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Table S1

'H-NMR spectroscopic data for cis-dihydrodiol metabolites 2B—12B, 14B-17B and 19B

cis-Dihydrodiol”

Ring protons

Exocyclic protons

R R' H-1 H-2 H-4 H-5 H-6 CH,CH, CH,Me Me

Me 4-F 2B 435,d,J58 4.05,d,J5.8 5.77, m m, 5.77 2.10, m 1.03,t,J7.6
231, m

Me 4-Cl 3B 429, m 4.04,d,J5.8 5.82, m m, 5.29 2.24,q,J7.6 1.03,t,J7.6
2.42,q,J7.6

Me 4-Br 4B 429,d,J58 4.05,d,J5.8 5.96,d,J9.8 d, 5.65,J9.8 2.24,q,J7.5 1.04,t,J7.5
2.40,q,J7.5

Me 4-1 5B 433, m 4.10,d,J5.7 6.22,d,J9.8 m, 5.56 241, m 1.08, m

Me 6-F 6B’ 422, m 422, m 548, m 5.48, m 2.14,q,J7.4 0.97,t,J74

Me 6-Cl 7B 429,d,J62 427,d,J62 6.09,d,J6.1 5.64,d,J6.1 2.29,q,J7.4 1.10,t,J 7.4

Me 6-Br 8B 425,d,J60 421,d,J60 6.26,d,J6.1 550,d,J6.1 217,q,J7.3 1.02,t,J7.3

Me 6-1 9B 427,d,J57 422,d,J57 6.63,d,J59 545,4,J59 2.24,q,J7.0 1.09,t,J7.0

Me 5-F 10B 427,d,J6.0 4.18,d,J6.0 528 m m, 5.55 2.26,q,J7.3 1.04,t,J7.3

Me 5-Cl 11B 431, m 431, m 5.63, m m, 5.85 2.31,q,J7.4 1.11,t,J7.4

Me 5-Br 12B 427, m 4.05, m 5.69, m m, 6.02 2.32,q,J7.3 1.11,t,J7.3

Et 4-F 14B 436,d,J57 4.10,m 5.85, m m, 5.85 2.13, m 1.5,m 095tJ74
234, m

Et 6-F 15B° 434,d,J62 431,d,J62 553,d,J6.0 558,d,J6.0 2.18, m 1.5, m 094,t,J74
2.34, m

Et 6-Cl 16B 427, m 427, m 5.64,d,J6.0 d, 6.08,J6.0 222, m 1.52,m 094,t,J74

Et 6-Br 17B 4.30,d,J55 4.26,d,J55 5.58,d,J6.0 d, 6.32,J6.0 2.18, m 1.500m 094,t,J7.4

Et 5-Cl 19B° 422, m 4.13,d,J5.6 582, m d6.21,J4.2 2.12, m 148, m 0093,t,J7.3

* All "H-NMR spectra were recorded in CDCl; solution at 500 MHz except where indicated. Coupling constants, J, recorded in Hz.
® 'TH-NMR spectrum recorded at 300 MHz.



