LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021419\

Data File : BF112567.D

Aca On : 14 Feb 2019 14:58 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1350-05 5X EO-02-021319-A

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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 5.469 572 575 594 rBV 198427 290140 7.89% 1.987%
2 6.487 744 748 759 rBV 194738 316473 8.61% 2.168%
3 6.610 766 769 774 rBV 347903 341077 9.28% 2.336%
4 6.663 774 778 781 rVB2 62273 65784 1.79% 0.451%
5 6.828 803 806 814 rBV 562806 525566 14.30% 3.600%
6 6.987 828 833 842 rBV 302068 293389 7.98% 2.010%
7 7.392 900 902 905 rBV 142859 156619 4.26% 1.073%
8 7.422 905 907 911 rVB 108999 91200 2.48% 0.625%
9 8.092 1011 1021 1022 rBV 77124 88812 2.42% 0.608%
10 8.110 1022 1024 1032 rVB 644684 628938 17.11% 4 .308%
11 8.698 1121 1124 1128 rBV 77023 61968 1.69% 0.424%
12 9.186 1203 1207 1216 rVB 405133 389684 10.60% 2.669%
13 9.263 1216 1220 1223 rBV 80029 65720 1.79% 0.450%
14 9.792 1304 1310 1314 rBV 73593 63858 1.74% 0.437%
15 9.869 1319 1323 1338 rVB 820894 748483 20.37% 5.127%
16 10.292 1389 1395 1398 rBvV 69085 69763 1.90% 0.478%
17 10.663 1455 1458 1467 rBV 216346 225475 6.14% 1.545%
18 10.763 1472 1475 1480 rBvV 68455 78281 2.13% 0.536%
19 11.210 1548 1551 1553 rBvV 58847 42843 1.17% 0.293%
20 11.357 1573 1576 1579 rBV 793881 702107 19.10% 4 .809%
21 11.380 1579 1580 1586 rVB 55250 48441 1.32% 0.332%
22 11.739 1637 1641 1644 rBV 978344 824651 22.44% 5.649%
23 11.875 1660 1664 1666 rBV3 45259 52402 1.43% 0.359%
24 12.045 1690 1693 1697 rVB 39493 40385 1.10% 0.277%

25 12.427 1753 1758 1760 rBV 3561416 3675153 100.00% 25.175%

26 12.445 1760 1761 1768 rVV2 2782179 2230520 60.69% 15.279%
27 12.527 1772 1775 1780 rVB 458707 366745 9.98% 2.512%
28 12.580 1780 1784 1788 rBV3 97373 159788 4 _.35% 1.095%
29 12.804 1818 1822 1829 rBV2 59333 77548 2.11% 0.531%
30 12.939 1841 1845 1848 rBV 435809 399028 10.86% 2.733%

31 13.127 1873 1877 1880 rBV6 24244 38421 1.05% 0.263%
32 13.251 1896 1898 1901 rVB3 49384 43794 1.19% 0.300%
33 13.498 1938 1940 1945 rBv4 29787 40734 1.11% 0.279%

34 14.010 2023 2027 2030 rBV 742672 752155 20.47% 5.152%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.086 2207 2210 2214 rVB 109455 113918 3.10% 0.780%

36 15.486 2275 2278 2283 rVB 390392 488498 13.29% 3.346%

Sum of corrected areas: 14598361
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\

BF112567.D

14 Feb 2019 14:58

JussJ

K1350-05 5X

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112567.D

6.83

6.61 6.99

5.47

0
Time-->

T f
5.00 5.50 7.00 7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF112567.D

12143

2.45

11.74
11.36
12.53

11.872.05 .5812.80/ 13.18.25

12.94

10.66
10.29 ,\];0/176

A
LI —

11’; 211.38

A
LI — T

Time-->

T T T R T T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF112567.D

14.01
15.49

15.09

13.50

1
13.50

Time-->

14.00 14.50 15.00

15.50 16.00

16.50

I T
17.00 17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1 unknown6.61 Concentration Rank 4

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

6.61 12.98 ng 341077 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF112567.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 | 61 870 9‘?-0 61 ‘ 620 6.40 6.60 6.80 7.00
O ol 781870 | 2981 Wl nyz 68.10  36.43%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 6.20 6.40 6.60 6.80 7.00
39.0 57.0 ‘ m/z 134.00 30.64%
' 89.0 103.0
ol Ihhhfﬁﬁpjlln..| 18?||” e 2250
m/z--> 30 40 50 60 80 90 100 110 120 130 140
Abundance #14144: 5 Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 23.06%
33.0 44.0 0.0 105.0
0"'I""'I""I"'(‘::Oho"'l"''Oi?'"I'""I'""'Il'l's'?l""I TTTTTT
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.25%
5000 67.0
41.0 97.0
53.0
79.0 117.0
0'“|'“'|“"ﬂ”'w”JJh'm“w“"w'hw}Pgo'“'l“"l"w"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Decane Concentration Rank 9

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

6.66 2.50 ng 65784 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 74
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 59
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 59
5 Tetradecane 198 C14H30 000629-59-4 59

Abundance Scan 777 (6.657 min): BF112567.D (-774) (-) m/z 57.10 100.00%
43.0 57.1
105.1
5000
(L 120.0

6.40 6.60 6.80 7.00

o e m/z 43.05 96.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19158: Decane
43.0 57.0
5000
71.0 6.40 6.60 6.80 7.00
29.0 m/z 105.05 70.25%
oL 150 ol L | ee01s0 142.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 100 120 140 160
Abundance #38335: Undecane, 3-methyl-
57.0
43.0 6.40 6.60 6.80 7.00
5000 710 m/z 41.05 56.93%
" 85.0
29.0
o “ w‘ o 99011201260141015501100
...,....,....,.... -l e
m/z--> 60 80 100 120 140 160
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0 6.40 6.60 6.80 7.00
43.0 m/z 71.05 35.24%
5000
71.0 5.0
29.0
o | H‘ | 990 1130127.0141,0 156.0
T e e e T
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.23 ng 78281 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 1475 (10.763 min): BF112567.D (-1472) (-) m/z 57.10 100.00%
57.1
5000 85.1 K\,_¢~wuuLwMAA
1131 1411 10,40 10.60 10.80 11.00
0! m/z 43.10 75.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
5000 85.0 R UL UL B B
mmmmmmum
20.0 m/z 71.10 68.98%
o || M30 1410 1600 197.0 2250 2540
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance #94345: Heptadecane
57.0
10,40 10.60 10.80 11.00
0
5000 85.0 m/z 85.10 49.92%
29.0
o U JM80 1410 169.0 1960 2400
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2éo 300
Abundance #141426: Heneicosane
57.0 10.40 10.60 10.80 11.00
m/z 41.05 43.98%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2530 2960
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.74 23.49 ng 824651 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1641 (11.739 min): BF112567.D (-1637) (-) m/z 74.10 100.00%
741
5000
43.1
I C s 2272 1140 1160 1180 1260
185.2 270.3 . . . .
0 ,....,....|',.-.-'. Mo d2rt | 1esd s L L 2% Tw/z 87.10  74.94%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 U AL BN LN U
43.0 11/40 11.60 11.80 12.00
143.0 m/z 43.10 33.65%
mz-> 20 40 60 80 '1'66' 30 140 180 '1'86' Py 'z'Ju')' P
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 27 .89%
ob “\ U L) 9700170 2430 1850 270 200
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 11.40 11.60 11.80 12.00

m/z 41.05 26.87%

5000 43.0

I 11970 430 18?0‘ 2280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.43 104.69 ng 3675150 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1758 (12.427 min): BF112567.D (-1753) (-) m/z 67.05 100.00%

67.0

41.1
5000

123.1
150.1 12.20 12.40 12.60 12.80
178.1 220.2 263.2  294.3
0 1991 m/z 81.05 84.96%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 671.0

12.20 12.40 12.60 12.80
m/z 55.10 63.46%

5000

1230 1490 41789

294.0

262.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 610
R REmE e A RaS
12.20 12.40 12.60 12.80
5000 m/z 95.10 57.71%

294.0
12“? 01500 1780 2200 2630

o.w”.w..w.”w.”. S NP MM S W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate T T
67.0 12.20 12.40 12.60 12.80
m/z 41.10 55.14%
5000
294.0
1230 1500 1780  ,50o 2630
0 R RAREEREEEEE

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 7 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.45 63.54 ng 2230520 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 6-0Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 1762 (12.451 min): BF112567.D (-1760) (-) m/z 55.10 100.00%

5000
08.1 264.2
137.1 1802 2222

12.20 12.40 12.60 12.80
m/z 79.10 86.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

5000

12.20 12.40 12.60 12.80
m/z 41.10 78.26%

29.0

222.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
55.0

_EZZEEEE—

12.20 12.40 12.60 12.80
m/z 67.10 77.53%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester T
55.0 12.20 12.40 12.60 12.80
m/z 69.10 68.60%

S

5000

29.0 264.0

111.0

E;:E§§5=—

138.0 180.0  222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.53 10.45 ng 366745 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 80
Abundance Scan 1775 (12.527 min): BF112567.D (-1772) (-) m/z 74.10 100.00%
74.1
5000 431
Ly e T s 1992 4, 252 1270 1240 1760 1280
298.2 - - - -
0 ...,....,....|',..|' ,-':-!.!-,....,..'..,|.~...1.7.1..1....',....22:?.1. ket | M/z  87.00  77.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.20 12.40 12.60 12.80
143.0 -
43.0 1990 2550 m/z 43.10 38.58%
97.0 '
oo, LI o | mo 1o, ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.10 29 .44%
143.0 255.0
970 l 199.0 ‘ 298.0
0"w'“'|“'wvjt|hh4#“hw'J”|'“”ﬁ?%s'“'h“'ﬁgqu”'l'“'w'“'t“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methyl ester R ma e o
74.0 12.20 12.40 12.60 12.80

m/z 41.10 28 .53%

5000
43.0
143.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021419\
Data File : BF112567.D

Aca On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 11 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 4.66 ng 113918 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Heptacosane 380 C27H56 000593-49-7 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 2211 (15.092 min): BF112567.D (-2207) (-) m/z 57.10 100.00%
51.1
5000
99.1 R AR SR SURIU B
149.11g3 1 2902 256.1 3021 5434 ag73 14.80 15.00 15.20 15.40
Ol m/z 71.10 67.94%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #83026: Hexadecane
57.0
5000 LRI UL B UL UL
Mmmmmmmm
99.0 m/z 43.10 53.18%
Jasop | || [ ] 1410 1830 2260
miz--> 0 55 160 150 260 250 360 3éo 460
Abundance #141426: Heneicosane
57.0
' 14.80 15.00 15.20 15.40
5000 m/z 85.10 43.13%
99.0
o 2@0” J i J | 1419 183.0 225.0 296.0
miz--> 0 55 100 1éo 260 2éo 360 3éo 460
Abundance #71393: Pentadecane AR EEREE L
57.0 14.80 15.00 15.20 15.40
m/z 41.10 18.72%
5000
o 18d ‘ ‘1990\ 141.0 212.0
miz--> 0 o 1(')0 1éo 2(')0 250 300 35'30 4(')0 14|8O 15. oo 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021419\
Data File : BF112567.D

Acq On : 14 Feb 2019 14:58

Operator : JU/SJ

Sample : K1350-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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 .61 6.61 13.0 ng 341077 1 6.83 525566 20.0
Decane 6.66 2.5 ng 65784 1 6.83 525566 20.0
Octadecane 10.76 2.2 ng 78281 4 11.36 702107 20.0
Hexadecanoic acid... 11.74 23.5 ng 824651 4 11.36 702107 20.0
9,12-Octadecadien... 12.43 104.7 ng 3675150 4 11.36 702107 20.0
11-Octadecenoic a... 12.45 63.5 ng 2230520 4 11.36 702107 20.0
Methyl stearate 12.53 10.4 ng 366745 4 11.36 702107 20.0
Hexadecane 15.09 4.7 ng 113918 6 15.49 488498 20.0
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