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Figure S1. The MS of the H-NTAA.
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Figure S2. The MS of the H-NTPA.
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Figure S3. XRD patterns of 1 and the simulated pattern based on the single crystal 1.
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XRD patterns of 2 and the simulated pattern based on the single crystal 2.
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XRD patterns of 3 and the simulated pattern based on the single crystal 3.
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Figure S6. XRD patterns of 4 and the simulated pattern based on the single crystal 4.
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Figure S7. XRD patterns of 5 and the simulated pattern based on the single crystal 5.
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Figure S8. XRD patterns of 6 and the simulated pattern based on the single crystal 6.
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Figure S9. TGA diagrams of compounds 1-4.
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Figure S10. TGA diagrams of compounds 5-6.
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Figure S11. Schematic Representation of the Difference between the Aba2(a) and Cc(b) nets.
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Table S1. Selected bond lengths (A) and angles (°) for compounds 1-6.”

Compound 1

Cd1—N1a 2.239 (2) Cd1—N4c 2.330 (3)
Cd1—N1 2.239 (2) Cd1—O1la 2.403 (2)
Cd1—N4b 2.330 (3) Cd1—01 2.403 (2)
N1la—Cd1—N1 162.57 (115) N1la—Cd1—O1 92.54 (9)
N1la—Cd1—N4b 93.10 (9) N1—Cd1—O01 75.33 (8)
N1—Cd1—N4b 97.02 (9) N4b—Cd1—01 169.12 (10)
N1la—Cd1—N4c 97.02 (9) N4c—Cd1—O01 79.67 (10)
N1—Cd1—N4c 93.10 (9) N1la—Cd1—O1la 75.33 (8)
N4b—Cd1—N4c 108.83 (14) N1—Cd1—O1la 92.54 (9)
N4b—Cd1—O1a 79.67 (10) Ola—Cd1—O1 92.78 (14)
N4c—Cd1—O1la 169.12 (10)

Compound 2

Znl—N1 2.0718 (17) Zn1—N2° 2.1497 (17)
Zn1—N2* 2.1497 (17) Zn1—01° 2.1856 (15)
Zn1—N1° 2.0718 (17) Zn1—O01 2.1853 (16)
N1—zZn1—N1° 165.76 (9) N2°—Zn1—01° 174.89 (6)
N1—Zn1—N2° 89.21 (6) N2°—zn1—01° 89.13 (7)
N1°—Zn1—N2° 100.45 (6) N1—Zn1—O01 82.80 (6)
N1—2Zn1—N2° 100.45 (6) N1°—Zn1—O1 86.89 (6)
N1°—Zn1—N2? 89.21 (6) N2°—Zn1—O01 89.13 (7)
N2°—Zn1—N2? 94.83 (10) N2°—Zn1—O01 174.89 (6)
N1—zZn1—O1° 86.89 (6) 01°—Zn1—O01 87.10 (9)
N1°—Zn1—01° 82.80 (6)

Compound 3



Cul—N2
Cul—N42
Cul—N2°
N2—Cul—N2°
N2—Cul—O01°
N2°—Cu1—01°
N42—Cul—N4°
Compound 4
Mn1—O1?
Mn1—01°
Mn1—N3
01*—~Mn1—O01°
01*—Mn1—N3
01°—Mn1—N3
01°—Mn1—N3°
01°—Mn1—N3°
N3—Mn1—N3°
01*—Mn1—N5?
01°—Mn1—N5?2
Compound 5
Cd1—N10?
Cd1—N2
Cd1—N5"
N10*—Cd1—N?2
N10°—Cd1—N5"
N2—Cd1—N5"
N10*—Cd1—N7
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1.954 (2)
2.583 (7)
1.954 (2)
180.000 (1)
92.01 (8)
87.99 (8)
180.0

2.136 (5)
2.136 (5)
2.264 (8)
179.9 (8)
94.6 (4)
85.5 (4)
85.5 (4)
94.6 (4)
93.9 (4)
83.8 (4)
96.1 (4)

2.250 (3)
2.254 (3)
2.308 (3)
158.52 (13)
98.11 (12)
96.81 (12)
92.68 (12)

Cul—01°
Cul—01
Cul—N4°
N2—Cul—O01
N2°—Cu1—o01
01°—Cu1—O01

Mn1—N3°
Mn1—N5?
Mn1—N5"
N3—Mn1—N5?
N3*—Mn1—N5?
01°—Mn1—N5"
01°—Mn1—N5"
N3—Mn1—N5°
N3°—Mn1—N5"
N5*—Mn1—N5"

Cd1—N7
Cd1—01
Cd1—02°
N5"—Cd1—O01
N7—Cd1—O1
N10*—Cd1—02?
N2—Cd1—02°

1.9873 (19)
1.9873 (19)
2.583 (7)
87.99 (8)
92.01 (8)
180.0

2.264 (8)
2.259(8)
2.259 (8)
177.5 (4)
87.95 (17)
96.1 (4)
83.8 (4)
87.95 (17)
177.5 (4)
90.2(4)

2.341 (3)
2.388 (3)
2.414 (3)
82.67 (12)
169.70 (12)
74.63 (11)
89.01 (12)
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N2—Cd1—N7 97.86 (12) N5"—Cd1—02° 171.33 (12)
N5"—Cd1—N7 106.36 (13) N7—Cd1—02° 79.07 (13)
N10*—Cd1—O01 90.89 (11) 01—Cd1—02° 92.59 (13)
N2—Cd1—O01 75.77 (11)

Compound 6

Mn1—N1 2.199 (6) Mn1—O?2 2.238 (6)
Mn1—NG6 2.218 (6) Mn1—N4? 2.245 (6)
Mn1—O1 2.227 (5) Mn1—N9° 2.274 (6)
N1—Mn1—N6 162.3 (2) 01—Mn1—N4 84.8 (2)
N1—Mn1—O01 78.4 (2) 02—Mn1—N4 174.0 (2)
N6—Mn1—O01 91.7 (2) N1—Mn1—N9° 96.5 (2)
N1—Mn1—O2 88.0 (2) N6—Mn1—N9° 92.0 (2)
N6—Mn1—02 77.8 (2) 01—Mn1—N9° 172.9 (2)
01—Mn1—02 93.0 (3) 02—Mn1—N9° 81.8 (3)
N1—Mn1—N4? 97.0 (2) N4*—Mn1—N9" 101.0 (2)
N6—Mn1—N4? 96.7 (2)

*Symmetry Code: 1) () —x+1/2, —y+3/2, z; (b) —x+1/4, y—1/4, z-1/4; (c) x+1/4, —y+7/4,
z-1/4. 2) (a) —x, —y+1, —z; (b) X, y, —z+1/2; (c) x, —y+1, z+1/2. 3) (a) x-1/2, -y+5/2, z-
1/2; (b) -x, 2-y, 1-z; (c) —x+1/2, y-1/2, -z+1/2. 4) (a) x—1/2, -y, z-1/2; (b) —x+1/2, vy,
z-1/2; (¢) =X, -y, z. 5) (a) x, —y+1, z-1/2; (b) x—1/2, —y+1/2, z-1/2. 6) (a) x+1/2, —y—1/2,
z+1/2; (b) x, —y—1, z-1/2.



