Table S1 "C-NMR chemical shifts for oxyfunctionalization products (6-27) “
of (5B)-3-oxo-bile acids (1-5).

Carbon 6 7 8 9 10 11 12 13 14 15 16
1 31.1 35.7 37.2 31.0 30.8 35.6 31.0 354 36.8 31.0 309

2 37.3 339 36.9 37.3 37.0 337 37.1 339 36.4 37.1 37.1
3 211.6 199.6 2133 211.3 211.1 1993 210.5 199.0 2124 2104 210.2

4 49.3 123.7 42.3 49.3 49.2 123.9 52.0 126.2 44.6 51.9 50.0

5 78.4 171.6 44.2 78.5 78.2 170.5 77.3 166.9 424 77.5 77.1

6 36.1 329 25.6 36.2 35.9 32.6 40.5 374 30.9 404 41.2

7 29.0 32.0 26.5 28.9 28.6 31.5 70.7 71.1 70.9 70.5 73.9

8 347 35.6 35.0 34.2 34.5 354 37.6 38.3 374 37.5 39.0

9 43.6 53.7 40.7 43.6 37.5 48.5 37.2 46.3 349 36.7 41.6

10 40.1 38.6 349 40.1 394 37.9 404 38.2 349 40.2 39.5

11 21.6 21.0 21.0 214 27.1 27.1 214 20.8 20.8 21.3 21.8

12 39.7 39.6 40.1 39.8 75.3 75.2 39.1 39.0 394 39.1 39.6

13 42.5 424 43.2 43.0 44.8 44.7 42.6 42.5 43.2 43.0 43.3

14 56.4 55.8 56.5 56.5 494 47.9 50.2 50.2 50.4 50.3 54.8

15 24.0 24.1 23.6 23.6 23.3 23.3 23.5 23.5 22.6 23.0 254

16 28.0 28.0 22.7 22.6 26.3 25.5 27.9 27.9 23.0 22.6 28.3

17 55.7 55.7 59.2 59.1 47.4 473 55.6 55.6 58.9 58.8 55.3

18 12.0 11.9 13.3 13.3 12.3 12.3 11.7 11.7 12.9 12.9 12.0

19 16.1 17.3 22.6 16.1 15.8 17.4 15.6 17.0 21.8 15.7 16.0

20 352 35.3 88.5 88.4 34.5 34.5 352 25.2 88.3 88.2 35.1

21 18.2 18.2 26.6 26.5 17.4 17.1 18.2 18.2 26.6 26.7 18.2
22 309  309° 337 336 307 3077 309 309° 335 335 306
23 309  31.0° 281 281 307 308 309 308 280 280 308
24 174.6 1747 177.5 1774 1745 1745 174.6 1746 1773 1773 174.6
COOCH; 514 51.5 51.4 51.4 51.5 51.5 51.4
OCOCH; 170.3 1703 170.0 170.5 170.1 169.9 170.5
OCOCH; 21.1 214 21.3 21.6

“ In ppm downfield from TMS
b Assignments along a vertical column may be interchanged.



Table S1 (continued)

Carbon 17 18 19 20 21 22 23 26 27

1 36.1 355 30.7 30.8 354 30.8 36.0 37.2 39.2

2 36.8 33.8 37.1 36.9 33.8 36.9 33.8 35.6 37.1

3 211.2 1989 209.6 210.2 1987 2102 198.7 2143 213.7

4 426 1250 50.1 519 1265 51.8 1268 423 42.9

5 439 1658 773 77.1  165.8 775 166.6  44.0 443

6 32.3 38.1 41.4 40.4 37.3 40.4 36.5 25.8 34.4

7 72.6 75.2 73.6 70.3 70.6 70.2 70.4 26.5 74.9

8 39.1 39.0 41.8 37.1 41.0 40.3 41.9 33.6 42.6

9 394 50.5 38.6 324 38.2 36.6 37.2 40.2 39.9

10 34.2 37.8 39.6 39.8 344 39.6 344 35.0 339

11 213 20.8 21.7 27.1 27.0 26.0 25.4 21.0 21.4

12 39.8 75.1 39.8 74.9 74.8 74.8 75.1 39.7 40.1

13 43.9 45.5 43.8 42.6 44.9 45.4 45.5 43.2 43.8

14 55.1 433 55.4 43.2 43.1 433 43.3 56.5 55.7

15 249 21.8 25.0 22.8 22.8 22.6 21.8 24.1 26.7

16 22.9 22.2 23.0 26.3 25.5 223 22.2 23.6 23.2

17 58.1 50.8 58.2 47.3 47.3 50.3 50.8 59.2 58.2

18 13.2 13.5 13.3 12.2 12.2 13.5 13.5 13.3 13.4

19 26.6 21.6 16.1 15.4 17.4 15.5 21.6 22.8 22.7

20 88.2 88.2 88.2 34.6 34.6 87.4 87.4 88.6 88.4

21 13.6 26.8 26.8 17.5 16.9 25.8 25.8 26.5 26.4

22 27.5 33.6 33.6 30.7  30.8° 30.8 30.8 39.1 394

23 322 28.0 28.0 30.7  30.7° 278 27.8 28.1 28.1

24 1744 1773 1774 1745 1745 1745 1745 1769 1773

COOCH; 51.6 51.5 51.5 51.5 51.5
OCOCH; 1704 1704 170.5 170.0 1703 170.0 170.0
1704 170.2 1702 170.2
OCOCH; 21.6 21.6 21.6 213 21.1 21.4 21.4
21.4 21.2 21.4 21.4




