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Table S1. 'H and *C NMR Data for Didemnin B (Ref. 1¢) and 1 in CsDsN

Didemnin B? 1°
position Sc Sy Sc Sy
isoSta’ NH 7.56 7.58
C4H 55.8 470 55.8 471
C5H 34.3 2.56 34.3 259
C6H, 28.3 1.72 28.3 1.74
1.46 1.47
C7H; 124 1.10 124 1.12
CHs-C5 14.6 1.17 14.6 1.19
C3H 67.0 4.79 67.0 4.82
C2H, 41.1 434 41.0 4.36
C2Hs 3.06 3.06
co 172.6 172.6
Hip? C4H 80.6 5.65 80.6 5.67
C5H 30.4 2.48 30.3 2.50
C6H; 19.0 0.83 19.0 0.83
CH3-C5 16.9 0.88 16.8 0.90
C3 205.6 2055
C2H 49.5 472 495 475
CHs-C2 16.0 1.75 15.9 1.76
co 169.9 169.9
Leu® NH 8.47 8.49
CoH 49.9 5.19 49.9 5.19
CpHa 421 1.85 42.0 1.83
CpHb 1.55 157
CH 24.2 1.79 24.7 1.80
CsHs 23.7 0.88 23.8 0.89
Cs'Hs 211 0.98 21.1 1.00
co 171.1 171.1
Pro* CoH 57.6 475 57.6 475
CpHa 28.7 1.82 28.7 1.84
CgHb 1.65 1.69
C,H. 26.0 1.71 26.0 1.72
C,Hp 1.53 152
CsHa 47.6 355 475 3.56
CsHp 3.37 3.34
co 170.9 170.9
N, O-diMeTyr® NCH; 38.6 2.64 385 2.63
CoH 65.8 4.20 65.8 4.23
CpHa 34.6 3.60 34.6 361
CgHb 3.52 351
C, 130.6 130.6
CsH 131.0 7.25 131.0 7.27
C.H 114.4 7.00 114.4 7.01
Ce 159.1 159.0
OCH, 55.2 3.72 55.2 373
co 169.3 169.3
Thr® NH 8.25 8.29
CoH 58.8 5.07 58.7 5.08
CpH 71.0 5.81 71.0 5.83
CHsCp 17.1 1.80 17.0 1.82
co 169.7 169.6
D-MeLeu’ NCH; 31.3 3.24 31.3 3.24
CoH 55.0 5.80 55.0 5.80
CgHa 36.6 2.06 36.6 2.05
CgHb 1.72 1.74
C,H 24.9 1.56 25.2 154
CsHs 23.6 0.86 235 0.89
CsHs 21.4 0.97 21.4 1.00
co 172.6 1725
Pro® CoH 56.7 472 56.7 475
CgHa 27.7 2.02 27.7 2.06
CgHb 1.91 1.90
C,Ha 24.8 2.06 24.9 2.04
C,Hp 1.84 1.78
CsHa 47.0 3.89 47.0 3.91
CsHp 3.67 3.66
co 173.7 173.7
Lac® C2H 66.9 453 66.9 453
CHs-C2 20.3 1.49 20.3 151
co 1736 1736

3400 MHz for *H NMR and 100.53 MHz for “C NMR. "500 MHz for *H NMR and 125 MHz for *C NMR.



Table S2. 'H and >C NMR Data for 1 and 2 in CDCL

1 2
position d¢ dy(JinHz) d¢ dy(Jin Hz)

isoSta’ or norSta®  NH 7.20,d (9.7) 7.31,d (10.2)
C4H 554  4.10,m 575  4.00,m
C5H 340 1.85m 279 198 m
C6H, or C6H; 271 143,m 179  0.93d(6.8)

1.20,m

C7Hs 116  0.92,t(7.2)
CH,-C5 147 091,d(6.8) 203  0.97,d(6.8)
C3H 67.9 4.06,m 685  4.07,m
C2H, 388  3.27,brd (16.9) 386  3.11,brd (16.9)
C2H, 2.64,dd (16.9, 10.3) 2.69, dd (16.9, 10.3)
co 172.4 172.4

Hip? C4H 814 5.19,d(3.4) 817 5.16,d (3.4)
C5H 313 236,m 313  2.36,m
C6H; 186  0.91,d(6.8) 185  0.90,d (6.8)
CH,-C5 16.9  0.88,d(6.8) 170  0.89,d(6.8)
C3 205.0 204.8
C2H 495  4.25q(6.9) 495  4.24,q(6.9)
CH5-C2 152  1.33,d(6.9) 152  1.33,d(6.9)
co 169.6 169.6

Leu® NH 7.81,d(9.2) 7.78,d (9.3)
C.H 495  4.81,ddd (12, 9.5, 2.0) 498  481,m
CpHa 413 161,m 412  161,m
CgHp 122, m 1.22,m
CH 248 152,m 248  154,m
CsHs 237 0.94,d(6.8) 237  0.94,d(6.8)
Cs'Hs 209 0.91,d(6.8) 210 0.91,d(6.8)
co 171.2 171.3

Pro* CoH 57.2  4.64,dd (8.0,5.2) 57.2  4.63,dd (7.8,5.4)
CpHa 279 214,m 280 2.15m
CgHb 1.77,m 1.79,m
C,H. 250  2.14,m 251  215m
C,Hp 2.04,m 2.04,m
CsHa 46.9 3.70,m 470 371,m
CsHp 361, m 3.61, m
co 170.6 170.6

N, O-diMeTyr® NCH; 38.7 256,s 387 2585
C.H 66.4  3.58,dd (10.9, 4.0) 66.6  3.58,dd (10.9, 4.0)
CpHa 33.9  3.38,dd (14.3, 4.0) 33.9  3.38,dd (14.3, 4.0)
CgHb 3.18,m 3.18,m
C, 130.0 130.3
CsH 130.3 7.07,d(8.6) 130.3 7.07,d(8.6)
C.H 114.1 6.85,d(8.6) 1141 6.85,d(8.6)
Ce 158.6 158.6
OCHs 55.2  3.80,s 55.3  3.80,s
co 168.4 168.4

Thr® NH 7.67,d(5.2) 7.68,d (5.3)
C.H 57.6  4.55,dd (5.2, 2.3) 57.7  4.58,dd (5.4,2.4)
CpH 704  5.41,qd (6.3,2.3) 70,5  538,m
CHsCp 163  1.39,d(6.3) 163  1.41,d(6.3)
co 169.4 166.5

D-Meleu’ NCH; 313  3.15s 31.2  3.14,s
C.H 548  5.38,dd (11.5, 4.0) 549  538,m
CgHa 36.1 1.84,m 36.2 1.84,m
CgHb 1.71, m 1.69,m
C,H 248  1.43,m 249  143,m
CsHs 234 0.90,d(6.8) 234  0.89,d(6.8)
Cs'Hs 213 0.87,d(6.8) 214  0.87,d(6.8)
co 171.7 172.0

Pro® C.H 56.7  4.74,1(7.6) 56.7  4.75,1(7.6)
CgHa 284  222,m 284  222,m
CgHb 1.98, m 1.98,m
C,Ha 260 223,m 260 222,m
C,Hp 1.97, m 1.97,m
CsHa 470 3.68,m 471  368,m
CsHp 357, m 357, m
co 172.8 172.9

Lac® C2H 66.0 4.39,m 66.0  4.39,m
CH3-C2 202 1.39,d(6.5) 202 1.39,d(6.5)
co 173.9 173.9

500 MHz for *H NMR and 125 MHz for *C NMR.
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Figure S1. *H NMR spectrum of 1 in CsDsN (500 MHz)
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Figure S1. 1H NMR spectrum of 1 in C5D5N (500 MHz)


Figure S2. 13C NMR spectrum of 1 in CsDsN (125 MHz)
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Figure S2. 13C NMR spectrum of 1 in C5D5N (125 MHz)


Wdd

IRLNAE

A A I

Figure S3. 'H NMR spectrum of 1 in CDCl; (500 MHz)
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Figure S3. 1H NMR spectrum of 1 in CDCl3 (500 MHz) 
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Figure S4. 3C NMR spectrum of 1 in CDCl; (125 MHz)
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Figure S4. 13C NMR spectrum of 1 in CDCl3 (125 MHz)
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Figure S5. COSY spectrum of 1 in CDCl3 (500 MHz)
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Figure S5. COSY spectrum of 1 in CDCl3 (500 MHz)
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Figure S6. HMQC spectrum of 1 in CDClI; (500 MHz)
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Figure S6. HMQC spectrum of 1 in CDCl3 (500 MHz)
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Figure S7. HMBC spectrum of 1 in CDCl3; (500 MHz)
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Figure S7. HMBC spectrum of 1 in CDCl3 (500 MHz)
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Figure S8. HSQC-TOCSY spectrum of 1 in CDClI; (500 MHz)
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Figure S8. HSQC-TOCSY spectrum of 1 in CDCl3 (500 MHz)
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Figure S9. NOE correlations between N-methyls and a carbon of prolines of 1 in CDCl;
(500 MHz) S12
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Figure S9. NOE correlations between N-methyls and a carbon of prolines of 1 in CDCl3
 (500 MHz)
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Figure S10. 'H NMR spectrum of 2 in CDCl; (500 MHz)

S13


応用生物
テキストボックス
Figure S10. 1H NMR spectrum of 2 in CDCl3 (500 MHz)
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Figure S11. 13C NMR spectrum of 2 in CDCl; (125 MHz)
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Figure S11. 13C NMR spectrum of 2 in CDCl3 (125 MHz)




