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Table S1. Crystallographic Data and Structure Refinement Parameters of compound 1

Parameters Compound 1
Chemical formula sum C14H18BaCuN2014
Chemical formula weight 639.18

Crystal system Monoclinic
Space group P21/n

a(A) 7.945(5)

b (A) 10.896(5)

c(A) 21.504(5)

a(9) 90.00

6(9) 92.786(5)

v(9) 90.00

v (A3 1859.4(15)

z 4
Temperature (K) 100(2)

Dc(g cm) 2.283

u (mm?) 3.334

F(000) 1252

g range (9) 1.90-25.00
Intervals of reflection indices -9<h>9, -12<k>12, -25<(>25
Measured reflections 21560
Reflections with [ | > 20 (I)] 3059
Independent reflections 3269

Final R indices[/>20 (1)] R1=0.0431, wR2=0.1508
R indices (all data) R1=0.0463, wR2=0.1609
Rint 0.0246

Dpmax (e A3) 2.244

DPmin (e A3) -2.078
Goodness-of-fit on F 1.186
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Table S2. Selected Bond Lengths (A) and Angles (°) for compound 1

ARKIVOC 2024, viii, S1-547

Bond Lengths (A) Bond Angles (°)
Ba1-09 2.829(6) 207-Bal-09 80.96(17)
Bal-?07 2.772(5) 09-Bal-*014 134.5(2)

Bal-°014 2.830(7) ¢03-Ba1-09 135.58(17)
Ba1l-c03 2.804(5) d06-Ba1-09 73.32(17)
Bal-906 2.734(5) 09-Ba1-4010 137.45(19)

Ba1-9010 2.827(7) 09-Bal-9011 66.39(18)

Bal-9011 2.830(8) €04-Ba1-09 89.61(17)
Bal-c04 2.763(5) 09 -Bal-c012 62.28(19)

Bal-c012 2.945(7) 307-Bal-*014 140.88(18)
Cul-01 1.978(5) 03-Bal-"07 79.41(14)
Cul-02 1.956(5) d06-Ba1-*07 77.24(14)
Cul-N1 2.004(5) 307-Bal-9010 75.31(19)
Cul-N2 1.996(5) 307-Ba1-9011 141.36(16)
Cul-*05 2.348(6) €04-Bal-?07 132.21(14)

307-Bal-¢012 71.06(17)
03-Bal-"014 81.36(19)
d06-Bal-Y014 95.78(18)
d010-Bal-"014 66.7(2)
d011-Bal-*014 68.1(2)
¢04-Bal-°014 73.54(17)
e012-Bal-,014 134.11(18)
€03-Bal-c06 138.33(15)
¢03-Ba1-9010 73.63(18)
c03-Bal-9011 138.70(17)
¢03-Bal-°04 75.29(13)
¢03-Ba1-°012 73.73(18)
d06-Ba1-9010 67.33(19)
d06-Ba1-9011 74.10(17)
°04-Bal-906 143.93(14)
406-Bal1-012 128.25(18)
4010-Bal1-9011 115.4(2)
¢04-Ba1-9010 132.23(18)
4010-Ba1-¢012 136.5(2)
€04-Bal-9011 69.94(16)
d011-Bal-°012 108.2(2)
€04-Ba1-¢012 63.25(17)
01-Cul-02 170.1(2)
01-Cul-N1 83.01(18)
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01-Cul-N2
01-Cu1-905
02-Cul-N1
02-Cul-N2
02-Cul-*05
N1-Cul-N2
*05-Cul-N1
*05-Cul-N2

95.53(18)
91.2(2)
96.2(2)
83.6(2)
98.7(2)

170.35(19)

91.96(19)

97.61(19)

Symmetry Code: [a] 1+x, Y, z; [b] -1/2-x, -1/2+y, 3/2-z; [c] 1/2-x, 1/2+y, 3/2-z; [d]

1-x, -y, 2-z; [e] 1/2+x, 1/2-y, -1/2+z.
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Figure S1. ORTEP diagram of compound 1 with 40% ellipsoid probability

'H NMR, 3C NMR and HRMS of the Products

ppm
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