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(1) Fig. S1: XRD spectra of 1-6.
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(2) Fig. S2: IR of 1-6.
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(3) Fig. S3: UV-Vis spectra for 1-6.
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(4) Fig. S4: Luminescence spectra of bpz.

Intensity (a.u.)

6400

6200

6000

5800

5600

5400

5200 H

5000 +

4800

700
Wavelength(nm)
)
T T T & T T T
280 300 320 340 360 380 400

Wavelength(nm)

420



(5) Table S1: Selected bond lengths and angles of Compounds 1-6.

Compound 1

Zn1—O1W 2.021 (2) Znl—O2W 2.2007 (14) Znl—N1 2.0481 (15)
O1W—Znl—N1 115.89 (5) O1W—Znl—O2W 86.80 (4) N1—Znl—N1i 128.23 (9)
N1—Zn1—O2W 93.27 (6) N1—Znl—O2W! 89.53 (6) O2W'—Zn1—O02W 173.59 (8)
Symmetry code: (i) —x+1, y, —z+1/2.

Compound 2

Zn1—O1 2.026 (5) Zn1—O4i 1.944 (5) Znl—N1 2.037 (5)
Znl—N4i 2.053 (5)

N1—Znl1—N4i 113.0(2) 01—Znl1—NI1 93.3(2) O1—Zn1—N4ii 98.2 (2)
04—Znl—N1 111.5(2) 04—Zn1—O01 141.9 (2) 04—Zn]1—N4ii 97.8 (2)
Symmetry codes: (i) —x+1, =y, z+1/2; (ii) x—1/2, —y+1/2, z.

Compound 3

Znl—O1W 2.038 (2) Znl—N1 2.159 (3) Znl—N3i 2.197 (3)
Zn1—O01 2.253 (2) Zn1—O02 2.129(2) Zn1—O03 2.057 (2)
O1W—Znl1—O0l1 92.07 (9) O01W—Znl1—02 152.11 (9) O1W—Znl1—03 99.27 (9)
O1W—Znl—N1 90.27 (10) OI1W—Znl—N3i 90.81 (10) 02—Zn1—01 60.04 (8)
02—Znl1—N1 90.96 (10) 02—Znl1—N3i 89.23 (10) 03—Zn1—O01 168.63 (9)
03—Zn1—02 108.61 (9) 03—Znl—N1 89.17 (10) 03—Zn1—N3i 88.24 (10)
N1—Zn1—O01 91.50 (9) N1—Znl—N3! 177.32 (10) N3i—Znl1—Ol 90.91 (9)
Symmetry code: (i) x+1/2, —y+1/2, z—1/2.

Compound 4

Zn1—02 1.941 (6) Znl—N2 2.007 (7)

02—Zn1—N2 107.5 (3) 02—Zn1—N2i 114.3 (3) 02i—Znl—02 102.3 (5)
N2i—Zn1—N2 110.8 (4)

Symmetry code: (i) —x+y+1, y, —z+2/3.

Compound 5

Zn1—O01 1.981 (5) Znl—O04i 1.961 (5) Zn1—N2 2.017(7)
Zn1—N3 1.999 (8)

O1—Zn1—N2 99.6 (3) 01—Zn1—N3 97.1 (3) 04—Znl—O01 1359 (2)
04—Zn1—N2 101.5 (3) 04 —Znl1—N3 111.0 (3) N3—Znl—N2 110.3 (3)
Symmetry code: (i) —x+3/2, y—1/2, —z+2.

Compound 6

Zn1—O01 1.982 (7) Znl—O4i 1.923 (7) Zn1—N1 2.030 (8)
Znl—N3i 1.988 (9)

O1—Znl1—NI1 101.3 (3) O1—Znl1—N3i 98.7 (3) 04—Zn1—O01 134.0 (3)
04—Znl—N1 97.3(3) 04—Znl—N3i 111.8(3) N3i—Zn]1—NI 113.2(3)

Symmetry codes: (i) —x+2, —y+1, z—1/2; (ii) x+1/2, —y+3/2, z.




(6) Table S2: Hydrogen bond parameters of Compound 1-6.

Compound 1

D—H--A D—H H---A DA D—H-
OIW—HIWA:--04i 0.89 1.96 2.686  (2) 136.9
O1W—HIWB:--O4iii 0.90 1.92 2.686 (2) 142.2
O2W—H2WA:-- O3 0.87 2.11 2917 (2) 152.9
O2W—H2WB- N3 0.88 1.96 2792 (2) 158.1
N2—H2---O3iii 0.86 2.12 2975 (2) 174.9
N4—H4---01v 0.86 2.05 2903 (2) 175.2
02—H2A---03 0.82 1.64 2457 (3) 175.9
Symmetry codes: (ii) X, —y+1, z—1/2; (iii) —x+1, —y+1, —z+1; (iv) —x+3/2, y—1/2, —z+1/2; (v) x+1/2, y+1/2, z.
Compound 2

D—H--A D—H H-—-A DA D—H:--
N2—H2---02ii 0.86 1.86 2713 (8) 173.2
N3—H3---03V 0.86 1.86 2.684 (7) 159.3
N3—H3---01V 0.86 2.64 3.120 (7) 116.9
Symmetry codes: (iii) —x+1, =y, z—1/2; (iv) x+1/2, —=y+1/2, z.

Compound 3

D—H---A D—H H--A D---A D—H-
N2—H2---04 0.86 2.06 2.886  (4) 160.2
N4—H4---O4ii 0.86 2.26 3.09 4) 166.1
OIW—HIWA:--O2ii 0.87 1.88 2.607 (3) 140.4
OIW—HIWB:-O4iii 0.87 1.94 2726 (3) 149.4
OIW—HIWB:--N4i 0.87 2.57 3.144 (4 124.7
Symmetry codes: (i) x+1/2, —y+1/2, z—1/2; (ii) X, y, z+1; (iii) x+1/2, —y+1/2, z+1/2.

Compound 4

D—H--A D—H H---A DA D—H:--
N1—H1---01i 0.86 1.87 2.663 (10) 152.5
Symmetry code: (i) —x+y+1, y, —z+2/3.

Compound 5

D—H---A D—H H--A D---A D—H:--
N4—H4A:--02i 0.90 1.80 269 (2) 169.5
Symmetry code: (ii) —x+3/2, y+1/2, —z+2.

Compound 6

D—H---A D—H H-—-A DA D—H:--
N2—H2---03 0.88 1.85 2,699 (12) 162.8
N4—H4---02ii 0.88 1.81 2.691 (12) 178.1

Symmetry code: (iii) —x+3/2, y+1/2, z+1/2.




