LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\

Data File : BM020565.D

Aca On : 25 May 2019 05:44 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K2643-09 2X OR-03-052319-A

ALS Vial : 15 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-BM052419 .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 5.245 378 384 401 rBV 520478 932469 46.07% 4.624%
2 6.839 649 655 673 rBV 501556 1042242 51.49% 5.168%
3 7.192 708 715 730 rBV 629261 1134032 56.03% 5.623%
4 7.657 788 794 810 rBV 318737 603019 29.79% 2.990%
5 7.975 842 848 860 rBV 504238 844120 41.70% 4.186%
6 8.833 987 994 1008 rBV 268567 607147 30.00% 3.011%
7 10.451 1262 1269 1287 rBV 427111 804246 39.73% 3.988%
8 12.927 1684 1690 1707 rBV 957919 1582185 78.17% 7 .845%
9 13.710 1816 1823 1827 rBv4 15852 26538 1.31% 0.132%
10 13.780 1827 1835 1841 rBvV 87324 133027 6.57% 0.660%
11 14.039 1874 1879 1889 rBvV2 20406 38561 1.91% 0.191%
12 14.121 1889 1893 1899 rVB5 12486 21217 1.05% 0.105%
13 14.321 1920 1927 1936 rBV2 744705 1215883 60.07% 6.029%
14 14.710 1987 1993 2003 rBvV9 9266 22419 1.11% 0.111%
15 15.815 2175 2181 2198 rBvV 901717 1454992 71.88% 7.215%
16 16.021 2211 2216 2217 rBvV3 21323 31238 1.54% 0.155%
17 16.809 2346 2350 2353 rBvV3 19015 20942 1.03% 0.104%
18 16.856 2354 2358 2361 rVvv3 16217 24029 1.19% 0.119%

19 17.074 2389 2395 2399 rBvV 861371 1334868 65.95% 6.619%
20 17.115 2399 2402 2413 rVV 154533 276324 13.65% 1.370%

21 17.209 2414 2418 2426 rVB 21023 44515 2.20% 0.221%
22 17.545 2472 2475 2480 rVB3 21193 27045 1.34% 0.134%
23 17.656 2491 2494 2501 rVB5 18707 25998 1.28% 0.129%

24 17.727 2501 2506 2513 rBV 187199 247205 12.21% 1.226%
25 17.951 2539 2544 2548 rBV3 57938 107573 5.31% 0.533%

26 17.992 2548 2551 2557 rVB 45690 73421 3.63% 0.364%
27 18.086 2562 2567 2571 rBV5 13182 23453 1.16% 0.116%
28 18.139 2571 2576 2581 rBV3 47476 104890 5.18% 0.520%
29 18.239 2590 2593 2599 rBV5 18732 32866 1.62% 0.163%
30 18.450 2626 2629 2633 rVB3 16629 21955 1.08% 0.109%

31 18.880 2696 2702 2704 rBV2 716148 923186 45.61% 4._.578%
32 18.909 2704 2707 2719 rVB2 818772 1133573 56.00% 5.621%
33 19.045 2726 2730 2737 rVB2 102051 143301 7.08% 0.711%
34 19.133 2741 2745 2751 rBV 195136 290577 14.36% 1.441%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020565.D

Aca On : 25 May 2019 05:44

Operator : JU/SJ

Sample : K2643-09 2X

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.468 2799 2802 2803 rBV3 35352 42357 2.09% 0.210%

36 19.503 2804 2808 2817 rVB 192131 309737 15.30% 1.536%
37 19.703 2837 2842 2855 rBV 1574655 2024080 100.00% 10.036%
38 21.262 3103 3107 3113 rBV 837436 1193361 58.96% 5.917%
39 23.503 3484 3488 3501 rVB2 600883 1249002 61.71% 6.193%

Sum of corrected areas: 20167593
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM052419\

BM020565.D

25 May 2019 05:44

JussJ

K2643-09 2X

15 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M

CALIBRATION

Abundance TIC: BM020565.D
1500000
1000000
7.19
5.25 6.84 7.97
500000 10.45
7.66 8.83
O L o o o LA I B o e e e L B e B Ly B e e s s O o B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020565.D
19,70
1500000
12.93
1000000 15.82 17.07 18.91
14.32
500000
13.78
o 13.(114447\  14.71 J\16.02
i e o . L S e o B e e e i e L N e e o e o o L i o
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020565.D
1500000
21.26 2350
1000000
SOOOOOJJMNﬂkNgJ
O L o o o L B o e T L B o e o o L I B e o e o NN A o e o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020565.D

Aca On : 25 May 2019 05:44

Operator : JU/SJ

Sample : K2643-09 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown7.19 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.19 37.61 ng 1134030 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 12
Abundance Scan 715 (7.192 min): BM020565.D (-708) (-) m/z 132.00 100.00%

132
5000

6.80 7.00 7.20 7.40 7.60
m/z 68.10 54.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o7 A S SRR S
6.80 7.00 7.20 7.40 7.60
70 m/z 66.00 35.98%

31 60
L s P | 7 s | 105 e ‘
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

6.80 7.00 7.20 7.40 7.60

5000 m/z 134.00 32.16%
63
15 28 % 52 4 77 S0 1M g4
L B A A L B B L A RARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- T
132 680 700 720 740 760

m/z 69.10 24 .05%

5000
104
39 51 63 o
2 e i ‘\\\ 2 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020565.D

Aca On : 25 May 2019 05:44

Operator : JU/SJ

Sample : K2643-09 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_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 3 Methyl tetradecanoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.73 3.70 ng 247205 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83
Abundance Scan 2507 (17.733 min): BM020565.D (-2501) (-) m/z 74.10 100.00%
74
5000 A\
i | T 1740 17160 1750 15,00
97 171185199913 | 241 270 : - - :
...,....,l...!1,.-.|'..,J:-!.~.','..1.1'.?..'..,|..?‘L.3,7....,....,....,.I...l,'....,..l..,.. m/z 87.00 70.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83693: Methyl tetradecanoate
74
5000 L AR B SN B
43 17.40 17.60 17.80 18.00
, m/z 55.10 22 .55%
, L] 88 111 1291?3157 185199 242
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74
17.40 17.60 17.80 18.00
5000 43 m/z 43.05 22 .51%
29 || 37 143
0L ] 97121 129% 157171185199213227241 270
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280
Abundance #75097: Tridecanoic acid, methyl ester L B
74 17.40 17.60 17.80 18.00
m/z 41.05 20.25%
- v\N\LW
43
29 7
m/z--> 20 Jo 60 éo 160 150 140 160 180 200 220 240 260 280 1740 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020565.D

Aca On : 25 May 2019 05:44

Operator : JU/SJ

Sample : K2643-09 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_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 4
R.T. EstConc Area Relative to ISTD R.T.
18.88 13.83 ng 923186 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 94
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 94
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 93
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 91

Abundance Scan 2702 (18.880 min): BM020565.D (-2696) (-) m/z 67.05 100.00%

67

5000

—

18.60 18.80 19.00 19.20
m/z 81.10 80.34%

1351501

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114386: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
a7

-

18.I60 18.I8O 19.IOO 19!20
m/z 95.10 52.35%k

5000

263 294

178 196 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114394: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

:

18.60 18.80 19.00 19.20
m/z 55.05  47.12%

5000

123 150
178 195 22037 263

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester T e T
67 18.60 18.80 19.00 19.20
41 m/z 79.05 45_.12%

5000

B

135150

178 223 263279294
e A Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20

8270-BM052419.M Mon May 27 05:18:54 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020565.D

Aca On : 25 May 2019 05:44

Operator : JU/SJ

Sample : K2643-09 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_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 3
R.T. EstConc Area Relative to ISTD R.T.

18.91 16.98 ng 1133570 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2707 (18.909 min): BM020565.D (-2704) (-) m/z 69.10 100.00%

5000

:

18.60 18.80 19.00 19.20
m/z 55.10 99.25%

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

74

:

18:60 18.80 19.00 19.20
111 m/z 74.00 82.28%

5000

137 180
152 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115441: 15-Octadecenoic acid, methyl ester
56
74

18.60 18.80 19.00 19.20
m/z 83.10 68.70%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115442: 12-Octadecenoic acid, methyl ester T T T T
55 18.60 18.80 19.00 19.20

m/z 41.10 62.14%

:

5000

:

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020565.D

Aca On : 25 May 2019 05:44

Operator : JU/SJ

Sample : K2643-09 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.04 2.15 ng 143301 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 89
2 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 87
3 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 81
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 81
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 81
Abundance Scan 2729 (19.039 min): BM020565.D (-2726) (-) m/z 74.10 100.00%
!
5000 Q
97 143 199 255 208 18.80 19.00 19.20 19.40
180 226 : - : :
...,....ﬂ...h',..". ol 23 L 198 280 2 b 28200 7z 87.00  69.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100709: Hexadecanoic acid, methyl ester
74
5000 43
18.80 19.00 19.20 19.40
m/z 55.05 25.19%
2 9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116665: Octadecanoic acid, methyl ester
74
" 18:80 19.00 19.20 19.40
5000 43 m/z 43.10 21.64%
143 298
199 255
Zﬁwm L2 S 1 AN R U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92252: Methyl 9-methyltetradecanoate B O ALEL A B ot
74 18.80 19.00 19.20 19.40
m/z 41.00 20.92%
5000
43
143
97 213 256
o BT | e P me L 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM052419\
Data File : BM020565.D

Acq On : 25 May 2019 05:44

Operator : JU/SJ

Sample - K2643-09 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM052419_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 .19 7.19 37.6 ng 1134030 1 7.66 603019 20.0
Methyl tetradecan... 17.73 3.7 ng 247205 4 17.07 1334870 20.0
9,12-Octadecadien... 18.88 13.8 ng 923186 4 17.07 1334870 20.0
9-Octadecenoic ac... 18.91 17.0 ng 1133570 4 17.07 1334870 20.0
Hexadecanoic acid... 19.04 2.1 ng 143301 4 17.07 1334870 20.0
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