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Scheme S1. Plausible MS/MS fragmentations of 3/4 and 6/7
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Figure S1. ESI MS/MS chromatograms of compounds 1-13
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Table S1. Retention times and MRM conditions for compounds 1-13.

166.95 56.0 -26.0 -25.0 -28.0
1 14.90 507.80 55.90 56.0 -26.0 -55.0 -20.0
166.95 37.0 -19.0 -19.0 -30.0
2 13.69 381.70 198.90 37.0 -19.0 -22.0 -17.0
152.90 37.0 -24.0 -21.0 -25.0
3 13.67 FeBED 126.90 37.0 -24.0 -24.0 -20.0
166. 7. -24. -22. -29.
4 14.10 493.80 122_2(5) 27_8 -24.8 -28.8 -23.8
167.00 37.0 -30.0 -18.0 -29.0
5 13.73 397.90 57.90 37.0 -30.0 -54.0 -21.0
153.00 37.0 -29.0 -14.0 -26.0
6 12.06 367.90 126.95 37.0 -29.0 -17.0 -21.0
167.05 37.0 -26.0 -18.0 -30.0
7 12.51 367.80 53.00 37.0 -26.0 -41.0 -20.0
141.00 37.0 -21.0 -13.0 -24.0
8 10.54 183.90 42.85 37.0 -21.0 -31.0 -16.0
127.00 264.0 -18.0 -12.0 -20.0
9 3.96 169.90 42.85 264.0 -18.0 -34.0 -13.0
56.95 264.0 -30.0 -19.0 -20.0
10 6.78 140.70 41.85 264.0 -30.0 -25.0 -13.0
42.85 264.0 -13.0 -16.0 -15.0
11 1.74 127.20 41.95 264.0 -13.0 -25.0 -14.0
197. 7. 17. 14. 19.
129 11.02 229.90 125.?,8 37.8 :17.8 :22.8 :22_3
198. 7. -28. -9. -19.
13 11.06 258.90 7968_9950 27_8 _2:_8 _398?0 -23_8

a) The MRM performed in negative mode.
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Table S2. Analytical parameters for determination of compounds 1-13.

1 y =994913x + 5304.8 0.9991 1.5 5.0 3.7 2.8 34 2.2 3.0 2.6 99 5 101 +3
2 y =501575x + 4875.9 0.9997 3.0 10.0 4.2 5.2 4.1 2.1 4.4 3.2 1051 103+1
3 y =575947x + 1201.2 0.9997 3.0 10.0 4.0 33 3.2 4.2 2.0 3.1 94+4 105+3
4 y =502142x + 1677.8 0.9992 1.5 5.0 4.1 2.5 4.4 5.2 4.1 4.6 83+5 91+2

5 y =549107x + 3335.7 0.9993 1.5 5.0 2.5 1.2 3.6 2.8 2.9 2.9 93+4 101+5
6 y =292160x + 1085.7 0.9989 3.0 10.0 5.5 1.6 2.1 4.0 4.0 3.0 99+2 102 +5
7 y =343333x + 1311 0.9993 1.5 5.0 4.2 2.4 2.6 4.5 1.8 4.1 92+3 79+5

8 y = 845574x + 4800.4 0.9990 3.0 10.0 3.9 11 2.5 4.1 1.9 3.0 102+ 4 103+4
9 y = 269056x - 406.02 0.9999 3.0 10.0 4.1 3.9 3.9 3.2 34 4.8 101+3 105+1
10 y =160621x + 843.99 0.9997 7.5 25.0 2.2 2.9 2.6 4.9 3.9 2.8 104 £3 105+ 2
11 y = 94693x + 76.7 0.9996 60.0 200.0 nd. 4.0 4.9 nd. 4.8 5.0 102+£5 104 +4
12 y = 256865x + 5107.5 0.9989 3.0 10.0 1.2 4.8 2.6 4.5 4.5 4.5 105+4 102+4
13 y = 637448x + 2656.2 0.9990 1.5 5.0 4.6 2.2 2.2 4.1 3.3 3.7 98+4 805
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'H NMR and 13C NMR spectra

Fidy 32220 (1D 1H) DMSO 700MHz
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Fid 31048 (1D 1H) DMSO 700MHz
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Fid 34621 (1D 13C) DMSO 700MHz

80—

08€'6E
Em.mle i
629'6E

<B6'ES) ~
L¥S 5L~

106°€9L ——

STE'69L ——

-

20

T
40

60

T
80

100

T
120

T
140

I
160

I
180

T
200

051001 05 %

S10



Fid 32991 (1D 1H) CDCI3 400MHz
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Fid 34831 (1D 13C) DMSO 400MHz
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Fid 29933 (1D 1H) DMSO 700MHz
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Fid 29934 (1D 1H) DMSO 700MHz
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Fid 32221 (1D 1H) DMSO 700MHz
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Fid 34605 (1D 13C) DMSO 700MHz
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Fid 29936 (1D 1H) CDCI3 700MHz
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Fid 29345 (1D 13C) CDCI3 400MHz
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Fid 30316 (1D 1H) CDCI3 700MHz
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Fid 29346 (1D 13C) CDCI3 400MHz
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Fid 20484 (1D 1H) CDCI3 700MHz
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Fid 34971 (1D 1H) DMSO 400MHz
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Fid 35175 (1D 13C) DMSO 400MHz
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Fid 35178 (1D 13C) DMSO 400MHz
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Fid 19679 (1D 1H) DMSO 700MHz
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