LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096050.D

Aca On : 20 Jun 2017 18:03

Operator : SJ/MA

Sample : 13693-10 5X

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.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 1.551 9 11 38 rBv 615307 1168538 100.00% 15.109%
2 4.457 502 505 514 rBV2 6673 17638 1.51% 0.228%
3 5.216 631 634 652 rBV 50860 176123 15.07% 2.277%
4 6.904 917 921 929 rBV 62369 164598 14.09% 2.128%
5 6.969 929 932 947 rVB 140024 336198 28.77% 4_.347%
6 7.286 982 986 1006 rVB 271557 393549 33.68% 5.089%
7 7.528 1023 1027 1040 rBV 148009 218834 18.73% 2.830%
8 8.222 1142 1145 1163 rBV 52398 138878 11.88% 1.796%
9 9.322 1328 1332 1349 rBV 371152 519754 44.48% 6.721%
10 11.104 1630 1635 1647 rVB 262533 332493 28.45% 4._.299%
11 11.810 1748 1755 1759 rBvV 13177 20710 1.77% 0.268%
12 11.927 1771 1775 1781 rBvV2 9869 13268 1.14% 0.172%
13 12.145 1807 1812 1817 rBV2 386012 498140 42.63% 6.441%
14 12.192 1817 1820 1826 rVB3 18953 26745 2.29% 0.346%
15 13.004 1953 1958 1961 rVvVv 19413 22575 1.93% 0.292%
16 13.051 1961 1966 1974 rVB3 9705 15966 1.37% 0.206%
17 13.357 2010 2018 2024 rBVvV4 7687 17488 1.50% 0.226%
18 13.457 2031 2035 2045 rVB 44855 75913 6.50% 0.982%
19 13.774 2084 2089 2097 rBvV3 20774 41384 3.54% 0.535%
20 14.504 2207 2213 2215 rBV2 17158 23203 1.99% 0.300%
21 14.539 2215 2219 2223 rVvv2 313168 431283 36.91% 5.577%
22 14.574 2223 2225 2233 rVB 46900 69610 5.96% 0.900%
23 14.680 2238 2243 2251 rVV2 14728 22326 1.91% 0.289%
24 15.186 2324 2329 2332 rBV2 14596 18091 1.55% 0.234%
25 15.339 2350 2355 2361 rBV2 90383 117868 10.09% 1.524%
26 15.398 2361 2365 2368 rBV2 11671 14983 1.28% 0.194%
27 15.503 2379 2383 2387 rBV2 13747 19079 1.63% 0.247%
28 15.545 2389 2390 2399 rVB5 7700 13924 1.19% 0.180%
29 15.798 2428 2433 2439 rBV2 16905 23740 2.03% 0.307%
30 16.168 2491 2496 2499 rBV3 12832 17310 1.48% 0.224%

31 16.315 2517 2521 2524 rVV 145425 156434 13.39% 2.023%
32 16.351 2524 2527 2536 rVB2 282760 460534 39.41% 5.955%
33 16.480 2544 2549 2553 rBV2 47586 55685 4.77% 0.720%
34 16.668 2577 2581 2587 rVvV 150768 175800 15.04% 2.273%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096050.D

Aca On : 20 Jun 2017 18:03

Operator : SJ/MA

Sample : 13693-10 5X

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.856 2608 2613 2616 rBV3 14641 22609 1.93% 0.292%
36 16.915 2619 2623 2631 rVB 243305 268520 22.98% 3.472%
37 16.998 2631 2637 2646 rBVS8 13333 29974 2.57% 0.388%
38 17.115 2653 2657 2659 rBV5 13022 19728 1.69% 0.255%
39 17.145 2659 2662 2667 rVB2 24851 32577 2.79% 0.421%
40 17.227 2668 2676 2680 rBV3 19579 34711 2.97% 0.449%
41 17.280 2680 2685 2690 rBV3 22620 34949 2.99% 0.452%
42 17.327 2690 2693 2698 rVB6 18171 22793 1.95% 0.295%
43 17.397 2701 2705 2708 rVB 10389 13264 1.14% 0.172%
44 17.433 2708 2711 2716 rBV5 8737 17261 1.48% 0.223%
45 17.774 2766 2769 2775 rBV4 13519 19339 1.65% 0.250%
46 17.845 2779 2781 2788 rVBS8 10369 15742 1.35% 0.204%
47 17.950 2791 2799 2801 rBV3 20187 41180 3.52% 0.532%
48 18.121 2825 2828 2831 rBV4 16659 18301 1.57% 0.237%
49 18.186 2836 2839 2844 rVV6 23647 40758 3.49% 0.527%
50 18.268 2847 2853 2857 rBV2 420336 566454 48.48% 7.324%
51 18.303 2857 2859 2867 rVB 61374 88063 7.54% 1.139%
52 18.397 2872 2875 2879 rVV5 16746 21426 1.83% 0.277%
53 18.597 2907 2909 2914 rVB4 26426 35851 3.07% 0.464%
54 18.927 2963 2965 2968 rBV4 14766 21020 1.80% 0.272%
55 19.544 3067 3070 3073 rBV 83406 105121 9.00% 1.359%
56 19.833 3116 3119 3126 rBV 51313 61330 5.25% 0.793%
57 19.891 3126 3129 3133 rBV 68584 76174 6.52% 0.985%

58 19.944 3134 3138 3146 rVV 228815 308027 26.36% 3.983%

Sum of corrected areas: 7733834
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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:\HPCHEMI\BNA F\DATA\BF062017\

BF096050.D

20 Jun 2017 18:03

SJ/MA

13693-10 5X

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096050.D

Aca On : 20 Jun 2017 18:03

Operator : SJ/MA

Sample : 13693-10 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2 unknown6.97 Concentration Rank 2

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

6.97 17.09 ng 336198 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 932 (6.969 min): BF096050.D (-929) (-) m/z 132.00 100.00%
132.0
5000 68.0 2
00 521 ||| 770 9‘?'1 61 6.60 6.80 7.00 7.20 7.40
Ol et G2 e Al "m/z 68.05  36.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS AR RN R
6.60 6.80 7.00 7.20 7.40
210 510 m/z 134.00 31.85%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.05 19.97%
69.0
390 *1° 89.0 103.0
0 79.0 | 7 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #144009: (E)—3—Chloro—2—methy|—2—pentena| L AL B N I AT l T T
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.10 14 .23%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0”'%'”jPM”””“W“LlPme”'W'M'quo”'ﬁ'”'”t” T R R R L
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096050.D

Aca On : 20 Jun 2017 18:03

Operator : SJ/MA

Sample : 13693-10 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.34 5.47 ng 117868 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 2355 (15.339 min): BF096050.D (-2350) (-) m/z 74.10 100.00%
74.1
5000
43.1
| | 11, O 227.2 15.00 15.20 15.40 15.60
185.1 : : : :
0 ...,....','....|',.-.'. Gladsp | B e 02 T eT 10 72.09%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L A SUNE B SRR
43.0 15.00 15.20 15.40 15.60
143.0 m/z 43.10 35.09%
mzs 20 4 6 80 100 130 140 160 '1'86' pipeny '2'216' pog
Abundance
74.0

15.00 15.20 15.40 15.60
5000 43.0 m/z 41.05  26.46%

97.0 1150 30 1850 2270 2700

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester A e e T
74.0 15.00 15.20 15.40 15.60
m/z 55.05 24 _67%
5000
430 143.0
| 1020, 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096050.D

Aca On : 20 Jun 2017 18:03

Operator : SJ/MA

Sample : 13693-10 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Chloroethyl linoleate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.32 7.25 ng 156434 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 76
3 1l1l.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 70
4 9-Octadecvne 250 C18H34 035365-59-4 68
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 58

Abundance Scan 2522 (16.321 min): BF096050.D (-2517) (-) m/z 67.05 100.00%

67.0

95.0
41.1
5000

16.00 16.20 16.40 16.60
m/z 81.00 85.98%

263.2 2941

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethyl linoleate
67.0

5000
16.00 16.20 16.40 16.60

m/z 95.05 61.88%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41.0 67.0
16.00 16.20 16.40 16.60
5000 95.0 m/z 55.05 59.23%
. 123.0149.0 1759 262.0 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #162983: 11,14—Eicosadienoic acid, methyl ester L B B e
41.0 67.0 16.00 16.20 16.40 16.60
m/z 41.10 52.23%
5000
0 291.0 322.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062017\
Data File : BF096050.D

Acq On : 20 Jun 2017 18:03

Operator : SJ/MA

Sample : 13693-10 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .97 6.97 17.1 ng 336198 1 7.29 393549 20.0
Hexadecanoic acid... 15.34 5.5 ng 117868 4 14.53 431283 20.0
2-Chloroethyl lin... 16.32 7.3 ng 156434 4 14.53 431283 20.0
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