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NOESY spectrum of 18b
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NOESY spectrum of 18c
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'H NMR of 20a
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13C NMR of 20a
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'H NMR spectrum of 20b
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13C NMR spectrum of 20b
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IH NMR spectrum of 20c
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13C NMR spectrum of 20c
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IH NMR spectrum of 21a
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13C NMR spectrum of 21a

YM-1170, YM-F27
kcl_CARBON DMSO {C:\Bruker"TOPSPIN} kcl 7

T T T T
220 200 180 160

T
140

T
120

T
100

80

S12

60

40

20

ppm



'H NMR spectrum of 21b
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13C NMR spectrum of 21b
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IH NMR spectrum of 21c
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13C NMR spectrum of 21c
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HRMS of Sample 20a

3432 (0.371) AM (Top,4, Ar,5760.0,556.27,0.70,LS 10); Sm (Mn, 2x1.00); Sb (2,40.00 ); Cm (2:15)
1001 127.0514

127.5717

128.0545

129.‘0561

130.0283

1: TOF MS ES+
3.24e4

131 .9042

T T T T
126 127 128 129

Single Mass Analysis

Tolerance =20.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

130

1:‘31

112 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used:
C:2-25 H:2-50 N:0-5 0:0-5 F:0-2

Minimum: -1.5

Maximum: 5.0 20.0 50.0

Mass Calc. Mass mDa PPM DBE

127.0514 127.0519 -0.5 -3.9 -0.5
127.0508 0.6 4.7 3.5

i-FIT
483.5
98.1

Formula
C2 H8 N2 O3 F
C5 H7 N2 02
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HRMS of Sample 20b

352 8 (1.533) AM (Top,4, Ar,5642.0,556.28,0.70,LS 10); Sm (Mn, 2x1.00); Sb (2,40.00 ); Cm (4:12) 1: TOF MS ES+
100+ 141.0653 2.73e4

1416136
142.0703

140.9615
142.6263

140 121 142 123

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
166 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used:
C:2-25 H:2-50 N:0-5 0:0-5 F:04

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

141.0653 141.0664 -1.1 -7.8 3.5 n/a C6 H9 N2 02
141.0640 1.3 9.2 0.5 n/a C4 H8 N2 F3
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HRMS of Sample 20c

353 9 (1.724) AM (Top 4, Ar,5642.0,556.28,0.70,LS 10); Sm (Mn, 2x1.00); Sb (2,40.00 ); Cm (3:15) 1: TOF MS ES+
100 155.0843 1.57e5

155.6592

113.0369 156.0834

124.0866

}‘3 52717 ‘ }25 0891 1300881 149. 025% 150, ‘9325 157.0857
L nin

105 110 115 120 125 130 135 140 145 150 155 160 165

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

223 formula(e) evaluated with 10 results within limits (up to 50 closest results for each mass)
Elements Used:

C:2-50 H:2-50 N:0-5 0:0-11 32S5:0-6 79Br:0-2 81Br:0-2

Minimum: -1.5

Maximum: 5.0 100.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

155.0843 155.0854 -1.1 -7.1 -1.5 2026.5 C4 H15 N2 02 32S
155.0861 -1.8 -11.6 7.5 979.7 C12 H11
155.0821 2.2 14.2 3.5 393.8 C7 H11 N2 02
155.0894 -5.1 -32.9 2.5 1032.6 C9 H15 32S
155.0780 6.3 40.6 -0.5 3726.4 C2 H11 N4 04

S19



HRMS of Sample 21a

341 3 (0.564) AM (Top,4, Ar,5760.0,556.28,0.70,LS 10); Sm (Mn, 2x1.00); Sb (2,40.00 ); Cm (3:4)
1001 127.0504

127.5652

128.0536

1268426 1285814

1: TOF MS ES+
2.03e4

129.0607

125 126 127 128

Single Mass Analysis

Tolerance =20.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

129

61 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:2-25 H:2-50 N:0-7 0:0-9

Minimum: -1.5
Maximum: 5.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT
127.0504 127.0508 -0.4 -3.1 3.5 87.0

Formula
C5 H7 N2 02
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HRMS of Sample 21b

350 16 (3.087) AM (Top,4, Ar,5642.0,556.28,0.70,LS 10); Sm (Mn, 2x1.00); Sb (2,40.00 ) 1: TOF MS ES+
. 141.0655 2.96e3
100

=

1416138
142.0706 144.9845 6 0006
149.0223
130‘9719 135.0761 140.9525 ‘143‘9866 ) 151.?978 152?474
h miz

130 131 132 133 134 135 136 137 138 139 140 141 142 143 144 145 146 147 138 149 150 151 152 153 154 155 156

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

166 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:2-25 H:2-50 N:0-5 0:0-5 F:0-4

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula
141.0655 141.0664 -0.9 -6.4 3.5 7.8 C6 H9 N2 02
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HRMS of Sample 21c

3519 (1.728) AM (Top,4, Ar,5642.0,556.27,0.70,LS 10); Sm (Mn, 2x1.00); Sb (2.40.00 ); Cm (3:15) 1: TOF MS ES+
1004 155.0816 4914

1956565156 0808

149.0239
‘ 1510934 152.9429
|

154, 942§ 157.0831 163.1272
I

miz
138 139 150 151 152 153 154 185 156 157 158 159 180 181 162 163 184

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

200 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:2-25 H:2-50 N:0-5 0:0-5 F:0-4

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula
155.0816 155.0821 -0.5 -3.2 3.5 252.8 C7 H11 N2 02
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Iron complex speciation plot in the presence of GSH.
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pH-dependent UV/Vis spectra of 21a over the range of pH 1.1-2.1.
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