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13-Deacetyl-taxchinin |, a taxoid having a rearranged 11(15—1)-abeo-taxane skeleton, has been isolated and identified from
plant cell cultures of Taxus chinensis. The compound has not previously been encountered in nature. Ilts structure was
elucidated by 1-and 2D NMR techniques including H-H COSY, HMQC, and HMBC experiments. This taxoid also provides
information for better understanding of structure-activity relationships and biosynthesis, as well as improving the quality control

of paclitaxel production.
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£ 200 L (10 g cetyl pyridinium chloride/100 mL distilled
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Figure 1. Chemical structure of 13-deacetyl-taxchinin L.
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7: R;=-H, Ry=-Bz
13-deacetyl taxchinin I

AR Rl = -AC, R2 =-Bz
taxchinin I acetate

Position 7 7 (taxchinin [ acetate)
1
2 6.27 (d, 7.5) 645 (d, 7.5) 645 (d, 8.1)
3 327 d, 7.5 3.10 d, 7.5) 310 @, 77
4
5 490 (d, 7.2) 494 (d, 7.2) 4.96 (d, 7.2)
6 2.60, 1.80 2.69, 1.80 2.69, 191
(each m, 15.4, 8.3 Hz) (each m, 15.4, 8.3 Hz) (each m, 15.4, 8.3 Hz)
7 548 (t, 6.5) 559 (1, 6.5) 5.60 (1, 7.9)
8
9 6.06 (d, 10.2) 6.40 (d, 10.2) 6.42 (d, 11.0)
10 475 (d, 10.2) 6.50 (d, 10.2) 6.52 (d, 11.0)
11
12
13 4,53 (1, 7.5) 572 (t, 7.5) 572 (1, 74)
14 230, 1.75 241, 1.93 241, 2.00
(each m, 14, 7.5 Hz) (each m, 14, 7.5 Hz) (each m, 15, 7.5 Hz)
15
16 097 (s) 1.16 (s) 1.16 (s)
17 1.17 (s) 1.16 (s) 1.16 (s)
18 1.89 (s) 1.94 (s) 191 (s)
19 1.80 (s) 1.83 (s) 1.85 (s)
20 4.50, 4.10 4.49, 4.16 4.50, 4.19
(each d, 7.5 Hz) (each d, 7.5 Hz) (each d, 7.7 Hz)
4-Ac (Me) 221 (s) 217 (3 2.20 (s)
7-Ac (Me) 177 (s) 1.83 (s) 1.85 (s)
4-Ac (C=0)
7-Ac (C=0)
Bz (C=0)
Bz (C=0)
Ac (Me) 2.17 (s), 1.65(s) 2.20 (s), L.67(s),
15-OH 2.52 (s) 2.59 (s)

Figure 2. "H-NMR results of 13-deacetyl-taxchinin I,

13-deacetyl-taxchinin I acetate and taxchinine I acetate.
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RO 13-deacetyl taxchinin I
‘ 7': Ry=-Ac, R,=-Bz
17 \ taxchinin I acetate
N o
OAc
Position 7 7
1 67.08 67.99
2 66.79 67.98
3 ' 4385 4426
4 79.35 78.94
5 85.01 84.66
6 34.64 3473
7 70.33 70.50
8 4353 4376
9 80.93 77.41
10 68.90 68.46
1 137.83 136.12
12 146.00 147.05
13 77.40 78.61
14 39.32 36.74
15 76.18 75.49
16 2535 25.12
17 2742 27.58
18 11.16 11.76
19 13.65 1325
20 74.80 74.49
4-Ac (Me) 2227 21.92
7-Ac (Me) 21.70 21.66
4-Ac (C=0) 171.13 170.61
7-Ac (C=0) 170.49 170.00
Bz (C=0) 167.77 166.29
Bz (C=0) 165.87 165.67
Ac (Me) 21.08,20.53
Ac (C=0) 168.92,168.01

Figure 3. "C-NMR results of 13-deacetyl-taxchinin I, 13-deacetyl-taxchinin I acetate and taxchinine 1 acetate.
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R, R, Rs Ry Rs References
taxayuntin -Ac -Ac -Ac -Bz -H (5)
taxayuntin A -Bz -Bz -H -H -H (35)
taxayuntin B -Ac -Bz -H -H -H 5)
taxayuntin C -Bz -Ac -Ac -Bz -Ac (5-6)
taxayuntin D Bz -Ac -Bz -Bz -Ac (%)
taxayuntin E -Bz -Ac -Ac -H -H )
taxayuntin F - -Ac -Ac -Bz -H -H )
taxchinin B -Ac -Ac -Ac -Bz -Cinn (8)
taxchinin C -Bz -Ac -Bz -Bz -Ac (8)
taxchinin I -Bz -Ac -Bz -H -Ac 9)
taxchinin 1 Ac -Bz -Ac -Bz -Ac -Ac (O]
taxchinin J -Ac -Ac -Bz -H -Cinn ()
taxchinin K -Ac -Ac -Bz -Bz -Ac )
taxchinin L -Ac -Ac -Bz -H -H (10)
taxchinin M -Ac -Ac -Bz -H -Ac (10)
deacetylabeobaccatin [V -Ac -Ac -Ac -H -H (11)
-Bz -H -H -H -H (12)
-Ac -Ac -Ac -Bz -H (13)
-Ac Ac -Ac Bz H (14)
-Ac -Ac -Ac -Bz -Ac (14)
13-deacetyl-taxchinin 1 -Bz -Ac -Bz H -H
13-deacetyl-taxchinin I acetate L -Bz -Ac -Bz -Ac -Ac

Figure 4. Chemicals of 11(15—1)-abeo-taxane.
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