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3 C, B, 0u O, ‘H%’O[CuZ(BA)“(HBA)Z] tetrakis([L-benzoato)bis(benzoic

acid)copper(1l)
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1 2 3 4 5
Empirical formula ~ C, H, N, O, C, Hq O, C, Hy, Cu, O CiHCuN,O,;  C HCuN,0,
Formula weight 212.12 138.12 855.76 483.84 483.84
Crystal system Monoclinic Monoclinic Monoclinic Orthorhombic Monoclinic
Space group C2e P2(1)/c P2(1)/n Pna2(1) P2(1)/c
Unit cell a=21.0593) A 4=4.9067(8) A a=1077553) A a=729526) A a=1524929) A
dimensions b=873681) A b=11280A  52117288WA  s=34953) A b=69556(4) A
c=915S31) A =115 A c=152845) A c=73786) A c=17317) A
o=y =90° = y=90° o=90° O=f=y=90°  Q@=y=90°
B=1110130°  B=90806° B=91.1950(10)° [=91.5920)
¥ =90°
Volume 1675.5(4) A ? 635.02) A* 1923.55(11) A* 1880.83) A’ 1836.07(18) A°
z 8 4 2 4 4
Density 1,682 Mg/m 1.445 Mg/m’ 1477Mg/m’ 1.709 Mg/m3  1.750 Mg/m3
(calculated)
Crystal size 0.44x0.32 0.56x0.16 0.40 x 0.34 0.328 x 0.13 0.279 x 0.257
%026 mm x0.12 mm’ x 03040 x0.097mm?  x0.131 mm3
Final R indices R1=0.0359, R1=0,0336, R1=0.0272, R1=0.0291,  RI=0.0295,
(152 0 ()] wR2 =0.1005 wR2 = 0.0866 wR2=0.0721 WR2=0.0694  wR2=0.0702
R indices (all data) R1 = 0.0425, R1 =0.0476, R1 =0.,0368, R1=0.0378, RI=0.0380,
WR2 = 0.1060 WR2 = 0.0955 wR2 = 0.0783 wR2=0.0732  wR2=0.0723
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Frequency, Functional
1 2 3 4 5 ) Bond
cm group
3640-3610 O-H stretch,  alcohol,
3748(s) 3(s)
(s, sh) free hydroxyl phenol
3300-2500 carboxylic
3455(m) 3447(m) 3360(m)  3425(m) O-H stretch
(m) acid
3119(s) 3093(s) 3100-3000
3093(s) 3097(s) 3102(s) C—-H stretch aromatic
3062(m) 2928(ms) (s)
1760-1665 carboxylic
1704(s) 1734(s) 678(s) 1618(s) 1624(s) C=0 stretch
(s) acid
16001585 C-C stretch
1631(m) 1629(m) 1612(m) 1593(m) 1577(m) aromatic
(m) (in-ring)
N-O
1550-1475 nitro
1547 1545 - 1542 (s) 1542 (s) asymmetric
(s) compound
stretch
1500-1400 C—C stretch
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1360- nitro
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1290(m) compound
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1320-1210 carboxylic
1286(s) 1278 (s) - 1251 (s) (s) C—O stretch
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carboxylic
923 (m) 923(m) 834(m) 919 (m) 916 (m) 950-910(m) O-H bend
acid
697 (s) 665 (s) 684(s) 697 (s) 674 (s) 900-675(s)  C-H "oop" aromatic
504(m) 526 (m) 535 (m) 590-520 (m) Cu-Ostretch Metal-O

W8V br=broad ; m=medium; s=strong; sh=shoulder; w=weak; v=stretching, ¢ =bending
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1 S. aureus 103mm 130mm 173mm 86mm 12.0 mm Gen. (20.3 mm)
2 E. coli 103mm 86mm 10.0mm 6.6mm 10.0 mm Gen. (20.3 mm)
3 P. aeruginosa 11.6mm 10.0mm 9.6mm 10.6mm 10.3 mm Gen. (22.0 mm)
4  C. albicans 113mm 90mm 70mm 86mm 16.3 mm Am. (17.0 mm)

5 A. niger . = 11.0 mm - - Am. (15.0 mm)
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S.aureus  E.Coli  P.aeruginosa C.albicans A.niger

1 25 moderate moderate moderate high -
2 25 high moderate  moderate moderate -

3 25 high weak weak weak high
4 25 weak weak moderate weak -

5 25 moderate moderate  moderate high
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Msdseneu MIC (mg/ml )
S.aureus E.Coli P.aeruginosa  C.albicans A.niger
1 6.5 6.5 6.5 6.5 6.5
2 6.5 6.5 6.5 6.5 6.5
3 6.5 6.5 323 6.5 6.5
4 6.5 3.25 6.5 6.5 6.5
5 6.5 6.5 6.5 6.5 6.5
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