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Elemental Composition Report @) @) Page 1
Single Mass Analysis Ph
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0 | |
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Pe p N~ “CO,Et
Monoisotopic Mass, Even Electron lons
476 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass) OMG
Elements Used:
C:1-500 H:1-1000 N:1-10 O:1-200
OD 25.10.2022 OMe 25-Oct-2022 12:42:53
HRMS-CB-273 29 (0.136) 2a TOF MS ES+
1.10e+004
100~ 360.1453
%,
| 272.0550 360.3000
1 312.3083
i 244.0325 382.2675
ol e s L 00000 ae00n0s  soszari 5080930 so0dsaseotziss eraaTraeerspspTaizers 7669926
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm)
360.1453 360.1447 0.6 1.7 9.5 94.1 0.6 N 06
360.1461 -0.8 -2.2 14.5 94.2 0.7 N5 02
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Elemental Composition Report @) O Page 1

Single Mass Analysis t-Bu

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0 | |

Element prediction: Off

Number of isotope peaks used for i-FIT = 3 N COZEt

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

Elements Used:

C:1-500 H:1-1000 N:1-10 O:1-200

OD 25.10.2022 29 OMG

25-Oct-2022 12:47:40
HRMS-CB-274 29 (0.136)

TOF MS ES+
1.17e+004
100 340.1766
%,
] 252 0875 340.3225
] 184.0774 2522129  312.3083 362.1540 455.2308 611.2888 726.6782 760.5545
0 | 224.0624 | . | 902 396.2073 | 523.3180 _537.2750 595.3205°" - 664.3322 701.3506 . : iz
L s 0 e AN s
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
340.1766  340.1760 0.6 1.8 5.5 92.5

5 Cl7 H26 N 06
9

0.
340.1774 -0.8 -2.4 10.5 92.8 0. Cl8 H22 N5 02
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Elemental Composition Report

O O Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0 Ph
Element prediction: Off | |
Number of isotope peaks used for i-FIT = 3 N O
Monoisotopic Mass, Even Electron lons
297 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) O
Elements Used:
C:1-500 H:1-1000 N:1-10 O:1-200
OD 28.07.2022 3a OH 28-Jul-2022 11:55:27
HRMS-CB-262 39 (0.177) TOF MS ES+
2.90e+002

100 286.0714

%7

1 312.3326

1 226.0428

| 191.0318 : 437.2048

ol I 3392565 413.2755 5125180 9405438 gog g 614.8570 6634412 05 5361 751 5547 7896748

bbbt b b e T T B o TP T TP T T TP PP e e e e

160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
286.0714 286.0715 -0.1 -0.3 10.5 32.4 0.0 Cl5 H12 N 05
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off O O
Number of isotope peaks used for i-FIT = 3

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

Elements Used: Cl N O
C:1-500 H:1-1000 N:1-10 O0:1-200 CI: 1-1
OD 25.10.2022 0O 25-0ct-2022 13:08:07
HRMS-CB-282 24 (0.115) TOF MS ES+
3 4.596+003
100 320.0330 c OH
% 225.9879
| 322.0373
| 249.0258 348.0590 394 1101
0 1790738 207.98%8 \ 8128325 | | [ 444.0997 498.5277 5515336  590.4371 639.0982 678.4666 7235566  00-9266 786'921722
ety bbb O b O A T O O OO | 839.0982  BT8.4666 1235868 e

160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

320.0330 320.0326 0.4 1.2 10.5 67.1 0.7 Cl5 H11 N O5 C1
320.0339 -0.9 -2.8 15.5 67.0 0.7 Cle H7 N5 O C1l
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Elemental Composition Report

Page 1
Single Mass Analysis O O
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off -Bu
Number of isotope peaks used for i-FIT = 3 | |
O
Monoisotopic Mass, Even Electron lons N
248 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used: O
C:1-500 H:1-1000 N:1-10 O:1-200
OD 28.07.2022 3e OH 28-Jul-2022  11:53:00
HRMS-CB-261 26 (0.123) TOF MS ES+
1.08e+004
100 266.1033
%,
| 248.0729
| 266.2306
0. 1761125 2240008 | | | 3123303 3451225357.0455 413.2683%292878473 3487 4931945 539 1568 553 1603 6074248 00470 602171 7112922 774 7991783 1941
el T L L T N B A T R e Ko
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
266.1033 266.1028 0.5 1.9 6.5 101.3 0.5 Cl3 H16 N 05
266.1042 -0.9 -3.4 11.5 101.7 0.9 Cl4 H12 N5 O
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Elemental Composition Report Page 1

Single Mass Analysis @)

O
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 EtO |
Monoisotopic Mass, Even Electron lons
229 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass) N
Elements Used:

3f

O
C:1-500 H:1-1000 N:1-10 O:1-200 0O
11-Jul-2022 14:57:25
TOF MS ES+
O

OD 11.07.2022
HRMS-CB-242 49 (0.219)

H 1.13e+003
100 226.0303
%7
] 340.1760
] 254.0669
] 382.1277
o] 1840378 208.0348 | H“272-‘0§65 3123798 | 300-149 2 413.2681 5125580 540 5557551.5070 607.4157 6652608 0804658 7416477523492
A SN RO 8 MO VR ORISRt AR USSR SROOMEL . £, .t N LT GO m D SOV . L1423
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
254.0669  254.0665 0.4 1.6 6.5 31.7 Cl11 HI2 N 06

0.3
254.0678 -0.9 -3.5 11.5 32.7 1.3 Clz2 H8 N5 02
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Elemental Composition Report o O Page 1

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0 | |
Element prediction: Off MeO

Number of isotope peaks used for i-FIT = 3

N
Monoisotopic Mass, Even Electron lons K(
476 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:

C:1-500 H:1-1000 N:1-10 O:1-200
OD 25.10.2022

25-Oct-2022 12:52:17
HRMS-CB-276 27 (0.128)

TOF MS ES+
8.55e+003
100 355.1288
%7
: 265.0458
| 288074 3123080  [355.2818
| 377.1082
0 154.9292 227.1093 2470501 \‘ 312.4535 \ 393.1096 429.3074 483.3968 501.0252 5511759 564.1454 634463067850897092532 731.2274 747.1943 794 5320/
T T T T T T T T T T T T T T T T T T T T P T TP [T PP T P P T P [T T e T T T e e P e e e e e
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
355.1288 355.1286 0.2 0.6 -0.5 62.5 0.2 C3 H19 N10 010
355.1294 -0.6 -1.7 11.5 63.9 1.6 Cl9 H19 N2 05
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0 ‘ |
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 Cl

N
Monoisotopic Mass, Even Electron lons H/N
370 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass) \J
(0]
4b

0

Elements Used:
C:1-500 H:1-1000 N:1-10 O0:1-200 CI: 1-1

OD 25.10.2022 25-Oct-2022 12:56:53
HRMS-CB-278 20 (0.098) TOF MS ES+

1.75e+004
100 359.0789

J 361.0800

] 312.3065 361.2330
156.0777214.2197 247.0540 265.0578 3419729 3911062 429.3424,,5 arpo 4953897 oo oooncro0ans p34 46446784692 7171625 sa0 440026t 45as

O T T T T T T T T T T P T T T T T T T T T T T T [P T T T P T P P T e T[T T TP T T e e [ e [ e e e e e e MJz

160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

359.0789 359.0790 -0.1 -0.3 -0.5 106.4 2.3 C2 H16 N10 09 C1
359.0799 -1.0 -2.8 11.5 104.9 0.8 Cl8 Hle N2 04 C1
359.0772 1.7 4.7 12.5 104.9 0.8 Cl4 H12 N8 02 C1
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Single Mass Analysis

Tolerance = 5.0 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

336 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:1-500 H:1-1000 N:1-10 0O:1-200 S:1-1 4c O
OD 25.10.2022

25-Oct-2022 13:03:30
HRMS-CB-280 22 (0.107)

TOF MS ES+
4.07e+003
100- 331.0745
] 265.0734 288.0720
%7
| 312.3082
1 331.2253
] 247.0459
o 203.0198 L | 373.0043 429.3266 507.3340 59 37855734042 5004204 634.4441 6784690 7225012 7665340 /
‘\u\‘\\u‘\\u‘u\\‘\u\‘m\‘\\u‘uu“u\\‘\u\‘\u\‘\\u‘u\\‘\m\‘w‘m‘m‘m"u\‘\u\‘\\u‘u\\‘m\\‘\u\‘\\u‘\\u‘u\\‘\u\‘\u\‘\\u‘uu‘u\\‘\u\‘\\u‘\\u‘u\\‘\u\‘\uH‘u\\‘\u\‘\\u‘\\u‘u\\‘\u\‘Hu\‘\\u‘um‘u\\‘\u\‘\u\‘\\u‘u\\‘u\\‘m\‘\\u‘uu‘u\\‘\‘u\‘\u\‘\\u‘uu‘m‘w‘m‘m m/z
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
331.0745  331.0753 -0.8 -2.4 10.5 69.0 0.0 Cl16 H15 N2 04 S
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Elemental Composition Report

0 0 Page 1
Single Mass Analysis F"IT’HH /‘I\
Tolerance = 15.0 PPM / DBE: min = -1.5, max = 50.0 \“ l
Element prediction: Off RN o
Number of isotope peaks used for i-FIT = 3 r"ll T"
Monoisotopic Mass, Even Electron lons “‘T’ N -
145 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) J
Elements Used: Ad {:lw
C:1-500 H:1-1000 N:1-3 0:1-200

OD 26.12.2022

26-Dec-2022 17:15:36
CB-305 53 (0.236)

TOF MS ES+
8.16e+002
100— 325.1177
%,
7 347.1045
| 155.0027 313.2919 348.1098 381.2420 413.2827 537.7311 610.5947 688.2341
ol _182.9950 265.0880 °'° | ( - - 483.3755 495.4298 ' 593.4805 0 671.2101 688. 746.5471757.6376
R e e e s R e e L o e I e
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 15.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
325.1177 325.1188 -1.1 -3.4 11.5 50.6 0.0 Cl8 H17 N2 04
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Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0 | |

Element prediction: Off MeO N O
Number of isotope peaks used for i-FIT = 3

N
Monoisotopic Mass, Even Electron lons K(J
421 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used: HN
C:1-500 H:1-1000 N:1-10 O:1-200 Sa

OD 25.10.2022

25-Oct-2022 13:01:11
HRMS-CB-279 31 (0.144)

TOF MS ES+
2.39e+002
100 340.1285
1 312.3250
%7
] 250.0616 362.1214
284.2876
207.0119 363.1294
. 2260152 \ 1, \ 413.3124 467.363 483-3885  521.4140 575 4445 5904698 678.5002  701.2456 7234731767 5659 750 2568
PR et bttt T T T TP T T T T TP T T T e e e e e ey ey
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
340.1285 340.1297 -1.2 -3.5 11.5 31.4 0.6 Cl8 H18 N3 04
340.1270 1.5 4.4 12.5 31.6 0.8 Cl4 H14 N9 02

S58


409
Штамп


Elemental Composition Report Page 1

O @]
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off | |
Number of isotope peaks used for i-FIT = 3 Cl N O
Monoisotopic Mass, Even Electron lons N
344 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:1-500 H:1-1000 N:1-10 O:1-200 Cl: 1-1 5b HN
OD 25.10.2022 25-Oct-2022 13:05:50
HRMS-CB-281 24 (0.115) TOF MS ES+
4.36e+003
100— 344.0813
Yo 312.3051
1 346.0931
| 284.2767
1 313.32221346.2268
N 1629785507 0022 ~ 250.0598 \ B | 372.0746  420.2838344:0016 4833878 535 5944 548 5563 603.0965 650.1152 709.1610 722.5326  /00-5457 o
e R B A O Tk et e L T e PR R TR
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
344.0813  344.0820 -0.7 -2.0 -1.5 72.5 C5 H19 N5 010 C1

1.6
344.0802 1.1 3.2 11.5 71.2 0.2 Cl7 H15 N3 03 C1l
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Single Mass Analysis
Tolerance = 15.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 N
Monoisotopic Mass, Even Electron lons N
113 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:1-500 H:1-1000 N:1-3 0:1-200 S:1-1 HN
0D 27.12.2022 5¢c 27-Dec-2022 13:32:08
CB-312 23 (0.111) TOF MS ES+
4.24e+003
100 316.0761
: 273.0804
% 250.0881
] 232.0612
] 73,2143 338.0490
ol 18904% 2070416 | | | | \ 358.1370 3081708 431.2308 492.5000207-3195551 34515953774 639 4313 653.1154 6784792755 5437 766 5419 -
e e e b e A A T T TP T T T T o P T o[ [P T P T

160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780

Minimum: -1.5

Maximum: 5.0 15.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

316.0761 316.0756 0.5 1.6 10.5 61.5 0.1 Cl5 H14 N3 03 S
316.0796 -3.5 -11.1 14.5 64.1 2.6 C20 H14 N O S
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Single Mass Analysis Ph
Tolerance = 15.0 PPM / DBE: min = -1.5, max = 50.0 | |
Element prediction: Off N
Number of isotope peaks used for i-FIT = 3
N
Monoisotopic Mass, Even Electron lons
168 formula(e) evaluated with 4 results within limits (up to 50 closest results for each mass) \
Elements Used: N
C:1-500 H:1-1000 N:1-3 0O:1-200
OD 27.12.2022 6a 27-Dec-2022 13:36:05
CB-306_2 22 (0.107) TOF MS ES+
2.80e+003
100~ 360.1448
] 358.1278
%7
] 359.1425
1 358.2777 360.3215
o] 354.9033 355 0gg4 355.2407 3558530 3561048 396.2562 5oq c1py  367.1312357.2757357.5544 ;o4 359.3298 .
e e e e e e — -
355.00 355.50 356.00 356.50 357.00 357.50 358.00 358.50 359.00 359.50 360.00 360.50
Minimum: -1.5
Maximum: 5.0 15.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
356.1048  356.1040 0.8 2.2 -1.5 73.4 2.0 C8 H22 N 014
356.1035 1.3 3.7 16.5 73.1 1.8 C21 H14 N3 03
356.1075 -2. -7.6 20.5 72.4 1.0 C26 H14 N O
356.1094 -4. -12.9 7.5 72.5 1.1 Cl4 H18 N3 08
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Single Mass Analysis | |

Tolerance = 15.0 PPM / DBE: min =-1.5, max = 50.0 0]
Element prediction: Off MeO N
Number of isotope peaks used for i-FIT = 3 K(N
\
Monoisotopic Mass, Even Electron lons N
194 formula(e) evaluated with 4 results within limits (up to 50 closest results for each mass) 6b
Elements Used:
C:1-500 H:1-1000 N:1-3 0O:1-200
0D 27.12.2022 27-Dec-2022 13:54:26
CB-309_2 30 (0.140) TOF MS ES+
3.48e+002
100~ 388.1243
%,
1 385.0758 385.2906 388.2901 389.1390
383.0859 383.2964 385.4566 386.1141386.3151 '
ol I 384.0965_384.2746 ‘ / |/ 387.1161.387.2975 387.7377 388.8712 | _389.2926 890.1519 390 3201 .
e e e T e L e i i e e e L e e e
383.00 383.50 384.00 384.50 385.00 385.50 386.00 386.50 387.00 387.50 388.00 388.50 389.00 389.50 390.00 390.50
Minimum: -1.5
Maximum: 5.0 15.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
386.1141 386.1141 0.0 0.0 16.5 54.8 1.8 C22 H16 N3 04
386.1146 -0.5 -1.3 -1.5 55.2 2.2 C9 H24 N 015
386.1181 -4.0 -10.4 20.5 53.3 0.3 C27 H16 N 02
386.1087 5.4 14.0 7.5 57.7 4.7 Cl6 H20 N 010
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