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o(1) 2832(2)  2390(1) 3963(2)  5I1(1) || C(13)  1666(3) 425(2)  5218(3)  63(2)
o(2) 2395(2) 2503(1) 1726(2)  46¢1) || CC14)  1990(3) 1071(2)  4711(3)  54(2)
N(D 670(2) .  2658(2)  2586(2)  42(1) | CU5)  2248(3) —925(2)  —838(3)  76(2)
N(2) 4547(2) 2143(2) 2065(2)  44C1) || c1e)  1463(D) —1090(3)  5567(5)  92(3)
cw 2806(3) 1080(2) 777(3)  48(2) | cu7)  5438(4) 1790(3) 2633(4)  58(2)
c@),  2863(3) 448(2) 82(3)  52(2) | C(18)  5878(3) 2426(3)  2035(3)  75(2)
c@3) 2210(3)  —238(2) —45(3)  47(2) [ c1®)  6289(3) 3186(3)  2732(3)  78(2)
cw) 1506(3)  —283(2) 535(3)  55(2) || C(20)  5403(3) 3505(2)  3142(3)  70(2)
c(s) 1466(3) 342(2) 1250(3) - 50(2) || c(21)  5009(3) 2844(2)  3730(3)  57(2)
c(6) 2114(3) 1047¢2)  1386(3)  38(1) || C(22) 319(3) 3345(2) 1794(3)  52(2)
c(n 2065(3) 1764(2) 2132(3)  39(1) | €23 212(3) 4138(2)  2364(3)  63(2)
c(8) 2864(3) 1645(2) 3384(3)  40C1) | c24)  —600(3) 4032(2)  2971(3)  72(2)
c(9) 2522(3) 921(2) 3954(3)  41(2) || c(25)  —306(3) 3283(2) 3699(3)  65(2)
cao  2730(3) 104(2) 3777(3)  51(2) || C(26)  —185(3) 2523(2)  3080(3)  54(2)
cU1  2403(3)  —532(2) 4301(3)  59(2) [ c27)  4082(3) 1507(2)  3486(3)  44(2)
c12)  1858(3)  —385(2) 5032(3)  59(2) | C(28) . 849(3) 1901(2) 2046(3)  45(2)

» S 5 I EIE U 2 SCHIERY UK BBy 1/3. .
®2 #HxD
o(1)—H 0.855(28) | C(9)—C(14) 1.402(6) €(3)—C(15) 1.529(5)
0(2)—H 0.899(30) | CU12)—C(16) 1. 517(7) c(7)—C(8) 1.592¢4)
N(1)—C(26) 1.474(5) CU7)—C(18) 15177 C(8)—C(9) 1.535(5)

. N(@2)—C(17) 1.477(6) C(19)—C(20) 1.511(7) C(9)—C(10) 1.391(5)
N(2)—C(27) 1. 473(5) c(22)—C(23) 1. 516(5) C0)—CcI1) 1. 383(5)
c(1H—C(6) 1.386(6) C(24)—C(25) 1. 503(5) cun—cu2) 1.386(6)
c(2)—C(3) 1.371(5) 0(1)—C(8) 1. 433(4) c12)—CU3) 1.376(5)
C@3)—Cc4) 1.370(6) 0(2)—C(7) 1.435¢4) - || C(13)—C(14) 1. 380(6)

- C(H—C(5) 1. 388(5) N(1)—C(22) 1. 474(4) C(18)—C(19) 1.511(6)
C(5)—C(6) 1.391(5) N(1)—C(28) 1.473(4) c0)—Cc21d 1.506(6)
c(6)—C(n) 1.528(5) N(2)—C(21) 1. 488(4) C(23)—C(24) 1.525(7)
C(7)—C(28) 1.544(5) c(H—c(2) 1. 385(5) €(25)—C(26) 1.510(6)
c(8)—C(27) 1.542(5) -

£33 #AO

C(8)—0(1)—H 107.5(20) | C(1H—C(8)—C(9)  113.0(2) C(6)—C(7)—C(8)  113.2(2)
C(H—C(B)—C(7) 120. 6(3) C(N—C(8)—C(27)  111.9(3). | C(B)—C(T)—C(28) 111 1(3)
O(D—C(7)—C(6)  108.8(3) C(8)—C(9)—C(10)  123.2(3) O(1)—C(8)—C(9)  109. 2(3)
0(2)—C(7)—C(28)  106. 1(2) C(NH—0(2)—H' 106.6¢19) || O(—C(8)—C(27)  107.3(2)
C(6)—C(7)—C(28)  109.5(2) C(5)—C(6)—C(7) - 123.4(3) C(—C(B—C(27)  107.7(2)
0(1)—C(B)—C(7)  107.6(2) 0(2)—C(71)—C(8)  107.8(2) . || C(B—C(H—C(I4)  119.9(3)
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- MNEA1FBHPIBLFHRC.Coly 2AFURETF, FEERET X PHRE URE-N-LHE
MR, ATLUER, meso Ml & ¥k, A CMEM ¢ RMEMKEEWF, B 2 MERME
A GRIERE LA RF TR R SR RIBSEHWHIE, 5 TH07 0,5 0,.0, 5 N,,0, 5 N, #
AEMEARMRE, EMNZMMAERESSHH: 00~0; 2.754; 0,~N, 2.75A; 0,~N, 2.72
A. EREREO, ENLO EN ZHERT 2 M FHER, K 2 AR HEO S
O ZIMREM 1 MERY, NEREE, BRRREM 2 8RB ERE.



B EHA, BER C—C KR 1.5924, LEH C—CHK L5AUK, BRTH
FrEERAVBEERAT=EHROZRERZN, TERXTEE. IFiTcC—CRSEHE
EER, H CNDO/2 J3BI R T PTB 53 F i i F45 4.
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Studics on the Structure of
1, 4-Dipiperidinyl-2, 3-bis (4-methylphenyl)-2, 3-Butanediol (dl)

Yin Zhan{eng
(Department of Applied Cheomistry, Nunjing Institule of Chemivel Téchnology, Nanjarg)
Wang Guoxiong, Zhou Zhaolin, Feng Juncai .
(Depurtment of Chemistry, Nanjing University, Nau jing)
Zhou Zhongyuan, Yu Kaibei
(Chengdu Center of Analysis and Determination, Acwdemia Sinica, Chengdu)

Abstract The crystal structure of 1, 4-dipiperidinyl-2, 3-bis (4-methylphenyl)-2, 3-butanediol (d!)
. was determined. Its electronic structure was studied by CNDO/2 method. Some structural characters
were discussed.
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