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

444 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:0-10 Na:0-1 S:1-2 Br:1-1

A.ZUBIARRE AZ 320 2 ES-ToF 09-Nov-2018
MS49544 74 (2.275) 2: TOF MS ES-
3.61e+003
100 395.9907 397.9896
%
0% 389.0088 389.7091 391.4081 392.0095 393'9716394.3962 395.6474 396.?925 398.?968 399.9929 4009784 401.6862 402.5923 403.5359 405.3048405.7029m/Z
L L L L T L L L L L L L A AL LA LA L L L L L L L L L L L L L B B B B A O

388.0 389.0 390.0 391.0 392.0 393.0 394.0 395.0 396.0 397.0 398.0 399.0 400.0 401.0 402.0 403.0 404.0 405.0 406.0

M ni mum -1.5
Maxi mum 5.0 15.0 100.0
Mass Cal c. Mass nDa PPM DBE i-FIT i-FIT (Norm Fornula

395.9907  395. 9905 0.2 0.5 9.5 75.8 0.0 Cl6 HI5 N &4 S Br
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Openlynx Report - Page 1
Sample: 7 Vial:1:16 ID:
File:MS49544 Date:09-Nov-2018 Time:2::6::5
Description:A.ZUBIARRE AZ 320 2
Printed: Fri Nov 09 15:38:59 2018
Sample Report:
Sample 7 Vial 1:16 ID File MS49544 Date 09-Nov-2018 Time 2::6::5 Description A.ZUBIARRE AZ 320 2
1: TOF M5 ES+ : TIC Smooth (SG 2x2) 2. 5e+004
. 0 0 .
100- (15);100% 398. 0(29% ; 2. 24
90-
80-
e E
70
60-
505\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tine
0. 60 0. 80 1.00 1.20 1.40 1.60 1.80 2.20 2. 40 2.60 2.80
Peak Number Compound Time AreaAbs Area %Total Width Height Mass Found
15 Found 2.24 3e+002 100.00 0 2e+003 398.00
1: TOF M5 ES+ :398+421+399 Snooth (SG 2x2) 8. 1e+001
(18)
100- (6) (10) (11) (15);22%398.0(29%;2.24 11%
] 22% (8) 7% 8% 2.56
E 1.33 19% 398.0(0% 1.99 /N
80- //"""""\ 162 1.87 N (17);5% 2. 4Y \\
1 / \ / / ~
60—
40-
:‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘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
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Sample: 7 Vial:1:16 ID:
File:MS49544 Date:09-Nov-2018 Time:2::6::5
Description:A.ZUBIARRE AZ 320 2
Printed: Fri Nov 09 15:38:59 2018
Sample Report (continued):
2: TOF M5 ES- : TIC Snooth (SG 2x2) 3. 3e+004
100- (15);53% 398. 0(29% ; 2. 25
E (10)
80 4%
© ] 398. 0( 0%
° E 1. 44 1.83 —
60-

40‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘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 Tentative  0.97 3e+002 8.90 0 1le+003 398.00
5 Tentative 1.14 3e+002 6.90 0 1le+003 398.00
7 Tentative 1.44 4e+002 11.14 0 1le+003 398.00
9 1.78 5e+002 13.64 0 1e+003
10 Tentative  1.83 2e+002 4.44 0 1le+003 398.00
15 Found 2.25 2e+003 53.06 0 1e+004 398.00
18 2.57 7e+001 1.93 0 6e+002
2: TOF M5 ES- :398+443+397 Snooth (M, 2x3) 2. 3e+003
100- (15); 1009% 398. 0(29% ; 2. 25
80-
60-
= E
40
20-
OE\““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““““\““\Tirre

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: 7 Vial:1:16 ID:
File:MS49544 Date:09-Nov-2018 Time:2::6::5
Description:A.ZUBIARRE AZ 320 2
Printed: Fri Nov 09 15:38:59 2018
Sample Report (continued):
5: WV Detector: 265 285 Snooth (SG 5x5) (16) 1.989%e-1
54% Range: 1.989e-1
2.30
1.5e-17
= E
< 1. Oe 15 " (13)
E (8% 18% |
5. Oe- 27 5 052. 09 . 27/
0.0:‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘Tim
0. 60 0. 80 1.00 . 1.40 1.60 1.80 2.00 . 20 2. 40 2.60 2.80
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
1 0.64 2 0.76
1: (Time: 0.64) Conbine (20:23-(15+27:28)) 1. TOF M5 ES+ 2:(Tinme: 0.76) Conbine (24:27-(19+31:32)) 1: TOF M5 ES+
1. 5e+003 8. 5e+002
l007783. 1 100 83.1
754 75
] 102.1
= 50 o\° 50 120.1
25- 143.2 994, 0 25 143.2 265.0 391. 3 615. 0
] 251.0 - ‘ 1 7344.2 ' 15.
0 il u‘\‘\‘u M \“w‘\‘\h“hw L \‘\‘\Hm“wh Lmh‘mm h“\ | " H\‘\ /‘ ST 3‘9]\:r 3‘444.-.\‘6‘ . ?2} ‘9 61‘8 ‘09‘35‘ Om Z O H\‘h\‘n ‘m ‘M‘ ‘\ h ‘w‘\ H\H‘m‘“ H‘u; ‘HH\‘thH 490 9 571 O m z
200.0 400.0 600.0 200.0 400.0 600. 0
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Sample: 7 Vial:1:16 ID:

File:MS49544 Date:09-Nov-2018 Time:2::6::5

Description:A.ZUBIARRE AZ 320 2

Printed: Fri Nov 09 15:38:59 2018

Sample Report (continued):

Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
4 1.06 6 1.33
4: (Time: 1.06) Conbine (33:37-(28:29+41)) 1. TOF M5 ES+ 6:(Tinme: 1.33) Conbine (42:45-(37:38+50)) 1: TOF M5 ES+
2. 6e+003 1. 2e+003
100.83- 1 100831
= 757 |l 120.1
9 E < E
50; 50; 143. 1
25- 143.2504.0  344.2 388.3  476.3 25- 22t 1
] N j ‘ | ‘ 520.3 564.4 635.8 : "+ 335.1 308.3 502.3  590.3608. 5
OQM“JM L ‘M l ‘H L ‘m M‘M \;\ H\l” ‘\H‘HH “w “u\ m }\ bty i, o L “ ‘ I o \‘ | !m s “K o ; m Z O; ‘H“ ! ““ . ““Hh‘ iy w‘w‘u“w \Hmh‘\uh. bt ‘Mh w | " \“HH“‘\H\‘\‘H iy \uml“ nmh‘mJuu“uhm“ " \\m‘ L 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 1.62 10 1.87
8:(Time: 1.62) Conbine (52:55-(47+59: 60)) 1: TOF M8 ES+ 10:(Time: 1.87) Conbine (60:63-(55+67: 68)) 1: TOF M5 ES+
8. 4e+002 1. 5e+003
79.0 83 1
100+ 1004 7
752 120.1 752
E 632. 4 4 120.1
. E 294 1 514. 4 588. 4 R E
£ 50 143, 2224. 470. 3 s 50- 244, 2
] 183.1 | 242.1 426.3 4 ] 224.0 325.2
25 633 25+ 245.1 |326.2 542.4 5g86.4 630.5
387.2 . 498. 3
] 335.1 634. 4 ] L ‘ M S a42.3 j j (
0; | n z O; i h‘”h i ;u\ d‘w \“‘ by \\le \LH;HLH H‘ m “m b \‘\ el e ‘\\H‘H\ b o h‘m‘h\“ s \‘m L “‘\m‘ l “ apal ‘\\ w“‘ \\“ vz

200.0 400.0 600.0 200.0 400.0 600. 0
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Page 5
Sample: 7 Vial:1:16 ID:
File:MS49544 Date:09-Nov-2018 Time:2::6::5
Description:A.ZUBIARRE AZ 320 2
Printed: Fri Nov 09 15:38:59 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
11 1.99 15 2.24
11: (Time: 1.99) Conbine (64:67-(59+71:72)) 1. TOF M5 ES+ 15:(Time: 2.24) Conbine (72:75-(67+79:80)) 1: TOF M5 ES+
1. 6e+003 120. 1 1. 2e+003
100 242.3 100783. 1 :
75783.1 75
] ] 356. 4
& 50, | 1201 & 50
255 143. 2 243 3 255 145. 1554 o 301.4 257 4
m 586. 4 7 T 417.1
. ‘ ( || [2442 37013882 s42.3 \ 630.5 . ¢ : 157.1) 300.4 535.0 558.5 638.2
O; (I i‘h“ 1l “‘“‘““ ‘\.‘\H“ 1 “ L ‘”‘“‘}‘ “h‘ “‘“ ““‘ ‘W“H Ui L ‘m m‘\“wm‘ il ‘m‘\Mh‘ ! HW‘ Jul, bl ‘\ | ' h‘\‘\ L ‘ il mﬁ‘m‘ ay | Ly hm‘\ N \‘u\‘h . m Z . O ] m 7
200.0 400.0 600. 0 200.0 400.0 600.0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
17 2.41 18 2.56
17: (Time: 2.41) Conbine (77:81-(72:73+85)) 1. TOF M5 ES+ 18:(Tinme: 2.56) Comnbine (82:85-(77:78+90)) 1: TOF M5 ES+
3. 3e+003 2. 3e+003
100783. 1 100- 340. 4
751 1 120.1 51831
SIS s 50 | 120.1
. 143. 2224 0 340. 4 1 143 2 341.4
25+ ( -0 355 3 25 . 304. 3
1 - 354, 2 ] 224.0 "T|371.3 446.2 590. 4
0*: M‘M I ‘H\ ‘m‘mhw‘\ uwll m} ‘H “Jm \“‘\ ‘\H o ‘Mh‘\h““ ‘\‘ ﬁw‘ i | Iy “‘16‘?‘ TO) . ‘1“‘5??‘«.‘?,« 6‘1?‘ 5‘63'.],‘?1)24 O*: H\H‘M “H‘Hu‘mn“ b “Mi ““““1”‘ ‘\‘\ \‘ i ““H‘““““‘i““ o ‘HH ‘ L ‘ ‘HL‘ T ‘M‘ " \?“?“?“.C?\“” s b‘ “‘6%?:“56 g 4
200.0 400.0 600. 0 200.0 400.0 600.0
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Sample: 7 Vial:1:16 ID:
File:MS49544 Date:09-Nov-2018 Time:2::6::5
Description:A.ZUBIARRE AZ 320 2
Printed: Fri Nov 09 15:38:59 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
3 Tentative  0.97 ,443.00,397.00 5 Tentative  1.14 ,443.00,397.00
3:(Time: 0.97) Conbine (30:33-(25:26+38)) 2: TOF M5 ES- 5:(Tinme: 1.14) Conbine (36:39-(31+43:44)) 2: TOF M5 ES-
1. 4e+002 1. 6e+002
100 91 17500 100, 91.1
147.0
75 184.9 55g 3 75 109. 2
176. 1 261.1
o 448. 6 o
S 50 363. 4 396.5 £46. 3 581. 1 & 50 330.4 412.2431. g
623.7 527.6 592.3 636.3
25 25
648. 0 649. 6
0 n z 0 nz
200.0 400. 0 600.0 200.0 400.0 600. 0
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
7 Tentative  1.44 ,443.00,397.00 9 1.78
7:(Tinme: 1.44) Conbine (45:49-(40:41+53)) 2: TOF M5 ES- 9:(Tinme: 1.78) Conbine (56:60-(52+64: 65)) 2: TOF M5 ES-
2. 5e+002 2. 7e+002
100 91 %106.1 174. 9 100, 970 265. 2
116.7 175.0
187.1
75 265. 2 75 192 4 583.3 627.3
- 188.9 e 5o 287. 3 451.4
S 287.1 555. 2 s
381, 8437.5 511.2 616. 9 388.9 628. 3
25 25 643. 5
0 nm z 0 n z
200.0 400.0 600.0 200.0 400.0 600. 0
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Sample: 7 Vial:1:16 ID:
File:MS49544 Date:09-Nov-2018 Time:2::6::5
Description:A.ZUBIARRE AZ 320 2
Printed: Fri Nov 09 15:38:59 2018
Sample Report (continued):
Peak ID Compound Time Mass Found Peak ID Compound Time Mass Found
10 Tentative  1.87 443.00,397.00 15 Found 2.24 ,443.00,397.00
10: (Time: 1.83) Conbine (58:61-(53: 54+66)) 2: TOF M5 ES- 15:(Tine: 2.25) Conbine (72:75-(67+79:80)) 2: TOF M5 ES-
2. 4e+002 1. 0e+004
100 242. 2 100- 398.0
757 97.1 75
116.1 265. 2 ]
S 50 174. 9 417.3 X 50
277.0397.2 454, 9 489. 2 627.3 1 444. 0
25 583. 3 634.0 254 4450
642.5 1 121.1149.0 234 9 293 2 318.1 % 540. 9 573. 4
0 mz O — \‘ ‘ T \“\ — mz
200.0 400. 0 600.0 200 0 400. 0 600 0
Peak ID Compound Time Mass Found
18 2.56
18: (Time: 2.57) Conbine (82:85-(77:78+90)) 2: TOF M5 ES-
1. 6e+003
100- 311.2
75-
£ 504 325.2
25 133.8
1 .99.9 194.1 326.2 454, 1485 3 615. 3
] ( ( ‘ 571.3
0 ““‘“‘“‘“”“‘ gl ot M‘M Lol ‘HMH‘M i gt bl i ‘hhm ol Mh g ol b \4 s Y] Z
200.0 400. O 600.0
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