LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050319\

Data File : BM020123.D

Aca On : 03 May 2019 21:52 Instrument :

Operator : JU/SJ EFAﬁg el
- _ lentosampleld :

a?zgle : K2635-07 5X AU-05.050216.D

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM043019 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.357 397 403 413 rVB 420711 623329 5.14% 1.463%
2 6.940 665 672 681 rVB 502985 756860 6.24% 1.776%
3 7.310 729 735 742 rVB 476145 755692 6.23% 1.774%
4 7.787 809 816 823 rBV 688158 1082900 8.93% 2.542%
5 8.104 861 870 877 rBV 366174 599203 4 .94% 1.406%

8.945 1006 1013 1028 rBV 287371 494326 4_.07% 1.160%
10.575 1283 1290 1297 rVB 865371 1449746 11.95% 3.403%
13.045 1703 1710 1716 rBV 726471 1076299 8.87% 2.526%
14.427 1939 1945 1953 rVB2 1295485 1944780 16.03% 4._.564%
15.916 2189 2198 2206 rBVY 391875 554917 4._.57% 1.302%

=
QO ~NO®

11 17.174 2405 2412 2417 rBV2 1643892 2331724 19.22% 5.473%
12 17.833 2519 2524 2530 rBV 1445098 1779616 14.67% 4._.177%
13 18.986 2714 2720 2722 rBV 10292500 12131769 100.00% 28.474%
14 19.015 2722 2725 2735 rVB2 6216728 8169612 67.34% 19.174%
15 19.145 2742 2747 2752 rBV 1048280 1190944 9.82% 2.795%

16 19.592 2815 2823 2831 rBV2 61645 141866 1.17% 0.333%
17 19.798 2852 2858 2867 rBV 1198268 1471905 12.13% 3.455%
18 20.286 2937 2941 2946 rBV3 160277 260874 2.15% 0.612%
19 20.345 2947 2951 2955 rVvVv 181179 241787 1.99% 0.567%
20 20.551 2982 2986 2991 rBV3 181599 228154 1.88% 0.535%

21 21.356 3118 3123 3134 rVB 2034537 2626063 21.65% 6.163%
22 23.644 3505 3512 3525 rVB 1347262 2694678 22.21% 6.324%

Sum of corrected areas: 42607044
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020123.D

Aca On : 03 May 2019 21:52

Operator : JU/SJ

a?ggle ; K2635-07 5X AU-05.050216.D
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020123.D
1e+07

8000000

6000000

4000000

2000000

10.57
5.36 694 731 .79g1p 8.95

e 1

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020123.D
1e+07 18.99

8000000
6000000
4000000

2000000
14.43 AT 1783 914  19.80
13.05 T

) 15.92 A J 1059 22080
s D s == e S et

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM020123.D
1e+07

8000000
6000000

4000000

21.36
2000000 23.64

: A

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO050319\
BM020123.D

03 May 2019 21:52

Ju/sJ

K2635-07 5X

AU-05-050219-D

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.31 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

7.31 13.96 ng 755692 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 18
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 735 (7.310 min): BM020123.D (-729) (-) m/z 132.00 100.00%
68
5000
96 lllllllllllllll|llll
40 54 7.00 7.20 7.40 7.60
o & 207 m/z 68.10 56.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RS LA L AR
7.00 7.20 7.40 7.60
31 51 m/z 66.00 40.17%
0"'|”lﬁﬁh"'|J”J|“"|“"l“ [ L L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
AR AR SR AR RARRS
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 30.51%
70
31
Unas |"L'|4f'H'l“"'Jlég"‘l"}%ﬁ' N B R SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- O e R ma
132 7.00 7.20 7.40 7.60
m/z 69.10 27 .52%
5000
15 2839 52 O 77 90 104y |
m/z--> 20 40 60 80 100 120 140 160 180 200 700 7.0 7.40 7.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO050319\

BM020123.D

03 May 2019 21:52

Jus/sJ

K2635-07 5X AU-05-050219-D
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

3 Methyl tetradecanoate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.83 15.26 ng 1779620 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 94
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2523 (17.827 min): BM020123.D (-2519) (-) m/z 74.10 100.00%
74
87
5000
143 207 " 17.60 17.80 18.00 18.20
101775129 171185199 : - :
0 ,....,”...T.“, iy ST | 171018 | 2 210 nm/z 87.10  67.38%
miz-> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #83693: Methyl tetradecanoate
74
87
5000 LR B SULILN LN B
43 17.60 17.80 18.00 18.20
m/z 43.10 24 .69%
0 ﬂ| 1L 101715129 |3157 1851?9 . 242
mz-> 20 Jo 60 80 160 120 140 160 180 200 220 250 260
Abundance #75094: Tridecanoic acid, methyl ester
74
87 " 17.60 17.80 18.00 18.20
5000 43 m/z 55.05 24 .00%
mz--> 20 Jo ' éo 100 150 140 160 180 200 220 240 260
Abundance #100727. Pentadecanoic acid, 14-methyl-, methyl ester EEEEE e A RER
74 17.60 17.80 18.00 18.20
m/z 41.05 21.40%
87
5000 43
29 / 143
O ) 101115129 057171 185190213 22701 270 ~
mz-> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020123.D

Aca On : 03 May 2019 21:52

Operator : JU/SJ

a?ggle ; K2635-07 5X AU-05.050216.D
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.99 104.06 ng 12131800 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 95
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 94
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 87
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 86

Abundance Scan 2721 (18.992 min): BM020123.D (-2714) (-) m/z 67.10 100.00%

67
5000 j\\

123 150 263 294 18.60 18.80 19.00 19.20 19.40

178196 220 245

(o} m/z 81.10 82.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 6|7
5000 LA L L L L L L L L L LB
18 60 18. 80 19. OO 19 20 19. 40
m/z 95.10 52.18%
. 123 149 478
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester
67
41 R EmmEEEE S

18:60 18.80 19.00 19.20 19.40
m/z 55.10  47.94%

5000

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 M

Abundance #138048: 2-Chloroethy! linoleate T
6/7 18 60 18. 80 19. OO 19 20 19. 40
m/z 79.10 45_.97%

fh

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 60 18. 80 19. OO 19 20 19. 40

o

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020123.D

Aca On : 03 May 2019 21:52

Operator : JU/SJ

a?ggle ; K2635-07 5X AU-05.050216.D
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.02 70.07 ng 8169610 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 98

Abundance Scan 2726 (19.021 min): BM020123.D (-2722) (-) m/z 69.10 100.00%

5000

I

18.80 19.00 19.20 19.40
m/z 55.10  97.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

69

—;ZE§§§:==

18.80 19.00 19.20 19.40
m/z 74.05 86.82%

5000

111

125 180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115446: 16-Octadecenoic acid, methyl ester
56
R B o R R
74 18.80 19.00 19.20 19.40
5000 m/z 83.10 72 .39%
29 264
o H’ | 123138152 180 0722235 | 575 296
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115441: 15-Octadecenoic acid, methyl ester A EEE S e e e
56 18.80 19.00 19.20 19.40
69 m/z 41.10 68.37%
5000 M_A
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020123.D

Aca On : 03 May 2019 21:52

Operator : JU/SJ

a?ggle ; K2635-07 5X AU-05.050216.D
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.14 10.22 ng 1190940 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 83
Abundance Scan 2746 (19.139 min): BM020123.D (-2742) (-) m/z 73.95 100.00%
74
5000
43
9 97 143 199 255 298 18'80 19.00 1920 19.40
0 ...,....,|...F|,..|-' Mg 338, | amn 227 1270 2B T 87 05 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116664: Octadecanoic acid, methyl ester
74
5000 43 AU AR AR
18.80 19.00 19.20 19.40
h , 143 199 255 208 m/z 43.05 28.23%
B 0 ) S O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74
18:80 19.00 19.20 19.40
5000 m/z 55.10 24 _77%
28 43
143 255 298
101 199
oAl Bl e | an P an |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92263: Pentadecanoic acid, methy! ester e e
74 18.80 19.00 19.20 19.40
m/z 41.10 21.42%
5000
18 143 256
0 ...,....,\\....?..M.\.,w.x.l.?.l...}.2... T S N B SN 1 O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18:80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050319\

Data File : BM020123.D

Acq On : 03 May 2019 21:52

Operator : JU/SJ

a?ggle ; K2635-07 5X AU-05.050216.D
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .31 7.31 14.0 ng 755692 1 7.79 1082900 20.0
Methyl tetradecan... 17.83 15.3 ng 1779620 4 17.17 2331720 20.0
9,12-Octadecadien... 18.99 104.1 ng 12131800 4 17.17 2331720 20.0
9-Octadecenoic ac... 19.02 70.1 ng 8169610 4 17.17 2331720 20.0
Octadecanoic acid... 19.14 10.2 ng 1190940 4 17.17 2331720 20.0
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