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Compound 1 

 x   y z   U(eq) 

Pb(1) 9827(1) 2533(1) 1135(1) 17(1) 

Cl(2) 10420(3) 420(3) 0 39(1) 

Cl(3) 7339(2) 2206(3) 456(2) 40(1) 

Cl(1) 9336(3) 664(3) 2500 48(1) 

N(1) 7619(11) 2855(12) 8321(7) 61(3) 

C(2) 6333(10) 2285(12) 8243(7) 38(3) 

C(3) 7852(18) 3903(18) 7761(9) 83(6) 

C(1) 8701(13) 1907(13) 7910(10) 55(4) 

Cl(4) 9166(3) 4947(3) 2048(2) 35(1) 

Compound 2 

 x   y z   U(eq) 

Pb(1) 16667 23333 -10522(1) 22(1) 

Br(1) 15316(2) 20631(3) -9202(2) 52(1) 

N(1) 16667 23333 -5600(30) 27(7) 

N(2) 16667 23333 -7410(30) 34(10) 

Br(2) 13505(5) 21752(3) -11604(3) 72(1) 

C(1) 14980(30) 22488(15) -5954(19) 36(5) 

C(2) 15010(30) 22505(16) -7035(18) 51(8) 

O(1W) 16667 23333 -3730(30) 64(15) 
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Pb(1)-Cl(3) 2.798(2) N(1)-C(3) 1.389(17) 

Pb(1)-Cl(2) 2.8305(16) N(1)-C(2) 1.470(15) 

Pb(1)-Cl(1) 2.8426(16) N(1)-C(1) 1.616(17) 

Pb(1)-Cl(4)#1 2.897(2) N(1)-Cl(3)#6 3.225(10) 

Pb(1)-Cl(4) 2.933(3) N(1)-Cl(4)#7 3.399(11) 

Pb(1)-Cl(3)#2 2.951(2) C(2)-C(3)#8 1.504(17) 

Cl(2)-Pb(1)#3 2.8305(16) C(3)-C(2)#8 1.504(17) 

Cl(3)-Pb(1)#4 2.951(2) C(1)-C(1)#8 1.50(3) 

Cl(1)-Pb(1)#5 2.8426(16) Cl(4)-Pb(1)#9 2.897(2) 

Cl(3)-Pb(1)-Cl(2) 84.10(8) Cl(4)#1-Pb(1)-

Cl(4) 

83.35(6) 

Cl(3)-Pb(1)-Cl(1) 90.12(8) Cl(3)-Pb(1)-

Cl(3)#2 

173.82(4) 

Cl(2)-Pb(1)-Cl(1) 85.58(8) Cl(2)-Pb(1)-

Cl(3)#2 

98.35(7) 

Cl(3)-Pb(1)-

Cl(4)#1 

81.92(8) Cl(1)-Pb(1)-

Cl(3)#2 

84.43(7) 

Cl(2)-Pb(1)-

Cl(4)#1 

87.95(7) Cl(4)#1-Pb(1)-

Cl(3)#2 

103.79(8) 

Cl(1)-Pb(1)-

Cl(4)#1 

170.22(6) Cl(4)-Pb(1)-

Cl(3)#2 

85.52(8) 

Cl(3)-Pb(1)-Cl(4) 92.87(8) Pb(1)#3-Cl(2)-

Pb(1) 

133.39(14) 

Cl(2)-Pb(1)-Cl(4) 171.12(6) Pb(1)-Cl(3)-

Pb(1)#4 

130.45(9) 

Cl(1)-Pb(1)-Cl(4) 102.81(8) Pb(1)#5-Cl(1)-

Pb(1) 

138.16(17) 

    

Symmetry transformations used to generate equivalent atoms:  #1 -y+3/2,x-1/2,z-1/4; 

#2 x+1/2,-y+1/2,-z+1/4; #3 y+1,x-1,-z; #4 x-1/2,-y+1/2,-z+1/4;  #5 -y+1,-x+1,-z+1/2; 

#6 x,y,z+1;#7 -y+3/2,x-1/2,z+3/4; #8 -y+1,-x+1,-z+3/2; #9 y+1/2,-x+3/2,z+1/4.     
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Table S3 

Pb(1)-Br(1)#1 2.959(3) N(1)-C(1)#1 1.51(3) 

Pb(1)-Br(1) 2.959(3) N(1)-C(1) 1.51(3) 

Pb(1)-Br(1)#2 2.959(3) N(1)-C(1)#2 1.51(3) 

Pb(1)-Br(2)#1 3.084(4) N(1)-O(1W) 2.67(6) 

Pb(1)-Br(2)#2 3.084(4) N(2)-C(2)#1 1.49(3) 

Pb(1)-Br(2) 3.084(4) N(2)-C(2)#2 1.49(3) 

Br(1)-N(2) 3.43(4) N(2)-C(2) 1.49(3) 

C(1)-C(2) 1.54(3) O(1W)-Br(1)#3 3.414(8) 

    

Br(1)#1-Pb(1)-

Br(1) 

83.75(9) Br(1)#1-Pb(1)-

Br(2) 

170.48(11) 

Br(1)#1-Pb(1)-

Br(1)#2 

83.75(9) Br(1)-Pb(1)-

Br(2) 

89.18(8) 

Br(1)-Pb(1)-

Br(1)#2 

83.75(9) Br(1)#2-Pb(1)-

Br(2) 

89.18(8) 

Br(1)#1-Pb(1)-

Br(2)#1 

89.18(8) Br(2)#1-Pb(1)-

Br(2) 

97.10(13) 

Br(1)-Pb(1)-

Br(2)#1 

89.18(8) Br(2)#2-Pb(1)-

Br(2) 

97.10(13) 

Br(1)#2-Pb(1)-

Br(2)#1 

170.48(11) Pb(1)-Br(1)-

N(2) 

87.9(5) 

Br(1)#1-Pb(1)-

Br(2)#2 

89.18(8) Br(1)#2-Pb(1)-

Br(2)#2 

89.18(8) 

Br(1)-Pb(1)-

Br(2)#2 

170.48(11) Br(2)#1-Pb(1)-

Br(2)#2 

97.10(13) 

    

Symmetry transformations used to generate equivalent atoms: #1 -y+4,x-y+3,z; #2 -

x+y+1,-x+4,z; #3 -x+3,-y+4,z+1/2.      

 


