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Abstract

C,0H46N,0,Zn, monoclinic, P2,/n (no. 14), a = 12.0198(4) A,
b = 28.0212(9) A, ¢ = 12.0655(4) A, B = 110.727(2)°,
V =3800.8(2) A°, Z = 4, Ry(F) = 0.0442, WR,.{F?) = 0.1076,
T=1732) K.
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Table 1: Data collection and handling.

Crystal: Yellow block

Size: 0.24 x0.19 x 0.18 mm
Wavelength: Mo Ka radiation (0.71073 A)
u: 0.69 mm™

Diffractometer, scan mode:
Bmax, cOmpleteness:
N(hk[)measuredy N(hk[)uniquey Rint:
Criterion for Iopbs, N(hkl)g:
N(param)reﬁned:

Programs:

Bruker D8 Venture, ¢ and w
26.7°, >99%

42616, 8073, 0.050

lobs > 2 0(lops), 6523

452

Bruker [1], SHELX [2, 3]

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A?).

Atom X y z Uiso*/Ueq
Zn1l 0.28531 (2) 0.59356 (2) 0.71876 (2) 0.03305 (9)
C1 0.5173 (2) 0.60719 (8) 0.89700 (19) 0.0286 (5)
01 0.45066 (15) 0.60809 (7) 0.78447 (14) 0.0381 (4)
N1 0.27742 (17) 0.55999 (7) 0.86204 (17) 0.0316 (4)
02 -0.2156 (2) 0.39039 (10) 0.8898 (2) 0.0769 (7)
C2 0.4791 (2) 0.58542 (8) 0.9846 (2) 0.0308 (5)
N2 -0.1110(2) 0.41379(10) 0.8993 (2) 0.0579 (7)
N3 0.21874 (17) 0.55554 (7) 0.56924 (16) 0.0305 (4)
03 0.17412 (16) 0.64464 (6) 0.66397 (14) 0.0371 (4)
c3 0.5550 (2) 0.58582 (9) 1.1052 (2) 0.0358 (6)
H3 0.528931 0.571428 1.163056 0.043*
N4 0.5128 (2) 0.36758 (9) 0.5701 (2) 0.0568 (7)
04 0.5527 (2) 0.32112(8) 0.5700 (2) 0.0719 (7)
C4 0.6639 (2) 0.60633 (9) 1.1395(2) 0.0367 (6)
H4 0.713726 0.606700 1.220628 0.044*
c7 0.6801 (2) 0.65124 (9) 0.8440 (2) 0.0380 (6)
cé 0.6335 (2) 0.62825 (8) 0.9344 (2) 0.0294 (5)
C5 0.7017 (2) 0.62691 (9) 1.0537 (2) 0.0336 (5)
H5 0.778730 0.640799 1.078620 0.040*
c8 0.8056 (3) 0.67220(12) 0.9037 (3) 0.0548 (8)
H8A 0.831102 0.687601 0.843741 0.082*
H8B 0.861244 0.646543 0.942182 0.082*
H8C 0.804269 0.695806 0.963139 0.082*
c9 0.5985(3) 0.69204 (11) 0.7779 (3) 0.0541 (8)
H9A 0.628650 0.705628 0.719189 0.081*
H9B 0.596841 0.716829 0.834613 0.081*
H9C 0.517883 0.679733 0.737795 0.081*
Cc10 0.6889 (3) 0.61283(12) 0.7565 (2) 0.0507 (7)
H10A 0.609285 0.600541 0.711721 0.076*
H10B 0.739526 0.586656 0.800382 0.076*
H10C 0.723535 0.626799 0.701584 0.076*
C11 0.3669 (2) 0.56243 (9) 0.9615 (2) 0.0333 (5)
H11 0.356441 0.546979 1.027232 0.040*
C12 0.1755 (2) 0.53315 (9) 0.8584 (2) 0.0313 (5)
c13 0.1858 (2) 0.49023 (9) 0.9189 (2) 0.0353 (5)
H13 0.262276 0.478283 0.964586 0.042*
C14 0.0859 (2) 0.46502 (9) 0.9131 (2) 0.0372 (6)
H14 0.094428 0.436041 0.956232 0.045*
C15 -0.0283 (2) 0.48112 (9) 0.8450 (2) 0.0338 (5)
c17 0.0632(2) 0.54958 (10) 0.7893 (2) 0.0374 (6)
H17 0.055403 0.578402 0.745711 0.045*
C16 -0.0374(2) 0.52405 (9) 0.7837 (2) 0.0367 (6)
H16 -0.113761 0.535959 0.737439 0.044*
c19 —-0.2561 (3) 0.46941 (13) 0.7634 (3) 0.0561 (8)
H19A -0.256719 0.479131 0.685205 0.084*
H19B -0.278741 0.496590 0.802050 0.084*
H19C -0.312928 0.443308 0.754426 0.084*
C18 -0.1348 (2) 0.45305 (11) 0.8372(2) 0.0417 (6)
C20 -0.1791 (4) 0.34735 (16) 0.9604 (5) 0.122 (2)
H20A -0.249432 0.330999 0.964903 0.183*
H20B -0.125895 0.355817 1.040422 0.183*
H20C -0.137277 0.326175 0.923532 0.183*
C21 0.0988 (2) 0.65239(8) 0.55710(19) 0.0286 (5)
C22 0.0767 (2) 0.61794 (8) 0.4645 (2) 0.0294 (5)
c23 -0.0024 (2) 0.62873(10) 0.3488 (2) 0.0376 (6)
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Table 2: (continued)
Atom X y z Uiso*/Ueq
H23 -0.017488 0.605622 0.287580 0.045*
C24 -0.0570(2) 0.67201 (10) 0.3248(2) 0.0430 (6)
H24 -0.107651 0.679641 0.246451 0.052*
C25 -0.0382(2) 0.70516 (9) 0.4161(2) 0.0365 (6)
H25 -0.078138 0.734987 0.398007 0.044*
C26 0.0355 (2) 0.69664 (8) 0.5312 (2) 0.0298 (5)
C27 0.0529 (2) 0.73380 (9) 0.6291 (2) 0.0352 (5)
C28 0.0187 (3) 0.71220(11) 0.7300 (2) 0.0502 (7)
H28A -0.064310 0.701513 0.698486 0.075*
H28B 0.028018 0.736399 0.791270 0.075*
H28C 0.070500 0.684958 0.764379 0.075*
C29 0.1828 (2) 0.75064 (10) 0.6763 (2) 0.0456 (7)
H29A 0.204057 0.763347 0.610803 0.068*
H29B 0.234822 0.723657 0.712612 0.068*
H29C 0.192464 0.775654 0.735785 0.068*
C30 -0.0255(3) 0.77773 (10) 0.5841 (3) 0.0497 (7)
H30A -0.003624 0.793387 0.522108 0.075*
H30B -0.013998 0.800012 0.649837 0.075*
H30C -0.109143 0.767961 0.551537 0.075*
C31 0.1324 (2) 0.57196 (9) 0.4783 (2) 0.0317 (5)
H31 0.102438 0.550889 0.412699 0.038*
C32 0.2600 (2) 0.50837 (9) 0.56314 (19) 0.0303 (5)
C33 0.1848 (2) 0.46939 (9) 0.5347 (2) 0.0362 (6)
H33 0.101928 0.473760 0.517315 0.043*
C34 0.2289 (2) 0.42406 (9) 0.5312 (2) 0.0362 (5)
H34 0.175821 0.397685 0.511605 0.043*
C35 0.3499 (2) 0.41638 (9) 0.5559 (2) 0.0319 (5)
C36 0.4246 (2) 0.45621 (10) 0.5844 (2) 0.0401 (6)
H36 0.507273 0.452107 0.600330 0.048*
C37 0.3812(2) 0.50118(10) 0.5897 (2) 0.0387 (6)
H37 0.434312 0.527520 0.611742 0.046*
C38 0.3992(2) 0.36799 (10) 0.5551 (2) 0.0385 (6)
C39 0.3211(3) 0.32533(10) 0.5376 (3) 0.0543 (8)
H39A 0.259822 0.326347 0.458279 0.081*
H39B 0.283125 0.325214 0.597317 0.081*
H39C 0.368948 0.296338 0.545716 0.081*
C40 0.6750 (3) 0.32505 (16) 0.5768(5) 0.1062(17)
H40A 0.711480 0.293293 0.588377 0.159*
H40B 0.719011 0.345653 0.643533 0.159*
H40C 0.677283 0.338863 0.502994 0.159*

of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

The title complex and its ligand were prepared by a similar
method reported earlier [4—-6]. The zinc(II) acetate dihydrate
(109.76 mg, 0.5 mmol) dissolved in methanol solution (5 mL)
was added to the organic ligand ((E)-1-(4-((E)-3-(tert-butyl)-
2-hydroxybenzylidene)amino)phenyl)ethan-1-one O-methyl
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oxime) (324.42 mg, 1 mmol) dissolved in dichloro-
methane(5 mL). The mixture was kept stirring at room
temperature for 1h. The filtrate was allowed to stand at room
temperature 25 days in a quiet environment. Several clear
yellow block crystals were obtained.

Experimental details

Hydrogen atoms were placed in their geometrically ideal-
ized positions and constrained to ride on their parent
atoms.

Comment

Transition metal complexes, especially Zn(II) complexes,
have attracted much attention [7]. Zn(II) complexes with
excellent fluorescence properties have received increasing
attention [8—10]. What is more, Zn(II) complexes are widely
applied in ion recognition [11] and supramolecular con-
structing [12, 13] fields and so on. Recently, we have also
tried to investigate the title complex synthesis, structural
characterization, and we predict that this complex also has
excellent fluorescence properties [14].

In this paper, we report the crystal structure of the title
complex characterised by X-ray crystallographic analysis (cf.
the figure). All bond lengths and bond angles are within
the normal ranges [6]. In the title complex, Znl is
four-coordinated by two O atoms and two N atoms from
two ligands. The Zn1—01 bond length is 1.9050(17) A and
the Zn1—03 is 1.9096(17) A. The Zn1—N1 bond length
is 2000Q) A and the Zn1—N3 is 2.0021(19) A. The
angle of 01—Zn1—N1 is 95.88(7)°, 03—Zn1—N1 is 114.23(8)°,
01—Zn1—N3 is 120.94(8)° and 01—Zn1—O03 is 118.89(8)°,
respectively.
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