Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

659 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:16-16 H:0-100 N:0-10 0O:0-14 F:1-1 Na:0-1 S:1-3 Br:1-1

AZUBIARRE AZ 333 1 ES-ToF 14-Dec-2018
MS50272 88 (2.691) 2: TOF MS ES-
8.76e+003
100 397.9870399.9807
% 378.0034380.0055 396.0162 400.9881
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M ni mum -1.5

Maxi mum 5.0 10.0 100.0

Mass Cal c. Mass PPM DBE i-FIT i-FIT (Norm Fornula

397. 9870 397. 9862 0.8 2.0 9.5 92.2 0.0 Clé6 Hl4 N B F S Br
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Description:A.ZUBIARRE AZ 333 1
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Page 1
ID:
Time:9::9::8

Sample Report:

Sample 4 Vial 1:45 ID File MS50272 Date 14-Dec-2018 Time 9::9::8 Description A.ZUBIARRE AZ 333 1

1. TOF M5 ES+ : TIC Snooth (SG 2x2)
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T 1 T T T 1T 1T
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found

5 1.53 2e+002 3.39 0 1e+003
6 1.75 1e+002 2.77 0 1e+003
10 2.41 8e+001 1.76 0 1e+003
12 Found 2.68 1e+003 20.86 0 5e+003 399.00
14 2.90 3e+002 6.07 0 3e+003
16 3.15 3e+002 5.97 0 2e+003
19 3.47 2e+002 4.49 0 2e+003
21 3.54 2e+002 4.60 0 2e+003
22 Tentative  3.79 8e+002 16.57 0 5e+003 399.00
23 3.88 2e+003 33.54 0 1l1le+004
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Sample: 4 Vial:1:45 ID:
File:MS50272 Date:14-Dec-2018 Time:9::9::8
Description:A.ZUBIARRE AZ 333 1
Printed: Fri Dec 14 10:45:27 2018
Sample Report (continued):
1. TOF M5 ES+ :399+422+400 Snpoth (SG 2x2) 5. 7e+002
_ ~(22)
100§ (15) 63%
80 25% 399. 0( 2%
E 399. 0(4% 3.76
E 3.05
604
8 E (12)
40§ 4% (17)
E 399. 0(28% 3%
20% 2.68 324
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0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50 3.75 4. 00
2: TOF M5 ES- :TIC Snooth (SG 2x2) 4. 8e+004
100 (12); 64% 399. 0(28% ; 2. 69
E (22)
E 25%
80 399. 0(2%
= (16) 3.80
o 60 4%
4 3.11 )
40- S
20—
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0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50 3.75 4.00
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
1 Tentative  0.60 8e+001 0.83 0 8e+002 399.00
3 Tentative 1.14 3e+002 3.46 0 4e+002 399.00
12 Found 2.69 6e+003 64.10 1 3e+004 399.00
16 3.11 4e+002 4.06 0 2e+003
18 3.38 1le+002 1.09 0 1e+003
20 3.48 1le+002 1.27 0 1le+003
22 Tentative  3.80 2e+003 25.19 0 1let+004 399.00
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Description:A.ZUBIARRE AZ 333 1
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Sample Report (continued):
2: TOF M5 ES- :399+444+398 Snooth (M, 2x3) 5. 1e+003
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5: WV Detector: 249 259 Snooth (M, 10x10) (13) 6. 067e-2
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Sample: 4 Vial:1:45 ID:

File:MS50272 Date:14-Dec-2018 Time:9::9::8

Description:A.ZUBIARRE AZ 333 1

Printed: Fri Dec 14 10:45:27 2018

Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
3 1.18 4 1.28
3:(Time: 1.18) Conbine (37:41-(32:33+45)) 1. TOF M5 ES+ 4:(Time: 1.28) Conbine (40: 44-(36+48:49)) 1: TOF M5 ES+
3. 1e+003 3. 1e+003
100i83. 1 100j83' 1
75 75
£ 504 £ 504
25 |[115.1  214.0 25- 143 2 214 2o26 .
] 520.3 629. 3 ] ‘ ‘ 564. 3
0’\ m‘h‘ ‘\1\ \ “\ ‘M‘ L \;\ Hi ‘HH“\\Z‘S]\-.\‘ 1‘ “ 3‘3‘?)‘ 0“3?‘;\-‘ :‘3‘ \ 476 3‘ ( ' ‘ 564 4 m Z O i ‘h\ \H “\ ‘ ‘ ‘h H M ‘ ‘ L \‘\ 335 O 360 1 ‘468 0 [ \‘ ‘60‘8“4 ‘62%%
200.0 400. 0 600 0 200 0 400 0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
5 1.53 6 1.75
5:(Time: 1.53) Conbine (48:52-(44+56:57)) 1: TOF M8 ES+ 6:(Tine: 1.75) Combine (56:59-(51+63: 64)) 1: TOF M5 ES+
3. 3e+003 1. 7e+003
100.831 386. 3 100.83:1
75 75 325.2
£ 504 o7 S 504
] . 11184.1
25- 143.2 214.0 388, 2 257 i o 558. 4 646. 4
. 226. 0 ' ] ‘ 151.0 (327. 1 453.1 602. 4
0; Hh\u‘ ‘ ‘ ‘ h i H L ‘/ ‘ 335 0 ‘m(“ " 48:"‘ ‘2 ‘54‘4 ‘2 618 46%? 1 O; “\h ‘u ‘ fm mu in ‘/‘2%? ‘9 H m“m‘m g m‘ s M‘ - t : \‘ i ‘\H a /m z

200 0 400.0 600 0 200 0 400.0 600. 0
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Sample: 4 Vial:1:45 ID:

File:MS50272 Date:14-Dec-2018 Time:9::9::8

Description:A.ZUBIARRE AZ 333 1

Printed: Fri Dec 14 10:45:27 2018

Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
7 1.82 8 1.94
7:(Time: 1.82) Conbine (58:61-(53:54+66)) 1. TOF M5 ES+ 8:(Tinme: 1.94) Conbine (62:65-(57:58+70)) 1: TOF M5 ES+
1. 7e+003 1. 7e+003
100.83-1 100.83:1
75; 325.2 75;
L 50 L 50
11184.1 ]
0g ] 214. o244 , 326.2 257 |[115.1  214.0,,, ,
] 453.1 519.1 646. 4 ] ‘ 386. 3 472.1 627.1
0 \h\ ‘ l ‘ h\n g \h \‘ ‘ : (327 ??83 1 / s ( " 602 4 / O; m‘hk \ulhwlm ‘ “\m ! \\\ “ ‘\ L mh b byt Losafn s anisg \‘u ‘4‘1‘4‘-‘2“ T?)/‘ s 580 2 /‘ m Z
200 O 400. 0 600 O 200 O 400 0 600 O
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
9 2.16 10 241
9:(Tinme: 2.16) Conbine (69:73-(64: 65+77)) 1. TOF M5 ES+ 10: (Time: 2.41) Conbine (77:81-(72:73+85)) 1: TOF M5 ES+
3. 9e+003 3. 5e+003
100 831 100.83:1
75 75
£ 504 S 504
25 B41 1432 5140 . 2943 3 251  115.1 152.2 224 0 325.2
] - : 591. 1 ] ( ‘ 382.0 493. 3 616. 4
04 ) \‘H “‘1\ ‘ ( Ly u‘ \mm " } H‘\ “\‘ ‘(‘ ‘L 397 0 456 0‘ ?58 3 6%,? 8 OW‘“m “\ ‘ ‘ J " \ \h sy m“\ i h \Hu ‘444 2 : 575 2 ‘/ m z

200.0 400 O 600. 200 0 400 0 600 0
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Sample: 4 Vial:1:45 ID:
File:MS50272 Date:14-Dec-2018 Time:9::9::8
Description:A.ZUBIARRE AZ 333 1
Printed: Fri Dec 14 10:45:27 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
11 2.56 12 2.68
11: (Time: 2.56) Conbine (82:85-(77:78+90)) 1. TOF M5 ES+ 12:(Time: 2.68) Comnbine (86:89-(81:82+94)) 1: TOF M5 ES+
1. 5e+003 2. 3e+003
100783.1 100i83.1 382.0
75- 382.0 75
L 50 L 50
] 383. 1 ] .
ElN Atk 224.0 325 2 1 |115.1 583-0
25 25 . 325.2
. 120.-1 1292, M 423 1a41.1 ] 2240 461. 6 575.1628. 5
07: Hu‘ ‘r\ \‘u L, ‘m m MM L ki \‘M b ‘\ u‘ \H m ‘\M\ ‘h” I \‘w ‘HM \( Ll H‘\ ?43 I 2 569 1 ?2?”3 O :\ Hl I w‘u‘h‘ “\!m L ‘h st | \“‘\ sl H\\ w“h I \‘\‘ sl Lt ;\ .h " “ sl il w s Ju " %429 4
200 0 400. 0 600 0 200.0 400.0 600 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
14 2.90 15 Tentative  3.05 399.00,,400.00
14: (Tinme: 2.90) Conbine (93:97-(88:89+101)) 1. TOF M5 ES+ 15:(Tinme: 3.05) Conbine (98:101-(93:94+106)) 1: TOF M5 ES+
7. 7e+003 1. 9e+003
100- 326.4 1007783. 1
75 75
2 50183.1 L 501
] 327.4 ] 325.2  400. 4 563. 1
] 1 4.1
251 |5 4 1521 32520 3724455 4 540. 4 259 841 . 226, 0 312.4 1353 » 401 4 564. 1
0 1 Wu \‘M ‘}\ \H“ \ﬁ 4 bt ?2? 1 ‘ ' \‘\ -y “ el . . 496 4 639 E'?ﬁ Z 0: m H;M “M M\ ‘u‘“m‘\“m i ‘ i L i il D ‘W\\u i Hmh \\‘ ' 4\;”?2\‘ %\‘mm s u“m \‘wm‘w n?ﬂ%l |'4Ti z
200.0 400.0 600 0 200 0 400 0 600. 0
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Sample: 4 Vial:1:45 ID:
File:MS50272 Date:14-Dec-2018 Time:9::9::8
Description:A.ZUBIARRE AZ 333 1
Printed: Fri Dec 14 10:45:27 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
16 3.15 17 3.24
16: (Ti me: 3.15) Conbine (101: 105-(96: 97+109)) 1: TOF M5 ES+ 17:(Time: 3.24) Conbine (104:108-(100+112:113)) 1: TOF M5 ES+
3. 4e+003 3. 5e+003
100783.1 100783.1
SIS 325.2 L 50
841 564. 1 : 325.2 563. 1
25 152. 0 312, 3 353.2 543 1 25- 115.1 152.1 326. 3 o4 1
] 354.2 565.1 638.6 1 386 3 543. 2 635.7
LAbde 499.3 ) Ll fz2e 2 2 e
0 | \‘m hada ‘\H‘ oy iy b \‘ " ‘r il ‘\\ ‘ " ‘\‘h l m z 04 m\‘\‘” h!\ | ‘;‘\‘\L\“ g sl } ol h ol - " L T—— “M‘/ n z
200.0 400 0 600. 0 200.0 400 0 600.0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
19 3.47 21 3.54
19: (Tine: 3.47) Conbine (112:115-(107+119:120)) 1. TOF M5 ES+ 21:(Time: 3.54) Conbine (114:117-(109:110+122)) 1: TOF M5 ES+
2. 0e+003 2. 0e+003
100783.1 100783.1
. 409. 2 ]
75 757 325.3
$ 50E 328.2 i 50E 642.3
S - 642. 3 S . 512. 4 '
] 512. 4 ] 468. 4
: 326. 3 556.5 644.5 : 380. 3409. 2 643. 3
254 |115.1 152.1 645. 5 254 |115.1
: | 2261 ( | ( ] |152.1 178.2 280.2 645. 4
0 7\\\\‘\\‘}\‘NNH“‘ !““““‘h”mﬁ ! J | m‘\ﬁ“w YR g “\‘\Hh | il ‘ “‘ML alll \ - \‘H i ‘\ il M\u H A UHM i \“u(m Z OLV‘MLJ’LLH “ H‘ g ‘\ gt b ansl \‘ ‘\ il M ‘L\‘M h\mﬂ\hu m Z'
200.0 400 O 600 0 200 0 400.0 600.0
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Sample: 4 Vial:1:45 ID:
File:MS50272 Date:14-Dec-2018 Time:9::9::8
Description:A.ZUBIARRE AZ 333 1
Printed: Fri Dec 14 10:45:27 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
22 Tentative  3.79 ,422.00,400.00 23 3.88
22: (Time: 3.76) Conbine (121:125-(116:117+129)) 1. TOF M5 ES+ 23:(Tinme: 3.88) Conbine (125:129-(120:121+1:-1)) 1: TOF M5 ES+
4. 9e+003 5. 8e+003
100- 105.1 325 2 1007783. 1
] ' b 105.1
754 754
8 50 394. 4 638.6 X 50 638. 6
] 146. 1 391 3 482.4 526.4607.3 ] 639. 6
254 254 610.5 '
1 147.1 323.3 639. 6 ] 245. 1 522.6
I e T ol TR OO ( | s T WL
04 M “L i \‘H‘m M‘Hum‘m u“\u “ ‘h bl L‘ a1 H‘ T H\!\ L fud “H‘Mm‘ L W \\h‘ i \‘M““\“‘”“ \‘hm‘um H“ ‘H‘Mm u (m Z 0 h‘w i uh‘ I ‘ “\ u\“ I gy ‘1‘ M“ \‘\ ‘\ I ‘ ;\m ‘ M pul ‘\\‘K n z
200.0 400. 0 600.0 200.0 400.0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
1 Tentative  0.60 399.00,,398.00 3 Tentative  1.18 ,444.00,398.00
1: (Time: 0.60) Conbine (18:21-(13:14+26)) 2: TOF M5 ES- 3:(Tinme: 1.14) Conbine (36:39-(31+43:44)) 2: TOF M5 ES-
7. 6e+001 1. 0e+002
100- 96.9 100 96.9
] 110.9 229.0
754 75
] E 1630490, 234 . s ) 2731 299, 1388, 1444, 0
S 50- 128. 2 : 355.0 504.9 530.5556 8 519 g S 50 466.7 561. 6
25; o5 630.0
1 649. 6 640. 9
0 m z 0 n z
200.0 400.0 600.0 200.0 400.0 600. 0
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Sample: 4 Vial:1:45 ID:
File:MS50272 Date:14-Dec-2018 Time:9::9::8
Description:A.ZUBIARRE AZ 333 1
Printed: Fri Dec 14 10:45:27 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
12 Found 2.68 ,444.00,398.00 16 3.15
12: (Tinme: 2.64) Conbine (84:88-(80+92:93)) 2: TOF M5 ES- 16:(Tine: 3.11) Conbine (100: 103-(95+107: 108)) 2: TOF M5 ES-
2. 5e+004 1. 6e+003
100- 397.9 100- 293.2
75 75 561. 0
251 400.9 25° '
1 116.9 215‘3‘. %236. 9 325.2 401 9 473.2 146.0 265. 2
0 4 i Ly T f m\ \/\ U‘ : \ T T T T m Z O
200.0 400.0 600. 0 200.0 400.0 600.0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
18 3.38 20 3.48
18: (Time: 3.38) Conbine (108:112-(104+116:117)) 2: TOF M5 ES- 20: (Tine: 3.48) Conbine (112:115-(107+119:120)) 2: TOF M5 ES-
1. 4e+003 2. 6e+003
100- 309.2 100- 309.2
757 311.2 751
] 325.2 ]
. 1 310.1
25- 3392 441.2473.2 25 a6 o
: 1 99.9117.0 501.5
. 525.1 585.3 ] 265.1 326 1
0 le ““ m‘ Ll Hu \hﬁ\ H\h\\ MHK6I'?{12 3 0 Tt \h\hh ‘Hu Iy K\ b gl iw I \‘\ Juy ‘u\ \u m‘ A (h M 3‘8%\\ :\}34\7\?“\\3‘\‘/ 585 ‘3 §O§ %i
200.0 400.0 600 0 200. 0 400.0 600. 0
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Printed: Fri Dec 14 10:45:27 2018

ID:
Time:9::9::8

Page 10

Sample Report (continued):

Peak ID Compound Time Mass Found
22 3.79

22: (Time: 3.80) Conbine (122:125-(117:118+130)) 2: TOF M5 ES-
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