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Figure S1. XRD pattern of 1.
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Figure S2. XRD pattern of 2 (observed intensities affected by preferred orientation).
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Figure S3. XRD pattern of 3 (observed intensities affected by preferred orientation).
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Figure S4. XRD pattern of 4 (observed intensities affected by preferred orientation).
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Figure S5. XRD pattern of 5 (observed intensities affected by preferred orientation).
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Figure S6. XRD pattern of 6 (observed intensities affected by preferred orientation).
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Figure S7. IR spectrum of catena-[Cd(u,3-dca)(p5-dea)(3-ampy)] (1).
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Figure S8. IR spectrum of catena-[Cds(pi1,35-dca)2(p15-dca)s(pyNO)2(H20)2] (2).
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Figure S9. IR spectrum of catena-{Cd(H20)2(u1,5-dca)2](2,6-1ut-NO)} (3).

Table S1. Selected bond distances (A) and bond angles (°) of 1-6.

Compound 1
Cd1-N3 2.297(3) Cd1-N5c 2.309(3)
Cd1-N6 2.319(3) Cd1-N1 2.323(3)
Cd1-N2a 2.375(4) Cd1-N7b 2.392(4)
N3-Cé6 1.155(5) N4-C7 1.305(5)
N4-C6 1.305(5) N5-C7 1.150(5)
N6-C8 1.160(5) N7-C8 1.308(5)
N7-C9 1.332(6) N8-C9 1.158(6)
N3-Cd1-Nb5c 176.85(13) N3-Cd1-N6 92.82(12)
N5c-Cd1-N6 85.52(12) N3-Cd1-N1 91.19(12)
N5c-Cd1-N1 90.34(12) N6-Cd1-N1 175.15(12)
N3-Cd1-N2a 88.21(12) N5-Cd1-N2a 94.38(13)
N6-Cd1-N2a 87.50(13) N1-Cd1-N2a 95.36(12)
N3-Cd1-N7b 86.55(12) N5-Cd1-N7b 90.71(13)
N6-Cd1-N7b 87.74(12) N1-Cd1-N7b 89.78(12)
N2-Cd1-N7b 172.74(12) C6-N3-Cd1 159.1(3)
C7-N4-Cé6 123.6(4) C7-N5-Cd1d 160.2(3)
C8-N6-Cd1 149.8(3) N3-C6-N4 172.1(4)
C8-N7-C9 119.4(4) C8-N7-Cdle 212.9(3)
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C9-N7-Cdle 116.4(3) N5-C7-N4 172.3(4)
N6-C8-N4 173.5(5) N8-C9-N7 174.4(5)
Compound 2
Cd1-01 2.2916(16) Cd1-02 2.2930(16)
Cd1-Né6a 2.303(2) Cd1-N1 2.307(2)
Cd1-N4 2.312(2) Cd1-N3b 2.332(2)
Cd2-N7c 2.274(2) Cd2-N7 2.274(2)
Cd2-N9d 2.3041(19) Cd2-N9 2.3041(19)
Cd2-Nb5c 2.3858(19) Cd2-N5 2.3858(19)
N4-C3 1.153(3) C4-N6 1.150(3)
C4-N5 1.320(3) C3-N5 1.316(3)
C5-N7 1.155(3) C5-N8 1.304(3)
C8-C7 1.373(3) C8-C9 1.396(4)
N8-C6 1.301(3) C7-N10 1.348(3)
C6-N9 1.160(3)
01-Cd1-02 178.17(6) 01-Cd1-Né6a 91.78(7)
02-Cd1-N6 87.92(7) 01-Cd1-N1 94.36(7)
02-Cd1-N1 83.83(7) N6-Cd1-N1 87.16(8)
01-Cd1-N4 91.15(6) 02-Cd1-N4 90.68(7)
N6-Cd1-N4a 96.38(7) N1-Cd1-N4 173.37(7)
01-Cd1-N3 89.93(7) 02-Cd1-N3b 90.36(7)
N6a-Cd1-N3b 178.23(7) N1-Cd1-N3b 92.24(8)
N4-Cd1-N3 84.05(8) N7-Cd2-N7c 180
N7c-Cd2-N9d 93.54(7) N7-Cd2-N9 86.46(7)
N7-Cd2-N9d 86.46(7) N7c¢-Cd2-N9d 93.54(7)
N9-Cd2-N9 180 N7-Cd2-N5 88.70(7)
N7-Cd2-N5 91.30(7) N9c-Cd2-N5 87.20(7)
N9-Cd2-N5 92.80(7) N7c-Cd2-N5c 91.30(7)
N7c-Cd2-N5 88.70(7) N9a-Cd2-N5 92.80(7)
N9-Cd2-N5 87.20(7) N5-Cd2-N5 180
N1-C1-N2 173.4(2) C1-N1-Cdla 136.64(18)
N10-O1-Cd1 116.19(12) N3-C2-N2 172.7(3)
C1-N2-C2 121.0(2) C3-N4-Cd1 154.75(18)
N6-C4-N5 174.4(2) C2-N3-Cd1 147.3(2)
N4-C3-N5 174.0(2) C3-N5-C4 119.17(19)
C3-N5-Cd2 119.32(14) C4-N5-Cd2 121.49(14)
N7-C5-N8 173.1(2) C7-C8-C9 120.2(2)
C6-N8-C5 120.2(2) C5-N7-Cd2 148.21(18)
C4-N6-Cd1b 159.13(19) N9-C6-N8 174.3(2)
C6-N9-Cd2b 143.49(17)
Compound 3
Cd1-01 2.279(3) Cd1-Nla 2.323(3)
Cd1-N3b 2.331(3) C1-N1 1.154(5)
C1-N2 1.314(4) Cd2-O2c 2.284(3)
Cd2-N4c 2.314(3) Cd2-Né6d 2.325(3)
C2-N3 1.150(5) C2-N2 1.315(4)
C3-N4 1.154(5) C3-N5 1.311(4)
C4-N6 1.149(5) C4-N5 1.319(4)




Crystals 2021, 11, 181 7 of 14
Ola-Cd1-Nla 90.25(11) 01-Cd1-N3 92.51(11)
N1-Cd1-N3 94.51(12) N1-C1-N2 173.0(4)
N1-C1-Cd1 164.1(3) 02-Cd2-N4 92.66(11)
02c-Cd2-Né6d 90.31(11) N4c-Cd2-Nd6 93.87(13)
N4-Cd2-N6 86.13(13) N3-C2-N2 173.4(4)
C1-N2-C2 120.2(3) C2-N3-Cdle 140.2(3)
N4-C3-N5 173.9(4) C3-N4-Cd2 142.5(3)
N6-C4-N5 174.6(4) C3-N5-C4 120.6(3)
C4-N6-Cd2f 160.6(3)
Compound 4
Cd1-N6 2.2916(11) Cd1-N1 2.2938(11)
Cd1-Nb5a 2.3264(11) Cd1-N3 2.3344(11)
Cd1-Nb8 2.3545(12) Cd1-N2 2.4523(10)
N3-C5 1.1550(17) N4-Cé6 1.2958(16)
N4-C5 1.3097(16) N5-C6 1.1668(16)
N6-C7 1.1571(16) N7-C7 1.3040(15)
N7-C8 1.3084(15) N8-C8 1.1553(16)
N6-Cd1-N1 98.56(4) N6-Cd1-Na5 97.61(5)
N1-Cd1-N5a 163.82(4) N6-Cd1-N3 91.63(4)
N1-Cd1-N3 89.01(4) N5-Cd1-N3 89.97(4)
N6-Cd1-N8 86.01(4) N1-Cd1-N8b 93.67(4)
N5-Cd1-N8 88.02(4) N3-Cd1-N8b 176.67(4)
N6-Cd1-N2 173.82(4) N1-Cd1-N2 77.25(4)
N5-Cd1-N2 86.68(4) N3-Cd1-N2 92.82(4)
N8-Cd1-N2 89.71(4) C5-N3-Cd1 161.76(10)
C6-N4-C5 121.36(11) C6-N5-Cdlc 126.04(9)
C7-N6-Cd1 161.34(10) C7-N-C8 119.49(11)
C8-N8-Cd1b 161.30(10) N3-C5-N4 172.64(14)
N5-C6-N4 173.37(13) N6-C7-N7 174.28(13)
N8-C8-N7 173.79(13)
Compound 5
Cd1-N1 2.321(2) Cd1-N3a 2.350(3)
Cd1-N4 2.351(9) Cd1-N7 2.3906(16)
Cd1-N7b 2.3906(16) C1-N1 1.150(4)
C1-N2 1.305(3) N2-C2 1.300(3)
C2-N3 1.149(4) N4-C3 1.144(10)
C3-N5 1.307(6) N5-C4 1.311(6)
C4-N6 1.142(10)
N1-Cd1-N3a 175.49(9) N1-Cd1-N7 93.65(6)
N3a-Cd1-N4 89.9(2) N3-Cd1-N7 89.87(7)
N4-Cd1-N7 88.04(17) N4-Cd1-N7 165.38(17)
N7-Cd1-N7b 77.34(8) N1-C1-N2 173.2(3)
C1-N1-Cd1 168.5(2) C2-N2-C1 121.2(2)
N3-C2-N2 173.4(3) C2-N3-Cdlc 162.6(3)
C3-N4-Cd1 175.1(8) N4-C3-N5 171.6(6)
C3-N5-C4 120.8(5) N6-C4-N5 172.0(7)

Compound 6
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Cd1-N1 2.3051(9) Cd1-N5 2.3565(10)
Cd1-N2 2.3655(9) N2-C12 1.1608(13)
N3-C12 1.3075(13) N3-C13 1.3196(13)
N4-C13 1.1588(14)
N1-Cd1-N5 105.81(3) N1-Cd1-N2 91.80(3)
N5-Cd1-N2a 93.09(3) C12-N2-Cd1 162.29(8)
C12-N3-C13 121.82(9) N2-C12-N3 172.70(11)
N4-C13-N3 172.23(11)

Symmetry codes for 1: (a) x, -y, =1/2+z; (b) x, 1 —y,1/2 + z; (c) =1/2 +x, 1/2 +y, z; (d) 1/2 + x, =1/2 +y, z; and (e)
x, 1 -y, -1/2 + z. Symmetry codes for 2: (a) x, y -1, z; (b) x, y+1,z, () 2-x,2-y,1 -z and (d) 2-x,3 -y, 1 -
z. Symmetry codes for3: (a) 1 -x,1-y,1-z (b)2-x,-y,1-z ()%, 1-y,2-z(d) X 2-y,2-z (e)x+1,y
-1, x;and (f) x, y + 1, z. Symmetry codes for 4: (a) x+1,y, z; (b) 2-x,1-y,1 -z and (c) x - 1, y, z. Symmetry
codes for 5: (a) x - 1/2, y, —z + 3/2; (b) x, -y + 1/2, z; and (c) x + 1/2, y, =z + 3/2. Symmetry code for 6: (a) 1 - x, 1 -
y, 1-x.

Table S2. Possible hydrogen bonds of compounds 1-4 and 6.

D-H..A* Symmetry of A D...A (A) D-H...A (°)
Compound 1
N2-H11...N4 [-12+x,-1/2+y, z] 3.096(5) 175
N2-H12...N8 [x,-1+y, 7] 3.166(5) 164
Compound 2
0O2-H1... N2 [2-x, -y,2-2] 2.869(3) 168
02-H2... 01 [1+x,y, z] 2.672(2) 176
Compound 3
O1-H1... N2 [-1+x,y, 7] 2.859(4) 174
0O1-H2 ...03 2.626(5) 168
02-H3 ...N5 [1+x, -1+y,7] 2.859(5) 172
02-H4 ...03 2.634(6) 163
Compound 4
NI1-H1A...N7 [1-x,1-y,1-27] 3.2046(16) 160
N1-H1B...N5 [1+x,1/2-y,-1/2+ 2] 3.1402(15) 151
Compound 6
NI1-H1A...N4 [-1/2+x,3/2-y,1/2 +z] 3.0440(13) 156
N1-H1B...N3 [-1+x,y, Z] 3.0534(13) 165
N5-H5A...N3 2-x,1-y,1-2] 3.2013(14) 157

N5-H5B...N4 [-1/2+x,3/2-y,1/2 + 2] 3.2200(15) 144
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Figure S11. Packing plot of 2.
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Figure S12. Packing plot of 4.
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Figure S13. Emission spectra of 1 and 3-ampy (Lig) with excitation wavelength at 366 nm. (Maximum
intensity of 1 at 460 nm and of 3-ampy Lig. at 429 nm.)
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Figure S14. Emission spectra of 2 and pyNO (Lig) with excitation wavelength at 366 nm. (Maximum
intensity of 2 at 445 nm and of pyNO Lig. at 454 nm.)
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Figure S15. Thermal analysis plot of 1.



Crystals 2021, 11, 181 12 of 14

DSC /{(u\V/mg)
TG /% DTG /(%/min)
Massenanderung: -3.51 % | exo
100 ] assenanderung: -0.58 % r1.0
} -4
Peak: 121.0 °C, 0.95314|uW4h
90 | Ba : mg F0.5
Massenanderung: -4.21 %
80 2
r0.0
{t-o5 [0
10 |,
hassenandemung: -45.09 4 -15
L4
Feak: 504.3 °C, -1.8537 pWimg
20 ]  Peak 202.1°C 1 9108 pvimg ; F-2.0
‘i I Fealk: 3326 °C, -2.1478 pWimg Massenanderung: 163 % 6
T T T T T T T T T e
100 200 300 400 500 600 700 800 900
Temperatur /°C
Hauptansicht 2021-01-06 1227 Hutzer: Oto
Gerdt: METZSCHSTA 440F1 STA449F 1A-0270-M Datei: CIMMETZSCH.ProteusBludatalF_x_210105 ngh-ss1
Projekt : Aftrag Probe : FM_¥_210105, 13.634 mg Probentr./TC : DSCTGCpSis TG Komr/Messher : 000YS000 g
ProbendD: FM_x_210105 Material : FW MOF Modus /Messtyp : DSC-TiG f Probe DSC Korr/Messber : 000/5000 pY
Datum/Zeit : 0501 2021 1528 42 Komektur-Datei © Segmente : 1-22 Vakzyken vor Messung : 2t/ak
Labor : 1CTM Tempkal. Empf. Datei: TCALZERO.TCK [ SENSZEROQ . EXX Tiegel : DSCITG pan AIZO 2
Operator:  Reichmann Bereich : 30°CH 0.0¢Iminy 1000°CH 0.0 miny 20°Cr ire : - JN2PNZ

Erzeugt it NET Z50H Prteus Sofware

Figure S16. Thermal analysis plot of 2.
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Figure S17. Thermal analysis plot of 3.
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Figure S18. Thermal analysis plot of 4.
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Figure S19. Thermal analysis plot of 5.
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Figure S20. Thermal analysis plot of 6.

Supplementary Materials: Supplementary data: bond parameters (Table S1), hydrogen bond systems (Table S2),
and XRD powder pattern (Figures S1-S6) for compounds 1-6, respectively; IR spectra (Figures S7-S9) for 1-3;
packing plots (Figures S10-S12) for 1, 2, and 4; luminescence spectra (Figures 513 and S14) for compounds 1 and
2, and thermal analysis plots (Figures 515-520) for compounds 1-6, respectively.
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