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1. MS spectra and MS ion fragment analyses of compound 1 and its metabolites.
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Figure S1. MS spectrum of compound 1 (A) and its MS ion fragment analysis (B).
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Figure S2. MS spectrum of compound’s 1 metabolite M1 (A) and its MS ion fragment analysis (B).
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Figure S3. MS spectrum of compound’s 1 metabolite M2 (A) and its MS ion fragment analysis (B).
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2. MS spectra and MS ion fragment analyses of compound 2 and its metabolites.
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Figure S4. MS spectrum of compound 2 (A) and its MS ion fragment analysis (B).
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Figure S5. MS spectrum of compound’s 2 metabolite M1 (A) and its MS ion fragment analysis (B).
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Figure S6. MS spectrum of compound’s 2 metabolite M2 (A) and its MS ion fragment analysis (B)

3. MS spectra and MS ion fragment analyses of compound 3 and its metabolites.
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Figure S7. MS spectrum of compound 3 (A) and its MS ion fragment analysis (B).
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Figure S8. MS spectrum of compound’s 3 metabolite M1 (A) and its MS ion fragment analysis (B).
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Figure S9 MS spectrum of compound’s 3 metabolite M2 (A) and its MS ion fragment analysis (B).
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Figure S10 MS spectrum of compound’s 3 metabolite M3 (A) and its MS ion fragment analysis (B).
4. MS spectra and MS ion fragment analyses of compound 4 and its metabolites.
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Figure S11. MS spectrum of compound 4 (A) and its MS jon fragment analysis (B).
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Figure S12 MS spectrum of compound’s 4 metabolite M1 (A) and its MS ion fragment analysis (B).
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Figure S13 MS spectrum of compound’s 4 metabolite M2 (A) and its MS ion fragment analysis (B).
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Figure S14 MS spectrum of compound’s 4 metabolite M3 (A) and its MS ion fragment analysis (B).
A
170508_MST4-MA 315 (3.185)
100 373.23 M4
° 331.16
374.23
332.16 / &
o, 7024825 103.89122.16 158.31.165.15 187.08 209:14227.00 235 06 285.44 30003 328.90|" " 370.70 57, g 40201 447.00453.65 49513 51673 54112 °
1 T 1 T t T f T T T T T T T
50 75 100 1 25 1 50 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550
B
150
o “H373 331 —=
HN. N ‘ /=
o :N M4 N 205 !
T},' ! Nh;‘ = ]
HN N
170510_MST4-MHr 5 (3.128) ‘ \ o wf/ }\I/ O h 2: Daughters of 373ES+
1001 205.84 N__IN/ | i ~ 7563
] 7o M oH 373.46
HaN -/ !
. 125.81 207.88 / i
# sass e 149.59 e I 207 w2
| W o) J s aesse 33113 sl ||| 752
olsazs ez 7601 1002610298 113,24 | EESRE | m‘aa‘lr 15878 17275177 1s25s 19178 1994 21529 3120 ‘ 24389 ‘2541525690 2539:”3552757125509 29185 2756 31305 32168 30.04 M 24040 3enm | ||| [’ e
50 6 | 70 | 80 | 80 o190 10 a0 | 140 | 180 16n | 170 | 10 180 | 260 | ai0 | shu | 240 | a0 | 280 | o0 | o70 | obu | 280 | %0 | a0 | v | a0 | 40 | 280 a0 | ajo %80

Figure S15 MS spectrum of compound’s 4 metabolite M4 (A) and its MS ion fragment analysis (B).
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Figure S16 UPLC spectra of the reaction mixture after 120 min incubation of reference drug verapamil with HLMs.



