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Synthesis and Structure Characterization of Zn(TC-TTF),s(bipy),(CH;OH)
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Abstract: A zinc coordination polymers, Zn(TC-TTF)ys(bipy),(CH;0H) (TC-TTF=tetra(carboxyl)tetrathiafulvalene,

bipy =4,4" -bipyridine), has been prepared by solvothermal reaction and characterized by element analysis, IR

spectra and X-ray diffraction single-crystal structure analysis. The title complex crystallizes in monoclinic space

group C2/c. Each Zinc! is six-coordinated to three O atoms from two (TC-TTF)* ligands, one oxygen atom from

methanol and two nitrogen atoms from bipy molecule forming a distorted octahedral coordination geometry. The

adjacent Zinc!" ions are intraconnected by the carboxyl groups of the (TC-TTF)* ligands and bipyridine to form a

3D network framework. CCDC: 684182.
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Table 1 Crystallographic data for Zn(TC-TTF),s(bipy),(CH;OH)

Empirical formula CieHpN,OsZn
Formula weight 441.77
Crystal size / mm 0.28x0.26x0.24
Temperature / K 293

Crystal system Monoclinic
Space group C2/c

a/ nm 22.757(16)
b/ nm 10.559(7)
¢/ nm 15.121(11)
B1(° 108.646(11)
V /o’ 3.443(4)

A 8

D,/ (Mg-m™) 1.705

©/ mm™ 1.700
F(000) 1792

9 range / (°) 2.15-25.29
Reflections collected / unique 8420/3 125
Goodness of fit on F? 1.056

R 0.031 6
wR 0.087 4
Parameters 236

AP rs Apin 1 (€:1m7) 470, =503

2 HRSUE

2.1 LI5Mtig

7E 4000~400 em™ JEFE NI E T HCA Y Zn(TC-
TTF)s(bipy)(CH;OH) Y IR 3 . £ 3241 em™ AL AR
WL 0 Ay - e A R ) 4R B WA 5 FR F DU R B
I VR R 5 4 Ja e AL BUIC &5 ), (45 78 5 i 25 DU
Wi E B P IH, 930 C=0 MO8 m) T 8
P, 1611 F 1469 em™ Ab 1) W W50 43 531) Sk BE A, FR
T AL 1) O R RTAS Xof R A i i s WM e 751 em! 2R
4, 4" JR I WE AR AE IR SR O S Zin(TC-TTF)os(bipy)s
(CH;OH) I ZL AN GIE 53 B Fl S AR 4 4 — B
22 BRIk

1 HECE Y Zn(TC-TTF)ys(bipy).(CH;OH) )

TR 2B R a5k s AR | 36 2 A0 T RCA i &
BEERCOREE A, R R A T R R T
3R 4 47 B RE By 2 AN AR (NT,N2) R KR
JOTF 4 DU B BU M DU FR R I AR 3 AU (01,
02A,03A)(A:1.5-x,-0.5+y,1.5-2)F1 1 A~ H 55+
1) 2 T (05) T 18 7S BE AL 114 722 T\ TR B 457 74 7
Hrfr,01,02A,03A,05 # s E V18, EATF 4
T 22 24 0.012(3) nm , FI EATIL P-4 72 7] —4>F
T b, 2 AN IE b Y & (N1 N2)7E i [a] 37
B ONI1-Znl-N2 W Je 10 177.41(7)°, TERE W,
Zn-0 5K AT 0.205 8(2)~0.208 8(2) nm Z [H]
55 SCHR i B B (B LA W) 52 Zn-N 28K N
0.219 1 nm, b LAHTHZIE A9 5K [0.216 0(2) nm]ME K |
EATE ARSI 2 /N P D - A s A A 2 A 22 e



57

AR G W Zn(TC-TTF)os(bipy),(CH:OH)F A5 1 5 45 14 SR AE 1293

2 LAY TS R A
Table 2 Selected bond length (nm) and angles (°) for the title complex

Zn(1)-0(34) 0.205 8(2) Zn(1)-N(1)
Zn(1)-0(1) 0.208 0(2) Zn(1)-N(2)
Zn(1)-0(5) 0.208 6(2) 0(1)-C(11)
0(2)-C(11) 0.123 6(3)

0.219 9(3) 0(3)-C(15) 0.123 7(3)

0219 1(2) 0(4)-C(15) 0.124 5(3)

0.125 7(3) Zn(1)-0(2A) 0.208 8(2)
87.84(7) 0(5)-Zn(1)-N(1) 88.48(7)
84.41(7) 0(2A)-Zn(1)-N(1) 94.85(7)
92.22(7) N(2)-Zn(1)-N(1) 177.41(7)
82.70(7) 0(1)-C(11)-0(2) 125.4(2)
91.21(7) 0(3)-C(15)-0(4) 124.3(2)
98.09(7)

A: 1.5-x, =0.5+y, 1.5z
K1 BA Y Zn(TTF-4C00).s(bipy)(CH;OH) M &b 4 45 1)
Fig.1 Crystal structure of Zn(TTF-4C00),s(bipy),(CH;0H)
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Fig.2 View of two-dimensional network
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