LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\

Data File : BG041361.D

Acq On : 20 Jun 2019 17:44 Instrument :

Operator : HP/JU gll\!A_ctsS o
- _ lentosampleld :

3?22'6 : K3157-05 2X CL-01-061719-C

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 height area % max. total

3.149 5 10 18 rvB2 61965 104840 1.81% 0.484%
5.623 424 431 444 rBV 286623 505535 8.71% 2.335%
rBv 327422 588361 10.13% 2.717%
7.609 762 769 787 rVB 323542 601235 10.35% 2.777%
8.079 843 849 859 rVvB 154675 270361 4.66% 1.249%
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8.402 897 904 913 rBV 251141 455501 7.84% 2.104%
9.260 1043 1050 1061 rBV 199868 387516 6.67% 1.790%
rBv 199724 368039 6.34% 1.700%
13.337 1737 1744 1751 rBV 579971 895164 15.41% 4._.134%
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1 14.160 1874 1884 1889 rBV 60582 101698 1.75% 0.470%
11 14.718 1973 1979 1986 rVB2 327759 517865 8.92% 2.392%
12 15.517 2108 2115 2119 rBV 53935 72694 1.25% 0.336%
13 15.916 2176 2183 2188 rBV2 27963 58936 1.01% 0.272%

14 16.210 2226 2233 2239 rBV 451151 701327 12.08% 3.239%
15 16.381 2256 2262 2270 rBV2 63117 127791 2.20% 0.590%

16 17.168 2392 2396 2399 rBV 59474 73425 1.26% 0.339%
17 17.468 2441 2447 2452 rBV2 402352 624813 10.76% 2.886%
18 17.908 2518 2522 2525 rBV 56067 67342 1.16% 0.311%

19 18.090 2548 2553 2559 rvB 1191587 1417139 24.40% 6.545%
20 18.320 2588 2592 2601 rBV3 154240 263712 4._.54% 1.218%

21 19.230 2742 2747 2750 rBV 3860994 4927674 84.85% 22.758%
22 19.265 2750 2753 2763 rVB2 4664921 5807194 100.00% 26.819%
23 19.389 2769 2774 2778 rBV 537315 653691 11.26% 3.019%
24 19.448 2780 2784 2785 rBV3 124262 146503 2.52% 0.677%
25 19.471 2785 2788 2792 rVB2 177284 230289 3.97% 1.064%

26 20.065 2884 2889 2894 rBV 931219 1182448 20.36% 5.461%
27 21.745 3172 3175 3183 rVB2 315754 501843 8.64% 2.318%

Sum of corrected areas: 21652936
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041361.D

4000000
3000000
2000000

1000000

s 5.62 724 7.61 o 08.40 9.26 ]&%

R e e R e S 1) o SEMESMRERIMRS

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG041361.D

19.27

19423
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2000000

18.09 20.06

1000000

13.34
14.72 16.21

14.16 J\ 15.5215.92 @38
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041361.D

4000000

3000000

2000000

1000000
WWMMW

O

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

3.15 7.76 ng 104840 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 80
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 59
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 45
4 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 10 (3.149 min): BG041361.D (-5) (-) m/z 73.00 100.00%
73
5000 43 ?
3.20 3.30 3.40 3.50 3.60
o\J1,| ‘ ar L | m/z 43.00  43.33%

m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 R A S e A
3.20 3.30 3.40 3.50 3.60

43| | m/z 87.00  35.00%
0“""‘L"d‘l' L L L L L WL L WL B

m/z--> 50 100 150 200 250 300 350

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
R ERAREEEEEEE
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.00 27.83%
T LB A e e o e e e e e e e I e e e s
m/z--> 100 150 200 250 300 350
Abundance #13717: 3-Hexanol, 2,4-dimethyl-
45 73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 16.28%
5000 27
0 L “ { (T ‘97 128
L e e e o e e L B e e e e LA
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60

8270-BG061719.M Fri Jun 21 18:26:52 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.61 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.61 44 _48 ng 601235 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22
Abundance Scan 769 (7.609 min): BG041361.D (-762) (-) m/z 132.00 100.00%

132
5000 68

40 96 LA L L L L L L LI L L BB
720 740 760 780 800
Y — .L..I,L....,....?0.7..2.4?....,....,..35?0. m/z 68.00 49.57%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 T
720 7.40 7.60 7.80 8.00

70 m/z 66.00 36.76%

31 51 I
B 5
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69

104 7.20 7.40 7.60 7.80 8.00

o

5000 m/z 134.00 34.40%
31 ‘
0...‘“.%.;‘L.,‘....,............,....,....
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methy!- L W
132 720 740 760 780 800

m/z 69.00 21.15%

5000
63 104
0 15 319 I ' | |

|
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7. 80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.52 2.81 ng 72694 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
Abundance Scan 2116 (15.523 min): BG041361.D (-2108) (-) m/z 57.00 100.00%
41
5000
19 15117 s0p 296 s || 1520 1540 1560 1580
Obrrr el m/z 43.10 82.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38330: Undecane, 2-methyl-
43
5000 71 L SR B SUCRILE B
15.20 15.40 15.60 15.80
) m/z 71.10 55.46%
0 , i | 99 127 455
miz-> 20 40 60 80 100 130 140 160 180 200 230 240 260 280 300
Abundance #38325: Undecane, 5-methyl-
43
15.20 15.40 15.60 15.80
5000 71 m/z 41.00 55.01%
2 ‘ 112
) S WA . S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59895: Tridecane, 6-methyl- R ma e
57 15.20 15.40 15.60 15.80
m/z 85.05 40.88%
5000
4
8 126
ol15 ‘ ‘ \110 | 154 183
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Z-2-Tridecen-1-ol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.28 ng 58936 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 60
2 Pentadecane, 6-methyl- 226 C16H34 010105-38-1 50
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 47
4 Tridecane 184 C13H28 000629-50-5 43
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 38
Abundance Scan 2184 (15.922 min): BG041361.D (-2176) (-) m/z 57.00 100.00%
57
71
5000

85

15.60 15.80 16.00 16.20
m/z 71.05 53.53%

98 . ,127
11341140155 171 4,207

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59791: Z-2-Tridecen-1-ol

5000 LA L L L L L LB |
15.60 15.80 16.00 16.20
m/z 43.00 42 .76%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83039: Pentadecane, 6-methyl-
57
R S RAEEEREREE
15.60 15.80 16.00 16.20
5000 43 m/z 41.00 33.51%
71
85 g8
113126 154
0 Il | 1417} 168182 197211226
P.”,”.w.”.“.“,”.q.”.“.”,”...”...” e AABRRRRRERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125656: Sulfurous acid, butyl decyl ester e R REmma R
57 15.60 15.80 16.00 16.20
m/z 85.10 25.81%
5000 85
43 | 71
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.38 4.09 ng 127791 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 C24H50 000646-31-1 80
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
4 Hexadecane 226 C16H34 000544-76-3 58
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 2262 (16.381 min): BG041361.D (-2256) (-) m/z 57.10 100.00%

g7

5000
3 113 147 179 205224240259 285 16.00 16.20 16.40 16.60
0 m/z 43.05 67.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94344: Heptadecane
57
5000 85 R e EEEE e )
16. 00 16. 20 16. 40 16. 60
29 m/z 71.05 55.27%
0 - I | R 113 141 n 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
R e N RRmEE n )
16.00 16.20 16.40 16.60
5000 85 m/z 85.05 43_.55%
29 113
0 J\ Lo 770, 141 169 197 225 253 281 309 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83051: Dodecane, 2-methyl-6-propyl- R LR AR R Aama e
57 16.00 16.20 16.40 16.60
m/z 41.00 37.58%
5000 85
140
ST O A < e - 226
m/z--> 20 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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.17 2.35 ng 73425 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Dodecane, l-iodo- 296 C12H251 004292-19-7 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2396 (17.168 min): BG041361.D (-2392) (-) m/z 57.05 100.00%
57
5000
3 113 140 168 197 16.80 17.00 17.20 17.40
o 218 248 272 300 341 n/7z 43 .00 73 14%
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane
57
5000 85 AU A SR UL B
29 16,80 17.00 17.20 17.40
m/z 71.05 58.67%
198
oAl P e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
16.80 17.00 17.20 17.40
5000 85 m/z 41.00 40.17%
0 A “J\ . JJ1}3 (141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane L B
57 16.80 17.00 17.20 17.40
m/z 85.05 38.60%
5000 85
29
. || M L )M 141 160 197 225 253 2906
m/z--> 50 100 150 200 250 300 350 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.16 ng 67342 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2522 (17.908 min): BG041361.D (-2518) (-) m/z 57.00 100.00%
g7
85
5000
USRI NN SUNRN SRR
113 17.60 17.80 18.00 18.20
141 177 208 240 268 302 326
N — A, ot bt sy S22 920 323 389 1 TTA3 000 92.11%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
g7
5000 85 R AR AR AR RN
17.60 17.80 18.00 18.20
m/z 71.05 59.16%
29 113
0 II L L ll 4| ll4|.1 169 197 225 254
m/z--> 55 100 1éo 200 250 300 350 '
Abundance #94344: Heptadecane
g7
17.60 17.80 18.00 18.20
5000 85 m/z 85.05 57 .30%
29
m/z--> 55 100 1éo 260 250 300 350 '
Abundance #117638: Nonadecane e
57 17.60 17.80 18.00 18.20
m/z 41.00 45_.01%
5000 85
29
m/z--> 50 100 150 200 250 300 350 ' 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.09 45.36 ng 1417140 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 2553 (18.090 min): BG041361.D (-2548) (-) m/z 74.00 100.00%
7h
5000{ 43
270 17.80 18.00 18.20 18.40
o 497, 7289 313 m/z 86.95 76.05%
m/z--> 50 100 150 200 250 300 350
Abundance #119408: Hexadecanoic acid, methyl ester
7
5000 A SRR SN SRR SUMRE
43 17.80 18.00 18.20 18.40
143 m/z 43.05 42 .00%
101 171 199 227 270
o! 'lu‘ul'ul'llu‘ulu||||'|'|'|||l|'|||:||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #84485: Tridecanoic acid, methyl ester
74
17.80 18.00 18.20 18.40
s000] 43 m/z 55.00 35.14%
0::&||‘|”|||‘|‘||‘||‘||||‘|‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester B R Al
74 17.80 18.00 18.20 18.40
m/z 41.00 33.49%
5000{ 43
oL VLl 0 15 227 om
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18,20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.32 8.44 ng 263712 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2592 (18.320 min): BG041361.D (-2588) (-) m/z 73.00 100.00%
5000 b L
18.00 18.20 18.40 18.60
0 m/z 43.00 96.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid
43
5000 129 AR AR B AR
mmmmmmmm
o7 n m/z 60.00 95.56%
ol15 }Lﬂ }?Q ],L IJ,, T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid
48 73
AR AN RALNN R
18.00 18.20 18.40 18.60
5000 256 m/z 55.00 92.81%
129
213
157 185
0 Jnn P o N N
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid R e
73 18.00 18.20 18.40 18.60
43 m/z 41.00 91.86%
5000 129
185
97 228
oL15 ,J[ILM,J,,\f?,?,x”‘lu\h e SN | T NSRS,
m/z--> 50 100 150 200 250 300 350 400 18. oo 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.23 157.73 ng 4927670 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 99
3 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 2747 (19.230 min): BG041361.D (-2742) (-) m/z 67.00 100.00%
5000 1@
123 150 19.00 19.20 19.40 19.60
178 220 263 204
of Bl focin T S0 822 385 SO1418442 | Lz 81.00 82.12%
m/z--> 100 150 200 250 300 350 400

Abundance #139708: 9,12-Octadecadienoic acid, methyl ester

%

5000
19.00 19.20 19.40 19.60

m/z 55.00 69.96%

0 203 263 294
m/z--> 100 150 200 250 300 350 400
Abundance #178355: 2-Chloroethy! linoleate

o " 19.00 19.20 19.40 19.60
5000 m/z 41.10 59.19%

0 .,....,....,J...,....,....,....,
m/z--> 100 150 200 250 300 350 400

B

Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T T T
6 19.00 19.20 19.40 19.60
m/z 95.05 54 _.22%
5000 ﬂ/\\/\
0 AR A
m/z--> 19.00 19.20 19.40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.27 185.89 ng 5807190 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97

Abundance Scan 2754 (19.271 min): BG041361.D (-2750) (-) m/z 55.00 100.00%

83
- 22 ' /JLA
111

l 19. 00 19 20 19. 40 19 60
296
bt A S22 337 371396420 456 1 Tz 41.00 0 71.27%

Y 1 | |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000 P T T T T
19. 00 19 20 109. 40 19 60

111 m/z 69.00 62.29%

. 180 222 264 296
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141288: 16-Octadecenoic acid, methyl ester

10,00 1020 19.40 19.60
m/z 74.00 50.48%

5000
29

264
111
138 180 222 296
01
mz--> 0 50 100 150 200 250 300 350 400 450

Abundance #141304: 6-Octadecenoic acid, methyl ester, (2)- e . R mmE
19. 00 19 20 19. 40 19 60

m/z 83.10 47 .58%

84

5000

110

29 137 180 222 264

296
m/z--> 0 50 100 150 200 250 300 350 400 450 19. 00 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.39 20.92 ng 653691 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 72

Abundance Scan 2774 (19.389 min): BG041361.D (-2769) (-) m/z 74.00 100.00%

74

5000

143 255 e .

199 19.00 19.20 19.40 19.60 19.80
298321 353 388 457482

0 m/z 86.95 79.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143130: Methyl stearate
4
5000 [Trrrfrrr i rrr o T

19.00 19.20 19.40 19.60 19.80
m/z 43.05 46.12%

171 199 5,7 255 298

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95863: Methyl tetradecanoate
74
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_f
19.00 19.20 19.40 19.60 19.80
so00] 43 m/z 55.00 35.06%
143
101 199 242
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107596: Pentadecanoic acid, methy! ester T TR T
74 19.00 19.20 19.40 19.60 19.80
m/z 41.05 32.97%
5000
43
|w | o1 MPagy 213 256
o 0 e
m/z--> 50 100 150 200 250 300 350 400 450 19. 00 19. 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 cis-11,14-Eicosadienoic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.45 4.9 ng 146503  Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

is-11,14-Eicosadienoic acid, me... 322 C21H3802 1000333-61-8 91
,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 91
-Chloroethyl linoleate 342 C20H35CI102 025525-76-2 91
-Hexadecyne 222 C16H30 000629-74-3 90
1,13-Eicosadienoic acid, methyl... 322 C21H3802 056599-57-6 89

abrwNPE
PFEPNOO

Abundance Scan 2784 (19.448 min): BG041361.D (-2780) (-) m/z 67.00 100.00%

5000

-

19.20 19.40 19.60 19.80
m/z 81.00 91.67%

. 123 151 178 209 246 280305 339366390 426 456

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #162987: cis-11,14-Eicosadienoic acid, methyl ester
67
5000 41
19.20 19.40 19.60 19.80
123, m/z 55.05 74.04%
291 322
oL15 Llpdme 20 2a X
- L I L I T—r T I T I L I L I T T T I 1
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
e e e A RRE R
95 19.20 19.40 19.60 19.80
e m/z 41.00 60.61%
oL15 l 1420 182009236
- I L I L I T T T T 1T I L I L I T T T I 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178355: 2-Chloroethy! linoleate T T T
67 19.20 19.40 19.60 19.80

m/z 95.00 51.17%

5000

SN

ay
©
a1

123 150 263 342
o AL II T |
S U AARASANNERESSEL

m/z--> 50 100 150 200 250 300 350 400 450 19. 20 19. 40 19. 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041361.D

Acq On : 20 Jun 2019 17:44

Operator : HP/JU

Sample : K3157-05 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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]
Butane, 2-methoxy... 3.15 7.8 ng 104840 1 8.08 270361 20.0
unknown7 .61 7.61 44.5 ng 601235 1 8.08 270361 20.0
Undecane, 2-methyl- 15.52 2.8 ng 72694 3 14.72 517865 20.0
Z-2-Tridecen-1-ol 15.92 2.3 ng 58936 3 14.72 517865 20.0
Heptadecane 16.38 4.1 ng 127791 4 17.47 624813 20.0
Tetradecane 17 .17 2.4 ng 73425 4 17.47 624813 20.0
Octadecane 17.91 2.2 ng 67342 4 17.47 624813 20.0
Hexadecanoic acid... 18.09 45.4 ng 1417140 4 17.47 624813 20.0
Tridecanoic acid 18.32 8.4 ng 263712 4 17.47 624813 20.0
9,12-Octadecadien... 19.23 157.7 ng 4927670 4 17.47 624813 20.0
9-Octadecenoic ac... 19.27 185.9 ng 5807190 4 17.47 624813 20.0
Methyl stearate 19.39 20.9 ng 653691 4 17.47 624813 20.0
cis-11,14-Eicosad... 19.45 4.7 ng 146503 4 17.47 624813 20.0
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