O(4)a       1.973(9)

Bond angle (°)

O(1)-Cu(1)-O(3)                   90.0(4)

O(1)-Cu(1)-N(1)                   100.2(4) 

O(1)-Cu(1)-O(2)a     168.7(3)

O(1)-Cu(1)-O(4)a      89.8(4)

O(3)-Cu(1)-N(1)     94.6(4)  

O(2)a-Cu(1)-O(3)     89.4(4)

O(3)-Cu(1)-O(4)a                 168.2(4)

O(2)a-Cu(1)-N(1)                  91.1(3) 

O(4)a-Cu(1)-N(1)                  97.0(4)

O(2)a-Cu(1)-O(4)a     88.5(4) 

Symmetric transformation: a = 1-x, 1-y, 1-z

Table S3 π···π interactions in 1

Ring(I) → Ring(J) Distance between the (i,j) ring 
centroids (Å) in the crystal

R(1)→R(1)a 3.549(7) 

R(J) denotes the j-th ring: R(1) = N(1)-C(1)-C(2)-C(3)-C(4)-C(5);
Symmetry transformation: a = 1-x, 2-y, 2-z



Table S4 Cl···Cl interactions in 1

X···X (Å)

Cl(1)....Cl(2)a 3.670

Cl(2)....Cl(1)a 3.670

Cl(2)....Cl(2)b 3.670

Symmetry transformation: a = 1-x, 2-y, 2-z; b = -x, 2-y, 2-z

Table S5 A comparison of conductivity result of 1 with reported CPs.

MOFs Conductivity 

(S m−1)

Reference

[Cu(muco)(3,5-DCP)]n 6.02 × 10−3 This work

[Cd(4-bpd)(SCN)2]n 2.90 × 10−4 1

{[Cd2(azbpy)2(HO-1,3-bdc)2](azbpy)·(H2O)}n 186 2

Zn(OPE-C12)·2H2O 9.6 × 10–4 3

{[Zn(5-NIP)2(INH)2].(DMF)(H2O)2}n 3.35 × 10–4 4

{[Cd(5-NIP)2(INH)2].(DMF)2(H2O)]}n 5.04 × 10–4 4

[Zn4(μ4-O)(DABA)6] 2.29 × 10−7 5

[Zn2(DABA)4(4,4′-BPY)]n 2.54 × 10−3 5

[Cu(5-nip)(3-Clpy)2]n 1.58 × 10–3 6

[Cu(5-nip)(3-Brpy)2]n 7.25 × 10–4 6
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