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

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

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

AZUBIARRE AZ 332 1 ES-ToF 14-Dec-2018
MS50271 90 (2.767) 2: TOF MS ES-
405.0574 5.56e+003

100 403.9431 405.

% 383.9644 qor o611 406.9518 15,9936

j 371.2351  375.9083 N 070 387.9661 397.2647 401.9790 | 2 417.9896 4199741 15 576 431.9785  437.5660 4412072 _ 447.1335
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370.0 375.0 380.0 385.0 390.0 395.0 400.0 405.0 410.0 415.0 420.0 425.0 430.0 435.0 440.0 445.0

M ni mum -1.5
Maxi mum 5.0 10.0 100. 0
Mass Calc. Mass nDa PPM DBE i-FIT i-FIT (Norn) Formula

403. 9431 403. 9426 0.5 1.2 8.5 113.8 0.0 Cl4 HI12 N B S2 Br F
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Openlynx Report - Page 1
Sample: 3 Vial:1:44 ID:

File:MS50271 Date:14-Dec-2018 Time:9::4::9

Description:A.ZUBIARRE AZ 332 1

Printed: Fri Dec 14 10:44:13 2018

Sample Report:

Sample 3 Vial 1:44 ID File MS50271 Date 14-Dec-2018 Time 9::4::9 Description A.ZUBIARRE AZ 3321

1: TOF M5 ES+ : TIC Snmooth (SG 2x2) (17) 4. 6e+004
33%
(15) 3 86
100+, 16%
3 (1) 3.76 /|
80 (9) 20% - N\
8 60-
40+
20:\‘ T T T T T T T T T T T T T ——— Time
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
9 2.73 2e+003 31.20 1 5e+003
11 3.17 1e+003 19.75 0 7e+003
15 3.76 8e+002 15.58 0 8e+003
17 3.86 2e+003 33.48 0 1l1le+004
1. TOF M5 ES+ :405+428+406 Snooth (SG 2x2) (9) 1. 3e+002
30% (1070)
2.73 10%
100 (7 A 3.89
E 24% [\
B s"‘“ ( 14) s“j
805 256 || (10 (12) 13% [\
E (3) [ \ 3% (13)  3.62
© 60 L 8% (5 (6) / T\
°© E (103 1.57 2% 1% J
E o 2.02 2.19 —
405 405. 0( 0% N\ Py
E 1.06 - -
204
- 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 1 Ti rTB



Openlynx Report - Page 2
Sample: 3 Vial:1:44 ID:

File:MS50271 Date:14-Dec-2018 Time:9::4::9

Description:A.ZUBIARRE AZ 332 1

Printed: Fri Dec 14 10:44:13 2018

Sample Report (continued):

2: TOF M5 ES- : TIC Snooth (SG 2x2) 6. 8e+004
100 (8);79% 405. 0(29% ; 2. 69
80-
< 602
40-
20-
e ‘ 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 1 Ti rre
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  1.07 3e+002 1.68 0 5e+002 405.00
2 Tentative  1.14 5e+001 0.34 0 5e+002 405.00
8 Found 2.69 1le+004 79.37 1 5e+004 405.00
10 3.04 2e+002 1.24 0 2e+003
11 3.16 9e+002 5.81 0 5e+003
16 3.80 2e+003 11.55 0 9e+003
2: TOF M5 ES- :405+450+404 Snooth (M, 2x3) 9. 8e+003
100- (8);100% 405. 0(29% ; 2. 64
80-
60-
B E
40-
20-
OE\ 1 1 1 1 1 1 1 1 1 1 1 1 1 ——— Ti me
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Openlynx Report -

Page 3
Sample: 3 Vial:1:44 ID:
File:MS50271 Date:14-Dec-2018 Time:9::4::9
Description:A.ZUBIARRE AZ 332 1
Printed: Fri Dec 14 10:44:13 2018
Sample Report (continued):
5: WV Detector: 249 259 Snooth (M, 10x10) (9) 1.854
100% Range: 1.854
; 2.76
1.5 /|
] |
. |
E [
2 M0 |
E I
5. Oe- 1- /|
0. 0: ‘ 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 1 Ti rre
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 ID Compound Time Mass Found Peak ID Compound Time Mass Found
1 1.06 3 1.57
1: (Time: 1.06) Conbine (33:37-(28:29+41)) 1. TOF M5 ES+ 3:(Tinme: 1.57) Conbine (50:53-(45:46+58)) 1. TOF M5 ES+
3. 5e+003 2. 4e+003
83.1 386. 3
100é 100?83.1
754 754
L 50 S 507
: 143.1 1 387.3
2T 1( Lo 520. 4 636. 1 11288 22240 g 388.2 632. 3
:\ LMM m \‘hh \‘ b ‘\ m m‘u \‘u 259 1 335\\ 038? 2 I 47‘§ 3 / . 605 9 . 7: Mmmh‘w‘m“ \‘u m”\ L s \H‘\“ “u bt HK‘ H\(ﬁlg‘. ‘1 TN \4‘-88\ 1 588\ 3\ / .
101 s s e s s Rl | 2 0 S L L A A g a1
200.0 400.0 600.0 200.0 400.0 600. 0



Openlynx Report -

Sample: 3

File:MS50271
Description:A.ZUBIARRE AZ 332 1

Printed: Fri Dec 14 10:44:13 2018

Vial:1:44
Date:14-Dec-2018

Page 4
ID:
Time:9::4::9

Sample Report (continued):

Peak ID Compound Time Mass Found

Peak ID Compound Time Mass Found

4 1.77 5 2.02
4: (Time: 1.77) Conbine (56:60-(52+64: 65)) 1. TOF M5 ES+ 5:(Tinme: 2.02) Conbine (64:68-(60+72:73)) 1: TOF M5 ES+
3. 3e+003 3. 7e+003
100831 10083
75- 75
SIS 325.2 L 50
257 ||115.1 214 ¢ 326, 2 25° 214.0 305 2
] ' 461.0 558.3 646. 4 ] ‘ 242.2 386. 3 500. 3
0 ar Lm : “‘ L \“mhm\ Ll M ‘ ‘ ‘KZZG 1 f f K\ f ‘H“ { \60‘2‘. \4. t /m Z O at “m L ‘h‘ H‘ “H \" ‘hmw‘ bl M ‘ ‘ ‘H t ‘ i f 't - f “ ¥ \4“:\_)(‘).\ 2\ | 607 5 63”{
200 0 400. 0 600.0 200 0 400.0 600 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
6 2.19 7 2.56
6: (Time: 2.19) Conbine (70:73-(65:66+78)) 1. TOF M5 ES+ 7:(Time: 2.56) Conbine (82:85-(77:78+90)) 1: TOF M5 ES+
1. 5e+003 1. 6e+003
100,831 100.83-
75 75- 160. 1
SO s 1 L 501 282.0
257 || [143.2 L., 4 343.3 N 224. 0
E .0 325.2 | 344 3 517.2 558 45783 ] | ‘ 228.0
0 Lug mL H“ ﬂ f " 4‘7?‘" ‘1\\”“\”“”“‘ s \“'H(‘ - ‘] “‘/6%8'24 04 W\\‘Md h!wm uu“h\ hm‘“ bl Mih Lm sl
200.0 400 0 600.0 200.0 400.0 600. 0
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Page 5
Sample: 3 Vial:1:44 ID:
File:MS50271 Date:14-Dec-2018 Time:9::4::9
Description:A.ZUBIARRE AZ 332 1
Printed: Fri Dec 14 10:44:13 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
9 2.73 10 3.00
9: (Time: 2.73) Conbine (88:91-(83+95:96)) 1: TOF M5 ES+ 10: (Time: 3.00) Conbine (96:100-(92+104: 105)) 1: TOF M5 ES+
3. 7e+003 3. 5e+003
100 388.0 100783. 1
75 75- 326. 4
:83 1 ]
SE-E S 507
. 389.0 " 1151 152.2 325.2327.4 400, 4
25 115.1 224. 0 549. 1 254
] H ‘ ‘ 325.2 ‘ 470 3 -581.1 628.5 . H ‘ (181 o 226.0 399.3 ( 452.4 540. 4593. 2 642. 4
0 s ‘;L ““ 1‘ e { ¥ il S s “h‘“ L “‘\‘ e ! L” “H ‘ Dt il T e R I il M‘ “ t /‘\‘ m Z O ik “\‘H ‘ H “ ‘ ‘ H(\ . “ bl “ ‘w ‘ ‘ f K\ i “‘ /‘ ki K - / m z
200.0 400. O 600. 0 200 0 400 0 600 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
11 3.17 12 3.25
11: (Tinme: 3.17) Conbine (102:105-(97:98+110)) 1: TOF M5 ES+ 12:(Tinme: 3.25) Conbine (104:108-(100+112:113)) 1: TOF M5 ES+
8. 7e+003 5. 1e+003
100- 569. 0 100- 569.0
75- 757831
© . © E
50: 570.0 50: 570.1
183. 1 ] 325.2
25 254 4.1 571. 1
- 84.1 152.0 279.1 325.2353.2 549.0 | 571.0 : ( 152.1 oo 5 | 3383 549.0 630. 4
0 u H\ “ by e T T e T \\ T . \“ I K } ‘/4.\00\. 4\' T T \w‘ Ly [ T \62%25 O : H;H‘ “‘H ‘!‘ ! \‘ ““ fosc Ll f \‘H.\ . ‘\ . f L ( ol ‘ “‘/391 3 — : W‘”Wﬂﬁ ‘h‘“ sy /\ m Z

200.0 400.0 600.0 200.0 400 0 600. 0
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Sample: 3 Vial:1:44 ID:
File:MS50271 Date:14-Dec-2018 Time:9::4::9
Description:A.ZUBIARRE AZ 332 1
Printed: Fri Dec 14 10:44:13 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
13 3.39 14 3.62
13: (Tinme: 3.39) Conbine (109:113-(104:105+117)) 1: TOF M5 ES+ 14:(Time: 3.62) Conbine (116:120-(112+124:125)) 1: TOF M5 ES+
3. 4e+003 4. 8e+003
100783.1 1007783.1
757 75 325. 2
_ ] 325.2 . 1 638. 6
£ 50 409. 2 = 50 326. 3 639. 6
. 1.1 1 . .
251 |115.1 157 1 326.3  410.2 o8 o5l |115.1 506 4570.5 0273
1 226 1 561. 1 595 0 1 152 »182.1 300.3 327.3 424.4 640. 6
MM‘“ M\ W bk ‘\ mm | | “ n bt 4 -4 . M ‘ ‘ e N ( | M L] H ‘\ \J\ sk dtlh
07 “ ! \‘ ligd w‘ b NIRRT N "y \HM dgesanih b ‘w\‘\h sl \ h Mu O . w“w“ } ' ' sy ' Lol ‘ ' \ [ \ ul \Hh \\ bl uhu body mH\ m\‘ pull mz
200 0 400 0 600. 0 200.0 400 0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
15 3.76 17 3.86
15: (Tinme: 3.76) Conbine (121:125-(116:117+129)) 1. TOF M5 ES+ 17:(Tinme: 3.86) Conbine (124:128-(120+1:-1)) 1: TOF M5 ES+
4. 8e+003 105. 1 6. 4e+003
100- 105.1 325.2 100783. 1 '
[EE 755 143. 1
] 50 394. 4 X 50 325.2 638. 6
] 146. 1 391, 3 482.4 526.4607.3627. 3 ] 607 31639, 6
] . ] 7.
0 :“‘ ‘ ‘M i ‘\ “ MH b sy l ‘.“m Iy \‘\ \‘ ‘?‘ " H\L‘ il “‘h‘h‘h‘hlh “M\‘\ L “\Uu ‘\\u“Hu \;\L\M\H\h‘ l 1 m z O: \‘H i A h \‘\ sl I \u iy “ \\ " M HM . M” i M /m 29 4
200 0 400.0 600. 0 200.0 400 0 600 0
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Page 7

Sample: 3 Vial:1:44 ID:
File:MS50271 Date:14-Dec-2018 Time:9::4::9
Description:A.ZUBIARRE AZ 332 1
Printed: Fri Dec 14 10:44:13 2018
Sample Report (continued):

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

1 Tentative 1.06 ,450.00,404.00 2 Tentative 1.14 ,450.00,404.00
1: (Time: 1.07) Conbine (33:37-(28:29+41)) 2: TOF M5 ES- 2:(Time: 1.14) Conbine (36:39-(31+43:44)) 2: TOF M5 ES-
2.2e+002 1. 0e+002
100 90.9 100 96. 9
175.1
75 105.9 175.0 75
253.8 321.0 357. 0
< 50 189.0 270.1 S 50 431.0 555. 6
370.8389.1 4g7 g518.0 581.1640.0
25 25
648. 6
0 m z 0 m 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
8 Found 2.69 ,450.00,404.00 10 3.00
8: (Time: 2.64) Conbine (84:88-(80+92:93)) 2: TOF M5 ES- 10:(Time: 3.04) Conbine (97:101-(92: 93+105)) 2: TOF M5 ES-
4. 3e+004 1. 6e+003
100 405. 9 100 311.2
75 75
& 50 384.0 $ 50
1 "< |407.0 ]
25 324.0 257
1 117.0 224.9241.9 ' mﬁog. 0 ]
0 4 i by T } T T \\‘ M “ \‘“ . \H‘ T /\ \45\2‘0 T T T T m V4 O
200.0 400.0 600. 0 200.0 400.0 600. 0



Openlynx Report - Page 8
Sample: 3 Vial:1:44 ID:

File:MS50271 Date:14-Dec-2018 Tirﬁe:9::4::9
Description:A.ZUBIARRE AZ 332 1

Printed: Fri Dec 14 10:44:13 2018

Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
11 3.17 16 3.80
11: (Time: 3.16) Conbine (101: 105-(96: 97+109)) 2: TOF M5 ES- 16:(Tine: 3.80) Conbine (122:125-(117:118+130)) 2: TOF M5 ES-
5. 8e+003 1. 9e+003
100 567.0 100- 106.1
75 75 117.0
2 501 L 504 131. 1
] 293, 2311. 2 568. 0 1 157 1
2571 100. 0116. 9533 4 1 312.2 4735 547.0 | 569.0 g 4 257 2800 5252 43934733 0 5603 619, 4
0: : 1“ ( f : t \26\5 \2 h‘ ‘KL “\‘ . s ‘”‘ ol st \‘ — f Nh 1 ‘H”\ ”‘ Ly ‘( m Z O ] H‘“ML\“H ‘M‘”‘H‘m L”H‘”‘ ”H““{ dy H‘}H b { e ! s ‘\ ”N\“ h\‘ ‘L } Ll f ) l 1“”‘ ‘m sl “.‘ ‘\/H i I‘lﬂ Z

sy
200.0 400. 0 600.0 200.0 400.0 600. 0
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