Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 15.0 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

619 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 ©O:0-20 Na:0-1 S:0-1

AZUBIARRE AZ 312 1 ES-ToF 09-Nov-2018
MS49538 59 (1.813) 2: TOF MS ES-
3.42€+003
100 318.0806
" 319.0850 364.0802
(E 277.0185 286.9399  300.0746 317.8701 / 334.0007 3392144 354 0432 B 381.2350°9% 1119397 2433 408.7648 417.9963 432.0473 4451924 453.9373
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280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
M ni mum -1.5
Maxi mum 5.0 15.0 100. 0
Mass Calc. Mass PPM DBE i-FIT i -FIT (Norm) Formula
318. 0806 318. 0800 0.6 1.9 9.5 96.0 0.0 Cl6 HI6 N O4 S
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Openlynx Report - Page 1
Sample: 1 Vial:1:10 ID:

File:MS49538 Date:09-Nov-2018 Tirﬁe:2::6::8
Description:A.ZUBIARRE AZ 312 1

Printed: Fri Nov 09 15:30:04 2018

Sample Report:

Sample 1 Vial 1:10 ID File MS49538 Date 09-Nov-2018 Time 2::6::8 Description A.ZUBIARRE AZ 312 1

1: TOF M5 ES+ : TIC Snmooth (SG 2x2) 4. 5e+004
100, (6);83% 319.0(67% ;2. 05
. 10
80 (4) (90/3
] 8%
S ] 175 2R
60- l
40:\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tine
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2. 60 2.80
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
4 1.75 3e+002 7.58 0 2e+003
6 Found 2.05 3e+003 83.36 0 2e+004 319.00
10 2.61 3e+002 9.07 0 2e+003
1. TOF M5 ES+ :319+342+320 Snpoth (SG 2x2) 4. 6e+002
100 (9):83% 319. 0(4% : 2. 44
(10)
80? 12%
E 2. 66
X BOE A\
40-
20-

\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tine
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2. 40 2.60 2. 80
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Sample: 1 Vial:1:10 ID:

File:MS49538 Date:09-Nov-2018 Time:2::6::8

Description:A.ZUBIARRE AZ 312 1

Printed: Fri Nov 09 15:30:04 2018

Sample Report (continued):

2. TOF M5 ES- :TIC Smooth (SG 2x2) (7) 6. 8e+004
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‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘Tim
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2. 40 2.60 2. 80

Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
3 1.47 6e+001 0.85 0 6e+002
7 2.06 7e+003 99.15 1  4e+004

2: TOF M5 ES- :319+364+318 Snooth (M, 2x3) 1. 7e+004

(6);100% 319. 0(67%; 2. 04
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Openlynx Report - Page 3
Sample: 1 Vial:1:10 ID:

File:MS49538 Date:09-Nov-2018 Time:2::6::8

Description:A.ZUBIARRE AZ 312 1

Printed: Fri Nov 09 15:30:04 2018

Sample Report (continued):

5: WV Detector: 204_224 Snooth (SG 5x5) (8) 3.76le+l
73% Range: 3. 76e+l
2.12
3. 0e+l
(6)
18%
S 2.0e+l 319.0( 679
< 2.03

N

1. 0e+1
0.0‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘Tim
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
1 1.06 2 1.33
1: (Time: 1.06) Conbine (33:37-(28:29+41)) 1: TOF M5 ES+ 2:(Tine: 1.33) Conbine (42:45-(37:38+50)) 1: TOF M5 ES+
79 1 4. 2e+003 79. 0 1. 9e+003
100+ 100
11 120.1 ]
75 157.1 754 | 120.1
S 50 S 50 ord
25 159 2 432.3 476.3 550 4 25 004 1 261.0
1] ( 261.0 388'37 W ‘ / 564.4 638.7 ] i 391. 3 546.4 5903 634.4
0; L ‘H i ‘M ‘M \;\ 3 i | “\ ‘\“\ “‘\ il “‘HM . ‘L‘ b m‘ B VI \“ ‘ ey ‘f‘ - mz 0; H‘H\ M‘Hm‘u‘w‘ I ‘H‘m Ll ‘} LiL ‘\‘\‘m Al | “h “L i it \‘mw‘m AT “‘\m\“ “‘”h‘”‘l‘ b L ‘h“ ‘ ﬁ m z
200.0 400.0 600. 0 200.0 400. 0 600.0



Openlynx Report - Page 4
Sample: 1 Vial:1:10 ID:

File:MS49538 Date:09-Nov-2018 Time:2::6::8

Description:A.ZUBIARRE AZ 312 1

Printed: Fri Nov 09 15:30:04 2018

Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
4 1.75 6 2.05
4: (Time: 1.75) Conbine (56:59-(51+63:64)) 1. TOF M5 ES+ 6:(Tinme: 2.05) Comnbine (65:69-(60:61+73)) 1: TOF M5 ES+
1. 7e+003 1. 3e+004
79.1 302, 1
100+ 120.1 100+ '
. 325.3 .
757 157.1 >
2 501 50~
E ] 79.1 120. 1 256. 2 337.1
7 159. 2 b
257 ‘ ( 261.0 257 ( (157 1 ‘ 380.1,06 g 506.8 °45.8 645, 3
0: [l \‘\uu LMJM;H‘ “““““\‘ il u“\} ‘hm‘\\h‘m‘m\mw\‘ I “m 1 ;‘ “ syl O: ‘ M I I ‘u o " \“\ \‘ ) \‘\ ‘\‘ ‘\ o JH u /‘ W u ‘\\ Ly (‘ b, — L ' n z
200.0 200.0 400.0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
9 Tentative  2.44 ,342.00,320.00 10 2.61
9:(Tinme: 2.44) Conbine (78:81-(73:74+86)) 1. TOF M5 ES+ 10: (Tinme: 2.66) Comnbine (85:89-(80:81+93)) 1: TOF M5 ES+
3. 0e+003 3. 7e+003
100, 79.1 157.1 100, 120.1
] ] 446. 2
751 | 120.1 751 444, 2
] 340. 4 1
& 507 342. 4 & 50-
: 159. 1 ] 304.3 340.4 4472 509. 3
257 302.0 |374.1 257 1571 oou1
] 245. 1 : | 434.2 616. 5 ] : T ‘3 71.3 ( 632.3
0 o L‘ ”“‘ : “‘\HMH \“ b ‘“”W”‘ T ‘}‘“‘ ﬁ ‘\‘M H‘\Lm‘ “‘i“ ‘”“\‘ ‘h“ ‘\‘ ik L ‘} ‘H‘ Ll H ‘ 460‘ 3514 3‘ Abuuip ‘\M ?]? O; \\“‘ ‘H ‘\‘u‘\ Hh‘w“\ ‘m m‘ ‘\\‘\‘h \‘H‘ \\“ I \ h “ \h \h | ' \H‘ ‘\‘u\ i L “\‘ “h ‘\H\ ‘\ ‘Hm‘w Al 600 3 / m Z
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Openlynx Report -

Page 5

Sample: 1 Vial:1:10 ID:
File:MS49538 Date:09-Nov-2018 Time:2::6::8
Description:A.ZUBIARRE AZ 312 1
Printed: Fri Nov 09 15:30:04 2018
Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found

3 1.47

3:(Time: 1.47) Conbine (46:49-(41:42+54))
100- 91.0 187.1
92.0 287.0
75
=S 50 303.0 393 2 481.1511. 2
349.0

6 Found 2.05 ,364.00,318.00
2: TOF MB ES- 6:(Time: 2.04) Conbine (64:68-(60+72:73)) 2: TOF MB ES-
2. 2e+002 7.2e+004
100.. 318.0
75
£ 504
643. 3 ] 364. 1
645. 3 25- 365. 1
17 80.0 156.0 300.1 '
mz Oi \‘ h\” T T T T \‘ ‘\(\ T T \598.\0\ T T 6\37\. 1[‘112
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