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Citrulline m+H[1+], m/iz 176.1022

cell extract

cell extract
+

chemical

chemical
reference

datals 206217 RT: L.B0-L.BB AV: 4 ML: 4.T6E3

datal5 #206-217 RT: 1.81-1.89 AV: 4 NL: 5.11E2

F: ITMS + ¢ ESIFull ms2 176.00Fcid3 5.0 F: ITMS + ¢ ESI Full ms3 176.00@cid35.00 159.00@cid35.00 [50.00-2000.00]
159.04 e
10i0— ]
] 907
] g
80 ]
8 - 704 113.02
E ] £ oo
60— I
g A £ 5]
o 1 H 1 70.00
@ N $ 40
& 40 158.08 =]
ﬂ : . 309
= -1 ]
20 ZlF: 141.06
. 59.96 Li7.04 13110 o 11708
1 1 97.05 112,16
soat|| oo sogssse saos  usstumges e imoeosmrs || wseer me Tl mg il e e
TT T 1 [ TTT1T | L L L L L LA L L B L L L L LI I O I TfT t T rTrrr1r & 70 80 | e | 10 | 1o 130 | 10 | o | i
30 60 ™ a0 100 110 130 140 50 160 1m 180 miz
miz
dataly #223-230 RT: 180-1.90 AV: 6 MWL 1.3BEG
F:ITMS + ¢ ESI Full ms2 176.00Fcid35.00 [50.00-150 datal7 #223-239 RT:181-1.89 AV:5 NL: 188E5
159.01 F: ITMS + ¢ ES| Full ms3 176.00@cid35.00 159.00@cid35.00 [50.00-2000.00]
100— - 100 115.00
] ]
g B0 o]
§ 60 £ o]
2 3 0]
o - e 112.99
= 40 % e 69.96
= ] &
g - -
20 ]
- e 141.02
- 60.06 0.0 &BT.02 97.05 11506 12032 133.11 14093 14805 159.95 o orot ‘
L M L + L T M M e | 70,68 87.03 98,00 116.02 13105 142.04
TT T T [T T T T [TT T[T T T T [T T T TT T T r1T T ] T T T T [T1T  TT [T 1T T T [TT  TT [TT T TTJ [TTTT] e e ey
50 &0 70 B0 100 110 130 130 150 160 170 180 70 80 % 100 110 120 130 140
miz
m/z
datasT §228-243 RT: 162-1.89 AV: 5 ML Z.Z9EG
F: ITMS + ¢ ESI Full ms2 176003 cid35.00 :5':'.':":'-lE-':'.':":'] data57 #228-243 RT: 1.80-1.90 AV: 6 NL: 3.26E5
F: ITMS + ¢ ESI Full ms3 176.00@cid35.00 159.00@cid35.00 [50.00-2000.00]
100 159.00 10 115.00
7 o
o B0 N
5 7 7
§ 60 g
3 :
@ n 2 69.96 112.97
£ 4 £
- ;
il -
20: B 141.00
1 97.01
- TCI:lE B'.:':2,3 lEIlI.l'u" Z!.ELS:.FI-d- :!".33:'11 LI1-.]_.CL3 159.94 17 E:.-BS 5797 | 7065 8700 9802 ‘ U604 13108 142.02
TT T T [T T T T [T1 T[T T 1T [T T T T [T T T T[T T [T T T T [T T ITT [ TT ITT [T T TT[TT T TT ] [TTTT] U A A L B FU L B L WU LA
=0 &0 70 80 100 110 130 130 140 120 18D 170 180 60 70 80 % 100 . 110 120 130 140
miz

Supplementary Figure 3, ctd.



AMP M+H[1+], m/z 348.0698
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INOSINE M+H[1+], m/z 269.0874
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Xanthine M+H[1+], m/z 153.04
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GMP M+H[1+], m/z 364.07
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Glutamate m+H[1+], m/z 148.0601

data?® £295-315 RT: L.93-2.05 AV: & ML: LBZES

F: ITMES + ¢ ESI| Full m=2 148.00Fcid35.00 00-155.00] data3? #295-315 RT: 196-2.08 AV:3 NL: 5.46E4
lm m F: ITMS + ¢ ESId Full ms3 148. UU@CIHC!SSBDBOBIEU 00@cid35.00 [50.00-145.00]
- 1004
100 1
: 90
] 80
&0 1
g "
E so] i
cell extract = A g =]
E 40 é 4&;
i
LI 101.59 131.04 20
. 10]
41 55.18 6216 7224 7597 E402 mRav 106.01 112.35 12007 131.96 147 .52 E T P
Tt T T T |'_\_|"i T - L LI L S L L B F—t | I T L L L L ;H“a‘ow“fo””“‘7‘9‘0‘”‘1601H‘do””ﬂo““130‘”‘130”
S0 4] T B0 o0 100 110 120 130 140 150 e
miz
datadl £300-321 RT: 194-2.04 AV: 5 NL: 3.07EE
F: ITMS + c ESI Full ms2 148008 cid35.00 :5':'.':":'-155.':":'] datadl #300-321 RT:2.00-2.04 AV:2 NL: 8.89E5
L3c| m F: ITMS + ¢ ESId Full ms3 148. UU@c\d3§SU§7130 00@cid35.00 [50.00-145.00]
- 1007
100 E
7 90
o B0 sné
E ] 70
g |
cell extract & s
+ E _ é 50?
w . g 40
. = 40— B 40
chemical i e
® - q
20-] 101.98 0]
— wé
- 66.99 34;'5:4 10279 12501 &-0? 145.48 E I T S L v S
T T 1T 1T [T T T T [ T 1T T 1T [ T 1 T T [ T 1T T 1T [ T T 1 T [T T T 1T [T T 11 LI L L L L L L L o o EN % % oo o oo %o o
0 €0 T 80 o0 100 110 120 130 140 150 miz
miz
datafl £311-332 RT: 193-2.04 AV: & NL: 3.BEEE
F: ITMS + ¢ ESI Full ms2 148 0Fcid3s. on :5':'.'_":'-155.':":'] data81 #311-332 RT: 1.93-2.00 AV:2 NL: 1.05E6
]_,30 m F: ITMS + ¢ ESId Full ms3 148. 00@c|638530905130 00@cid35.00 [50.00-145.00]
1010— . 1007
] 507
o B0 5‘%
: 2 ] 1
chemical 5 1 .
&0 g 607
reference 5 °°] EIE
i § o
g o s ]
& A0 3 ]
i ]
(1 - B
20-] 102.00 ]
- 10]
4 5614 7294 &4.00 10285 11601 120.03 E-“ WTTT 3 10202
" 1 | S —1 N L P o 74.14 84.96 1
rrirJrrrr[frrrrrtrrJrrrrrJtrrr 11 tr1 [T 11T T T T T [ T 1T T T [T 1 P o ) S A
50 €D 7O B0 o0 100 110 120 130 140 150 e
miz

Supplementary Figure 3, ctd.



Glutathione m+H[1+], m/z 308.0896
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GSSG M+2H[2+], m/z 307.0829
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Supplementary Figure 3, ctd.



