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Table2 Bond Lengths(})
1 bond length ‘ bond lengtli
bOIl d ‘ T V”’*""'—‘i T bon d %-‘7” T T
1 ‘ 2 ! 1 2

| ?
In—Br(1)|  2.460(3) O(5)—C(g) 1.418(32)  1.418(26)
Tn—Br(2), 2.452(3) | O(6)—C(r) 1.366(39) ' 1.411(29)
In——Br(S)l‘ 2.A37C4) '0(6)—C(s) 1.431(36) 1.460(32)
In—Br(4)7 2,452(4) C(g)»—C(h) 1.439(34) ; 1.396(41)
K—O(1)! 2.695(15) CCi)—CCj) 1.477(30) 1.476(38)
K—0(2)| 2.738(19) ‘ C(g)—C(r) 1.467(46) 1.470(31)
K—O(3)| 2.742(11) ' C(s)—C(t) 1.488(45) 1.257(35)
K—O(4)| 2.703(15) 1 [C(a)—C(b)| 1.472(43) 1.359(37)
K—0(5)| 2.744018) | %C( b)—C(c) 1.315(56)  1.373(42)
K—O(6)| 2.662(22) ‘ ‘C(c)—C(d) 1.320(54) 1.368(41)
K—0 2.657(15) C(d)—~CCe)|  1.436(47) = 1.313(31)
OC1)—-C(a) 1.350(36) 1.345(29) |C(e)—C(f) 1.424(48) : 1.391(33)
OC1)—C(t) 1.343(33) i 1,465(31) |[C(a)—C(f) 1.303(40) | 1.439(35)
OC2)—C(f)| 1.408(29) ‘ 1.312027) JC(k)—C(1)  1.377(34) ; 1.356(29)
OC2)—C(g)| 1.414G38) | 1.422¢29) CCly—C(m)  1.452(30) | 1.377(35)
O(3)—~CC(h)| 1.100(25) | 1.438(36) |C(m)—C(u) 1.366(43) , 1.387(39)
0(3)—C (i)} 1.384(24) ‘ 1.440(30) |C(n)—C (o) 1.321(47) I 1.375(37)
O(4)—C(j)| 1.419(26) f 1.424(29) fc<o>—c<,p> 1.469(38) ; 1.339(30)
O(4)—C(k)y| 1.351(27) | 1.335(25) |C(p)—C(k)l 1.380(33) 1.439(29)

O(5)—C(p) 1.358(30) 1.348(24) :

i i

* in this rank, the number 1 or 2 st‘a'nds‘ for the first &esignation of each atom
except In, Br and K,for example,in the file 1 K-0¢2) is K-0(12> and O€1)—
C(a) is O1D—C(1a), in the file 2 O(1)—=C(a) is O(21)—C(Za), and so forth
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Table 3 Bond Angles(® )

t

bood angle !~~~*‘M
Br(1)-In-Br(2) | 110,

| 108.
1107.
108.
109.
111.

Br(1)-In-Br(3)
Br(1)-In-Br(4)
Br(2)-In-Br(3)
Br(2)-In-Br(4)
Br( 3)-In-Br(4)
0(1)-K-0(s)
O(1)-K-0(2)
0(2)-K-0(3)
0(3)-K-0(4)
O(4)-K-0(5)
0(5)-K-0(¢)
O(1)-K-0O
0(2)-K-0
0(3)-K-0
0(4)-K-0O
O(5)-K-0
0(6)-K-0O
C(a)-0(1)-C(t)
C(f)-0(2)-C(gy
C(h)-0(3)-C(1i)

C(j)-0C4)-C(k)!

C(p)-0O(5)-C(g)

|

\
L 62

{ 55.

ﬁ 82.
| 55,
' 61.

| 1o
{105
] 92
|

[ 86

| 116.
| 118.

111

3.
81.
119.

119,
C(r)~0(6)-C(S)}114.

1*

. |
8(1)
5(1)
1(1)
9(1)
(1)
7(2)
.906)
3(6)
L1(5)
6(4)
9(5)
3(6)
.2(5)
2(5)
.9(5)
7(5)
6(5)
.3086)
1(22)
7(20)
.8(15)
3(16)
8(19)
3(24)

degree

112.
116.
105.
112
116.
105.

2

8(19)
5(18)
3(19)

.4(16)

5(16)
5(18)

GCCsH-Ct)-0C1)

|

5

0(1)-C(a)-C( 1)
C(a)-CCf)~0(2)
0(2)-C(g)-C(6)
IC(g)-C(h)»-0(3)
0O(3)-C(i)-C(})
CCi)-C(i)-0c4)
0(4)-C(k)-C(p)
C(k)-C(p)-OC5)
10(5)-C(g)~C(r)
fc<g>~c<v>~o<b>
10C6)-C(s)-C(t)

C(b)-ClarC(l)
1ic<a)—-c<f>-‘c‘<'e>
[C(f)-CCe)-C(d)
Ce)-Cld)-Cle)
C(d)C(c)-Clhb)
ICle)-C(d)-Clc)
jc<k>—c< 1)-C(m)
'C(1)-C(m)-~C(n)
|C(m)-C(n)-Clo)
IC(n)-CCo)-C(p)
lcCor-Ciprciky
CCpr-clkr)-cly

i

* this is the same meaning as table 2

119.
113,
105.

108.1
‘109.

109.
111.
116.
111,
109.
114.
108,
116.
129,
112,
113.
136.
109,
118,
116,
130,
111,
123.
119.

| bood angle w“*~*“—*

degree

1

1(26) | 110.
5(24) | 116
922y | 112
6(18) | 113
5(16) | 107
2(10) | 111
9¢20) | 111
3(20) / 114
9(24) | 110
326) | 110
§(25) | 111
0(24) l 110
9(28) | 115
7(26) | 115
5(30) | 124
3(35) | 121
9(37) ’ 114.
9(31) | 120.
6(25) | 123
227) | 118.
4(31) | 117.
1(28) i 125.
3(25) j 11s.
T3 | s,

2

8(21)

.3(12)
LTI
.6(17)
.2(19)
.6(20)
.5(26)
L7(28)
.921)
.9(21)
.3(26)
.9(31)

8(25)
8(28)

.6(23)

7(24)
2(25)
7(22)
6(18)
0€20)
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CRYSTAL STRUCTURE OF HYDRATED
DIBENZO-18-CROWN-6-POTASSIUM
TETRABROMOINDATE(H)

Ye Ling Fun Yuguo
g €

(Institute of Theoreticel chemistry, Jilin University)

Zhou Zhixian Zhang Xianxin

(Department of Clemistrv, Zhengzhou University)

A complex of hydrated divenzo-18-crown-6-potassium tetrabromoindate
(E), KloBr,(C,,H,,04),-H.0, has been synthesized and its crystal str-
ucture has been determined by single crystal X-ray diffraction techniques
with a four circle diffractometer of Nicolet model Ry, The ctystal is mo~-
noclinic with space group P2'/n.The unit cell parameters are; a=8.727(5)
Ry 5=26.051(13) &, c=20.470(13) A, . A=92.73(5)°, z=4; 'One molecule
of dibenzo-18 -crown-6(PDBI8CEH) and one molecule of water are coordinated
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to the potassium ion, another molecule of DB18C6 is in the form of unco-
mplexed crown ether which exists in the crystal lattice, Anionic complex
InBr: has a tetrahedral configuration, The determination of crystal struc-
ture of I\(UB“ISCE): ‘InBr, ]}IZO provu}es saﬂa& hh;"breucal cons1derat1on for

elucidating the mechamsm of corresponding extractmn systﬂm of In(E)/

KBr/DB18C6-1, 2-C,H,Cl, ,

Keywords crystal structure crown ether indium exiraction



