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S {E (%): C(44.54), H(0.35), N(19.46); 1144 {f(%): C(44.52), H(0.37), N(19.48). IR(cm™): 3433.45(s),
3212.70(br), 1620.13(m), 1573.40(s), 1434.76(m), 1386.42(s), 1153.69(w), 1050.59(w), 823.90(m), 743.59(s),
629.62(w), 553.02(m). FL &4 3 #% C16H16ZNNeOs 15[ TG Z 7M1 4 : SEEG1E (%) : C(43.88), H(3.64), N(19.20);
HEAE(%): C(44.11), H(3.24), N(19.29). IR(cm™): 3406.73(m), 3155.88(m), 1668.57(m), 1631.53(m),
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1390.67(s), 1100.39(w), 1015.31(w), 842.42(w), 791.49(m), 747.19(s), 635.03(w), 535.96(m).
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Fig.S1

Powder X-ray diffraction patterns for compound 1 to 4
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Fig.S2  Structures of five coordination environment and transformation
Tables
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Table S1  Selected bond lengths (nm) and () for complex 1 to 4
Bi& 1

Mn1—O1 0.2023(5)  Mn1—N1 0.2250 (5) Mn1—C15' 0.2609 (6)
Mn1—O05 0.2140 (4)  Mn1—N2 0.2262(5)  O3—Mn1" 0.2300 (4)
Mn1—O4' 0.2243(4)  Mn1—O3' 0.2300 (4)  O4—Mn1" 0.2243 (4)
01—Mn1—05  96.7 (2) N1—Mn1—O03'  93.15(18) C1—N1—Mnl 124.5 (5)
01—Mn1—O04'  97.43(19) N2—Mn1—O03' 90.23(17) C6—N2—Mnl 116.6 (4)
O5—Mn1—04'  94.61(16) C16—O01—Mnl  164.6 (5) C8—N2—Mn1 128.4 (4)
O1—Mnl—N1  111.0(2) C15—03—Mn1"  89.0 (3) 04'—Mn1—N2 101.36 (17)
O5—Mnl1—N1  89.44(17) C15—04—Mn1" 92.1 (3) 04'—Mn1—03' 72.89 (18)
04'—Mn1—N1  150.63(19) Mnl—O05—H5C 120.1 01—Mn1—03' 154.3 (2)
01—Mn1—N2  88.8(2) Mn1—O5—H5D  119.9 05—Mn1—O03' 91.90 (16)
05—Mn1—N2  162.29 (17) C5—N1—Mnl  117.2 (4) N1—Mn1—N2 57.69 (14)

Symmetry code: '1+x, —1+y, z; "~1+x, 1+y, z.




Col—O04' 0.1972(3)  Col—N2 0.2152(3)  Col—O2 0.2237 (3)
Col—O1W 0.2077(2)  Col—O1 0.2173(3)  04—Co1" 0.1972 (3)
Col—N1 0.2109 (3)
04—Co1—OI1W 93.68 (13) N1—Col—O1  9354(12) Col—OIW—HIWA 120
04—Col—N1  103.68 (14) N2—Col—O1  91.39(11)  Col—OIW—HIWB 120
O1W—Col—N1 92.01(11) 04'—Col—02  102.72(12) C15—02—Col 88.6 (2)
04'—Col—N2  88.36(13) OI1W—Col—02 92.26 (10) C16—04—Co1" 157.9 (3)
O1W—Col—N2 168.96 (11) N1—Col—02  152.90(12) C5—N1—Col 116.8 (3)
N1—Col—N2  76.96(12) N2—Col—O2  97.88(11) C1—N1—Col 125.4 (3)
04—Col—O1  162.24(12) 01—Col—02  59.72 (9) C6—N2—Col 114.8 (2)
O1W—Col—O1 89.95(10) C15—01—Col  91.3(2) C8—N2—Col 130.2 (3)
Symmetry codes: ' x+1, y-1, z;" x-1, y+1, z.

BL&4 3
Zn1—o3' 0.2018 (2)  Zn1—O5 0.2120(2) 03—zn1" 0.2018 (2)
Znl—O01 0.1981(2) Znl—N1 0.2112(3)  Zn1—N2 0.2144 (2)
01—zZn1—03' 11546 (9) 01—Znl—N2  108.31(9) Znl—O5—H5A 119.9
01—Zn1—N1  109.26 (9) 03—Zn1—N2  92.30 (9) Zn1—05—H5D 120.1
03—Zn1—N1  135.13(9) N1—Znl—N2  76.73(9) C1—N1—2zn1 125.5 (2)
01—Zn1—05  88.48 (9) O5—Zn1—N2  160.39(9) C5—N1—2Znl 1153 (2)
03—Zn1—05  89.34 (9) C16—03—zn1"  121.61(19) C6—N2—2znl 114.48 (19)
N1—Zn1—O5  88.37 (9) Cl15—01—2Znl  108.68 (18) C8—N2—Znl 129.50 (19)
Symmetry codes: 'x+1, —y+1/2, z+1/2; " x-1, ~y+1/2, z-1/2.

BL&9) 4
Cd1—O1 0.2241(3)  Cd1—O05 0.2300 (3)  Cd1—N4 0.2325 (3)
Cd1—N1 0.2299 (3)  Cd1—O03 0.2301(3)  Cd1—O4 0.2472 (3)
01—Cd1l—N1  157.01(13) 01—Cd1—O04  113.02 (10) 04—Cd1—C13 27.48 (9)



01—Cd1—O05  82.18(10) N1—Cd1—O04  89.46 (10) C9—O01—Cd1 122.1(2)

N1—Cdl—O5  94.60(11) O5—Cdl—04  87.48 (9) C13—03—Cd1 96.0 (2)

01—Cd1—03  90.08 (11) 03—Cd1—04  54.66 (8) C13—04—Cd1 87.9 (2)

N1—Cdl—O03  107.77 (12) N4—Cd1—O4  140.47 (10) C1—N1—Cd1 124.4 (3)

05—Cd1—03  134.48(10) 01—Cd1—C13  102.84 (11) C5—N1—Cd1 117.2 (2)

01—Cd1l—N4  91.88(10) N1—Cd1—C13  99.49 (11)  C6—N4—Cd1 116.4 (2)

N1—Cdl—N4  71.98(11) 05—Cd1—C13  111.90 (10) C8—N4—Cd1

RS2 WA I~4MEsEERKEAR
Table S2 Hydrogen bonds and angles for the complexes for 1 to 4
B4 1
D—H---A d(D—H) / nm d(H---A)/nm | d(D---A)/nm | Z(DHA)/(°)
N(6)—HB6A.--N4™ 0.086 0.214 0.29981 173
N(5)—H5A.--0(3)" 0.086 0.214 0.29653 159
N5—H5B---02" 0.086 0.248 0.29445 115
0O5—H5D---01" 0.085 0.251 0.33138 158
N6—H6B.--03"" 0.086 0.221 0.28277 128
Symmetry codes: "' —x, -y, =z ; 'x, —-1+y,z; Y =x, -y,1- ; "' 1-x, -y, 1-z; " =x,1-y, -z
Bi& 2
D—H---A d(D—H) / nm d(H---A)/nm | d(D---A)/nm | Z(DHA)/(°)

O1W—HIWA.-.02" 0.093 0.194 0.27813 150
O1W—HI1WB---03" 0.093 0.198 0.26488 127
N5—H5A.---N4" 0.086 0.218 0.30375 173
N5—H5B---01" 0.086 0.227 0.28483 125
N6—H6A.--01"" 0.086 0.211 0.29324 159

Symmetry codes: " —x+2, —y+1, =z; "V —x+1, —=y+2, —=z; ¥ —x+3, —=y+1, —z+1; ¥ —x+2, —-y+1, —z+1; " x+1, y, z

fic &9 3
D-H---A d(D—H) / nm d(H---A)/nm | d(D---A)/nm | Z(DHA)/(°)
O5—H5A.---N4' 0.085 0.217 0.28256 133




N5—H5B---03"
N5—H5C---02

0O5—H5D.--02"
N6—HBA..-04"

N6—H6B---04""

0.086

0.086

0.085

0.086

0.086

0.232

0.202

0.186

0.228

0.210

0.29793

0.28421

0.26494

0.31160

0.28882

134

159

153

164

152

Symmetry codes: " x,y,1+z; "V 1+x,y,z; ¥ X,1/2-y,1/2+2; ' 14+x,1/2y,~1/2+Z; " 1-x, —1/2+y,3/2-2

&%) 4
D-H---A d(D—H) / nm d(H---A)/nm | d(D---A)/nm | Z(DHA)/(°)
05—HB5A.---01 0. 085 0.219 0. 27272 121
N6—HBA...02" 0. 086 0. 225 0. 29986 146

Symmetry codes: " 2-x,1-y,-z; "V 2-x,-y,1-z
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Symmetry codes: " —x+2, —y+1, -z; "V —x+1,
—y+2, -7,V —x+3, —y+1, —z+1; V' —x+2, —y+1,

—z+1; Y x+1,y, z

Symmetry codes: "'x,y,1+z; V1+x,y,z;
Y, 1/2-y,1/2+z; "1+x,1/2y,~1/2+z; V11X,

-1/2+y,3/2-z




Symmetry codes: " 2-x,1-y,-z; " 2-,-y,1-Z

RS3 AW 2~4 BHSH— AR R SR EEE N =41 E
Table S3 Details of Hydrogen bonds (dotted lines) linking of the neighboring chains and 3D Hydrogen

bonds network for complex 2 to 4
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