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Fig. S1 1H NMR spectra for 1S,2R-L (a), 1R,2S-L (b). CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-
L)2] (c), CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (d), 2CH3CN@[Zn3(NO3)6(1S,2R-
L)2(H2O)2] (e), 2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (f).



Fig. S2 IR spectra for 1S,2R-L (a), 1R,2S-L (b). CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-
L)2] (c), CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (d), 2CH3CN@[Zn3(NO3)6(1S,2R-
L)2(H2O)2] (e), 2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (f).



Fig. S3 TG and DSC curves for CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-L)2] (a), 
CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (b), 2CH3CN@[Zn3(NO3)6(1S,2R-L)2(H2O)2] (c), 
2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (d).



Fig. S4 Packing structure of CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-L)2] (a), 
CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (b), 2CH3CN@[Zn3(NO3)6(1S,2R-L)2(H2O)2] (c), 
and 2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (d).



Fig. S5 PXRD patterns of CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-L)2] (a), 
CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (b), 2CH3CN@[Zn3(NO3)6(1S,2R-L)2(H2O)2] (c), 
2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (d).



Fig. S6. Circular dichroism (CD) spectra of 1R,2S-L (blue line) and 1S,2R-L (black line).





Fig. S7. intermolecular hydrogen bond length of CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-
L)2] (a), CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (b), 2CH3CN@[Zn3(NO3)6(1S,2R-
L)2(H2O)2] (c), 2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (d). (H atoms are omitted for clarity)



Table S1. Selected bond lengths and angles for CH2Cl2·2CH3CN@[Zn3(NO3)6(1S,2R-L)2] 
(a), CH2Cl2·2CH3CN@[Zn3(NO3)6(1R,2S-L)2] (b), 2CH3CN@[Zn3(NO3)6(1S,2R-L)2(H2O)2] 
(c), 2CH3CN@[Zn3(NO3)6(1R,2S-L)2(H2O)2] (d)

CH2Cl2·2CH3CN@
[Zn3(NO3)6((1S,2R)-L)2]

CH2Cl2·2CH3CN@
[Zn3(NO3)6((1R,2S)-L)2]

2CH3CN@
[Zn3(NO3)6(1S,2R-L)2(H2O)2]

2CH3CN@
[Zn3(NO3)6(1R,2S-L)2(H2O)2]

Zn(1)-O(20) 2.085(9)Zn(1)-N(28A) 1.79(1)Zn(1)-O(16) 1.89(3)Zn(1A)-N(23A) 1.992(9)
Zn(1)-N(2) 2.085(9)Zn(1)-O(17) 2.16(1)Zn(1)-O(12) 1.98(1)Zn(1A)-O(77A) 1.99(2)
Zn(1)-N(8)#1 2.091(9)Zn(1)-O(17D) 2.17(2)Zn(1)-O(16D) 1.99(3)Zn(1A)-O(72A) 2.06(2)
Zn(1)-O(19) 2.30(1)Zn(1)-O(16D) 2.18(4)Zn(1)-N(28A) 2.00(1)Zn(1A)-N(65A)#1 2.068(7)
Zn(1)-N(14) 2.52(1)Zn(1)-O(12) 2.19(2)Zn(1)-N(70A)#1 2.00(7)Zn(1B)-N(23B) 2.011(9)
Zn(2)-N(4)#2 2.03(7)Zn(1)-N(70A)#1 2.21(7)Zn(1)-O(16E) 2.01(3)Zn(1B)-N(44B)#2 2.058(8)
Zn(2)-O(03X) 2.04(2)Zn(1)-O(12D) 2.29(2)Zn(2)-O(29) 1.96(1)Zn(1B)-O(77B) 2.08(2)
Zn(2)-O(78) 2.09(3)Zn(1)-C(27A) 2.60(1)Zn(2)-O(22D) 2.00(9)Zn(1B)-O(72B) 2.21(2)
Zn(2)-N(6) 2.13(2)Zn(2)-O(22) 1.97(1)Zn(2)-O(22) 2.01(2)Zn(1B)-O(74B) 2.35(2)
Zn(2)-O(79) 2.43(2)Zn(2)-N(49A) 2.018(7)Zn(2)-O(26) 2.07(2)Zn(1C)-O(12C) 1.92(1)
Zn(3)-O(28) 1.97(2)Zn(2)-N(28B) 2.122(9)Zn(2)-N(28B) 2.1(1)Zn(1C)-O(11C) 1.98(2)
Zn(3)-N(10) 1.99(2)Zn(2)-O(28) 2.22(1)Zn(2)-O(30) 2.16(2)Zn(1C)-O(3C) 2.04(2)
Zn(3)-N(19)#3 2.118(17)Zn(2)-O(26) 2.25(1)Zn(2)-O(27) 2.44(2)Zn(1C)-O(7C) 2.16(1)
Zn(3)-O(25) 2.25(2)Zn(2)-O(23) 2.37(1)Zn(3)-O(32D) 1.898(2)Zn(1C)-O(9C) 2.18(1)
Zn(3)-O(26) 2.34(2)Zn(3)-O(32) 1.59(4)Zn(3)-N(49B) 1.94(2)Zn(1C)-O(5C) 2.43(2)

Zn(3)-O(33) 1.95(3)Zn(3)-O(36) 2.05(2)
O(20)-Zn(1)-N(2) 103.6(4)Zn(3)-N(49B) 1.998(8)Zn(3)-O(32) 2.05(2)N(23A)-Zn(1A)-O(77A) 119.3(6)
O(20)-Zn(1)-N(8)#1 99.3(4)Zn(3)-O(36D) 2.00(2)Zn(3)-O(36D) 2.07(2)N(23A)-Zn(1A)-O(72A) 97.3(7)
N(2)-Zn(1)-N(8)#1 94.5(3)Zn(3)-N(31) 2.04(3)Zn(3)-N(70B)#2 2.2(1)O(77A)-Zn(1A)-O(72A) 107.3(7)
O(20)-Zn(1)-O(22) 146.8(4)Zn(3)-O(32D) 2.12(2) N(23A)-Zn(1A)-(65A)#1 107.4(4)
N(2)-Zn(1)-O(22) 98.7(3)Zn(3)-O(36) 2.13(2)O(16)-Zn(1)-O(12) 102(1)O(77A)-Zn(1A)N(65A)#1 105.1(5)
N(8)#1-Zn(1)-O(22) 103.2(4)Zn(3)-N(70B)#1 2.2(1)O(12)-Zn(1)-O(16D) 114(2)O(72A)-Zn(1A)-(65A)#1 121.4(6)
O(20)-Zn(1)-O(19) 58.8(4) O(16)-Zn(1)-N(28A) 123(1)N(23B)-Zn(1B)-N(44B)#2 108.3(4)
N(2)-Zn(1)-O(19) 162.2(3)N(28A)-Zn(1)-O(17) 115.4(8)O(12)-Zn(1)-N(28A) 98.5(6)N(23B)-Zn(1B)-O(77B) 108.8(6)
N(8)#1-Zn(1)-O(19) 91.6(4)N(28A)-Zn(1)-O(17D) 62.3(9)O(16D)-Zn(1)-N(28A) 104(2)N(44B)#2-Zn(1B)-O(77B) 102.4(6)
O(22)-Zn(1)-O(19) 96.2(4)N(28A)-Zn(1)-O(16D) 121.8(9)O(16)-Zn(1)-N(70A)#1 107(3)N(23B)-Zn(1B)-O(72B) 100.7(6)
O(20)-Zn(1)-O(23) 96.4(4)O(17D)-Zn(1)-O(16D) 59.5(8)O(12)-Zn(1)-N(70A)#1 121(3)N(44B)#2-Zn(1B)-O(72B) 139.7(6)
N(2)-Zn(1)-O(23) 93.2(3)N(28A)-Zn(1)-O(12) 90(1)N(28A)-Zn(1)-N(70A)#1 107(3)O(77B)-Zn(1B)-O(72B) 93.8(7)
N(8)#1-Zn(1)-O(23) 160.4(3)O(17)-Zn(1)-O(12) 100(1)O(12)-Zn(1)-O(16E) 150(2)N(23B)-Zn(1B)-O(74B) 147.9(6)

O(22)-Zn(1)-O(23) 57.7(3)N(28A)-Zn(1)-
N(70A)#1 115(3)N(28A)-Zn(1)-O(16E) 92(2)N(44B)#2-Zn(1B)-O(74B) 84.7(5)

O(19)-Zn(1)-O(23) 86.5(3)O(17)-Zn(1)-N(70A)#1 113(2)N(70A)#1-Zn(1)-O(16E) 82(3)O(77B)-Zn(1B)-O(74B) 96.2(7)
O(20)-Zn(1)-N(14) 124.1(4)O(12)-Zn(1)-N(70A)#1 122(2)O(29)-Zn(2)-O(22D) 79(2)O(72B)-Zn(1B)-O(74B) 56.8(7)
N(2)-Zn(1)-N(14) 93.4(4)N(28A)-Zn(1)-O(12D) 140.2(8)O(29)-Zn(2)-O(22) 94.6(8)O(12C)-Zn(1C)-O(11C) 97.5(7)
N(8)#1-Zn(1)-N(14) 132.3(4)O(17D)-Zn(1)-O(12D) 132(1)O(29)-Zn(2)-O(26) 141.8(7)O(12C)-Zn(1C)-O(3C) 109.3(8)
O(22)-Zn(1)-N(14) 29.1(4)O(16D)-Zn(1)-O(12D) 82(2)O(22D)-Zn(2)-O(26) 110(2)O(11C)-Zn(1C)-O(3C) 105.9(7)

O(19)-Zn(1)-N(14) 94.8(4)N(70A)#1-Zn(1)-
O(12D) 94(3)O(22)-Zn(2)-O(26) 93.7(8)O(12C)-Zn(1C)-O(7C) 107.8(7)

O(23)-Zn(1)-N(14) 28.9(3)N(28A)-Zn(1)-C(27A) 30.4(3)O(29)-Zn(2)-N(28B) 100.1(7)O(11C)-Zn(1C)-O(7C) 97.8(6)
N(4)#2-Zn(2)-O(03X) 120(4)O(17)-Zn(1)-C(27A) 118.3(6)O(22D)-Zn(2)-N(28B) 81(2)O(3C)-Zn(1C)-O(7C) 132.4(6)
N(4)#2-Zn(2)-O(78) 95(1)O(17D)-Zn(1)-C(27A) 58.2(9)O(22)-Zn(2)-N(28B) 83.7(7)O(12C)-Zn(1C)-O(9C) 90.5(7)
O(03X)-Zn(2)-O(78) 91(1)O(16D)-Zn(1)-C(27A) 111(1)O(26)-Zn(2)-N(28B) 117.8(7)O(11C)-Zn(1C)-O(9C) 155.7(6)
N(4)#2-Zn(2)-N(6) 103(3)O(12)-Zn(1)-C(27A) 117(1)O(29)-Zn(2)-O(30) 83.1(7)O(3C)-Zn(1C)-O(9C) 92.8(7)

O(03X)-Zn(2)-N(6) 114.0(9)N(70A)#1-Zn(1)-
C(27A) 88(3)O(22D)-Zn(2)-O(30) 160(2)O(7C)-Zn(1C)-O(9C) 58.0(4)

O(78)-Zn(2)-N(6) 135.3(5)O(12D)-Zn(1)-C(27A) 167(1)O(22)-Zn(2)-O(30) 176.2(7)O(12C)-Zn(1C)-O(5C) 159.8(7)
N(4)#2-Zn(2)-O(79) 138(2)O(22)-Zn(2)-N(49A) 99.7(5)O(26)-Zn(2)-O(30) 89.9(6)O(11C)-Zn(1C)-O(5C) 97.5(7)
O(03X)-Zn(2)-O(79) 93.3(8)O(22)-Zn(2)-N(28B) 99.0(6)N(28B)-Zn(2)-O(30) 93.7(7)O(3C)-Zn(1C)-O(5C) 53.4(6)
O(78)-Zn(2)-O(79) 57.0(6)N(49A)-Zn(2)-N(28B) 96.0(3)O(29)-Zn(2)-O(27) 86.3(6)O(7C)-Zn(1C)-O(5C) 83.4(6)
N(6)-Zn(2)-O(79) 83.7(7)O(22)-Zn(2)-O(28) 145.2(5)O(22D)-Zn(2)-O(27) 108(2)O(9C)-Zn(1C)-O(5C) 81.1(7)
O(28)-Zn(3)-N(10) 121.5(8)N(49A)-Zn(2)-O(28) 105.4(4)O(22)-Zn(2)-O(27) 103.5(7)
O(28)-Zn(3)-N(19)#3 102(1)N(28B)-Zn(2)-O(28) 101.8(5)O(26)-Zn(2)-O(27) 55.5(6)
N(10)-Zn(3)-N(19)#3 104.5(9)O(22)-Zn(2)-O(26) 93.7(6)N(28B)-Zn(2)-O(27) 170.0(6)



O(28)-Zn(3)-O(25) 100(1)N(49A)-Zn(2)-O(26) 162.6(4)O(30)-Zn(2)-O(27) 79.4(7)
N(10)-Zn(3)-O(25) 97.9(6)N(28B)-Zn(2)-O(26) 92.8(4)O(32D)-Zn(3)-N(49B) 82(1)
N(19)#3-Zn(3)-O(25) 134.5(5)O(28)-Zn(2)-O(26) 57.9(4)N(49B)-Zn(3)-O(36) 132(2)
O(28)-Zn(3)-O(26) 95.6(9)O(22)-Zn(2)-O(23) 58.8(6)N(49B)-Zn(3)-O(32) 86(2)
N(10)-Zn(3)-O(26) 138.4(6)N(49A)-Zn(2)-O(23) 91.6(4)O(36)-Zn(3)-O(32) 111(3)
N(19)#3-Zn(3)-O(26) 83.7(7)N(28B)-Zn(2)-O(23) 157.5(5)O(32D)-Zn(3)-O(36D) 169(1)
O(25)-Zn(3)-O(26) 54.4(7)O(28)-Zn(2)-O(23) 96.5(5)N(49B)-Zn(3)-O(36D) 104(1)

O(26)-Zn(2)-O(23) 85.9(4)O(32D)-Zn(3)-N(70B)#2 64(2)
O(32)-Zn(3)-O(33) 75(1)N(49B)-Zn(3)-N(70B)#2 104(3)
O(32)-Zn(3)-N(49B) 138(1)O(36)-Zn(3)-N(70B)#2 107(3)
O(33)-Zn(3)-N(49B) 65.7(9)O(32)-Zn(3)-N(70B)#2 115(3)
N(49B)-Zn(3)-O(36D) 84(1)O(36D)-Zn(3)-N(70B)#2 105(2)
O(32)-Zn(3)-N(31) 38.2(7)
O(33)-Zn(3)-N(31) 37.2(6)
N(49B)-Zn(3)-N(31) 101.4(8)
N(49B)-Zn(3)-O(32D) 134.5(6)
O(36D)-Zn(3)-O(32D) 124(1)
O(32)-Zn(3)-O(36) 94(2)
O(33)-Zn(3)-O(36) 110(1)
N(49B)-Zn(3)-O(36) 112.8(7)
N(31)-Zn(3)-O(36) 106.8(9)
O(32)-Zn(3)-N(70B)#1 94(1)
O(33)-Zn(3)-N(70B)#1 128(5)
N(49B)-Zn(3)-(70B)#1 98(4)
O(36D)-Zn(3)-(70B)#1 102(4)

N(31)-Zn(3)-N(70B)#1 115(3)

O(32D)-Zn(3)-(70B)#1 108(1)
O(36)-Zn(3)-N(70B)#1 121(5)
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