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Electronic Supplementary Information (ESI) available: "H NMR spectra and IR spectra of
1S,2R-L , 1R,2S5-L , CH,Cl,:2CH3CN@[Zn3(NO3)g(1S,2R-L);]
CH,Cl,22CH;CN@[Zn3(NO3)6(1R,25-L),], 2CH3;CN@[ Zn3(NO;3)6(1S,2R-L),(H,0),] and
2CH;CN@[Zn3(NO3)6(1R,25-L),(H,0),]. Crystal structures of,
CH,Cl,-2CH;CN@[Zn3(NO;3)6(1S,2R-L);] CH,Cl2CH;CN@[ Zn3(NO3)6(1R,2S-L),],
2CH;CN@[Zn3(NO;3)6(1S,2R-L),(H,0),] and 2CH;CN@[Zn3(NOs)s(1R,2S-L),(H,0),].
PXRD patterns of CH,Cl,-2CH3CN@[Zn3(NO3)s(1S,2R-L),],

CH,Cl,-2CH;CN@[ Zn3(NO3)6(1R,2S-L),], 2CH;CN@[ Zn3(NOs)6(1S,2R-L),(H,0),] and

2CH;CN@[Zn;(NO3)¢(1R,2S-L)2(H,0),].
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Fig. S1 'H NMR spectra for 15,2R-L (a), 1R,2S-L (b). CHyCl,2CH;CN@[Zns(NO3)s(15,2R-
L),] (¢), CH2Cly 2CH;CN@[Zn3(NO;3)6(1R,25-L),] (d), 2CH;CN@[Zn3(NO3)q(1S,2R-
L),(H,0),] (e), 2CH3;CN@[Zn3(NO3)6(1R,25-L),(H,0),] (1).
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Fig. S2 IR spectra for 15,2R-L (a), 1R,2S-L (b). CH,Cl,-2CH;CN@[Zn3(NO3)¢(1S,2R-
L),] (¢), CHyCly 2CH3CN@[Zn3(NO3)6(1R,2S8-L),] (d), 2CH;CN@[Zn3(NO3)6(15,2R-
L)>(H,0),] (e), 2CH;CN@[Zn3(NO3)s(1R,25-L)2(H20),] ().
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Fig. S3 TG and DSC curves for CH,Cl,-2CH;CN@[Zn3(NO;)¢(1S,2R-L);] (a),
CH,Cl,-2CH3;CN@[Zn3(NO3)6(1R,2S5-L),] (b), 2CH3CN@[Zn3(NO3)s(1S,2R-L),(H,0),] (),
2CH3CN@[ZI’13(NO3)6(1R,2S—L)2(H20)2] (d)



Fig. S4 Packing structure of CH,Cl,-2CH;CN@[Zn3(NOs)s(1S,2R-L),] (a),
CH,Cly 2CH;CN@[Zn3(NO;3)6(1R,25-L),] (b), 2CH;CN@[Zn3(NO3)6(1S,2R-L),(H,0)] (c),
and 2CH;CN@[Zn3(NO3)¢(1R,25-L),(H,0),] (d).
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Fig. S5 PXRD patterns of CH,Cl,-:2CH;CN@[Zn3(NO;)s(1S,2R-L),] (a),
CH,Cl, 2CH;CN@[Zn3(NO3)s(1R,25-L)] (b), 2CH;CN@[Zn3(NO3)6(15,2R-L)>(H20),] (¢),
2CH;CN@[Zn3(NO;3)6(1R,25-L),(H,0),] (d).



T " T T T T
250 275 300 325

Wavelength (nm)

Fig. S6. Circular dichroism (CD) spectra of 1R,2S-L (blue line) and 15,2R-L (black line).
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Fig. S7. intermolecular hydrogen bond length of CH,Cl,-2CH3CN@[Zn3(NO3)s(1S,2R-
L)2] (a), CH2Cl-2CH;CN@[Zn3(NO3)6(1R,25-L),] (b), 2CH3CN@[Zn3(NO3)(15,2R-
L),(H,0);] (¢), 2CH3CN@[Zn3(NO3)¢(1R,25-L),(H,0),] (d). (H atoms are omitted for clarity)



Table S1. Selected bond lengths and angles for CH,Cl,-:2CH;CN@[Zn3(NO;)6(1S,2R-L),]
(a), CHyCl, 2CH;CN@[Zn3(NO3)6(1R,28-L),] (b), 2CH3CN@[Zn3(NO3)6(18,2R-L),(H,0);]
(¢), 2CH;CN@[Zn3(NO3)¢(1R,25-1L),(H,0),] (d)

CH,Cl,-2CH;CN@
[Zn3(NO5)s((1S,2R)-L),]

CH,Cl,-2CH;CN@ 2CH;CN@ 2CH;CN@
[Zn3(NO5)s((1R,25)-L),] [Zn3(NO5)s(1S,2R-L),(H,0),] [Zn3(NO5)(1R,25-L),(H,0)s]

Zn(1)-0(20)
Zn(1)-N(2)
Zn(1)-N(8)"!
Zn(1)-0(19)
Zn(1)-N(14)
Zn(2)-N(4)2
Zn(2)-0(03X)
Zn(2)-0(78)
Zn(2)-N(6)
Zn(2)-0(79)
Zn(3)-0(28)
Zn(3)-N(10)
Zn(3)-N(19)%
Zn(3)-0(25)
Zn(3)-0(26)

0(20)-Zn(1)-N(2)
0(20)-Zn(1)-N(8)"!
N(2)-Zn(1)-N(8)*!
0(20)-Zn(1)-0(22)
N(Q)-Zn(1)-0(22)
N(8)"-Zn(1)-0(22)
0(20)-Zn(1)-0(19)
N(2)-Zn(1)-0(19)
N(8)"-Zn(1)-0(19)
0(22)-Zn(1)-0(19)
0(20)-Zn(1)-0(23)
N()-Zn(1)-0(23)
N(8)"-Zn(1)-0(23)
0(22)-Zn(1)-0(23)
0(19)-Zn(1)-0(23)
0(20)-Zn(1)-N(14)
N(2)-Zn(1)-N(14)
N(8)*-Zn(1)-N(14)
0(22)-Zn(1)-N(14)
0(19)-Zn(1)-N(14)
0(23)-Zn(1)-N(14)
N(4)?-Zn(2)-0(03X)
N(4)2-Zn(2)-0(78)
0(03X)-Zn(2)-0(78)
N(4)2-Zn(2)-N(6)
0(03X)-Zn(2)-N(6)
0(78)-Zn(2)-N(6)
N(4)"-Zn(2)-0(79)
0(03X)-Zn(2)-0(79)
0(78)-Zn(2)-0(79)
N(6)-Zn(2)-0(79)
0(28)-Zn(3)-N(10)
0(28)-Zn(3)-N(19)
N(10)-Zn(3)-N(19)"

Zn(1)-N(28A)
Zn(1)-0(17)
Zn(1)-0(17D)
Zn(1)-0(16D)
Zn(1)-0(12)
Zn(1)-N(70A)"!
Zn(1)-0(12D)
Zn(1)-C(27A)
Zn(2)-0(22)
Zn(2)-N(49A)
Zn(2)-N(28B)
Zn(2)-0(28)
Zn(2)-0(26)
Zn(2)-0(23)
Zn(3)-0(32)
Zn(3)-0(33)
Zn(3)-N(49B)
Zn(3)-0(36D)
Zn(3)-NG31)
Zn(3)-0(32D)
Zn(3)-0(36)
Zn(3)-N(70B)!

N(28A)-Zn(1)-0(17)
N(28A)-Zn(1)-O(17D)
N(28A)-Zn(1)-O(16D)
0(17D)-Zn(1)-0(16D)
N(28A)-Zn(1)-0(12)
0(17)-Zn(1)-0(12)
N(28A)-Zn(1)-
N(70A)"
0(17)-Zn(1)-N(70A )"
0(12)-Zn(1)-N(70A)
N(28A)-Zn(1)-O(12D)
0(17D)-Zn(1)-0(12D)
0(16D)-Zn(1)-0(12D)
N(70A)"-Zn(1)-
0(12D)
N(28A)-Zn(1)-C(27A)
0(17)-Zn(1)-C(27A)
0(17D)-Zn(1)-C(27A)
0(16D)-Zn(1)-C(27A)
0(12)-Zn(1)-C(27A)
N(70A)"-Zn(1)-
C(27A)
0(12D)-Zn(1)-C(27A)
0(22)-Zn(2)-N(49A)
0(22)-Zn(2)-N(28B)
N(49A)-Zn(2)-N(28B)
0(22)-Zn(2)-0(28)
N(49A)-Zn(2)-0(28)
N(28B)-Zn(2)-0(28)
0(22)-Zn(2)-0(26)

Zn(1)-0(16)
Zn(1)-0(12)
Zn(1)-O(16D)
Zn(1)-N(28A)
Zn(1)-N(70A)"
Zn(1)-O(16E)
Zn(2)-0(29)
Zn(2)-0(22D)
Zn(2)-0(22)
Zn(2)-0(26)
Zn(2)-N(28B)
Zn(2)-0(30)
Zn(2)-0(27)
Zn(3)-0(32D)
Zn(3)-N(49B)
Zn(3)-0(36)
Zn(3)-0(32)
Zn(3)-0(36D)
Zn(3)-N(70B)*

0(16)-Zn(1)-0(12)
0(12)-Zn(1)-0(16D)
0(16)-Zn(1)-N(28A)
0(12)-Zn(1)-N(28A)
0(16D)-Zn(1)-N(28A)
0(16)-Zn(1)-N(70A)*!
0(12)-Zn(1)-N(70A )"
N(28A)-Zn(1)-N(70A)"
0(12)-Zn(1)-O(16E)
N(28A)-Zn(1)-O(16E)
N(70A)*-Zn(1)-O(16E)
0(29)-Zn(2)-0(22D)
0(29)-Zn(2)-0(22)
0(29)-Zn(2)-0(26)
0(22D)-Zn(2)-0(26)
0(22)-Zn(2)-0(26)
0(29)-Zn(2)-N(28B)
0(22D)-Zn(2)-N(28B)
0(22)-Zn(2)-N(28B)
0(26)-Zn(2)-N(28B)
0(29)-Zn(2)-0(30)
0(22D)-Zn(2)-0(30)
0(22)-Zn(2)-0(30)
0(26)-Zn(2)-0(30)
N(28B)-Zn(2)-0(30)
0(29)-Zn(2)-0(27)
0(22D)-Zn(2)-0(27)
0(22)-Zn(2)-0(27)
0(26)-Zn(2)-0(27)
N(28B)-Zn(2)-0(27)

Zn(1A)-N(23A)
Zn(1A)-O(77A)
Zn(1A)-O(72A)
Zn(1A)-N(65A)"
Zn(1B)-N(23B)
Zn(1B)-N(44B)*
Zn(1B)-O(77B)
Zn(1B)-O(72B)
Zn(1B)-O(74B)
Zn(1C)-0(12C)
Zn(1C)-0(11C)
Zn(1C)-0(3C)
Zn(1C)-0(7C)
Zn(1C)-0(9C)
Zn(1C)-0(5C)

N(23A)-Zn(1A)-O(77A)
N(23A)-Zn(1A)-O(72A)
O(77A)-Zn(1A)-O(72A)
N(23A)-Zn(1A)-(65A)"
O(77A)-Zn(1A)N(65A)"!
O(72A)-Zn(1A)-(65A)"!
N(23B)-Zn(1B)-N(44B)*
N(23B)-Zn(1B)-O(77B)
N(44B)"-Zn(1B)-O(77B)
N(23B)-Zn(1B)-O(72B)
N(44B)?-Zn(1B)-O(72B)
O(77B)-Zn(1B)-O(72B)
N(23B)-Zn(1B)-O(74B)
N(44B)2-Zn(1B)-O(74B)
O(77B)-Zn(1B)-O(74B)
O(72B)-Zn(1B)-O(74B)
0(12C)-Zn(1C)-0(11C)
0(12C)-Zn(1C)-0(3C)
0(11C)-Zn(1C)-0(3C)
0(12C)-Zn(1C)-0(7C)
0(11C)-Zn(1C)-0(7C)
0(3C)-Zn(1C)-0(7C)
0(12C)-Zn(1C)-0(9C)
0(11C)-Zn(1C)-0(9C)
0(3C)-Zn(1C)-0(9C)
0(7C)-Zn(1C)-0(9C)
0(12C)-Zn(1C)-0(5C)
0(11C)-Zn(1C)-0(5C)
0(3C)-Zn(1C)-0(5C)
0(7C)-Zn(1C)-0(5C)
0(9C)-Zn(1C)-0(5C)



0(28)-Zn(3)-0(25)
N(10)-Zn(3)-0(25)
N(19)3-Zn(3)-0(25)
0(28)-Zn(3)-0(26)
N(10)-Zn(3)-0(26)
N(19)3-Zn(3)-0(26)
0(25)-Zn(3)-0(26)

N(49A)-Zn(2)-0(26)
N(28B)-Zn(2)-0(26)
0(28)-Zn(2)-0(26)
0(22)-Zn(2)-0(23)
N(49A)-Zn(2)-0(23)
N(28B)-Zn(2)-0(23)
0(28)-Zn(2)-0(23)
0(26)-Zn(2)-0(23)
0(32)-Zn(3)-0(33)
0(32)-Zn(3)-N(49B)
0(33)-Zn(3)-N(49B)
N(49B)-Zn(3)-0(36D)
0(32)-Zn(3)-N(31)
0(33)-Zn(3)-N(31)
N(49B)-Zn(3)-N(31)
N(49B)-Zn(3)-0(32D)
0(36D)-Zn(3)-0(32D)
0(32)-Zn(3)-0(36)
0(33)-Zn(3)-0(36)
N(49B)-Zn(3)-0(36)
N(31)-Zn(3)-0(36)
0(32)-Zn(3)-N(70B)*!
0(33)-Zn(3)-N(70B)*
N(49B)-Zn(3)-(70B)"!
0(36D)-Zn(3)-(70B)*!

N(31)-Zn(3)-N(70B)!

0(32D)-Zn(3)-(70B)*!
0(36)-Zn(3)-N(70B)"!

0(30)-Zn(2)-0(27)
0(32D)-Zn(3)-N(49B)
N(49B)-Zn(3)-0(36)
N(49B)-Zn(3)-0(32)
0(36)-Zn(3)-0(32)
0(32D)-Zn(3)-0(36D)
N(49B)-Zn(3)-O(36D)
0(32D)-Zn(3)-N(70B)*
N(49B)-Zn(3)-N(70B)*
0(36)-Zn(3)-N(70B)"
0(32)-Zn(3)-N(70B)*”
0(36D)-Zn(3)-N(70B)*

# x-y+1,x,z+1/6
#2x-1,y-1,z
Bx-1,y,z

1 x-lyz
2 x+1,y,z

1 xy-1,z
2 xyt+l,z

XLy,
2 x,y-1,z
B x-y,z



