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BT R 6686 A, Kb 1> 20(NEIMILRTH A 5397 4, FHRESR LP BRIE AkSE
HWRAHEBEEM Fourer S B AREREFNE, HR2L2EER/ND_RELBE, BEAREET
R=0.051, Rw=0.064, BRAEZBEBTEEELHFEIEN 1. 10e - A-°, BfKt&EH -0.51e -
A-3,
2 &R51e

REEYNEHALE L, BEYPEEARETFLAEMASEII TR, TERKNBMAII TR
2. BEEHATRVSBRT MR, PLZR B, 4 TFRH CoHnNa0Ga, M=517.23, @i
S¥: a=1.4501(2), b=1.5090(2), c=1.3865(6) nm, a=105.58(1), B=117.26(2), y=
66.812(8)°, V=2.464546nm’, Z=4, Dc=1.39g* em™>, p=11.6ecm™', F(000) =1080, R =
0.051, Rw=0.064, B FURAKERGFE, A FRAFERNVEBEMHTIER. =08

1 FEARTFLEMASHY
Table 1 Positional and Thermal Parameters with ESD

atom x ¥y z B/A? atom x y z B/A?
Gal  0.24342(5) -0.58547(4) 0.22096(5) 4.13(2) | Cl14 0.1220(5) -0.1228(4) 0.5217(6) 5.9(2}
Ga2  0.49408(4)  0.06332(4) 0.26151(5) 4.02(1) | CI15 0.3143(4) ~0.4419(4) 0.1897(4) 4.0(1)
o1 0.0313(3) -0.1586(3) 0.4613(3) 6.0(1) Cl16 0.4314(4) -0.4969(3) 0.2469(4) 3.5(1)
02 -0.0616(3) -0.2949(3) 0.3791(3) 5.1(1) C17 0.5114(4) -0.4534(4) 0.2862(4) 3.7(1)
03 0.0418(3) -0.4425(3) 0.2372(4) 5.4(1) C18 0.6205(4) -0.5074(4) 0.3371(4) 3.7(1)
04 0.2288(4) -0.2526(3) 0.4518(4) 8.0(1) C19  0.6510(4) -0.6039(4) 0.3513(4) 4.0(1)
05 0.3860(3) -0.6396(3) 0.2179(3) 5.3(1) C20 0.5716(4) -0.6475(4) 0.3119(5) 4.3(1)
06 0.8012(3) -0.5114(3) 0.4141(4) 6.7(1) C21 0.4601(4) -0.5957(4) 0.2585(4) 3.8(1)
07 0.6770(3) -0.3751(3) 0.3656(4) 6.6(1) C22  0.1456(5) -0.6173(5) 0.0735(6) 7.0(2)
08  0.4426(3) -0.3326(3) 0.0554(3) 4.82(10) | C23 0.2643(6) -0.6200(5) 0.3568(6) 7.3(2)
09 0.3046(3) -0.2185(3) 0.1452(3) 4.36(9) | C24 0.3333(4) -0.3191(4) -0.0080(4) 3.9(1)
010  0.6429(3) -0.2933(3) 0.1534(3) 5.1(1) C25 0.2928(5) -0.3608(4) -0.1145(5) 5.2(2)
011  0.4149(3) -0.0736(3) 0.2831(3) 4.70(10) [ C26 0.1811(6) -0.3448(5) -0.1705(5) 6.1(2)
012  0.5821(3)  0.1156(3) 0.2368(4) 6.3(1) C27  0.1096(5) -0.2875(5) -0.1221(6) 6.0(2)
013  0.9978(4) -0.1425(4) 0.1511(5) 9.0(2) C28  0.1498(5) -0.2445(4) -0.0172(5) 5.1(2)
014  0.9540(4) -0.0194(4) 0.0716(5) 8.5(2) C29 0.2602(4) -0.2587(4) 0.0395(4) 3.7(1)
N1 0.2419(3) -0.4404(3) 0.2405(3) 3.59(9) | C30 0.2484(4) -0.1193(4) 0.1694(5) 5.2(1)
« N2 0.7048(4) -0.4615(5) 0.3746(4) 4.9(1) C31 0.3190(5) -0.0815(4) 0.2770(5) 5.6(2)
N3 0.6014(3) -0.0810(3) 0.2531(3) 3.31(9) | €32 0.5031(4) -0.1627(4) 0.2946(5) 4.1(1)
N4 0.9376(4) -0.0623(4) 0.1220(5) 5.9(2) C33  0.6060(4) -0.1391(4) 0.3278(4) 3.9(1)
Cl  -0.0159(4) -0.1720(4) 0.5200(5) 5.0(2) C34 0.5663(4) -0.1225(4) 0.1355(4) 3.7(1)
C2  -0.0222(5) -0.1141(5) 0.6149(6) 6.4(2) C35 0.6375(5) -0.2201(4) 0.1046(5) 4.9(2)
C3  -0.0743(6) -0.1291(6) 0.6673(6) 7.1(2) C36 0.6291(4) 0.3798(4) 0.0847(5) 5.2(2)
C4 -0.1226(6) -0.2008(7) 0.6236(7) 7.4(2) C37 0.5168(5) -0.3718(4) 0.0021(5) 4.9(2)
C5 -0.1169(5) -0.2600(5) 0.5289(6) 6.1(2) C38 0.7158(4) -0.0747(4) 0.2986(4) 3.7(1)
C6 -0.0649(4) -0.2448(4) 0.4763(5) 4.6(1) C39 0.7340(3) -0.0231(3) 0.2335(4) 3.2(1)
C? -0.0522(5) -0.3956(5) 0.3602(6) 6.3(2) C40 0.8221(4) -0.0661(4) 0.2043(4) 3.8(1)
C8 -0.0519(5) -0.4353(5) 0.2507(7) 6.7(2) .| C41 0.8444(4) -0.0153(4) 0.1528(4) 3.8(1)
co 0.0446(4) -0.3544(4) 0.2215(5) 5.0(1) C42  0.7794(4) 0.0787(4) 0.1284(4) 4.3(1)
C10  0.1280(4) -0.3766(4) 0.1755(5) 4.7(1) €43 0.6920(4) 0.1219(4) 0.1568(5) 4.4(1)
Cl11  0.2820(4) -0.4030(4) 0.3585(4) 4.1(1) Ca4  0.6661(4) 0.0719(4) 0.2084(5) 3.9(1)
C12  0.2869(5) -0.3007(4) 0.3868(5) 5.5(2) C45 0.3586(5) 0.0891(5) 0.1304(6) 6.6(2)
C13  0.1863(5) -0.1495(4) 0.4552(6) 6.5(2) C46  0.5122(5) 0.1082(5) 0.4122(5) 6.0(2)
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BREREKTHBBRELEHERN, BRE—2FBL, BN Ga-0 &, MBLKEH-15-E -5 &
BNEFULREYS Ga JEFHEE, T Ga R TR MUBNIA, T N1-Gal-05 8 F K 93. 2°, i%

/NTFHAE AT 109. 5°,
C22-Gal-C23 IR M E 128. 1°,

X FERH AT Gal-N1-C15-C16-C21-05-Gal By 3¢ R A, T
BHILATES Ga EFLAT—1THMBAMUEEP, Gal-N1,

Ga2-N3 B K 42518 0. 2125nm 1 0. 2112nm; Gal-05, Ga2-012 &K 4> %)% 0. 1918nm F

0. 1926nm, X 85 SCHR IR 2 A9 F 9 Ga-N il Ga-0 BEEIE >4,
£2 FEEKNER
Table 2 Selected Bond Distances and Bond Angles

bond distance/nm bond distance /nm bond distance /nm
Gal-N1 0.2125(4) Gal-C23 0.1947(7) Ga2-C45 0. 1955(6)
Gal-05 0.1918(4) Ga2-N3 0.2130(4) Ga2-C46 0.1941(6)
Gal-C22 0. 1943(6) Ga2-012 0.1926(4)
angle (°) angle () angle (°)
05-Gal-N1 93.2(1) N1-Gal-C22 109. 8(2) C45-Ga2-C46 127.7(3)
05-Gal-C23 104. 3(2) C22-Gal-C23 128. 1(3) N3-Ga2-C46 109.1(2)
N1-Gal-C23 110.7(2) 012-Ga2-C45 102.5(3) 012-Ga2-C46 105. 3(2)
05-Gal1-C22 104. 5(2) N3-Ga2-C45 113.1(2) 012-Ga2-N3 92.3(1)
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Crystal Structure of Complex Dimethylgallium
-[4-nitro-2- (N-benzo-15-crown-5)-1-phenoxide]

BI Wu ZHANG Jin-Qi* SHEN Xi TIAN Jing-Zhi
( Department of Chemistry, Nanjing University, Nanjing 210093)
ZOU Hui-Xian
( Department of Environment Science and Engineering, State Key Laboratory of Pollution and Resource Reuse,
Nanjing University, Nanjing 210093)

The complex dimethylgallium-[4-nitro-2-(N-benzo-15-crown-5) -1-phenoxide] (C23H3N:0:Ga)
has been synthesized by the method reported. The crystal X-ray diffraction analysis shows that the
crystal belongs to the triclinic with space group P1, M =517. 23 and the unit cell parameters: a =
1.4501(2), b=1.5090(2), ¢c=1.3865(6)nm, a=105.58(1), B=117.26(2), y=66.812(8)°,
V=2.464546nm*, Z=4, Dc=1.39g * cm™®, p=11.6ecm™', F(000) =1080, R=0.051,

Rw =0.064. The coordination number of Ga is four and the gallium atom is located in a distorted
tetrahedron structure.

Keywords: trimethylgallium azacrown ether crystal structure



