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Table S1. Full assignment of the NMR spectral data obtained for compound 12.

6" 5

4

CTCY

1
3 2 N73 S1
YAl

Ol

Positio | 13Ca 1Hab COSYac NOESYacd HSQCace HMBCacf
n
2 49.9 3.87 (m, A/Bpartof | H-3A, H-3B H-3A, H-3B C-2 C-3,C-8
a larger spin system)
3.93 (m, A/B part of
a larger spin system)
3 37.8 4.08 (m, A/Bpartof | H-2 H-2 C-3 C-2,C-8
a larger spin system)
4.10 (m, A/B partof | H-2 H-2 C-3
a larger spin system)
5 55.9 o: 3.80 (dd, Jsa, 5p H-5B, H-6 H-58, H-2' C-5 C-6,C-8,C-1’
=10.4, /50,6 =8.8)
B:4.29 (t, J5p,50 = H-5a, H-6 H-5a C-5 C-6,C-8,C-1’
10.4, Jsg,6 = 10.4)
6 73.0 5.66 (dd, Je,5p = 10.4, | H-50, H-58, H- | H-2’,H-5a, H- | C-6 C-5,C-2’,C-6,
Jo;50= 8.8) 2, H-6' 58 c-1”
8 179.1
1 136.9
2’ 129.2 | 7.51 (m) H-6 H-6, H-5a c-2' C-6
3 130.7 | 7.49 (m) C-3
4 131.3 | 7.48 (m) C-4'
1” 54.9 a:2.96 (dd, J17e,17p= | H-2”,H-1"B 1”8 c-1” C-6,C-8,C-2",
14.4, J1a, 2= 6.29) C-7"
B:3.07 (dd, Ji"g,17«= | H-2”,H-1"a 1"a c-1”7
14.4, J17p,2" = 8.44)
2" 37.0 | 1.46 (m) H-1"a, H-1"B c-2" c-1”
3" 266 | A:1.55(m) C-3”
B: 1.15 (m) c-3”
4" 271 | 1.16 (m) H-5" c-4”
5” 31.6 0.86 (m) H-4" C-5”
6” 26.5 1.69 (m) C-6”
7" 315 | A:1.54 (m) c-7" c-1”
B: 1.67 (m) c-7”

a1H (400 MHz) and 13C (100 MHz) NMR spectral data obtained in CD30D. ? Signal multiplicity and

coupling constants in Hz are given in parentheses. ¢ Signals correlate with 'H resonance. ¢ Mixing time
500 milliseconds. ¢ Optimized for {Jcu = 145 Hz./ Optimized for nJcu = 7.7 Hz.
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