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Fig. 1 Structures of compounds 1 and 2
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FEL S YN N B ER B AT R DR A R Y A R A R AT DL A
AF AR TR, B 20 A9 1 19" H NMR 3%, 4 2D 'H-"H COSY %, HLHR
ARIRERBI BB o TR A A5 5 40 0 B & 7. 14, 7. 24 F1 7. 215 Jfila] ER IRy 3 A4
55 IAE 0 7.35, 7.05 il 7.41. T2 BIAHAR R N 71 LBk /e A . H-3
S I T AR (0 5. 27). #F 1D NOESY sz, ve#ik H-2", 6"}, 8 3. 94 {F
519 NOE 1§ 25 K2y /& 6 4. 67 19 5 4%, BHIHJE T H-2Ha, 1 6 4. 6704 H-2Hb. fb&
W1 HERFRSHEE 1
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Table 1 'H NMR data of compound 1

Positions OH J/Hz Positions OH J/Hz
1 — 2'
2Ha 3.94 t 8.29 3’ 7.41d 1. 96
2Hb 4.67 t 8.12 4’
3 5.27 t 8.12 5' 7.05 dd 8.40, 1.96
4 — 6' 7.35 bd 8. 40

o
\
==

6 2.56~2.71 bm 2" 7.14 bd 7. 40
7Ha 2.91 m 3" 7.20~7.26 bm
7Hb 2.56~2.71 bm 4" 7.21 bm

7a — 5" 7.20~7.26 bm

1’ — 6" 7.14 bd 7. 40

AP 11 1D NOESY 52565 2 73 1] e 458 UK (8] — 5848 B6 70 28 BR IRUIC i vh 9 G A
SO HEEME 2 ARz E K NOE Bizs. B 2(b) 8w, X A 5r H6' (o
7.35) MEATEEBEE M R BT, 6 7. 14, 7.05 F1 3. 94 {55 I NOE ## 25, H o 7. 14 KA
WHEUREEM H-2", 6"f55. B 2o Xt R B IE M H-2", 6"#fT ik Btk k. 6 7. 35,



76 S S %25 %
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i NOE $ £ 5 R 18] G 28, KPR B 55 (8] — S R R0 Ak 1 XUSR 45 4 1) [ — I TG A
a1, C-3 M PRk g & o 2, BL SR & ms BB S A% 46 & Y 454
R, X RS TR . B S A RL. dydt, HEWT S R SR AE R 5 — TR Y
RGE. LS 1 SRS 1A R,

(c) 2Ha

2Hb
| j
(b)

2Ha

(@)

| A

8.0 7.0 6.0 5.0 4.0 3.0 2.0

B2 &% 118 1D NOESY L5045 R
(a) WP H % (b M ()N 1D NOESY ¥, Bl e 83 % 5 5 /& H-6" 1 H-2", 6"
Fig. 2 NMR spectra of compound 1

(a) normal spectrum, (b) and (¢) 1D NOESY spectra with selective excitation of the H-6" and H-2", 6"
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C-5. KW 3Ca) k& 2 9 H NMR . M 4E 2D 'H-'H COSY #1 1D NOESY 5256 45 3 .
] &R H-3", H-5"HF1 H-6"(5 5 /3 5l 8T 6 7. 43, 7. 27 F1 6. 98, 1 A Bk Jie B4 11
H-5 1T 6 5. 11, R4 2D 'H-'H COSY i 5 6 5. 11(H-5) BN 6, ml #fiiA o
2.13 f1 6 2.53 43 %1% H-4Ha il H-4Hb ({5 5. K35 L H Q2 -CHO {55 kg,
WAE S 2.36. (GW 2 M EFESHERLE 2.

A9 2 15 1D NOESY 5256 2 43 7] % #8380 k [R] — SR B2 i) H-6"F1 P4 It ik 2R 9 H-5
55, FFHEFEWE H-3 19 NOE 25, K 3(b) R, % H-5(8 5. 11 {55 47 e FME
KHF, H-10", H-6”, H-12"Ha 1 H-4Hb 435774 1. 27%., 2.15%, 1. 94% F1 5. 73%
NOE 425, HE®A H-3 i NOE (55 B, B4b, 8 3(c) B, % AR 5ER H-6"
(8 6. 9 E AT MM A BT, BT H-5 fl H-12"Ha 4}, 845 H-3(5 2.83), H-12"
Hb(s 4. 50)F1 H-4Ha(s 2. 13) 28 91/ 1. 33% . 1. 39% F1 0. 39% i NOE 3425, #H48
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Table 2 'H NMR data of compound 2
Positions Sn J/Hz Positions Sn J/Hz

1 — 2" 2.53 m
2 — 3" 1.46~1.62 bm
3 2.83 m 4" 1.46~1.62 bm

4Ha 2.13 m 5" 1.46~1.62 bm

4Hb 2.53 m 6" 2.53 m
5 5.11 dd 9.23, 2.24 7" 2.53 m

1’ — 8" 1.80 m

2' — 9" 3.30 m

2'-CHj; 2.36 s 10" 8.02 bm

3’ — 11" —

4! 7.30 d 7.65 12"Ha 3.18 d 16. 81
5' 7.10 t 7.65 12"Hb 4.50d 16. 81
6' 6.98 d 7.65 1” —

7' 4.45 m 2" —

8’ 6.50 bm 3" 7.43 d 2.24
9’ - 4" -

10’ 2.54 m, 2.83 m 5" 7.27 dd 8.40, 2.24

1" — 6" 6.98 d 8. 40
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Fig. 3 NMR spectra of compound 2

(a) normal spectrum, (b) and (¢) 1D NOESY spectra with selective excitation of the H-5 and H-6"
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Stereochemistry of a Chiral y-Lactams

SUN Wei', MIAO Zhen-chun®, XIAO Jun-hai®, LI Song®** , YANG Xiao-hong'"
(1. School of Pharmaceutical Sciences, Jilin University, Changchun 130021, China;

2. Institute of Pharmacology and Toxicology, Academy of Military Medical Science, Beijing 100850, China)

Abstract: A known chiral center was introduced to the key intermediate of 7a-(2, 4-Di-
chloro-phenyl)-3-phenyl-2, 3, 4, 6, 7, 7a-hexahydro-5 H-pyrrolo [ 2. 1-b ] oxazole-5-one.
The stereochemistry of the intermediate and product compounds was studied by 2D

"H-'H COSY spectroscopy and 1D NOESY spectroscopy.

Key words: NMR, stereochemistry, 2D '"H-'H COSY spectroscopy, 1D NOESY spec-

troscopy, chiral compound

* Corresponding author: Li Song, Tel:010-66931250, E-mail: lis@ nic. bmi. ac. cn; Yang Xiao-hong, Tel:0431-
85619660, E-mail:xiaohongyang88@126. com.



