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Table. Non-hydrogen atom coordinates

Atom Cation 1 Cation 2

x y z x y z

Cd 0.28804(5) 0.47482(6) 0.50029(7) 0.21733(5) 0.07278(6) 0.80795(7)

Br 0.30686(9) 0.30617(9) 0.4470(1) 0.16959(9) 0.22490(9) 0.8737 (1)

N(1) 0.1309(6) 0.4335(6) 0.4680(8) 0.0779(5) –0.0626(6) 0.7815(7)

C(2A) 0.0821(6) 0.4121(7) 0.557(1) 0.0219(7) –0.1065(7) 0.6708(9)

C(3A) –0.0107 (8) 0.3739(9) 0.534(1) –0.0664 (7) –0.1734(8) 0.657(1)

C(4) –0.0522 (8) 0.3532(9) 0.416(1) –0.0951 (7) –0.1944(7) 0.761(1)

C(5A) 0.1339(8) 0.4342(8) 0.681(1) 0.0601(7) –0.0782(8) 0.561(1)

C(51A) 0.0860(9) 0.426(1) 0.792(1) 0.0079(9) –0.138(1) 0.429(1)

N(6A) 0.2184(6) 0.4549(6) 0.6861(7) 0.1347(6) –0.0036(8) 0.5908(8)

C(7A) 0.2740(8) 0.4749(8) 0.805(1) 0.174(1) 0.036(2) 0.494(1)

C(8A) 0.3691(9) 0.4966(9) 0.794(1) 0.263(1) 0.072(1) 0.501(1)

S(9A) 0.4212(2) 0.5812(2) 0.7150(3) 0.3387(2) 0.1374(2) 0.6501(3)

C(10A) 0.3876(8) 0.6819(8) 0.789(1) 0.4086(8) 0.0703(9) 0.637(1)

C(11A) 0.3990(9) 0.7438(8) 0.706(1) 0.3661(8) –0.0350(9) 0.634(1)

S(12) 0.3164(2) 0.6761(2) 0.5614(3) 0.2959(2) –0.0614(2) 0.7502(3)

C(2B) 0.0902(7) 0.4145(7) 0.354(1) 0.0506(7) –0.0859(7) 0.8825(9)

C(3B) –0.0027(8) 0.3765(8) 0.325(1) –0.365(7) –0.1519(7) 0.875(1)

C(5B) 0.1468(8) 0.4374(7) 0.259(1) 0.1185(7) –0.0340(8) 1.0018(9)

C(51B) 0.109(1) 0.442(1) 0.141(1) 0.0953(9) –0.0724(9) 10.107(1)

N(6B) 0.2303(6) 0.4528(6) 0.2846(8) 0.1910(5) 0.0398(6) 0.0058(8)

C(7B) 0.2895(7) 0.4761(7) 0.192(1) 0.2571(8) 0.0915(8) 1.118(1)

C(8B) 0.3805(8) 0.4784(8) 0.223(1) 0.3270(7) 0.1892(9) 1.118(1)

S(9B) 0.4359(2) 0.5448(2) 0.3893(3) 0.3781(2) 0.1819(2) 0.9766(3)

C(10B) 0.4590(8) 0.6734(9) 0.419(1) 0.4293(8) 0.0948(8) 0.963(1)

C(11B) 0.3834(8) 0.7058(8) 0.441(1) 0.3736(8) –0.0161(8) 0.895(1)

Anion

Cd 0.28949(6) 0.79497(7) 0.14947(8)

Br(1) 0.39180(9) 0.70011(9) 0.1182(1)

Br(2) 0.39658(9) 0.98431(9) 0.2431(1)

Br(3) 0.1963(1) 0.7463(1) 0.0676(1)

Br(4) 0.1871(1) 0.7534(1) 0.3114(2)


