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Table 2. Atomic coordinates and displacement parameters (in Ä2). 

A b s t r a c t 
C18H21NO3, o r thorhombic , P 2 i 2 , 2 i (No. 19), a = 7 .689(1 ) Ä, 
b = 17.711 (2) Ä, c = 23 .164(2) Ä , V = 3154 .5 Ä 3 , Ζ = 8, 
Rgt(F) = 0 .070, wR(F) = 0 .052 , Τ = 2 9 3 Κ. 

S o u r c e of mater ia l 
T h e ti t le c o m p o u n d w a s f o r m e d in 9 6 % yield f r o m (25,55,10Ä)-
2 - b e n z y M - a z a - 4 - o x a t r i c y d o [ 8 . 3 . 0 . 0 5 ' t r i d e c - 8 - e n - 7 , 1 3 - d i o n e 
( I ) by cata lyt ic hyd rogena t ion [10% Pd(C)] of the e n o n e sys t em 
in e thyl acetate at a tmospher i c pressure . T h e α , ß -unsa tu ra t ed 
ke tone I w a s ob ta ined as a s ingle d ias te reomer (de > 95 %) 
th rough spon taneous in t ramolecula r Michae l - t ype cycl iza t ion 
(donor : hydroxy l g r o u p - acceptor : d ienone) of l - [ ( 5 ) - l ' - b e n z y l -
2 ' -hydroxye thy l ] -1 -azasp i ro[4 .5]deca-6 ,9-d ien-2 ,8-d ione [ 1 ]. 

Table 1. Data collection and handling. 

Crystal: colourless prism, size 0.2 χ 0.25 x 0.45 mm 
Wavelength: Mo Ka radiation (0.71073 Ä) 
μ: 0.90 cm"1 

Diffractometer, scan mode: Bruker AXS P4, ω 
2ömax: 55° 
WlW)measured, N(hkl)u„iquC: 9641,7204 
Criterion for Fobs, N(hkl)it·. Fobs > 3 arfobs), 4003 
N(param)n fined: 397 
Program: SHELXTL-plus [2] 

Atom Site X y ζ C/iso 

H(12A) 4 a -0.1490(5) 0.8471(3) 0.3820(2) 0.08 
H(12B) 4 a -0.1455(5) 0.9346(3) 0.3925(2) 0.08 
H(13A) 4 a -0.3212(5) 0.8275(3) 0.4581(2) 0.08 
H(13B) 4a -0.3742(5) 0.9122(3) 0.4492(2) 0.08 
H(16) 4a 0.0511(5) 0.9550(2) 0.5746(1) 0.08 
H(17A) 4a 0.3499(6) 0.9714(2) 0.5445(2) 0.08 
H(17B) 4 a 0,2127(6) 1.0179(2) 0.5093(2) 0.08 
H(19) 4 a 0.1215(5) 0.9800(2) 0.4183(1) 0.08 
H(11A) 4 a 0.1793(5) 0.9169(2) 0.3359(2) 0.08 
H(11B) 4a 0.3614(5) 0.9384(2) 0.3615(2) 0.08 
H(11C) 4a 0.0855(6) 0.7713(2) 0.3580(2) 0.08 
H(11D) 4a 0.2296(6) 0.7229(2) 0.3883(2) 0.08 
H(11E) 4 a 0.1944(5) 0.7928(2) 0.4720(1) 0.08 
H(11F) 4 a 0.0097(5) 0.7629(2) 0.4548(1) 0.08 
H(11G) 4a 0.2662(5) 0.8315(2) 0.5631(1) 0.08 
H(11H) 4a 0.0810(5) 0.8212(2) 0.5903(1) 0.08 
H(116) 4a 0.0051(6) 0.8907(3) 0.6794(2) 0.08 
H(117) 4a 0.1063(9) 0.9412(3) 0.7671(2) 0.08 
H(118) 4a 0.403(1) 0.9623(3) 0.7805(2) 0.08 
H(119) 4a 0.5955(8) 0.9385(3) 0.7061(2) 0.08 
H(120) 4a 0.4975(6) 0.8813(3) 0.6213(2) 0.08 
H(22A) 4a -0.1503(5) 0.6519(3) 0.7726(2) 0.08 
H(22B) 4a -0.1561(5) 0.7333(3) 0.7990(2) 0.08 
H(23A) 4a -0.3764(6) 0.6871(3) 0.8508(2) 0.08 
H(23B) 4 a -0.3056(6) 0.6043(3) 0.8460(2) 0.08 
H(26) 4a 0.0635(5) 0.7048(2) 0.9776(1) 0.08 
H(27A) 4 a 0.3577(5) 0.7320(2) 0.9472(2) 0.08 
H(27B) 4 a 0.2148(5) 0.7869(2) 0.9235(2) 0.08 
H(29) 4a 0.1164(6) 0.7770(2) 0.8294(1) 0.08 
H(21A) 4a 0.3431(6) 0.7585(3) 0.7603(2) 0.08 
H(21B) 4 a 0.1585(6) 0.7353(3) 0.7376(2) 0.08 
H(21C) 4a 0.0867(6) 0.5906(3) 0.7349(2) 0.08 
H(21D) 4a 0.2356(6) 0.5359(3) 0.7546(2) 0.08 
H(21E) 4a 0.2054(5) 0.5793(2) 0.8492(1) 0.08 
H(21F) 4a 0.0212(5) 0.5522(2) 0.8288(1) 0.08 
H(21G) 4a 0.2939(6) 0.5952(2) 0.9446(1) 0.08 
H(21H) 4a 0.1050(6) 0.5683(2) 0.9597(1) 0.08 
H(216) 4 a -0.0128(6) 0.6312(2) 1.0560(2) 0.08 
H(217) 4a 0.0456(8) 0.6329(3) 1.1550(2) 0.08 
H(218) 4a 0.3247(9) 0.6058(3) 1.1879(2) 0.08 
H(219) 4a 0.5454(7) 0.5811(3) 1.1227(2) 0.08 
H(220) 4a 0.4904(6) 0.5862(2) 1.0219(2) 0.08 
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Table 3. Atomic coordinates and displacement parameters (in Ä2). 

Atom Site X y ζ Uu Ü22 U3} Ui2 Ui} Uu 

C( l l ) 4 a 0.0337(5) 0.8774(2) 0.4436(2) 0.034(2) 0.059(3) 0.044(2) -0.001(2) -0.004(2) 0.008(2) 
C(12) 4 a -0.1387(5) 0.8860(3) 0.4107(2) 0.036(2) 0.080(3) 0.061(2) -0.003(2) -0.008(2) 0.014(2) 
C(13) 4 a -0.2791(5) 0.8785(3) 0.4568(2) 0.036(3) 0.067(3) 0.089(3) -0.002(2) -0.004(2) 0.007(3) 
C(14) 4a -0.1897(5) 0.8989(2) 0.5123(2) 0.041(3) 0.054(3) 0.066(3) 0.002(2) 0.006(2) 0.011(2) 
0(14) 4 a -0.2577(4) 0.9127(2) 0.5590(1) 0.058(2) 0.095(3) 0.076(2) 0.007(2) 0.031(2) 0.006(2) 
N(15) 4a -0.0169(4) 0.9011(2) 0.5028(1) 0.032(2) 0.059(2) 0.048(2) 0.004(2) 0.001(2) 0.007(2) 
C(16) 4 a 0.1077(5) 0.9231(2) 0.5468(1) 0.048(2) 0.049(2) 0.035(2) 0.009(2) 0.005(2) -0.002(2) 
C(17) 4a 0.2535(6) 0.9681(2) 0.5183(2) 0.062(3) 0.051(3) 0.046(2) -0.002(2) 0.004(2) -0.001(2) 
0( 18) 4a 0.3114(3) 0.9329(1) 0.4661(1) 0.035(2) 0.053(2) 0.051(1) -0.003(1) -0.001(1) 0.001(1) 
C(19) 4 a 0.1765(5) 0.9319(2) 0.4238(1) 0.039(2) 0.051(2) 0.047(2) 0.003(2) 0.002(2) 0.008(2) 
C(110) 4 a 0.2595(5) 0.9079(2) 0.3669(2) 0.050(2) 0.061(3) 0.041(2) -0.003(2) 0.003(2) 0.005(2) 
C ( l l l ) 4a 0.3142(6) 0.8270(3) 0.3655(2) 0.051(3) 0.075(3) 0.034(2) 0.006(3) -0.000(2) -0.003(2) 
0(111) 4 a 0.4552(4) 0.8074(2) 0.3478(1) 0.069(2) 0.101(3) 0.074(2) 0.019(2) 0.027(2) -0.001(2) 
C( 112) 4a 0.1787(6) 0.7722(2) 0.3855(2) 0.058(3) 0.057(3) 0.052(2) 0.006(3) -0.006(2) -0.004(2) 
C(113) 4a 0.1028(5) 0.7961(2) 0.4440(1) 0.043(2) 0.056(3) 0.052(2) -0.003(2) -0.002(2) 0.004(2) 
C(U4) 4a 0.1741(5) 0.8563(2) 0.5837(1) 0.057(3) 0.049(3) 0.048(2) 0.008(2) 0.000(2) 0.002(2) 
C(115) 4a 0.2413(6) 0.8836(2) 0.6413(2) 0.056(3) 0.043(2) 0.045(2) 0.005(2) 0.009(2) 0.004(2) 
C(116) 4 a 0.1266(6) 0.9004(3) 0.6854(2) 0.067(3) 0.073(3) 0.054(3) 0.017(3) 0.011(3) 0.012(2) 
C( 117) 4 a 0.1880(9) 0.9305(3) 0.7369(2) 0.123(5) 0.094(4) 0.046(3) 0.044(4) 0.021(3) 0.004(3) 
C(118) 4 a 0.363(1) 0.9434(3) 0.7440(2) 0.134(6) 0.086(4) 0.065(3) 0.023(4) -0.032(4) -0.017(3) 
C(119) 4 a 0.4748(8) 0.9260(3) 0.7015(2) 0.083(4) 0.091(4) 0.102(4) -0.010(4) -0.032(4) -0.017(4) 
C( 120) 4 a 0.4158(6) 0.8965(3) 0.6504(2) 0.051(3) 0.080(3) 0.070(3) 0.000(3) 0.003(2) -0.009(3) 
C(21) 4 a 0.0363(5) 0.6675(2) 0.8364(1) 0.038(2) 0.055(3) 0.035(2) 0.005(2) 0.001(2) -0.008(2) 
C(22) 4 a -0.1412(5) 0.6807(3) 0.8076(2) 0.050(3) 0.086(3) 0.048(2) 0.006(3) -0.001(2) -0.002(2) 
C(23) 4a -0.2741(6) 0.6561(3) 0.8523(2) 0.037(3) 0.108(4) 0.072(3) 0.007(3) -0.002(2) -0.005(3) 
C(24) 4a -0.1822(6) 0.6641(3) 0.9091(2) 0.051(3) 0.065(3) 0.057(3) 0.006(3) 0.002(2) -0.008(2) 
0(24) 4 a -0.2465(4) 0.6632(2) 0.9575(1) 0.059(2) 0.109(3) 0.059(2) 0.001(2) 0.020(2) 0.001(2) 
N(25) 4 a -0.0104(4) 0.6730(2) 0.8983(1) 0.034(2) 0.061(2) 0.044(2) -0.001(2) 0.001(2) -0.003(2) 
C(26) 4 a 0.1171(5) 0.6829(2) 0.9442(1) 0.052(3) 0.053(3) 0.036(2) 0.003(2) -0.003(2) -0.009(2) 
C(27) 4a 0.2580(5) 0.7361(2) 0.9225(2) 0.062(3) 0.059(3) 0.045(2) -0.010(3) -0.006(2) -0.009(2) 
0(28) 4 a 0.3110(3) 0.7197(2) 0.8646(1) 0.045(2) 0.069(2) 0.051(1) -0.008(2) -0.002(1) -0.005(1) 
C(29) 4a 0.1706(6) 0.7286(2) 0.8248(1) 0.050(3) 0.052(3) 0.047(2) 0.003(2) -0.001(2) 0.004(2) 
C(210) 4 a 0.2491(6) 0.7233(3) 0.7646(2) 0.063(3) 0.078(3) 0.048(2) -0.002(3) 0.006(2) 0.011(2) 
C(211) 4 a 0.3121(7) 0.6459(3) 0.7507(2) 0.058(3) 0.099(4) 0.035(2) 0.017(3) 0.000(2) -0.003(2) 
0(211) 4 a 0.4555(4) 0.6341(2) 0.7315(1) 0.069(2) 0.156(4) 0.070(2) 0.031(2) 0.024(2) -0.003(2) 
C(212) 4a 0.1820(6) 0.5841(3) 0.7612(2) 0.077(3) 0.066(3) 0.048(2) 0.026(3) -0.007(2) -0.014(2) 
C(213) 4 a 0.1107(5) 0.5893(2) 0.8233(1) 0.055(3) 0.058(3) 0.048(2) 0.001(2) -0.003(2) -0.008(2) 
C(214) 4 a 0.1908(6) 0.6067(2) 0.9663(1) 0.065(3) 0.054(3) 0.047(2) 0.007(2) -0.004(2) -0.005(2) 
C(215) 4a 0.2329(5) 0.6084(2) 1.0296(2) 0.052(3) 0.042(2) 0.050(2) 0.002(2) -0.003(2) -0.006(2) 
C(216) 4 a 0.1034(6) 0.6218(2) 1.0693(2) 0.062(3) 0.061(3) 0.060(3) 0.006(3) 0.009(2) 0.008(2) 
C(217) 4 a 0.1370(8) 0.6224(3) 1.1279(2) 0.107(5) 0.081(4) 0.053(3) 0.010(4) 0.026(3) 0.011(3) 
C(218) 4 a 0.3023(9) 0.6062(3) 1.1471(2) 0.143(6) 0.066(3) 0.048(3) 0.000(4) -0.018(4) 0.009(3) 
C(219) 4 a 0.4309(7) 0.5923(3) 1.1086(2) 0.081(4) 0.075(4) 0.076(3) 0.015(3) -0.029(3) 0.002(3) 
C(220) 4a 0.3982(6) 0.5937(2) 1.0493(2) 0.063(3) 0.065(3) 0.060(3) 0.015(3) -0.006(3) -0.003(2) 
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