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Abstract: Mercury (I complex with tris [(p-hydroxybenzaldehyde)ethyllamine has been synthesized and
characterized. The crystal and molecular structures of the complex was determined by singlecrystal X-ray
diffraction. The interaction of complex with calf thymus DNA was investigated by UV-Vis | fluorescence spectrum

and viscosity measurements. Results suggest that complex can bind to DNA via intercalation mode. CCDC:

952313, L; 843072, complex.
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Table 1 Crystallographic data for ligand and complex

Parameters L Complex
Empirical formula CxHxNO, C33HisCLHgNOy
Formula weight 461.50 871.19
Temperature / K 296(2) 296(2)
Wavelength / nm 0.071 073 0.071 073
Crystal system Monoclinic Triclinic

Space group C2/e Pl

Unit cell dimensions

a=1.3283(2) nm

b=1.948 6(3) nm, f=102.938(2)°
(

¢=1.863 1(3) nm
Volume / nm? 4.699
D./ (g-em™) 1.304
A 8
F(000) 1952
Crystal size / mm 0.35%0.32x0.30
Crystal colour Colorless
Theta range for data collection 2.37°~22.64°
Absorption coefficient / mm™ 0.092

Max and min transmission

Refinement method

0.972 9 and 0.968 4

Full-matrix least-squares on F?

a=0.981 92(11) nm, a=85.529 0(10)°
b=1.299 86(15) nm, $=76.095 0(10)°
¢=1.578 15(18) nm, y=90.00(10)°
1.849

1.564

2

872

0.32x0.31x0.29

Colorless

2.25°~22.79°

4.356

0.3648 and 0.3362

Full-matrix least-squares on F*
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Continued Table 1

Reflection collected / unique 17 712/4 616 (R;,=0.0382) 14 182/7 150 (R;,=0.0255)
Data/restraints/parameters 4616/0/308 7 150/0/421
GOF on F* 1.028 1.005
Final R R,=0.039 2, wR,=0.090 0 R=0.030 5, wR,=0.061 9
R indices (all data) R,=0.065 2, wR,=0.103 3 R,=0.044 2, wR,=0.066 5
Largest diff. peak and hole/(enm™) 152 and -123 801 and -530
2 #BREF 0.145 7(2) nm, 115.47(13)°, 114.41(13)°, 113.57(13)°,
o B NG A Y /N 5 S AT i B9 HE R T
21 BAELEKEASYHRESHSH TR AH—F
XS4 o 54 7 BT 2 D R 1, 2 L XS B BT R DT & 0 B = A

R C2fc AL T, Ho3 KB fE e AR iR PSS RIRRGE W, O IR S an &1 2 o, R 3R
Bl Gy XFFRME(NE 1 FiR), Bk LA EE K L T RE I A LA 5 SR (HeCl) R b fE v
HAH TR 2 P, UEIRFWND) L 3 AR EE  HSCHE A 5 V50 T A T 4R,
KA A 7308 0.145 1 (2) nm, 0.1459 2 (19) nm,

BT R LA dh R
Fig.1 Crystal structure of L
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Table 2 Bond lengths and bond (nm) angles (°) for ligand and complex

L
N(1)-C(1) 0.1451(2) N(1)-C(19) 0.1457(2) 0(1)-C(3) 0.13585(16)
0(2)-C(12) 0.13601(16) 0(3)-C(21) 0.13582(18) 0(5)-C(18) 0.12038(18)
N(1)-C(10) 0.14592(19) 0(1)-C(2) 0.14348(17) 0(2)-C(11) 0.14358(17)
0(3)-C(20) 0.14321(19) 0(4)-C(9) 0.12053(19) 0(6)-C(27) 0.1203(2)
C(1)-N(1)-C(19) 115.47(13) C(10)-N(1)-C(19) 113.57(13) C(11)-0(2)-C(12) 118.89(11)
C(8)-C(9)-0(4) 124.66(16) C(27)-C(26)-0(6) 126.21(18) C(1)-N(1)-C(10) 114.41(13)
0(9)-Co(1)-0(1) 112.27(11) C(2)-0(1)-C(3) 117.70(11) C(20)-0(3)-C(21) 119.60(13)
C(18)-C(17)-0(5) 124.19(16) N(1)-C(10) 1.4592(19)
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Continued Table 2
Complex
Hg(1)-CI(1) 0.2323 Hg(1)-N(1) 0.2598 Hg(1)-0(4) 0.3038
Hg(1)-CI(2) 0.2320 Hg(1)-0(1) 0.2749 Hg(1)-0(6) 0.2939
CI(1)-Hg(1)-C1(2) 165.89 C1(2)-Hg(1)-N(1) 98.94 CI(1)-Hg(1)-0(4) 78.84
C1(2)-Hg(1)-0(1) 87.36 C1(2)-Hg(1)-0(6) 88.16 N(1)-Hg(1)-0(4) 130.72
0(1)-Hg(1)-0(4) 105.20 0(4)-Hg(1)-0(6) 65.16 CI(1)-Hg(1)-N(1) 94.06
0(9)-Co(1)-0(1) 11227(11) CI(1)-Hg(1)-0(1) 90.00 CI(1)-Hg(1)-0(6) 92.04
C1(2)-Hg(1)-0(4) 88.47 N(1)-Hg(1)-0(1) 123.66 N(1)-Hg(1)-0(6) 66.48

0(1)-Hg(1)-0(6) 169.48

2 AP RS A P
Fig.2 Crystal structure of complex
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DNA with the complex
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