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NMR data for safrole and its derivatives

1

Figure S1. Safrole (1) numbered structure.

Compound 1: ' H NMR: 6.73 (d, 1H, J=7.6 Hz, H-6); 6.69 (d, 1H, J=1.4 Hz, H-3); 6.64 (dd, 1H, J=1.4
and J=7.6 Hz, H-5); 5.91 (s, 2H, OCH:0); 5.95 (ddt, 1H, J=17.0; 10.3 and 6.5 Hz, H-2’); 5.10 (m, 2H, H-
3); 3.65 (d, 2H, J=4,0 Hz, H-1"). 147.5 (C-2); 145.6 (C-1); 135.6 (C-4); 135.2 (C-2'); 121.1 (C-5); 117.0 (C-
3'); 110.4 (C-3); 105.7 (OCH20); 102.7 (C-6); 37.6 (C-1").

Compound 4: ' H NMR: 6.73 (d, 1H, J=7.6 Hz, H-6); 6.69 (d, 1H, J=1.4 Hz, H-3); 6.64 (dd, 1H, ]=1.4
and J=7.6 Hz, H-5); 5.91 (s, 2H, OCH:0); 3.65 (t, 2H, J=6.4 Hz, H-3); 2.62 (t, 2H, ]=7.4 Hz, H-1'); 1.84
(dt, 2H, J=6.4 and J=15.2 Hz, H-2'); 1.56 (b.s., 1H, OH). 13 C NMR: 147.5 (C-2); 145.6 (C-1); 135.6 (C-4);
121.1 (C-5); 108.8 (C-6); 108.1 (C-3); 100.7 (OCH:0); 62.1 (C-3'); 34.4 (C-1'); 31.7 (C-2").

Compound 5: ! H NMR: 7.08 (m, 2H, H-3 and H-6); 7.00 (dd, 1H, J=8.7 and J=1.5 Hz, H-5); 5.93 (ddt,
1H, J=16.8; 10.1 and 6.8 Hz, H-2); 5.12 (dd, 1H, J=6.3 and J=1.3 Hz, H-3'«); 5.09 (t, 1H, J=1.3 Hz, H-
3'); 3.38 (d, 2H, J=6.8 Hz, H-1'); 2.28 (s, 6H, CH:sCO). 1 C NMR: 168.4 (CH:CO); 168.3 (CH:CO);
141.8 (C-4); 140.2 (C-2); 138.9 (C-1); 136.4 (C-2'); 126.6 (C-5); 123.3 (C-3); 123.1 (C-6); 116.6 (C-3'); 39.4
(C-1); 20.6 (2xCH5CO).

Compound 6: ' H NMR: 7.49 (s, 1H, H-6); 6.76 (s, 1H, H-3); 6.09 (s, 2H, OCH:0); 5.95 (ddt, 1H, 1H,
J=17.0, 10.3 and 6.5 Hz, H-2"); 5.10 (m, 2H, H-3'); 3.65 (d, 2H, J=4.0 Hz, H-1"). ® C NMR: 151.7 (C-2);
146.5 (C-5 and C-1); 135.2 (C-2'); 132.2 (C-4); 117.0 (C-3'); 110.4 (C-3); 105.7 (OCH:O); 102.7 (C-6); 37.6
(C-1').

Compound 7: 'H NMR: 7.46 (s, 1H, H-6); 6.76 (s, 1H, H-3); 6.08 (s, 2H, OCH:0); 3.71 (t, 2H, J=6.2 Hz,
H-3); 2.96 (dd, 2H, J=6.4 and J=8.6 Hz, H-1"); 1.90 (m, 2H, H-2") 1.50 (b.s., 1H, OH). *C NMR: 151.7
(C-2); 146.3 (C-1); 142.8 (C-5); 134.4 (C-4); 110.6 (C-3); 105.7 (C-6); 102.7 (OCH:0); 62.0 (C-3'); 33.4 (C-
2);30.1 (C-1').

Compound 8: 'H NMR: 7.43 (s, 1H, H-6); 6.69 (s, 1H, H-3); 6.05 (s, 2H, OCH2 O); 4.07 (t, 2H, J=6.3
Hz, H-3%); 2.89 (m, 2H, H-1"); 2.03 (s, 3H, CH3); 1.93 (m, 2H, H-2"). ®C NMR: 170.4 (CHsCO); 151.6
(C-2); 146.3 (C-1); 142.6 (C-5); 133.5 (C-4); 110.6 (C-3); 105.6 (OCH:0); 102.7 (C-6); 63.4 (C-3"); 30.5 (C-
2’); 29.3 (C-1"); 20.8 (CHsCO).

Compound 9: 'H- NMR: 6.78 (d, 1H, ] = 8.0 Hz, H-6); 6.71 (d, 1H, ] = 1.9 Hz, H-3); 6.62 (dd, 1H, ] =
8.0, 1.9 Hz, H-5); 5.93 (ddt, 1H, J = 16.9, 10.2 and 6.8 Hz, H-2'); 5.29 (b.s., 1H, OH); 5.21 (b.s., 1H, OH);
5.05 (m, 2H, H-3'); 3.27 (d, 2H, ] = 6.7 Hz, H-1"). 3C-NMR: 143.5 (C-2); 141.7 (C-1); 137.6 (C-2’); 133.2
(C-4); 121.0 (C-5); 115.7 (C-6); 115.6 (C-3); 115.3 (C-3'); 39.5 (C-1").

Compound 10: '"H-NMR: 6.78 (d, 1H, J = 8.0 Hz, H-6); 6.71 (d, 1H, ] = 1.9 Hz, H-3); 6.62 (dd, 1H, ] =
8.0, 1.9 Hz, H-5); 5.93 (ddt, 1H, J =16.9, 10.2 and 6.8 Hz, H-2"); 5.29 (b.s., 1H, OH); 5.21 (b.s., 1H, OH);
5.05 (m, 2H, H-3'); 3.27 (d, 2H, ] = 6.7 Hz, H-1"). ®*C-NMR: 143.5 (C-2); 141.7 (C-1); 137.6 (C-2’); 133.2
(C-4); 121.0 (C-5); 115.7 (C-6); 115.6 (C-3); 115.3 (C-3); 39.4 (C-1"); 20.6 (2xCH3CO).

Compound 11: ' H-NMR: 7.75 (s, 1H, OH); 7.73 (s, 1H, OH); 5.69 (b.s, 1H, OH); 6.68 (m, 2H, H-3 and
H-6); 6.51 (dd, 1H, ] =8.1 and J = 1.8 Hz, H-5); 3.56 (t, 2H, ] = 6.5 Hz, H-3'); 2.52 (t, 2H, J = 7.7 Hz, H-



1'); 1.75 (m, 2H, H-2’). 1 C-NMR: 145.2 (C-2); 144.6 (C-1); 134.7 (C-4); 120.3 (C-5); 117.2 (C-6); 116.1
(C-3); 63.1 (C-3"); 32.1 (C-2'); 30.4 (C-1").

Compound 12: ' H-NMR: 7.08 (m, 2H, H-5 and H-6); 7.01 (s, 1H, H-3); 4.10 (t, 2H, ] = 6.5 Hz, H-3');
2.68 (t, 2H, ] = 7.8 Hz, H-1'); 2.26 (s, 6H, CH3CO); 2.05 (s, 3H, CH:CO); 1.98 (m, 2H, H-2'). 1 C-NMR:
171.1 (CH5CO); 168.4 (CH3CO); 168.3 (CHsCO); 141.9 (C-2); 140.2 (C-1); 140.1 (C-4); 126.5 (C-5); 123.2
(C-3); 123.1 (C-6); 63.6 (C-3'); 31.6 (C-2'); 29.9 (C-1); 20.9 (OCH3); 20.6 (2 x OCHs).



