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Abstract: A novel super molecule [Na(CgpHgO,)]|TAu(SCN),|~ was obtained by extraction of calix[4] arene (L) for

an aqueous solution containing [AuCly], and NaCl into CH,Cl,. The crystal structure and properties of the title

super molecule were characterized by single-crystal X-ray diffraction, IR and '"H NMR spectra. The X-ray single

crystal structure analysis shows that the crystal was Tetragonal system with space group P4/n and the unit cell

parameters were as follows: @=2.880 8(18) nm, 5=2.8808(18) nm, ¢=2.292 4(5) nm, and final R indices [[>20(])]:

R,=0.048 5, wR,=0.106 1. CCDC: 243229.
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Table 1 Crystal data and structure refinement for

super molecule

Identification code P4/n
Empirical formula CoHpAu,NyNa, 0158,
Formula weight 1 463.57
Temperature / K 291(2)
Crystal size / mm 03 x0.3x04
0 range for data collection / (°) 0.89 to 27.56
Index ranges 0<h=<l6,
-16 < k <16,
-29 <[ <29

13 073 / 4 139 [R(int)=0.043 3]

Reflections collected / unique
Refinement method Full-matrix least-squares on F?

4139/41/225

Data / restraints / parameters

R, (I>20(1) 0.048 5
wR, (I>20(1)) 0.106 1
R, (all data) 0.071 9
wR, (all data) 0.114 0

Fx2 WMHEKMER
Table 2 Selected bond distances angles (nm) and selected bond angles (°)

Au(1)-S(1)#1 0.234 74(8) Na(1)-0(3)#4
Au(1)-8(1) 0.234 74(8) Na(1)-0(3)
Au(1)-8(1)#2 0.234 74(8) Na(1)-0(3)#5
Au(1)-S(1)#3 0.234 74(8) Na(1)-0(3)#6
S(1)-C(16) 0.164 9(3) Na(1)-0(2)#6

C(16)-N(1) 0.114 1(4) Na(1)-0(2)#5

S(1)#1-Au(1)-8(1) 177.45(5) 0(3)#4-Na(1)-0(3)#5

S(1)#1-Au(1)-S(1)#2 89.972(1) 0(3)-Na(1)-0(3#5

S(1)-Au(1)-S(1)#2 89.972(1) O(3)#4-Na(1)-0(3#6

S(1)#1-Au(1)-S(1)#3 89.972(1) 0(3)-Na(1)-0(3/#6

S(1)-Au(1)-S(143 89.972(1) 0(3)#4-Na(1)-02)#5

S(1)#2-Au(1)-S(1)#3 177.45(5) 0(3)-Na(1)-0(2)#5

C(16)-S(1)-Au(1) 106.02(10) 0(3)#5-Na(1)-02)#5

N(1)-C(16)-S(1) 176.003) 0(3)#6-Na(1)-02)#5

0(3)#4-Na(1)-0(3) 80.80(4) 0(2)#6-Na(1)-0(2)#5

0.244 29(16) Na(1)-0(2) 0.256 3(2)
0.244 29(16) Na(1)-0(2)#4 0.256 3(2)
0.244 29(16) C(12)-03) 0.142 9(3)
0.2.442 9(16) C(13)-02) 0.118 2(3)
0.256 3(2) C(13)-0(1) 0.133 1(3)
0.256 3(2) C(14)-0(1) 0.148 8(4)
132.87(10) 0(3#4-Na(1)-0(2) 78.77(6)
80.80(4) 0(3)-Na(1)-0(2) 65.17(6)
80.80(4) 0(3)#5-Na(1)-0(2) 129.54(6)
132.87(10) 0(3)#6-Na(1)-0(2) 149.52(6)
149.52(6) 0(2)#6-Na(1)-0(2) 112.89(11)
78.77(6) 0(2)#5-Na(1)-0(2) 7221(5)
65.17(6) 0(3)#4-Na(1)-0(2)#4 65.17(6)
129.54(6) 0(3)-Na(1)-0(2) 129.54(6)
72.21(6)




- 382 - x Hl

-

9521 %

Kl 2 bR o A S 0 oy T AR L X5
LI R, PR TR A U R
2 [EHEN PAin, ZALE Y KB BH 25 - [NaL]*(L=
5,11,17,23-DU 4L T 3£-25,26,26,28-P [ £ & H:H
ABL R[4 TR, Ak 22 20 CeHgO,) AT B B
[Au(SCN),| 38 i # f 1 45 & BN 8 o T &9, 78
BCPHES 7 [NaL|'f 25t 5o, e 00 TR AR
[41CERE TN s 4 B EE 4 4
B BE R BC A A B — A 8 LA B S AR IREE B A
o8 M TC P 25 - [NalL]* o 2 5 FC A 1 1 A i 48 i £~ 1
DO A AU 45 F R L — A 58 6w, HE AT
T B P AP T AR BFAT A0 B AP 1w B
B35 0.097 66 nm 1 0.141 67 nm; H FHE T
AN R C O T PRI BH S - LA AR R 1Y B
KM,

2 B TALE P[Na(CoHgO ) TAu(SCN),] - H,O
(¥ 43 -4 Hg 1)
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