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'H-NMR (500 MHz, CDCl)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCL)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDClL)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCL)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDClL)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCL)
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"H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCls)
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"H-NMR (500 MHz, DMSO-ds)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCls)
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"H-NMR (500 MHz, DMSO-ds)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCls)
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'H-NMR (500 MHz, CDCl)
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'H-NMR (500 MHz, CDCls)
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F-NMR (376.3 MHz, CDCl;)
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"H-NMR (500 MHz, CDCls)
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =50.0

Element prediction: Off

Monoisotopic Mass, Even Electron lons

463 formula(e) evaluated with 127 results within limits (all results (up to 1000) for each mass)
Elements Used:

HRMS of 3aa

C:0-100 H:0-100 020 0:020
Mass Calc.Mass | mDa | PPM | DBE | Formuls [c]H[N]oO] B
22051 2120512 1 04 155 C5H NS O 56 1 m
2720571 5 22 85 H2NI7 02 2 17 2
59 S Cla HI0 N 05 11015
272081 20 74 25 3 HIO N7 OB EREE T R
120604 3 21 75 cAHENIL O 46 u 4 2
KS-561_03042019_026 334 (2.913)
1:TOF NS ES+
21264006
100 272.0571
[ N-Me
o]
2730605
L s e e T T T ™
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 GO0 @50 000 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 1850 1900 1950 2000
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.6, max = 60.0
Element prediction: OF
Monoisotopic Mass, Even Electron lons
491 formula(e) evaluated with 149 results within limis (al results (up 1o 1000} for each mass} [‘] RMS Of 3ab
Elements Used
C:0-100 H:0-100 015 0015
Mazs Calc. Mazz | mDa | PPM | DBE | Formula c[r[N]oO B
E|
W60 -07 24 35 HaNI3 06 s D 6
86079 15 52 155 CI6HENS O ® 8 5 1
86069 25 87 115 Il Hg N7 02 n 8 7 3 o
KS-564_07052019_00B 133 (3.429)
1:TOF NS ES+
48584005
00 2860714
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 T T T T T T T T T T T T T T T T miz
0 100 150 200 250 300 350 400 450 500 550 800 850 700 750 800 850 a00 950 1000 1050 100 1150 1200
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = §0.0
Element prediction” OFf
Monoisotopic Mass, Even Electron lons
359 formula(e} evaluated with 99 results within limits (all results (up to 1000) for each mass) HRMS Of 3ac
Elements Used:
€:0-100 H:0-100 N:0-20 0:05
Mass Calc, Mass | mDa | PPM | DBE | Formula CIH[NJO -
3
3000885 -20 61 155 CI7 HIO N5 O o1 5 1
3000845 20 67 115 C12 HIO N7 03 2 ow 73
300080 25 83 85 €2 H6 NI7 OZ : 5 1 2 2
KS-568_22032019_031 384 (3.349) Cm (363:390)
1 TOF s E5+
6.402+008
00, 300.0865
301.0905
T — B e i VRS LSl
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200

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

Monoisotopic Mass, Even Electron lons
397 formula(e) evaluated with 107 resuits within imits (al resuits (up to 1000} for each mass) I I RMS Of 3ad

Elements Used

C:0-100 H:0-100 N:0-10 0:0-10
Mass Calc. Mass [ mDa | PPM | DBE | Formula c[H[N]O -
T 15
341042 35 155 CI8 HI2 N5 O B 12 5 1
3141020 35 <15 CHI6 N3 010 116 3 10
3141060 92 25 G5 HI6 NT 08 6 16 7 8 -
KS-590_13052019_008 142 (3.658)
1. TOF NS ES+
258e+006
1004 258.0307
314.1031
2410138 bsg 04z
. |
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =500

Element prediction: Off

Monoisotopic Mass, Even Electron lons

446 formula(e} evaluated with 120 results within limits (1 results (Up to 1000)for each mass)

Elements Used:

HRMS of 3ae

C:0-100 H:0-100 N:0-20 0:05
Mass [ Calc. Mass [ mDa | PPM__| DBE | Formula [c[H[NTO] -
3401194 3401198 4 €20 H14 N5 O 20 14 5 ]
3401203 9 5 95 5 H10 N17 02 5 10 17
185 115 10 HI8 N 05 9 18 1
304163 31 9L 55 HIO N19 O4 0 1 -
KS-569_27032019_015 428 (3726)
1: TOF S ES+
8766006
1004 3401194
(3411241
B B Bt 1 R g o s B e B B e N e R A R A AN LRt SR R AR R A R R 1LY
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.6, max = 50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons HRMS Of 3af
457 formula(e) evaluated with 107 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-100 H: 0-100 N:0-20 0:0-5
Mass Calc. Mass mDa | PPM DBE | Formula C H N o =
3
3480885 46 195 C21 H10 N5 O Py 10 5 1
3480850 55 85 C He NI19 O4 1 6 9 4
3480890 60 125 €6 He MI7 02 6 6 17 2 2
KS-570_27032019_016 397 (3.460)
1: TOF MS ES+
1.93e+006
1004 248.0860
|
340.0017
"
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: OF

Monoisotopic Mass, Even Election lons HRM f
328 formula(e) evaluated with 97 results within limits (all results (up to 1000) for each mass) 0 a

Elements Used

C:0-100 H: 0-100 N:0-20 0:0-5
Mass Calc. Mass. mDa | PPM DBE | Formula C H N o
286.0729 =15 -5.2 15.5 C16 H8 N5 O 16 8 5 1
286.0734 -20 <10 85 C H4 N17 02 1 a4 17 2
286.0689 25 87 11.5 C11 H8 N7 O3 1 8 7 3 s
KS-573_27032019_017 364 (3.171)
1: TOF MS ES+
1.72e+007
100+ 286.0714
Me [_N-Me
[287.0759
2
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5. max = 50.0

Element prediction: Off

Monsisotopic Mass, Even Electron lons

486 formula(e) evaluated with 123 results within limits (all results (up to 1000} for each mass) HRMS Of 3 b c
Elements Used:

C:0-100 H:0-100 N:0-10 0:025

Mass Calc. Mass | mDa | PPM [ DBE [ Formula c[H

3141028

ey - B
wi o

341042 135 155 CIBHL2 NS O 18 12
34100 11 35 L5 € HI6 N9 010 116
3141002 29 92 115 CI3 HIZ N7 O3 13 12 S

KS-593_13052019_010 136 (3.508)
1:TOF NS ES+

1.48+007
1004 3141031

315.1048
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Single Mass Analysis
Tolerance = 100.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monosisctopic Mass, Even Electron lons

728 formula(e) evaluated with 193 results within limits (al results (up ta 1000) for each mass)

HRMS of 3be

Elements Used.
Mass Calc. Mass [ mDa | PPM | DBE | Formula i-FIT_[i-FTNorm | FitConf% [ € [ H [ N [ O
a
3[4 04 A1 45 C5 HI6 NI3 06 6766 5914 0.27 5 16 13 6
/41333 10 28 05 C4 H N9 OL0 6774 669 012 4 1 9 1
3541355 12 34 165 C2LHIG N5 O 6754 4705 091 2 16 5 1 -
KS-583_07052019_007 159 (4.098) AM2 (A1,30000.0,556.31,0.00,LS 1)
1: TOF NS ES+
284e+007
100+ 3541343
3551367
1070261 1350349 2010443 55,0241 2720520 sss029 3561410 3053462 430.0751 4786806 ssg 655 gep 1172 7052982 15505 7631906 805.2468 896.2255,911.5214 9927837 10041411 1173838 1146 6004 1168 w239
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50 100 150 200 250 300 350 400 1450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200

S36

Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0
Eloment prediction: OF
Manaisalapic ass, Even Electran lons
770 formula(e) evaluated with 211 results within limits (all results (upto 1000)for each mass) ['] RMS Of 3bf
Elements Used
C:0-100 H:0-100 015 0015
Mass Calc. Mass | mDa | PPM | DBE | Formuls c[hr[nN]oO -
362108 362108 2 B ]
3621034 A7 75 6 HI2 NI3 06 5 12 1 6
3621020 22 25 C5HI6 N9 Ol 5 15 9 10
3621002 29 185 CR2HRNSO 2 1 s 1 -
K5-565_07052019_008 139 (3.562)
1 TOF NS ES+
40084008
o0 362.1028
o]
B83.1043
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 T T T T T T T T T T T miz
0 100 150 200 250 300 350 400 50 500 550 500 550 700 750 200 350 900 950 000 1050 1100 1150 1200




Single Mass Analysis 5
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 60.0
Element prediction: OF
Number of isotope peaks used for -FIT = 3
Horamcopiaos e lacion ons HRMS of 3ca
406 formula(e) evaluated with 114 results within limits (all results (up to 1000) for each mase)
Elements Used: -
Mass Calc. Mass. mDa | PPM DBE | Formula i-FIT Norm | Fit Conf % C H N o -
260715 05 -L. 15 HI2 N 05 o1 s
/4D 19 66 155 CI6 HE NS O W3 41% 06 % 8 5 1
286.0689 21 73 115 (11 H8 N7 03 3376 5067 063 1 8 7 3
286.0675 35 122 6.5 C10 H12 N3 07 3373 4810 08L 10 12 3 7 i
1KS-502_20052019_016 131 (3.378) AM2 (A7,30000.0,556.34,000,LS 1}
1: TOF MS ES+
1.13e+006
00, 2860710
| _N-Me
Me [0 N 0)
o]
537 0750
994939 1240734 134 g5qq 2270070 sssotsn | s1zaeme s ze7r 22403 ssogprs 51731387200 sonqaeq 5270790 7143059 7617354 8095408 435178 sat71se_ oeasoze 102808404058 6501 XL
RS aaadaa s s Ly aaaa st sy e s e L e e R LR s LR L AR AR e e T T T AP P P e
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.6, max = 50.0
Element prediction: OF
Monoisctopic Mass, Even Electron lons HRMS of 3cc
473 formula(e) evaluated with 125 results within limits (2ll results (Up to 1000) for each mass)
Elements Used:
G:0-100 H:0-100 N 010 0.015
Mass Calc, Mass | mDa | PPM__| DBE | Formula [clTHInN] o] -
314.1020 314.1020 00 00 -15  C H16 N9 010 1 16 9 10 U
1 B
341002 1g 57 1l5 CI3H2NT 03 o o1 3
3141042 -22 -10 155 (18 HI2 N5 O 18 12 5 1 i
KS-604_27052019_007 141 (3.533)
1: TOF MS ES+
1.50e+006
1004 314.1020
Me o 0
%
3151074
2
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Single Mass Analysis -
Tolerance = 100.0 mDa / DBE: min =-15 max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
WMonoisotopic Mass, Even Electron lons HRMS Of 3ce
566 formula(e) evaluated with 129 results within limits (all results (up to 1000) for each mass)
Elements Used: -
Calc. Mass | mDa | PPM | DBE | Formula AT | -FT Norm | FitConf% | C | H | N | O
T 6 2 15
354135 23 165 CILHI6 N5 O 4506 5402 041 o 1% 5 1
3541360 3 a7 5 C8 HAM N2 012 4585 4400 123 8 M 3 1
34133 14 40 5 C4 Ha0 N9 010 4608 6752 012 4 0 9 1 -
KS-607_27052019_009 159 (4.098) A2 (Ar 30000 0,556.35,0.00,LS 1)
1: TOF s ES+
7.826+006
00, 3541347
Me 0" "0
561300
904984 424 0761.130.9716 2650258 279.0903 3540513 3701902 30 404y 4403656264318 goppigy  gprgizp 033736 gpgopep 7831624 gaggpy g11772p 9485621 10300202 445, 11193767 "
R e TrrrT T e e R RALAL LA L s A LBAALI ALy venas Ry nann B A A e A AL LI
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200

Single Mass Analysis

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

Element pradiction: Off

Honostpieine, o Elscon ora HRMS of 3cf
592 formula(e) evaluated with 145 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-100 H:0-100 N:0-10 0:0-15
Calc. Mass | mDa DEE | Formula c[Huln]o
21 15
07 25 C5 HI6 N9 010 5 16 § 10
A5 -1 195 C22 HIZ N5 O 2 1205 1
3621047 20 -5 15 €9 HI0 N2 012 9 0 3 1 =

KS-605_27052019_008 141 (3.533)
1:TOF S ES+

2.27e+006
1004 362.1027

[363.1042
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =50.0

Element prediction: OF
Number of isotope peaks used for i-FIT = 3 HRMS of 3dc
Monosisctopic Mass, Even Electron lons

651 formula(e) evaluated with 187 results within limits (all results (up to 1000) for each mass)

Elements Used:

Mass. Calc, Mass | mDa | PPM__| DBE | Formula [i-FrT_[-ATNerm [FitConf% | C [ H | N [ O [
3300970 3300968 01 03 <15 € H16 N9 O11 5526 5348 048 1 16 9 1 ]

330 0964 06 18 165 C14 H8 N11 5529 . 0.38 14 8 11

30093 13 38 35 CHI2 N3 O7 5516 4207 136 2 1 13 71

3300951 18 58 115 13 HI12 N7 04 5528 5464 042 13 12 7 4 v,
KE-579_06052019_008 137 (3.531) AM2 (A130000.0666.29,0.00LS 1)
1: TOF HIS ES+

1.58e+007

100, 330.0070

OH ’Nf

MeO 0" "0

3311014
50.2430 1240799 4510311 2430155 o71.0230 [PP21107 3780424 44 155 4501530 s228191 FH9I08 BO0.1547 gog g77s (191398 7611028 as27207 970285 asag077 10442413 11090305 18830
T T T T T T T T T T T T T T T TR 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
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 150
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons I IRMS f 3d
955 formula(e) evaluated with 242 results within limits (all results (up to 1000) for each mass) 0 e
Elements Used:
€ 0-100 H:0-100 N:0-20 0:0-20
Mass Calc, Mass | mba [ PPM [ DBE [ Formula c[H[N]O -
3
3701296 -03 -08 45 5 Hle N13 07 5 16 13 7
704282 11 30 05 C4HD N o 4 0 9 u
370.1304 -11 -3.0 165 CZ1 H16 N5 02 n 16 5 2 i
KS-577_03042019_028 441 (3.837)
1: TOF MS ES+
2.84e+008
1004 370.1293
MeO' 0" "0
o |
[371.1339
e T I IR Al i TP LI I e miz
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Single Mass Analysis
Tolerance = 100 0 mDa / DBE: min =-15 max =500
Element prediction: Off
Monoisotopic Hass, Even Electron lons
827 formula(e) evaluated with 223 results within limits (all results (up to 1000)for each mass) HRMS Of 3df
Elements Used:
G:0-100 H:0-100 N:0-15 0:0-15
Mass. Calc. Mass_| mDa_| PPM__| DBE | Formula [ -
80066 /0% 02 05 205 Cl8 K8 NIl T8 1 3
308 25 €5 HI6 MO 5
2 21 H
380951 15 40 155 C17 HLZ N7 O4
;80083 17 45 75 C6 HI2 NI3 O7 -
KS-581_06052019_009 135 (3.430)
1: TOF His ES+
32264006
00, 376.0985
MeO 0" "0
3791030
2
A A 3
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-15 max =500
Element prediction: Off
Monoisatopic Hass, Even Eleciron lons HRM f
1829 formula(e) evaluated with 455 results within imits (all results (up to 1000) for each mass) 0 ca
Elements Used:
C:0-100 H:0-100 N:0-20 0:0-20 cros
Mass Calc.Mass | mDa | PPM_| DBE | Formula [ [n]oJa] -
060176 3060179 3 10 15 (8 His N3 03 CB 3 3 3 ]
3060183 07 75 HA N9 08 9 8
3060163 07 5 5 12
15
3060183 7 155 51 1 -
KS-575_03042019_029 353 (3.076)
1: TOF S ES+
5.412+005

306.0176

100
O

208.0183
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Single Mass Analysis B
Tolerance = 100.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Hass, Even Elecron lons 0 ee
2516 formula(e) evaluated with 475 results within limits (all results (up to 1000) for each mass)
Elements Used: -
Mass Calc. Mass mDa DBE | Formula i-FIT | i-FIT Norm | Fit Conf % C H N 2] Cl S
Cl9 HI7 N 05 CI 358 1 s
3740785 35 G Hi6 NS 012 5699 11469 0.00 8§ 16 5 1L
374.0796 5 -15 (8 H24 N7 O CM 5686 10111 0.00 8 24 7 1 4
374.079 04 11 215 21 HE N7 O 5723 13827 0.00 Py B 7 1 -
KS-603_27052019_006 160 (4.123) AM2 (Ar,30000.0,556.29,0.00,LS 1)
1: TOF NS ES+
6.32e+006
1004 3740794
376.0782
279.0897
377.0838
99.4943 1240781139 9749720.9792  2748701| 2910987373 99371 4300744 4905010 _ 5571925 6341416 7230517 7474674 1991372 5449038 9062369 946.0683 3709293 10556503 4955077 meesses
T i e e e e T Ty T i Ao e e s et =T rns
50 100 150 200 250 300 350 400 450 500 550 800 650 700 750 800 250 900 950 1000 1050 1100 1150 1200
Single Mass Analysis =
Tolerance = 100.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 HRMS f 3 f
Monoisotopic Mass, Even Electron lons 0 e
3269 formula(e) evaluated with 747 results within limits (all results (up ta 1000) for each mass)
Elements Used: ~
Mass Calc. Mass | mDa_ | PPM__| DBE | Formula [i-Fr_[i-FTNorm [Fitconf% [ ¢ [ H [ N | 0 [a] B
J|WO0AES W03 02 05 15 COHA N7 O CH 001 9w 7 1 4 ]
3820487 -02 -05 75 (C5HIMNI3 06 Cl 95 767 005 5 9 13 6 1
3820482 03 08 6.5 (€9 H12 N5 012 0.00 El 5 12
8 115 H13 N 05 CI 175 1
3820482 7 18 55 (14 Hi9 N3 03 (B 004 3 3 3
KS-589_07052019_012 140 (3.607) AM2 (Ar,30000.0,556.33,0.00,LS 1)
1: TOF MS ES+
1.18e+006
00, 382.0485
384.0474
124.0728 2271561 2749557 4412088 762.1009801.5659 996.2720 1046.4905
904917 | 1300743 N N 3123501 3g12108| 4193317 7 4753160 5544413 621.4748 663.4708 74343‘_76/ b 8500504 7 964.4262  1013.1237 M 1328544 Mo14823
R B B I AL AL BN e Ay LA A RARM LA aenns s nnns nanan)
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 200 950 1000 1050 1100 1150 1200
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3778880

Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.6, max = §0.0
Element prediction: Off
Monoisotopic Hass, Even Electron lons
1408 formula(e) evaluated with 282 results within imits (al resuits (up to 1000) for each mass) [‘] RMS Of 3fa
Elements Used:
C:0-100 H:0-100 N:0-15 0:0-15 Br0-5
Mass Calc.Mass | mDa_ | PPM | DBE | Formuls [c]u[n]o 8] -
349578 399677 01 03 155 CI5 F5 N5 O Br 5 s 5 1 1 [
175 <5 N3 08 15 38
05 C3 HI4 N9 O B2 3 M 9o 1 2
9 15
349.96% 1 25 C3HO NI O8Gr 3 09 1 8 1
399704 26 74 45 C3 HA N5 OIS 3 4 5 15 2
KS-576_06052019_007 123 (3.167)
1: TOF fis ES+
37284005
00, 349.9678
3519650 [6)
Br [ N-Me
A AL AL e A A AL L T Mz
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
Single Mass Analysis =
Tolerance = 100.0 mDa / DBE: min =-15 max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Hass, Even Electron lons HRMS Of 3fc
1404 formula(e) evaluated with 276 results within limits (all results (up to 1000) for each mass)
Elements Used: <
Calc. Mass [i-FT_[i-FITNorm | FitConf% | € | H | N| O | Br| -
5118 2503 000 - 9 6 @
1048 002 13 0 1

9
1
1
5

377.9958 C12 H4 N5 010 5116 0.00 12 4 -
KS-601_20052019_016 146 (3.760) AM2 (Ar,30000.0,556.30,0.00,LS 1)
1: TOF MS ES+
1.83e+006
10, 370.9055
Br: N
809997 426 2188
b
980441 1240711 4395723 2139307 312.3575.329.0807 4032348 4944500 570.5298 505 4131 soa5as6 7220198 7540064 g00.0012,827 4057 995 5954 10198497 10688835 13007063 1150 7218
T T T T T T T T T T T T T T T T T T IRARRERALLYY T T T T T T T T T T T T TTTY T T T 1 M/
=0 150 150 200 2% 300 %0 400 50 B 550 500 550 760 75 500 &5 900 ok 100 qeso | 400 e 1200




Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = §0.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
1748 formula(e) evaluated with 324 results within limits (all results (up to 1000} for each mass) 0 e
Elements Used:
C:0-100 H:0-100 N:0-10 0:0-15 Br 05
Mass Calc, Mass_| mDa | PPM__| DBE | Formula [c[H[N[oB] -
4180299 418.0303 -1.0 165 C20 HI3 N5 O Br 0 13 5 1 1 @
418.0203 14 31. 32 32 4 1 1
41 2 115 €19 Hi7 N 05 Br 9 17 1 5 1
418.0309 -10 -24 -1.5 €7 H2l N3 012 Br 7 n 3 12 1
418.0311 -2 -28 185 C20 H8 N3 08 0 8 3 8 s
KS-500_20052019_014 165 (4 251)
1: TOF IS ES+
4200238 5606005
1007 412.0200
Br N
445.1493
- - _____________-
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 800 950 1000 1050 1100 1150 1200
Single Mass Analysis B
Tolerance = 100.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 RM f ff
Monoisotopic Hass, Even Elecron lons I I 0
1846 formula(e) evaluated with 330 results within limits (all results (up to 1000) for each mass)
Elements Used: -
Mass. Calc. Mass_| mDa_| PPM__| DBE | Formula [i-FT_[i-FIT Norm | FitConf% | C | H [ N] 0 [Br] -
9980 1 2 34, C33 N O 3510  24.617 0.00 EE] 1 1 [l
C. 1 B
16 25 <7 N9 06 3495 0.00 17 EG
-21 -0.5 (€8 H22 N5 05 Br2 3405 X 0.00 8 2 5 5 2
23 25 €4 HI3 N9 O10 Br 3388 12416 0.00 4 13 9 10 1 ad
KS-600_20052019_015 142 (3.658) AM2 (Ar,30000.0,556.32,0.00,LS 1)
1: TOF IS ES+
4.11e+005
100+ 4259979
Br N N
1240708 [429.0019
"
. 1220813 1399705y g 2620365 3164160 3831903 4299901 5069316 583.0206.523.4387 §39.41606533935 744.4850 8160798 3417448 9157030 9735754 1038.7029 neostsevessee:
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Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max = §0.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monosisctopic Mass, Even Electron lons

4492 formula(e) evaluated with 1172 results within limits (all results (up to 1000) for each mass)
Elements Used:

HRMS of 3ge

Mass Calc, Mass_| mDa | PPM__| DBE | Formula [-AT_[i-FITNorm [FitConf% | € | H [ N | 0 | F | -
3581005 358.1096 -01 03 45 €4 HI3 NI3 06 F 8008 11143 000 4 13 13 6 @
358.1093 02 06 205 €23 H12 NS 8021 12491 000 23 12 5
3581008 3 43 25 <10 HO N3 O w8 12212 000 0w ow 3 ou
358.1098 -03 08 05 €6 H16 N7 O6 F4 8002 10586 000 6 16 7 6 4
-04 -11 -1.5 €2 H12 N11 O F8 8021 12531 0.00 2 12 11 1 8
5 1
04 11 95 CISHB N5 F5 785 892 001 5 13 5 5 o
11092019_327_5880
KS-609_11092019_012 151 (3.887) AM2 (Ar,30000.0,556.28 ,0.00,LS 1), Gm (148:168) 1:TOF MS ES+
8.93e+007
100+ 358.1005
350.1147
2760217 3740833
259.0058 758.1902
90.5056 1240850 1470552 3101007 S 3580265, [ 4532274 $T521985072199 5645400 6031558 636.2324 132189 7363076 Id 6121924 ,827.4307 9217554 9697513 __
50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 60O 625 650 675 700 725 750 775 800 825 850 875 900 925 950 975
Single Mass Analysis
Tolerance = 100.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Moneistopic Wass, Even Electron lons HRMS of 3ag
431 formula(e) evaluated with 105 results within limits (all results (up to 1000) for each mass)
Elements Used
C:0-100 H:0-100 N:0-20 0:0-5
Calc. Mass mDa | PPM DBE | Formula C H N o =
€19 HI2 N 05 12 5
13 39 85 HAND O RN TI
18 54 155 €15 H8 N7 03 15 8 7 3
3340729 -22 66 195 C20 HE N5 O 20 B 5 1 -
KS-567_22032019_030 355 (3.094)
1: TOF MS ES+
3.02e+006
1004 3340707
5|
266.0824
335.0775
-
. 1 -
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 200 950 1000 1050 1100 1150 1200
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: OF

Monoisotopic Mass, Even Electron lons

Elements Used

562 formula(e) evaluated with 138 results within limits (all results (up to 1000) for each mass)

HRMS of 3bg

C:0-100 H:0-100 N:0-10 0:0-15
Mass Calc.Mass | mDa | PPM | DBE | Formuls
3450865 3480864 01 03 25 C4 HLI 1B OL0
672
348.0845 20 57 155 (16 HI0 N7 03
348.0885 -20 -5.7 195 €21 HI10 N5 O i
KS-594_20052019_013 136 (3.505)
1.TOF NS ES+
4.986+005
100 348.0865
Me N
o]
349.0913
7
M
T T ) T PARAARAMsvessLsse T T T T SR RAARRRRL LA Y miz
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
Single Mass Analysis 5
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: OF
Number of isotope peaks used for i-FIT = 3 [-] RMS Of 3eg
Monoisotopic Mass, Even Electron lons
2954 formula(e) evaluated with 668 results within limits (all results (up to 1000) for each mass)
Elements Used: -
ass. Calc. Mass__| mDa_| PPM__| DBE | Formula [i-FT_[-ATNorm | FitConf% | C | H | N | 0 [l -
368.0320 368.0331 0.1 -03 75 C4 H7 N13 06 CI 5052 8.646 002 4 7 13 3 1 [
38037 03 08 15 CBHIS NT O CM 001 8 18 7 1 4
368.0326 04 11 6.5 C8 H10 N5 012 000 8 10 5 12 &
KS-568_07052019_011131 (3.378) A2 (A7,30000.0,556.30,0.00.L8 1)
1. TOF NS ES+
1.79e+006
00, 368.0330
370.0811
371.0343
994965 1240724 4741493 2469763 3749706312:3654 a 4132443 g 352 5409077 579.5400 5634937 _708.4921 790.9859828 4794 a32.5158.950.0558 5 9944 10113044 40757505 1123 35751139 1497 -
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50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for T = 3 HRMS f 3f
Monoisotopic Mass, Even Electron lons 0 g

2144 formula(e) evaluated with 387 results within limits (all results (up t 1000) for each mass)

[——

Elements Used

[ I

Mass Calc. Mass. mDa PPM DBE | Formula i-FIT i-FIT Norm | Fit Conf % C H N [ Br
€19 Hi1 N 05 Br 19 5 1 |
411.9826 -06 -15 75 C4 H7 N13 06 Br 3492 10370 0.00 4 7 13 6 1
411.9812 08 19 25 C3 H11 N8 010 Br 3459  7.080 008 3 1 9 10 1
411.9831 -11 -27 -05 (7 H20 N5 OS5 Br2 3483 0480 001 7 20 5 5 2 sl
5-562_08052019_010 120 (3.327) AWZ (A 30000.0,556.26,0.00.LS 1}
1. TOF NS ES+
6.44e+005
00, 413.9802
Br S _©
o]
4149860
1240727 masos [
90.4897 177 1711383 2071718 i 3859854 ||378%%00 4753331 s06041p 5519755 6454350 6934048 a08.0208.9220785 8% 9173140 0041061 1058.4653 11055047 11389100 .
T T T T T T T T T T T T T T T T T T T T T T T u T T T T T T T m
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 00 950 1000 1050 1100 1150

HMQC and HMBC spectra of compound 3cc

The 2D spectra (HMQC and HMBC) of 3cc at 400 MHz are shown below. From HMBC spectrum,
the peak outlined in red shows the three-bond correlation between the 3'-carbon of coumarin unit
and the 4-proton of maleimide unit. This correlation clearly indicates the presence of maleimide
unit at the C3-position of 4-hydroxycoumarin unit. Additionally, 5'-carbon, 6'-carbon and 8'-
carbon of coumarin unit are seem as unfunctionalized.
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HMQC spectrum of 3cc
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HMBC spectrum of 3cc
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