General experimental and instrumentation details and spectra for AP123

General information

For general information regarding synthetic and analytical chemistry methods, see reference 28. (Le
Trionnaire S, Perry A, Szczesny B, Szabo C, Winyard PG, Whatmore JL, et al. The synthesis and
functional evaluation of a mitochondria-targeted hydrogen sulfide donor, (10-oxo-10-(4-(3-thioxo-3H-
1,2-dithiol-5-yl)phenoxy)decyl)triphenylphosphonium bromide (AP39). Med Chem Commun. 2014;
(5):728-36. doi: 10.1039/C3MD00323].)

AP123 high-resolution mass spectrum:
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AP123 infrared spectrum (KBr disc):
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AP123 'H NMR spectrum (300 MHz; CDCls)

ZH

o9s

oesn
oasn

o9s

ZH

00°T od
0 9
0€£°0 a1
0 ass
ict mam
1vP200€T°00€ a8
89LZ¢E Is
PESBTET 00€E T0dS
00°0 T1d
00°6 d
HT TO0N
=== TJ TIANNYHD ========
T 0aL
00000000°T a
0°66¢ a5
05°9 aa
000°18 ma
96¢ 94
099%80€°G oY
0616070 SEYAT
6€8°ZLT9 HMS
z sa
9T SN
[Shgelete] INFATOS
9€GG9 as
0ebz 204¥d1Nd
€T/HT dAND ww G QHEO¥d
3o0ads WNOILSNI
SS° VT _auty
6T90€102 ®3eq
T ONOO¥d
0z ONdXH
mmzmg TWYN
dFIMNEUE

<O

-~

k3 ~1400)

€21dV



AP123 *'P NMR spectrum (121 MHz; CDCl;)
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AP123 *C NMR spectrum (75 MHz; CDCl;)

wdd 0 0L (114 0¢ oY 0s 09 0L 08 06 00L OLL O0ZL oO€L OFPL O0SL 09L OLL 08, 06L 00Z OIC

1 I I L L 1 1 | | ! 1 1 ) | L ! | |

M
oW
or" T od
0 €9
ZH 00° T a1
0 gss
W3 Mam
ZHW 06VLLIV SL as
89L2Z€ Is
ZHA G00ZTET 00€ z0ods
gp 00°vZ €11d
gp 00° €T z11d
gp 00°0 z1d
o3sn 00°00T zadod
HT ZonN
9TZ3aTeM 794dado
======== zJ TINNVHD ========
ZHN €S6CGLY SL 104S
gp 00°0 114
ossn 008 1d
joloa TONN
======== T[J TINNVHD ========
T 04l
©9s 000000€0°0 11a
23S 00000000°C 1a
M 87662 L
ossn 0Gg-9 qd
o3sn 008°LZ nMa
€°08S¢ 94
23S 80561281 oY
ZH 6EVVLZ 0 SEdAI
ZH TT9°G86LT HMS
14 sa
vzot SN
€10a0 LNFATOS
9€559 ar
0cbdbz 90¥d1nd
€T/HT dANO ww G QHEO¥d
1oads WNYLSNI
0v 1T _dwty
8T90€102 23eq
T ONOO¥d
4 ONdXE
mmzmg IWYN
AFIMNUSE

[AXAT\ 4



