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"H-NMR (500 MHz, DMSO-ds)
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'H-NMR (500 MHz, DMSO-ds)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dg)
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'H-NMR (500 MHz, DMSO-ds)
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'"H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-ds)

~ © o [Te) O N~
1) ~ ~ ~ ~ <
N d 9 = N
~ ~ o~ [Te] o N
) ) NH,
Me
X
Me o O
|
|
‘ k\
] . Wl L[ Y
P | P
- w - (o))
o o o »
- [e] o N
‘ T T 7 ‘ T T 7 ‘ T T 7 ‘ T T 7 ‘ T T 7T ‘ T T 7 ‘ T T 7 ‘ T T 7T ‘ T T 7 ‘ T T 7 ‘ T T 7 ‘ T T 7 ‘ T
11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
ppm
BC-NMR (126 MHz, DMSO-dy)
© - ™ [=2] © o ~ <
(a2} [=lNq] [} © N -~ Yo} [ee] o W
o ~ o 0 wn (=] ~ © [sg] @ M
o v - - a N < N o o
e e 3 e ¥ - = 3 22
1
|
| |
‘ ‘ ‘ ‘ . , ’ . " L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
175 163 150 138 125 113 100 88 75 63 50 38 25 13 0
ppm

S8



'H-NMR (500 MHz, DMSO-ds)
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"H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-ds)
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13C-NMR (126 MHz, DMSO-d¢)
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TH-NMR (500 MHz, CDCl5)
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"H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-ds)
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"H-NMR (500 MHz, DMSO-dy)
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'"H-NMR (500 MHz, DMSO-dg)
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'H-NMR (500 MHz, DMSO-dg)
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'H-NMR (500 MHz, DMSO-ds)
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'"H-NMR (500 MHz, DMSO-dg)
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'"H-NMR (500 MHz, DMSO-dy)
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"H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dg)
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'H-NMR (500 MHz, DMSO-dg)
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"H-NMR (500 MHz, DMSO-dg)
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'H-NMR (500 MHz, DMSO-dy)

DO NO OO O M ¥ O < W O W~ O ©OFT O v« O W
COHOOANN OO ONN OO T ONOANT OO NOOLITN
NQOQOQ ©QO© T NMNO T ReC Qo aad MNNMNMNMN
W 0wwo NNN NNNNNN NNNNNN ©© 6 © 66 © o

NH

N—— 7.162
/

i

(0] o
3ai

T[T T T [T T[T [TITT[TTT7]7T
7.150 7.100 7.050 7.000 6.950 6.7906.7806.7706.7606.7506.7406.7306.720

¥
o
©
[e3)
e e e e e e I
11.0 10.0 9.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
ppm
BC-NMR (126 MHz, DMSO-dy)
- T ® 0TV O O DN® O VN ¥
(2} O O VWO M N © O 0w o M MmO om O
@ MO OO N 1A MW - QO ®
-~ N © O -~ O N OFT MO N O © O© ©
e ¥ Iy YT
I
|
HH\
| | | \ ’ |
L B Y B B O R R O
175 163 150 138 125 113 100 88 75 63 50 38 25 13 0
ppm

S30



'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-dy)
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'H-NMR (500 MHz, DMSO-d¢)
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"H-NMR (500 MHz, DMSO-dy)
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File Edit View Process Help

o neE & M 0l x|

ngle Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max =50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons I I RM f 2
99 formulate) evaluated with 34 results within limits (all results (up 1o 1000} for each mass) (0] a
Elements Used
c:0-100 H: 0-50 M 05 0020
Mass Calc. Mass. mbDa | PPM DBE | Formula C H N| O -
9 8 1 2
1620515 43 202 25 CHHBNB O ¢ 8 3 4
162067 63 B9 25 CGHINS O3 3 8 5 3 -
45-380_17072018_004 115 (1.016)
1. TOF MSES+
2599+007
100 1620568 N H2
*
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g naw & M O X

ngle Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max =50.0
Element prediction: Off
Moncisotopic Mass, Even Electron lons (0]
114 formulaie) evaluated with 36 results within limits (all results (up to 1000) for each mass)
Elements Used
C: 0-100 H: 0-50 N 0-5 0:0-20
Mass Calc.Mass | mDa | PPM | DBE | Formula c[H[n[o B
1760712 €10 HI0 N 02 12
160671 39 22 25 C5HIO N3 O4 5 10 3 4
160784 74 420 25 C4 HIO NS 03 ¢ w5 3 -
A5-390_23072018_009 343 (2.990)
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File Edit View Process Help

o neE & M 0l x|

ingle Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max =50.0
Element prediction: OFf
Monoisotopic Mass, Even Electron lons HRMS Of 2c
437 formulaie) evaluated with 126 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 0-100 H: 0-50 N:0-5 0:0-20 F: 0-10
Mass Calc. Mass. mbDa | PPM DBE | Formula C H N o F -
7 1 2
10M72 11 61 25 GHINOIR 6 8 1 3 2
180.0449 12 67 105 CI2ZHENO 12 6 1 1 g
AS-391_23072018_010 342 (2.982)
1: TOF MS ES+
1.72e+007
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o BaE 8 M O x|

ingle Mass Analysis

Tolerance = 100.0 mDa / DBE: min = -1.5, max =50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3 HRM S Of 2 d
Monoisotopic Mass, Even Electron lons.

448 formula(e) evaluated with 113 results within limits (all results (up to 1000) for each mass)

Elements Used:

Mass Calc Mass | mbs | PPM | DBE | Formuls AT | T Nomn | FicConf% | € | H [N] 0 | O -
9 7 1
10157 03 46 25 CéHB N5 CR M5 1148 000 @& 5 2
1960147 19 97 15 Clo H2NB O2 o 1878 000 0 oz 3 2
196017 21 407 155 CSHIN 1 19802 000 5 2 1 -
(45-393_26052019_002 103 (2.658) AW2 (A730000.0,556.35,0.00,L5 1)
1 TOF S ES-
350e+006
. 196.0166 NH2
%
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ingle Mass Analysis
Tolerance = 1000 mDa / OBE: min =-15, max =50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
325 formulaie) evaluated with 63 results within limits (all results (up to 1000) for each mass) 0 e
Elements Used:
C: 0-100 H: 0-50 N:0-5 0:0-20 Br o5
Mass Calc. Mass. mbDa | PPM DBE | Formula C H N 0 Br -
9 7 1 2
2399628 41 171 45 CAH2NOUN 4 2 1 u
2399620 49 204 25 C4 HT N3 04 Br 4 7 3 4 1 s
AS-395_25072018_009 383 (3.340)
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Element prediction: Off

Monoisotopic Mass, Even Electron lons. HRMS Of 2f
132 formulae) evaluated with 41 results within limits (all results (up to 1000) for each mass)

Elements Used

C: 0-100 H: 0-50 N:0-5 0:0-20
Mass Calc.Mass | mDa [ PPM | DBE [ Formula c[H[n][O B
03 13
102060 55 86 25 C5HIO N3OS 5 10 3 5
192073 58 -2 25 G4 HIO N5 04 4@ w5 a -
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ingle Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-15, max =500

Element prediction: Off HRMS Of 2
Monoisotopic Mass, Even Electron lons g
128 formulale) evaluated with 43 results within limits (all results (up to 1000) for each mass)

Elements Used:

€:0-100 H: 050 N 05 0:0-20
Mass Calc.Mass | mDa | PPm | DBE | Formula c|H|Nn|O -
Cl1 Hi2 N 02 11 12
1900828 50 223 25 (6 HI2 N2 04 6 12 2 4
1900840 62 <326 25 C5HIZN5 03 5 12 5 32
1900788 90 413 15 CHIZN5 06 1 12 5 6 -
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Element prediction: Off
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Single Mass Analysis
Tolerance = 100.0mDa / DBE: min=-15, max = 50.0 .
Element prediction: O l IRMS f 2
Monoisotopic Mass, Even Electron lons 0 l
192 formulaie) evaluated with 59 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 0-100 H: 0-50 N:0-5 0:0-20
Mass Calc. Mass. mbDa | PPM DBE | Formula C H N 0 -
€15 H12 N 02 1 2
2002 47 191 15 G HIENOI € 1 1 7
2380828 52 as 65 C10 H12 N2 O4 10 12 3 4 -
AS-442_20092018_199_3555 388 (3.383)
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100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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B neE 8 Mo x|

Single Mass Analysis B
Tolerance = 100.0 mDa / DBE. min = 1.5, max = 50.0
Element prediction: Off .
Number of isatope peaks used for HFIT = 3 HRMS sz
Monoisolopic Mass, Even Eledtron lons
266 formulae) evaluated with 78 results within limits (all results (up to 1000} for each mass)
Elements Used: -
Mass Calc. Mazs | m0s | PPM | DBE | Formuls AT | i-FIT Norm | FitConf% | € | H | N | O =
C13 HI6 N 02 1
81213 23 105 15 CZHIG NT 05 13446 85% 002 2 16 71 5
81U 36 165 75 COHRZN 13384 2351 952 s 1 7
281226 36 165 35 CIHZNIO 1340 7954 004 3 o2 on o1
8141 49 25 25 CEHIG N3 04 13917 5701 033 8 163 4 2
16092019_329_5908
45-503_16002019_002 114 (2.938) Al (4£,30000.0,556.49,0.00.LS 1), Cm (102:122) 1 TOF MS ES+
2430008
100 218.1190
% 2j
219.1235
162.0550
218.05%8 Jo20.1276
91.05251"70572 1620189 | 1630583 5% 2732018 3938499 srzanie 399103 ss7ggmp  S183dsasaar 5761637 613378a  ssageny S8129M  7S3280Z 775570 7992969 8775302 921.5314.934.4198
e T = e S P e 2t mz
75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 675 600 625 650 675 700 725 750 775 800 825 850 875 900 925 950 975 1000

press F1
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ingle Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 50.0
HRMS of 3
Monoisotopic Mass, Even Electron lons 0 aa
192 formula(e) evaluated with 58 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 0-100 H: 0-50 N 0-5 0:0-20
Mass Calc. Mass mDa_| PPM DBE | Formula C H | N o] -
€15 Hi2 N 02 2 1 2
2380828 4.2 176 65 10 H12 N3 O4 0 12 3 4
2380927 5.7 -39 15 C8HI6NO7 8 16 1 7 >
AS-381_17072018_005 336 (2.930)
1:TOF MSES+
7.87e+006
T NH,
%
[239.0919
T T T T T T T T T T T T T 7 T T T T T Y T T T T T T T miz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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ingle Mass Analysis -
Tolerance = 1000 mDa / OBE: min=-15, max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 =
Monoisotopic Hass, Even Electron lons (0) a
261 formulae) evalualed with 85 results within imis (all results (up to 1000) for each mass) L
Elements Used: o
Mass Calc. Mass | mDa | PPM_| DBE i-FT Nom | FitConf% | € | H | N | O -
c 2
521030 06 -24 35 C HIO0 NI3 03 13034 1663 00 1o 133
Z2098 26 103 115 C12 HIO AT 12054 8387 002 oW 7
Z200% 32 427 25 CS HI4 N7 O 13000 13225 050 5 W 1 s -
45-388_08082018_017 401 (3 404) AM2 (A;30000.0,556.32.0.00.L5 1)
: TOF S ES+
8066+007
1004 2521024
*»
253.1055
252.0452.,254.1087
152.0431165.0527 326.1350 4045270 4702475 52524585433970 5045051 g50.3725 7485449 777 4334 7994402 535 6500 9217017 9657560 10286273 10538625 11416184 1196.9503
T T T ARAARAAS T T T T T T T T T T T LREASY BRALE T LB RERAS LARE BAASS RIS RS LS RRRAS LAk b L2
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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o neE & M 0l x|

ingle Mass Analysis z
Tolerance = 1000 mDa / OBE: min =-15, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 1
Monoisotapic Mass, Even Electron lons (0) ac
1253 formula(e) evaluated with 387 results vathin limits (all resulls (up to 1000) or each mass) 1
Elements Used o
Mass Calc.Mass | mDa | PPM__| DBE [ Formuls i-FITNorm | FitConf% | € | H | N [O] F | -
60770 26070 00 O EE LA 782 000 5 9 7 3
26072 02 08 05 CHINOF6 1646 00 7 1 5
2560767 0. 2 75 GH IO 21897 000 3 12
2560774 105 CI5 HILN 02 F 10077 000 15 1
6062 08 31 145 CBHIONO 1475 13036 000 18 1 -
AS-400_27072015_014 399 (3.477) AM2 (Ar.30000.0,556.31,0.00LS 1)
1 TOF S ES+
53764007
. 2660770
%]
257.0803
1650517,1830450  ZS0026712760634207.122 3842211 4496030 4770608 5331978 6043002 650.3721696.5547 777.4451 1994311 g3 5any 9216000 9607983 3527441 yp53gg15 108783034449 334p 1198 707
‘ Saabrseanazanny SSSasvsenzaaasso! e e LT e AR R, e
100 150 200 250 300 50 400 450 500 550 800 850 700 750 800 850 900 50 1000 1050 1100 1150 1200
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o neE & M 6| x|

ingle Mass Analysis -
Tolerance = 100.0mDa / DBE: min=-1.5, max=50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 =
e i HRMS of 3ad
921 formulale) evaluated with 228 results within imits (all results (up 1o 1000) for each mass) L
Elements Used: o
Mass Calc.Mass | mDa | PPM | DBE | Formula i-FIT | -FIT Norm | FitConf% | € | H | N | O]l B
5 C15 HI1 N 02 CI 1 1
220470 04 15 65 Cl0 HI2 N5 CR2 1617 10511 000 0 12 5 2
0483 09 33 35 WIMBOIC 12695 18283 000 713031
720465 09 33 85 CH2NISO3 1213 23077 000 1 2 15 3 =
AS-401_31072018_008 563 (4.896) A2 (4,30000.0.556.35,0.00.LS 1)
1. TOF S ESe
6.96e+007
00 2720474
%
2740451
275.0482
2090708 2719922 2700048 SO0 aes
152.0396 1§5.0494 4 & 30713424101703 4851800, || - 5812713 6364350 6804764 7245175 77432558125017 9566510 9006731 9447235 1022.5330 -
T T T T T T T bl LA
100 150 ! ZEIH ' 2.;:0 300 350 4’50 450 560 ' 550 600 Egl] ! 7&0 750 Eaﬂ ' 850 900 Ei‘?ﬂ ' 1ﬂhD 1050 11‘["] ! 11‘50 1200
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Single Mass Analysis
Tolerance = 100.0mDa / DBE: min = -15, max =500
Element prediction: Off
Monaisotopic Mass, Even Electron lons () ae
612 formulale) evaluated with 131 resuls within limits (all results (up 1o 1000) for each mass)
Elements Used:
€:0-100 H 050 05 0:0-20 Br.05
Mass Calc.Mass | mDa | PPM | DBE | Formula c[H[N[oO[er B
C15 HI1 N 02 B 12
3158856 20 63 135 CILHZN5OF 1z 5 7
359984 20 -63 175 Cl6 HZNI 05 2 3 5 -
45-402_07082018_003 400 (3.486)
1. TOF MS ES+
6.720+006
106 317.9973
315.9974 N H2
%
19,0015
1840543
"
r Lassyseansnsnss \Aasaxsansaniane \Aanasasndansne P e \aaassaanananan AARRa Raaa miz
100 150 200 250 300 250 400 450 500 550 600 650 700 750 800 850 900 850 1000 1050 1100 1150 1200
Hel
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o sew & M o X

ingle Mass Analysis

Tolerance = 100.0mDa / DBE: min =-1.5, max =500
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 HRMS 0 3 af =
Monolsatopic Mass, Even Electron lons

292 formula(e) evaluated with 92 results within limits (all results (up to 1000) for each mass)
Elements Used:

2680847 27 101 115 CI2HION O 12850 8315 002 2 w7 1 -
45-403_01082018_008 397 (3.460) AM2 (A1,30000.0,556.36.0.00.LS 1)
: TOF NS ES+

89584007
1004 2680974
%
69,1003
N 4511342 10834202 178.0131
1520398 197.0798 L .301.0959 3842166 4206319 543,380 5572379593 3280 650.3716 7014955 7405809 777.4384 8105050 877.6880 9217226 9657617 10446047 " 11466547 )

1&0 150 ZEIH ' 2.;:0 300 350 4’50 450 560 550 600 Egl] ! 7&0 750 Eaﬂ 850 900 950 ' 10'00 1050 11‘["] ' 11‘50 1200
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Single Mass Analysis -
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 50.0

Element prediction: Off I I RMS f 3
Number of isotope peaks used for i-FIT =3 0 ag
Monoisotopic Mass, Even Electron lons.

290 formulale) evaluated with 95 results within limits (all results (up to 1000) for each mass)

Elements Used =
Mass Calc.Mass | mDa | PPM_ | DBE | Formula iFIT [ i-FTNorm |FitConf% | ¢ [ H| N[O -
C17 HI6 N 02 . 2
2661186 08 -30 35 QHI2N3 03 12417 7972 003 2 12 13 3
2661154 24 90 115 2 H2 N7 12375 3070 231 B o2 7
2661213 35 132 25  C6 HI6 N7 05 12365 2720 659 6 16 1 5 2

A$-397_07082018_002 414 (3.606) AM2 (47,30000.0,556.32,0.00.L8 1)
1: TOF MSES+

400 266,178 N H2 8.04¢+007

Me SN

Me (O o)
3ag

%-
267.1190
2081216 o 1247 5532710 9287239
1520300165.0492  zozome7 [T 30817 555007, sp56608 4491502 5070905 5332287 5635388 5955299 777.4143 877639 % 9507119657113 009753 JOOTII yypggqyy N6
: Pt : T L iaeia antt et e LR 2
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 850 1000 1050 1100 1150 1200
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Single Mass Analysis -
Tolerance = 1000 mDa / OBE: min=-15, max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 =
Monoisotopic Hass, Even Electron lons HRMS Of 3ah
261 formulae) evalualed with 85 results within imis (all results (up to 1000) for each mass) 1
Elements Used: o
Mass Calc. Mass | mDa | PPM | DBE | Formula AT | i-AT Norm | FitConf% | C | H | N [ O -
3 5 Cl6 HI4 N 02 : 2
32100 06 -24 35 C HID N3 03 3336 11927 00 1o 133
Z2098 26 103 115 C12 HIO AT 13277 5854 029 oW 7
32005 32 427 25 CS HI4 N7 O 1316 0585 001 5 W 1 s -
(45-459_26102018_213_3818 452 (3.931)AMZ (7300000 556,34 0. 00.LS 1)
1 TOF IS ES+
9563e+007
100 252 1024
%
2531083
2520461
1850530 e 251.9220.[254.1118
1520440, 2090773 25" 295.8951 355 0512 4046514 4271555 5440574 5302332543.40206032204 6504015 D953851750424550 1540 8304135 877.7192 916.8300  965.8173 10049376 1029-9008 11231187 1184 ‘Eﬁﬁm
T T T M DA R B IR S R B T T T T
100 150 ' ZEIH ' 250 300 3éﬂ ' 460 450 ' 500 550 600 650 ’ 7aﬂ 750 Ean Eg-ﬂ 900 950 1000 1050 11"]0 ’ 1150 1200
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Single Mass Analysis
Tolerance = 100.0mDa / DBE: min = -15, max =500
Element prediction: Off
Monoisotopic Mass, Even Electron lons
277 formulae) evaluated with 72 results within limits (all results (up to 1000) for each mass) HRM S 0 f 3 b a
Elements Used:
€:0-100 H:0-50 N0 0:0-20
Mass Calc.Mass | mDa | PPM | DBE | Formula c]H[N]O B
1
261083 L3 44 155 CBH2 NS 1 12 5
2081039 41 138 65 CI12 HI6 N2 06 12 16 3 6 =
AS-387_23072018_005 367 (3.196)
1: TOF MS ES+
2856+007
00 208.1080
%
[299.1121
r Saaaanasy TrrTrTeTTTT \Aanasasndansne T T \aaassaanananan 7 T miz
100 150 200 250 300 250 400 450 500 550 600 650 700 750 800 850 900 850 1000 1050 1100 1150 1200
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Single Mass Analysis

Tolerance = 100.0 mDa / OBE: min =-1.5, max =50.0
Element prediction: Off

Monoisatopic Mass, Even Election lons

ot 4 Tl il i (i s 000 ) HRMS of 3bb
Elements Used:

C:0-100 H: 050 N: 020 0:0-10

Mass Calc.Mass | mDa | PPM__| DBE | Formula [clTHINTO] -
3121239 312101 02 05 35 (3 HI4 NI305 314 135

3121236 3 105 C18 His N 04 18 18 1 4

321249 10 32 155 €19 HU NS 19 14 5 -
AS-4763_03122018_225_4029 519 (4.512) Cm (498:520)
1. TOF MS ES+
100 2121239

3.98e+008

M
NH, OMe

M
© X OMe

o” "o
3bb

3131260

312.0824.

T T T T T T T T T
450 500 550 600 650 700 750 800 850

T T T T
900 950 1000

T T T miz
1050 1100 1150 1200
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Single Mass Analysis

Tolerance = 1000 mDa / OBE: min =-15, max =50.0

Element prediction: OF

Number of isotope peaks used for i-FIT = 3

Monoisotapic Mass, Even Electron lons (0]

420 formulale) evaluated with 118 results within limits (all results (up to 1000) for each mass)

Elements Used:

Mass Calc.Mass | mDa | PPM | DBE [ Formula FT | iFTNorm |FitConf% | ¢ [ H | N[O -
C18 HI8 N 05 15
328119 16 49 155 C19 HI4 N5 O 10182 7867 004 19 W 5 1
3281202 21 64 B85 C4 HIO NI7 02 10201 9794 001 4w o1 o2

3281158 24 73 115 Cl4 H4 N7 03 10170 6626 013 U o 7 3 >

AS-477_03122018_225_4027 516 (4.487) AM2 (A 30000.0,555.30,0.00,LS 1)
1: TOF MSES

5.666+007
100 328.1182

M
NH, OMe

X OMe

MeO o” "0
% 3bf

2901214
3280834
330.1261
a28.0252 4001914
oL 117.8247 154.0380 2520579254 0908 e 0019 so41992 5362735 ©102917 696350247 2915590 3511 7804441 8984507 5905355 908 5730 960.4875 10025287 10753326 11959177
e et R At Saanrseaniiasse. e R A 0
100 150 200 250 300 350 400 450 500 550 500 550 700 750 300 850 900 850 1000 1050 1100 1150 1200
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Single Mass Analysis

Tolerance = 100.0mDa / DBE: min=-15, max =500
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 HRM S Of 3bh =
Monoisotopic Mass, Even Election lons

388 formula(e) evaluated with 113 results within Imits (all results (up to 1000} or each mass)

Elements Used:

Calc.Mass | mDa | PPM__| DBE | Formula [i-FT_ [i-ATNom [FitConf% | € | H | N [ O] -
3121200 3121241 01 - €3 HI4 NI3 05 10441 11455 0.00 3 14 13 5

312123 04 13 105 ClB HIB N O4 10421 958 0.0 1818

312149 09 29 155 €19 HU NS 10425 9864 001 1 14 5

312125 14 45  B5 G HIONIT O 10433 10744 0.00 4 10 17 1 =
AS-461_26102016_213_3820 451 (4.015) AMZ (A7:30000.0.556.35,0.00.LS 1)
1. TOF WS ES+

204e+007

100 3121240

NH, OMe

X OMe

Me (0 M 0]
w 3bh

3131273
2120888
141316
ol 1520385150452 _210 0788 2600701 3120788 4207744250900 5002690 5433705 623.3239 6453004 559 3571 7093478 7774245 7994221 4757404 9167025 956.5498 1057.9703 40997767 1105.9431 _ 1180.8213
100 150 ’ ZEIH ' iéﬂ 300 3%0 ' 46’] 450 ' 560 ! 5_“1’] 600 Egﬂ ’ 7&0 750 Eaﬂ ' Eflnﬂ 900 950 ' 10‘00 1050 1100 11‘50 1200
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Single Mass Analysis z
Tolerance = 1000 mDa / OBE: min =-15, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 1
Monoisotopic Mass, Even Electron lons HRM S Of 3 ca
334 formulafe) evaluated with 103 results within limis (all results (up o 1000) for each mass) 1
Elements Used o
Mass Calc.Mass | mDs | PPM | DBE | Formula AT | AT Norm | FitCont% | C | H | N | 0 -
2
ZO1HD 07 -24 65 G4 HIONI3 03 1500 14979 000 CEEETIER
2002 20 69 75 HGNIO 12538 18802 000 6 19 1
2098 25 87 145 5 HIO N7 1201 503 065 15w 7 -
AS-388_23072018_007 418 (3.640) A2 (Ar,30000,0,556.34,0.00.LS 1)
1: TOF MS ES+
7.42e+007
00, 2831023 NH
%
69,1049
2150700 2880420 5150
130.0275 202.0605% 1 ’ 382.2567 3962271 450.6420  543.37672 02548 5972505 457 4655 7014908 7405707 784.6045 828.6545 981.5883 1009.5491 10535812, 10725411 V1376272 .
\ Saannaaany: e T A e T AVt uaa s AARARaasan
100 150 200 250 300 350 400 450 500 550 500 650 700 750 300 850 900 850 1000 1050 1100 1150 1200
el
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Single Mass Analysis

Tolerance = 100.0 mDa / OBE: min =-1.5, max =50.0
Element prediction: Off

Monoisatopic Mass, Even Election lons

ey e ot i b st 00 e HRMS of 3cf
Elements Used:

C:0-100 H: 050 N: 020 0:0-10
Mass Calc.Mass | mDa | PPM_ | DBE [ Formula cluln]o -
. 20 3
3181135 04 13 65 (5 H12 N13 O4 5 12 13 4
81122 09 28 15 C4 HI6 N9 08 ¢ 16 9 3 -
AS-469_03122018_225_4026 517 (4.495) Cm (505:517)
1 TOF MSES+
5.60e+007
100 384134

NH,

MeO 0" "0
3cf

319.1174

318.0620

T T T T T T T T T T T T T T T T T T
200 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

T T T miz
1050 1100 1150 1200
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ingle Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-15, max =50.0
Eloment pradiction: OF
Monoisotopic Mass, Even Electron lons
595 formulate) evaluated with 170 resuls within limits (all results (up to 1000) for each mass) HRM S Of 3 ch
Elements Used:
C:0-100 H: 0-50 N: 0-20 0:0-20
Mass. Calc. Mass mbDa | PPM DBE | Formula C H N o] -
20 1 2
3T 05 17 15 ChHIGNS 07 1 9 7
3021186 08 -26 65 €5 HI2 N12 03 5 12 13 3 -
AS-463_26102018_213_3819 488 (4.247)
1: TOF MSES+
1.41e+007
100 302.1178
%-
[303.1216
L miz
- b —— ——— — —_— —
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 850 1000 1050 1100 1150 1200
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ingle Mass Analysis
Tolerance = 1000 mDa / OBE: min=-15, max =500
Element prediction- OF
Monoisotopic Mass, Even Electron lons
253 formulae)evaluated with 4 results within imits 3l resuls (4 fo 1000) fo sach mass) HRM S Of 3 d a
Elements Used:
C:0-100 H: 0-50 N. 05 0:0-20
Mass Calc. Mass mbDa | PPM DBE | Formula C H N [*] -
1
2070 15 53 165 <17 KB NS o8 5
2820785 20 -1 <15 C4 HI6 N3 011 4 16 3 1n -
AS-437_20092018_199_3553 388 (3.383)
1: TOF MSES+
1.44e+007
100 2620765
%
283.0808
2
T T T T T T T T T T T T T T T T T T T T T T T T T T T T miz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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ingle Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
1936 formula(e) evaluated with 530 results within limits (all results (up to 1000)for each mass) HRM S Of 3 ea
Elements Used:
C: 0-100 H: 0-50 N 0-20 0:0-10 F.0-10
Mass Calc. Mass mDa_| PPM DBE | Formula = H N o] F -
C15 HI0 N 02 F2 1 2 2
240658 02 07 05 GHINOQA 71 o1 2 71
2740676 04 15 35 COHINTOZFH 5 8 7 2 4 >
AS-480_03122018_225_4026 522 (4.538) Cm (500:522)
1:TOF MSES+
3.22¢+008
100 274.0680
%
275.0716
T T T \Aanasasndansne T AARREALLY AR sa s et me s A T i
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 800 850 1000 1050 1100 1150 1200
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ingle Mass Analysis B
Tolerance = 100.0 mDa / DBE: min =-1.5, max =50.0
Element prediction. Off .
Number of isctope peaks used for i-FIT = 3 HRMS f 3 L
Monoisolopic Mass, Even Electron lons (0) al
358 formulae) evaluated with 149 resuls within limits (all results (up to 1000) for each mass) 4
Elements Usec: -
Mazz Calc Mazz | mDa | PPM | DBE | Formula AT | i-ATNom | FtConf% | C | H [ N [ O -
I 2 2
4186 05 19 75 Cb HI2 NI3 03 12005 11423 000 & 12 13 3
Ml 21 67 85 C2ZHENS O 128 1391 000 2 8 1 1
LS 26 83 155 CTHR W 11945 5575 038 v o1 7 -
[45-444_01102018_007 469 (4.084)AM (A30000.0 556.35,000.LS 1)
1: TOF MSES+
73204007
. 3141180
3 .
- al
his 1227
3140534
16,1263
165.0462 1388244 3907966 400505 952980 pagomgg 7012532 7704048 gy 45y 9217238 1506 5186 15851104 1753.5657.4785.8137 18765308 19606818
T L] AR bbay Wil b bk R il R b} Lkt el b W] ik ] il el vl b Wl i Rl |t b bl Al s gl Rl Sl M s Lt it Bl it bkl Wil i b A A Bl i LA i bl o
100 150 200 | 250 | 300 | 350 | 400 | 450 | 500 S50 600 650 | 700 750 800 850 | 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1200 1450 100 1550 1800 1850 1700 1750

1800 1850 1900 1950 2000
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: OFf 0
e o lcksn o HRMS of 3a
351 formula(e) evaluated with 104 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-100 H:0-100 N:0-20 0:05
oo I [wlol ;
C4 H16 NI3 03 12 E)
31 105 €19 H20 N 02 1 2
3 8 25 (8 H20 N7 05 7 5
31 105 45 HI2ZNI9 O 19 1 s
AS-513_08042019_007 383 (3.340)
1. TOF MSES+
8.16e+006
100 2941503
3aj
%-
282.1357)
205.1548
2380905
- mz
50 100 150 200 250 300 350 400 450 500 550 600 650 700 7S50 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 1850 1900 1950 2000
For Help, press FL
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ingle Mass Analysis

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

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

261 formulafe) evaluated with 85 results within imits (all results (up to 1000) for each mass) S o 3 a a d 3 a
Elements Used:
M.

ass Calc. Mass | mDa | PPM_ | DBE AT | i-FTNomn | FitConf% | c | H [ N |0 -
E [
2521030 08 32 35 C HI0 N3 03 13329 14487 0.00 1 w13 3
2520938 24 95 115 €12 HI0 N7 1258 7342 006 2 1 7
2521056 34 135 25 C5HMNTOS 13303 11900 000 5 14 7 5 -
AS-433_20092018_199_3540 414 (3,506) AM2 (A 30000.0,555.41,0.00.LS 1)
1. TOF MS ES+
100 2521022

Me 8.28e+007
NH,

(o) (o)
3fa

(O o)

253.1061
252.0440.
54,1099
152.0421165.0525 251.9208. 2000471 3520520 4056428 4271495 50g5470.525.29165434077 gn30089 50,3815 7455623 7774595 8105220 860.4203  ©16.8037 060.8572 10007460  1068.4398 10915070
T B4 PARA RAREN LARL T T T
1ﬁn 150 ' ién ' 250 300 350 ' 460 450 560 ! 5.“!0 600 650 700 750 800

850 200 950 1000

miz
1050 1100 1150 1200
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Single Mass Analysis -
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 50.0

Element prediction: Off '

HRMS of 3ga and 3
Woneiaotsic ass Even Elscin lns (0) a an a
292 formulale) evaluated with 92 results within limits (all results (up to 1000) for each mass)

Elements Used:

i.FT | i-FATNorm |FitConf% | c [ H [ N

o A
F]
2660879 07 -26 35 CHIO NI3O4 13522 14440 000 110 1 4
680982 20 15 85 Q2 HS NIT 13538 15966 00 2 6 U
2660847 25 93 115 CIZHION O 1457 789 0 2 1 7 1 <
45-435_20092018_199_3551 305 (3.443) AMZ (Ar,30000.0,556.35.0.00.LS 1)
1. TOF MS ES+
100 268.0972

%
A OMe
3g'a
59,1017
o)
180.0540.196.0621 _ 26790051 361.2208 4206350 #5113 543.3018557.2468 sa52128 5°93777896.5505 7774452 8286044 8727728 916.8132 0608502 1004.808410457480 11230496 11845316
- Pttty R T  SPtaaasanase i :
100 150 200 250 300 350 400 450 500 550 500 550 700 750 300 850 900 850 1000 1050 1100 1150 1200
Hel

lemental

File Edit View Process Help

o neE & M 6| x|

Single Mass Analysis -
Tolerance = 1000 mDa / OBE: min=-15, max =500
Element prediction: Off
Number of sotope peaks used for i FIT = 3 HRM S Of 3 ha -
Monoisotopic Hass, Even Electron lons
261 formulae) evalualed with 85 results within imis (all results (up to 1000) for each mass) L
Elements Used: o
Mass Calc. Mass | mDa | PPM | DBE | Formula \FIT_ | i-FT Norm | FitConf% | C | H | N | © -
5 Cl6 HI4 N 02 59 2
32100 03 12 35 C HIO N3 03 £i0s 11768 000 110 133
22105 28 115 25 C5 M4 NT 05 13085 9486 001 5 w7 s
Z2E 29 15 115 Cl2 HIO W7 13055 6575 014 2 1 7 -
AS-434_20092018_199_3550 420 (3.657) AMZ (Ar,30000,0,556.38.0.00.LS 1)
1.TOF MSES-
1.03+008
1004 2521027 N H2
"
2531075
I L W
b l ' 340.1589 4056433 4856123 5005207 522317 5035567 650,305 701.4347 740.6078777.4766 8105181 8727607 9217405 060.8007  1022.4385 0880327 41545050 11988151
T T TTTT T T T T T
100 150 ! ZEIH ' 250 300 350 ' 460 450 500 550 600 650 ’ 7aﬂ 750 Eaﬂ ' Efln 900 950 1000 1050 1100 1150 1200
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-15, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

202 formulale) evaluated with 92 results within limils (all results (up to 1000) for each mass) i
Elements Used

HRMS of 3ia

File Edit

fiew Process He

Eﬂ@ﬂﬂé&

Mass Calc.Mass | mDa | PPM | DBE [ Formula i.FT_[i-FTNom |FitConf% | C | H | N [ O B
F]
2680879 05 19 35 CHON3O 1813 13038 000 110 1 4
2680992 18 67 85 C2HSNIT 12828 14541 00 2 6 U
2660847 27 101 115 CZHION O 12758 763 005 2 1 7 1 <
A5-436_20092018_199_3552 410 (3.571)AMZ (Ar30000.0,556.34,0.00.LS 1)
1. TOF MS ES+
1.068+008
100 268.0974 NH
3ia
%
[269.1022
196.0619 22: :;5: o100
1520403 L 268004 3311521 3741660 4206376 4732108 543.2047557.2434 °1%20085352993 5593997 777.4502_819.5289 877.6935 916.7946 060.8562 1004.9030 10514854 11355086
asssseansnsnss IARanNLaRiaRAESs Sasnaseanaansny T T T miz
150 200 250 300 250 400 450 500 550 600 650 700 750 800 850 900 850 1000 1050 1100 1150 1200

Single Mass Analysis
Tolerance = 100.0 mDa / OBE: min =-1.5, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

334 formulale) evaluated with 103 results within limits (all results (up to 1000}for each mass)
Elements Used:

HRMS of 3ja

Mass Calc. Mass. mbDa | PPM DBE | Formula i-FIT i-FIT Norm | Fit Conf % C H N 0 -
L €19 H14 N 02 4. 2
2881030 05 17 65 G4 HI0 N13 O3 175 11979 0.00 4 10 13 3
2881003 22 76 15 HE N19 O 11752 15622 0.00 6 19 1
28810938 27 94 145 (15 H10 N7 11633 3741 237 15 10 7 e
AS-438_20092018_1' 3554 411 (3.580) AM2 (Ar.30000.0,556.35,0.00 LS 1)
'OF MS ES+
5.39e+007
100- 288.1025
3ja
. ]
1269.1058
288.0460.
2150715 [290.1005 5752751
139.0282 202.0613L > 260.1022 388.0584 4506284 543.3860 ', 597.2545 650.3718696.5358 740.5825777.4395 819.5164 8727223 916.7786 960.8401998.3926 1064.7141 1142.37731182.5074
150 ’ ZEIH ! iéﬂ 300 3%0 4000 450 ! 560 5_“:0 600 ’ 650 700 750 800 850 200 950 1000 1050 1100 1150 1200
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Single Mass Analysis
Tolerance = 100.0mDa / DBE: min =15, max = §0.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons HRMS Of 3 aa_D
24071 formula(e) evaluated Wih 527 results within lmits (2l resuls (up to 1000} for each mass)
Elements Used
c:0-100 N:0-20 005 1H 050 2H:0-50
Mass Calc.Mass | mDs | PPM_| DBE | Fomuls c N o[ -
Q5 N 02 1H11 2H 2
0919 06 25 55 Q12 05 IHIS 2 51
Zeme 07 29 35 G4 N7 05 1M 23 ¢ 7 5 1 3
o093 08 33 105 C13 M O 1N B 4 1 1 -
[AS-545_23042013_005 267 (2504)
1.TOF S ES-
1.71e+006
. 2390925
%
l240.0965
T

550 G600 650 700 750 800

TerTTTEETTTR miz
850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 1850 1300 1950 2000
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