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O
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J=8.0 HzJ=8.0 Hz

J2,3 = 9.3 HzJ1,2,3 = 9.3, 1.7 Hz

J14 = 18.3, 11.5 Hz

J9,10=3.2 Hz

J16 =8.0 Hz

J19 =12.4 Hz

H-2, 6.18 ppm, dd, 
J=10.0, 2.4 Hz

6.18

J2,3=10.0HzJ9,10=3.2 Hz
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J2’3’ = 10.0 Hz

H
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OAc
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OO

HO

O

H-10a, d2.72, dd, J=14.3, 5.0 Hz 
H-10b, d2.90, dd, J=14.3, 8.5 Hz 

H-2, d4.13, dd, J=9.1, 4.1 Hz 

H-20a,d4.32, dd, J=12.4, 1.6 Hz 

H-20b,d4.18, dd, J=12.4, 2.0 Hz 

H-9a, d5.29, dd, J=8.5, 5.0 Hz

H-5, d5.44

H OH
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OAc
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OH
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J=8.0 Hz

J9,10 = 9.5 Hz

J12,18 = 7.8 Hz

3,11-Cyclotaxanes
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O
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H
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H-6

H-6
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H-9
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H-14

HSQC
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H-9H-10

H-20
H-2’H-3’
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H-2 
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H-14
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O

H

AcO OH

O
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OH

H-10

H-9H-2

H-7

H-5

H-12

H-18

H-7H-10
H-20

H-14

1H-1H COSY

6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
Chemical Shift (ppm)

Me19
Me16

Me17

Me18
Ac

6.0 5.5 5.0 4.5 4.0 3.5
Chemical Shift (ppm)
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H
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G6

G3
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H-12, d 3.82, 
q, J12 = 7.2 Hz

H-G1, d 4.47, 
d, J = 7.5 Hz H-5, d 4.40, 

t, J = 9.1 Hz

H-10, d 5.65, d, J = 9.5 Hz

H-9, d 5.63, d, J = 9.5 Hz J=5.2Hz

Δd20a,20b>1.0 ppm

H-20b d 2.3 ppm
J=5.2HzJ2,3 = 3.3 Hz

J2,3 = 3.3 Hz

H-20b d 2.3 ppm
J=5.2 Hz

J9,10 = 10.0 Hz

J6,7 = 12.8, 3.9 Hz
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H-14a

H-14b

H-14a H-14b

H-10

H-9

H-7

H-2

H-7

H-6a H-6b

H-6a

H-6b

H-13

H-13

H-18

H-181H-1H COSY

H-5
H-20a dd, J=17, 3 Hz

H-9H-10
H-13

H-5
H-2’

H-20aH-2

H-7
H-10H-9

H-13

H-3
H-20b

H-14

H-20a H-3H-20b
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J9,10 = 11.1 Hz
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H-14b
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dd, J = 13.5, 7.7 Hz

H-2’ dd, J = 13.5, 8.2 Hz

t, J = 7.4 Hz
H-3’
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t, J = 7.6 Hz
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CHO dH 8.37, 8.06   dC 162.4, 162.5

dCH3 2.69, 2.79   dC 26.4, 30.9
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OAc

OH

O
AcO

AcO

H

O
N

R1Me

R2
H

R1 = H,  R2 = H
N

HMe

HO

O
NH2

Me

m/z  120.0813 C8H10N+   m/z  180.1025   C10H14NO2
+

+

R1 = Me,  R2 = H
N

MeMe

HO

O
NH

Me

m/z  134.0970 C9H12N+  m/z  194.1181C11H16NO2
+

+

Me

N

MeMe

HO

O
NH

Me

 
m/z  134.0970
      C9H12N+

m/z  210.1130
   C11H16NO3

+

+

Me

R1 = Me,  R2 = OH

OH

OAc

24-Apr-2003LOLITA, QS-1162-2(695),HCCinn

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z0

100

%

m938 1 (3.008) AM (Cen,5, 80.00, Ht,14000.0,0.00,2.00); Sb (1,80.00 ); Sm (SG, 2x3.00) 1: TOF MS LD+ 
x10696.3748

134.0985

127.1512
79.0629

636.3531

263.1783

261.1297

172.0396

194.1174

594.3425281.1890

305.1557
441.0148321.1306

323.2004

419.3154

379.0934

516.3113

443.0145

465.2244

576.3318

637.3569

718.3547

734.3304

735.3339

877.0446861.0693736.3329

737.3308 841.4354
878.3107 923.3710

925.3757

Claculated values for
C39H53NO10 +H
696.3747
C39H53NO10Na
718.3567
C39H53NO10K
734.3307

N NHO

HO

C11H16NO2
+

Calculated Mass: 194,1181
C9H12N+

Calculated Mass: 134,0970

05-Mar-2003LOLITA, QS-1026-1(770),HCCinn

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z0

100

%

m649 1 (3.035) AM (Cen,5, 80.00, Ht,15000.0,0.00,2.00); Sb (1,70.00 ); Sm (SG, 2x3.00) 1: TOF MS LD+ 
332726.3488

261.1332

134.0984

118.0663
210.1135135.1007

539.2271

295.1704
383.2012313.1816 419.3169

497.2193

540.2284

708.3357557.2371
668.3378

727.3510

748.3298

749.3323

764.3029

765.3040 942.4484825.9260 874.3611 959.3362

N

C9H12N+

Calculated Mass: 134,0970

NHO

HO

OH

C11H16NO3
+

Calculated Mass: 
210,1130

THEORETICAL VALUES
C39H51NO12+H
726.3490
C39H51NO12Na
748.3309
C39H51NO12K
764.3048

OAc

OAc

O

O

AcO

H

O
N

CH3H3C

H

OAc

OH

24-Apr-2003LOLITA, QS-888-1(639),HCCinn

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
0

100

%

m936 1 (1.528) AM (Cen,5, 80.00, Ht,14000.0,0.00,2.00); Sb (1,80.00 ); Sm (SG, 2x3.00) TOF MS LD+ 
x6321.1302

305.1563

261.1303

172.0396

144.0458

120.0841
116.0533

105.0744

253.1945

180.1008

441.0148

341.2107

419.3172345.0980

397.0248

640.3476

618.2824

443.0146

602.3100

580.3272

520.3053

444.0148

463.1536

542.2880

662.3305

678.3049

679.3076

680.3096
861.0719

725.2206 778.4886
823.3585

877.0433
893.0187

988.5242

NH
NH2O

HO

C8H10N
+

Calculated Mass: 120,0813
C10H14NO2

+

Calculated Mass: 180,1025

Claculated values for
C36H49NO9 +H
640.3485
C36H49NO9Na
662.3305
C36H49NO9K
678.3044

J20 = 8.5 Hz

Taxane With Oxetane Ring

H-20a H-20b H-3 
H-10 H-9

H-14

H-2
H-7 H-5

H-14 

J20 = 8.5 Hz
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