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Supplementary information

Table 1. Hydrogen bonds for [Cu(BTP)(H,0),(BF.)](BF,)-2H,0 [A and °].

D-H..A d(D-H) d(H...A) d(D...A) <(DHA)

1. Interactions within linear chains formed through OH,---F4;B

0(2)-H(04)...F(8)#3 0.68(3) 2.23(3) 2.887(17) 162(6)
0(2)-H(04)...F(6)#3 0.68(3) 2.38(4) 2.967(8) 145(6)
0(2)-H(04)...F(8)#3 0.68(3) 2.58(4) 3.144(13) 143(6)
0(2)-H(04)...F(6)#3 0.68(3) 2.64(3) 3.288(12) 160(6)

2. Other interactions involved in the 3-D network

2.1 Interactions of the coordinated water molecule (O1) with non coordinating water molecules (098 and 099)

O(1)-H(01)...0(99) 0.72(2) 1.92(2) 2.641(4) 179(4)
0(1)-H(02)...0(98)#1 0.69(3) 1.96(3) 2.632(4) 163(6)
2.2 Interaction of the coordinated water molecule (O2) with BF, anion

0O(2)-H(03)...F(1)#2 0.70(3) 2.16(3) 2.838(5) 165(5)
0O(2)-H(03)...F(1)#2 0.70(3) 2.16(3) 2.776(6) 148(5)
2.3 Interactions of crystallization water molecules (098 and 099) with BF, anions
0(98)-H(06)...F(7) 0.86(3) 1.95(3) 2.760(5) 156(4)
0(98)-H(06)...F(5) 0.86(3) 3.24(4) 3.948(14) 142(4)
0(99)-H(07)...F(6) 0.83(2) 1.94(3) 2.747(12) 164(4)
0(99)-H(07)...F(8") 0.83(2) 1.99(3) 2.778(16) 158(4)
0(99)-H(08)...F(2")#4 0.85(3) 1.97(3) 2.804(6) 167(4)
0(99)-H(08)...F(4)#4 0.85(3) 2.14(3) 2.841(6) 140(4)
0(99)-H(08)...F(3)#4 0.85(3) 2.27(3) 3.040(6) 151(4)

Symmetry transformations used to generate equivalent atoms: #1 x+1/2,-y+1/2,z-1/2; #2 x,y,z-1; #3 x-1/2,-y+1/2,z-
1/2; #4 -x+2,-y,-z+1.
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Figure 1. Ellipsoids plot (50% probability level) for [Cu(BTP)(H,0),(BF,)](BF,)-2H,0.
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