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Table S1. The different H-Bonds present in (CsH14N2)[HgCl4]-H20.

D—H...A D—H (A) H...A (A) D...A (A) D—H...A (°)
C1—HI1C...ClI3i 0.97 2.92 3.558 (6) 124
C1—HI1D...ClI3i 0.97 2.85 3.484 (7) 124
C2—H2D...Cl3i 0.97 2.89 3.606 (7) 132
C3—H3A...Cl4 0.97 2.85 3.802 (7) 168
C3—H3B...Cl2v 0.97 2.75 3.510 (7) 136
C5—H5A...Cl2v 0.97 2.85 3.505 (7) 126
C5—H5B...CI1v 0.97 2.9 3.807 (7) 156
N1—H1A...O1v 0.89 1.86 2.744 (7) 171
N1—H1B...Cl1ii 0.89 2.8 3.348 (5) 121
N1—H1B...Cl4vi 0.89 2.55 3.216 (5) 133
N2—H2A...Cl1 0.89 2.44 3.223 (6) 147
N2—H2B...Cl2i 0.89 2.3 3.104 (5) 149
N2—H2B...Cl3i 0.89 2.95 3.424 (6) 115
O1—H1P...CI2 0.8 2.46 3.209 (5) 156
0O1—H10...Cl1 0.8 2.54 3.309 (5) 162

Symmetry codes: (i) —x,y+1/2,—z+1/2; (ii) —x+1, y+1/2, —z+1/2 ; (iii) x, -y+3/2, z+1/2 ; (iv) =, =y+1,
-z+1; (v) x-1,y, z; (vi) x-1, =y+3/2, z+1/2 ; (vii) =x+1, —y+1, —z+1.

Table S2. The different distances and angles of every part in (CsH1sN2)[HgCli]-H20.

Distances (A) Angles (°)

[HgCL]>-
Hgl—Cl1 2.582 (2) Cl4—Hgl—CI3 137.77 (7)
Hgl—CI2 2.654 (2) Cl4—Hgl—Cl1 106.74 (6)




Hgl1—ClI3 2.4135 (19) ClI3—Hg1—-Cl1 105.51 (5)

Hgl—Cl4 2.401 (2) Cl4—Hgl—CI2 96.65 (5)
CI3—Hgl1—Cl2 105.58 (5)
Cl1—-Hgl1—CI2 97.23 (5)
(CsH1aN2)2+
Cl1—N2 1.473 (7) N2—C1—-C2 113.7 (5)
Cl1—C2 1.518 (8) N1-C2—C1 113.1 (5)
C2—N1 1.481 (7) C4—C3—N1 112.8 (5)
C3—-C4 1.514 (8) C3—-C4—-C5 116.5 (6)
C3—N1 1.519 (8) N2—-C5—-C4 115.7 (5)
C4—-C5 1.515 (9) C2—N1-C3 115.6 (5)
C5—N2 1.502 (8) Cl1—N2—-C5 119.7 (5)
H:0
O1—HI1P 0.7999 H1P—-O1—H10 104.9
O1—HI10 0.8016

Table S3. The main bands detected in the infrared spectrum of (CsHiN2)[HgCls]-H20: Wave-
numbers values and their modes of vibration.

Detected Assignment Detected Assignment
3522 v (O-H) 1225 vas (C-N)
3433 1125
3127 vas (N-H) 1068 vas (C=C)
3012 vs(N-H)

2840 vs (C-H) 979 o(NH>)

2776 vas(C-H)

1625 0 (NHy) 883 0 (C-C-C)
0 (H20) 829 0 (C-C-N)

1572 das (C-N-H) 531 0 (C-N-O)

1456 0 (CH>)

v: Stretching; d: Bending; 0: Rocking; as: asymmetric; s: symmetric.



