New Precursors to 3-Sulfanylhexan-1-0l? Investigating
the Keto-Enol Tautomerism of 3-5-
Glutathionylhexanal

Jennifer R. Muhl 2

Lisa I. Pilkington 2

Rebecca C. Deed *2P

a2 School of Chemical Sciences, University of Auckland, Private Bag 92019, Auckland 1142,
New Zealand.

b School of Biological Sciences, University of Auckland, Private Bag 92019, Auckland 1142,
New Zealand.

* indicates the corresponding author.

rebecca.deed@auckland.ac.nz

Supporting Information

Contents

1. HRMS Spectra of Glut-3SH-al-d:
2. 'H NMR of Glut-3SH-al
3. BC NMR of Glut-3SH-al



Intens. i
430.1579 +MS, 0.8min #48
x104
8
In;e‘Ir;)s‘i 4304579 +MS, 0.8min #48|
N
[C15H27N3O7S + H]+ m/z = 406
[C16H27N307S + Na]* m/z = 428
[C16H25D2N307S + Na]* m/z = 430
° [C16H25D2N307S + H]* m/z = 408
o
| 261.1234
408.1759
412.1493
2- 414.1803
4 . 436.1651 444.1512
434.1324 4421714
LU [ =T ¥ 1 § Du 8 P o W 8
410 415 420 425 430 435 440 445 m/z
1 462.1838
2
| 793.3080
635.1434
911.1187 330.0741
736.2702 891.3476
0 N 'hul.. A ]:il
100 200 300 400 500 600 700 800 900 m/z
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar _
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min 430.1579 1 CygH2sD2N3NaO7S 430.1587 -2.1 23.7 1 100.00 4.5 even ok
Scan End 1000 m/z  Set Collision Cell RF 150.0 Vpp Set Divert Valve ~ Waste
Intens. | 430.4579 +MS, 0.8min #48
x104-
6_
4
2: 431.1601
432.1580
1 1+ 433.1378
X10g- 430,1587 Ci6H25D2N3NaO5S, 430.1587
6_
4: 1+
2] 431.1616 1+ 1+
| N 432.1584 433.1600
430.0 430.5 431.0 4315 432.0 4325 433.0 m/z



68°0
06"
06"
1670
2670
2670
€670
76" 0
76" 0
v 1
€71
Gp°T
Sy T
97" 1
Ly T
85T
09°1T
19°1
€971
08" 1
18° 1T
28" 1
91" Z |f
8T Z |If

4

4

4

4

4

4

4

4

4

4

4

4

4

4

4

4

€

€

P

O

0z
zz:
G
9G "
LG
6G"
18"
€8
Th
88"
06"
06"
26"
€6
76"
T
80"
60"
TT°¢ |
c1 ¢
8z ¢ |
0 ¢
z8 ¢ |
€8¢ |
S8 ¢ |
86°¢ 1
95" ¥ |
86 %1
65" ¥
09" ¥
19 |
29" % |
6LV
b2 G |
92°6G |
LZ° G
oe'g!
L9°6
0L 6

,,44<,.J\1‘\_,. I

I

|

(@]
N

(@]
<t

|

NeJ
(@)



O ~ O WO

O MO MM OWOMHOANATO T AN O

"68

TELT
TELT
PLT
TLT

"90¢

10 ppm

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

200



	SI Text.pdf
	Supporting Information
	Contents

	JMR28-7 in D2O.pdf
	JMR28-7~7

	JMKetoEnolGlut3SHal-NMR.pdf
	1H NMR.pdf
	13C NMR.pdf




