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1. The *H and ''B NMR of N-(o-carboran-3-yl)maleimide (6)
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Figure S1.The 'H, !B NMR spectra of 6 in CDCl; at 25 °C.

2. The 'H and B NMR spectra of 3-bromo-1-(N-(o-carborane-3’-yl))maleimide (7)
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Figure $2.The 'H, !B NMR spectra of 7 in CDCl; at 25 °C.

3. The 'H, 1'B and °F NMR spectra of [1-(o-carboran-3’-yl)-3-(4-chloro-2,3,5,6-
tetrafluorophenyl)thio]-pyrrolidine-2,5-dione (11)

Tk zed IereRy

uSdite.5.)

F o
F
T o o-cH
o ;

7% O=BorBH =
1 5 =
G
] F In

¥ 8

274

e

Teazn

18 18 20 2 24 ) 28 -3 -2 B B -3 40 42 4 1 4B =

m
it
L

Formaized Irersity

EEREEE

EEE

R A S e i e M S} S e S M| R e S



[T

s| rz| :‘
]

®=CH

Q=Bor BH

g
7
N
—
'z

1334

ermakzed erefy

85 1380 1388 100 108 P PR R %0 135 1370 1S | 1380 | 138, 135 | 400 1408 | 1410 | 16N | 1820 | 1428 | 30 -M38 | 1448

Figure $3.The *H, B and *°F NMR spectra of 11 in CDCl3 at 25 °C.

4. The 'H and B NMR spectra of [1-(o-carboran-3’-yl)-3-(L-S-ethoxycarbonylcysteinyl]-
pyrrolidine-2,5-dione (15)
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Figure $4.The 'H,11B NMR spectra of 15 in CDCls at 25 °C.



Tomaized Ftensty

5. The 'H and 1B NMR spectra of [1-(o-carborane-3’-yl)-3-(carboxymethylenethio)]-pyrrol-
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2,5-dione (20)
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Figure S5.The *H and !B NMR spectra of 20 in (CD3),CO at 25 °C.

6. The 'H and B NMR spectra of [1-(o-carborane-3’-yl)-3-
(methoxycarbonylmethylenamino)]-pyrrol-2,5-dione (21)
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Figure S6.The H and !B NMR spectra of 21 in (CD3),CO at 25 °C.

7. The *H and 1B NMR spectra of [1-(o-carborane-3’-yl)-3-(N-acetyl-L-S-cysteinyl)]-pyrrole-
2,5-dione (22)
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Figure S7.The H and !B NMR spectra of 22 in (CD3),CO at 25 °C.



8. The 'H and B NMR spectra of [1-(o-carborane-3’-yl)-3-(4,6-dimethylpyrimidin-2-yl)thio]-
pyrrole-2,5-dione (23)
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Figure S8.The H and !B NMR spectra of 23 in (CD3),CO at 25 °C.

9. The 'H and B NMR spectra of [6-(o-carboran-3’yl)-5,7-dioxo-3-
ethoxycarbonyl]perhydropyrrolo[3,4-b]thiazine (24)
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10. The *H and B NMR spectra of [1-(o-carborane-3’-yl)-3-(m-carborane-9’-yl)thio]-pyrrole-

Figure $9.The 'H and !B NMR spectra of 24 in (CD3),CO at 25 °C.
2,5-dione (28)
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Figure $10.The H, !B NMR spectra of 28 in CDCls at 25 °C.



11. The *H and B NMR spectra of [1-(o-carborane-3’-yl)-3-(o-carborane-9’-yl)thio]-pyrrole-
2,5-dione (29)
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Flgure $11.The 1H 118 NMR spectra of 29 in CDCI3 at 25 °C.

12. The 'H and B NMR spectra of [1-(o-carborane-3’-yl)-3-(o-carborane-1’-yl)thio]-pyrrole-
2,5-dione (30)
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13. The 'H and 1B NMR spectra of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-
pyrrolidine-2,5-dione (32)
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Figure S13.The H and 1B NMR spectra of 32 in (CDs
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14. The *H-'H COSY spectrum of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-

pyrrol-2,5-dione (33)
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Figure $14.The *H-'H COSY spectrum of 33 in (CD3),SO at 25 °C.
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15. The *H and *H{*'B} NMR spectra of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-

pyrrol-2,5-dione (33)
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Figure $15.The *H and *H{*'B} NMR spectra of 33 in (CD3),SO at 25 °C.



16. The 'B NMR and *'B{*H} NMR spectra of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-pyrrol-

2,5-dione (33)
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Figure S16.The B NMR and 'B{*H} NMR spectra of 33 in (CDs3),SO at 25 °C.
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17. The 3C NMR spectrum of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-

pyrrol-2,5-dione (33)
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Figure S17.The 3C NMR spectrum of 33 in (CD3),SO at 25 °C.
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18. The *H-3C HSQC spectrum of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-pyrrol-2,5-dione (33)
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Figure 518. The *H-13C HSQC spectrum of 33 in (CD3),SO at 25 °C.
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19. The *H-'3C HMBC spectrum of [1-(o-carboran-3’-yl)-3-S-glutathionyl]-
pyrrol-2,5-dione (33)
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Figure 519. The *H-13C HMBC spectrum of 33 in (CD3),SO at 25 °C.

F1 [ppm]

17



