LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020118\
Data File : BM014079.D

Aca On : 01 Feb 2018 18:34

Operator : SJ/JU

Sample : J1316-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.122 19 23 26 rBv3 27087 34413 1.49% 0.136%
2 6.745 633 639 658 rVB 304854 611975 26.42% 2.415%
3 6.904 660 666 677 rBV 242647 408887 17.65% 1.614%
4 7.092 692 698 712 rBV 382407 632270 27 .30% 2.495%
5 7 .557 771 777 790 rBV 342073 607951 26.25% 2.399%
6 8.275 892 899 912 rBV 393093 750727 32.41% 2.962%
7 8.716 967 974 988 rBV2 366362 663792 28.66% 2.619%
8 9.110 1035 1041 1048 rVB5 14680 26303 1.14% 0.104%
9 9.433 1090 1096 1106 rBv2 301833 560864 24.22% 2.213%
10 9.969 1180 1187 1201 rBV 396747 779583 33.66% 3.076%

11 10.328 1241 1248 1256 rBV 488670 824444 35.60% 3.253%
12 10.486 1268 1275 1291 rBV 297872 684838 29.57% 2.702%
13 13.633 1804 1810 1815 rBV 836576 1207989 52.16% 4.767%
14 13.680 1815 1818 1826 rVB 153990 258683 11.17% 1.021%
15 13.904 1849 1856 1868 rBV 957031 1454863 62.81% 5.741%

16 14.116 1886 1892 1902 rBV3 38205 61703 2.66% 0.243%
17 14.210 1902 1908 1918 rVvB2 700164 1116296 48.20% 4._.405%
18 14.468 1945 1952 1967 rBv4 121386 388088 16.76% 1.531%
19 15.074 2051 2055 2060 rVB 54168 66852 2.89% 0.264%
20 15.215 2072 2079 2088 rBV 1164970 1748462 75.49% 6.900%

21 15.363 2098 2104 2117 rBV2 238479 450744 19.46% 1.779%

22 15.468 2117 2122 2129 rVB10 22894 51362 2.22% 0.203%
23 15.945 2198 2203 2209 rBV3 41677 69406 3.00% 0.274%
24 16.739 2332 2338 2341 rBV2 21118 29539 1.28% 0.117%

25 16.968 2371 2377 2385 rBV2 993192 1357434 58.61% 5.357%

26 17.068 2388 2394 2404 rBV2 1209040 1883370 81.32% 7.432%
27 17.874 2527 2531 2546 rBV3 191642 351777 15.19% 1.388%
28 19.021 2722 2726 2729 rBV6 18769 23823 1.03% 0.094%
29 19.168 2746 2751 2758 rBV 103506 175047 7.56% 0.691%
30 19.374 2780 2786 2793 rBV 1562691 2153045 92.96% 8.496%

31 20.892 3039 3044 3054 rBV3 261496 458855 19.81% 1.811%
32 21.174 3087 3092 3102 rBV 1147782 1629015 70.33% 6.428%
33 23.221 3433 3440 3451 rVB2 1243073 2316113 100.00% 9.140%
34 23.356 3457 3463 3472 rVB 800675 1502744 64.88% 5.930%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020118\
Data File : BM014079.D

Aca On : 01 Feb 2018 18:34

Operator : SJ/JU

Sample : J1316-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

Sum of corrected areas: 25341257
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title :

TIC Library :

Operator :

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM020118\

BM014079.D

01 Feb 2018 18:34

SJ/Ju

J1316-19

10 Sample Multiplier: 1

SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_.M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020118\
Data File : BM014079.D

Aca On : 01 Feb 2018 18:34

Operator : SJ/JU

Sample : J1316-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.87 5.18 ng/ul 351777 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2530 (17.868 min): BM014079.D (-2527) (-) m/z 73.05 100.00%

5000

281 17.60 17.80 18.00 18.20
m/z 43.00 92.61%

157171185
171
143 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000
17.60 17.80 18.00 18.20

m/z 41.10 89.34%

213
143157171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 60 73

17.60 17.80 18.00 18.20
5000 29 256 m/z 60.00 80.73%
129

7 1s 157171185, o0
143 199 | 227,54,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid R
43 g0 73 17.60 17.80 18.00 18.20

m/z 55.05 78 .83%

50001 29

213 256

143157171185199

227
III‘IIIIIII T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020118\
Data File : BM014079.D

Aca On : 01 Feb 2018 18:34

Operator : SJ/JU

Sample : J1316-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : SVOA 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.17 2.15 ng/ul 175047 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 Octadecanoic acid 284 C18H3602 000057-11-4 78
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 68
4 Octadecanoic acid 284 C18H3602 000057-11-4 60
5 Octadecanoic acid 284 C18H3602 000057-11-4 53
Abundance Scan 2751 (19.168 min): BM014079.D (-2746) (-) m/z 43.10 100.00%
73
5000 129 241
97 185 207 -
157 | 267 355 18.80 19.00 19.20 19.40
.”.|I. | L I T .'|'.|....||. . m/z 55.05 94 _54%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
5000
129 284 18.80 19.00 19.20 19.40
m/z 57.10 89.40%
185 241
u HM‘ hH H\ L ‘15\ | I‘ ‘|2}3|‘| I‘ ‘?653 I\I —
m/z--> 200 250 300 350
Abundance
43 | 783
18.80 19.00 19.20 19.40
5000 129 m/z 41.10 87.93%
97
185 241
157 007 284
m/z--> B '56' ' "160" ' ﬁéo" "260" "250" ' 500" "350" '
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 18.80 19.00 19.20 19.40
m/z 73.00 84.74%
73
5000 284
129
185
L M s T M | an g e WAV
m/z--> m m 150 200 250 300 350 1mm%mwmwo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020118\
Data File : BM014079.D

Aca On : 01 Feb 2018 18:34

Operator : SJ/JU

Sample : J1316-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118.M
Quant Title : SVOA 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 3 (DEL) Alkane: Cyclic20.89 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.89 5.63 ng/ul 458855 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 3044 (20.892 min): BM014079.D (-3039) (-) m/z 55.00 100.00%
5000 111
139 180207 557 281 20.60 20.80 21.00 21.20
Al I l.l..,.. b S MS AT Thyz 43.10 0 99.42%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57
83
5000
29 11 20.60 20.80 21.00 21.20
m/z 83.10 82.61%
L “ M‘ ‘ | ?9 167 196 224252 280
m/z-> 0 50 250 300 350 400 450
Abundance
57
83
20.60 20.80 21.00 21.20
5000 111 m/z 57.10 73.65%
29

140 182210 255 306

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecyl ester
43 20.60 20.80 21.00 21.20

69 m/z 69.10 70.21%
97

5000

J121
1 M 193181 224280 597

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM020118\
Data File : BM014079.D

Acq On : 01 Feb 2018 18:34

Operator : SJ/JU

Sample - J1316-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
Quant Title : SVOA 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]
n-Hexadecanoic acid 17.87 5.2 ng/ul 351777 4 16.97 1357430 20.0
Octadecanoic acid 19.17 2.1 ng/ul 175047 5 21.17 1629020 20.0
(DEL) Alkane: Cyc... 20.89 5.6 ng/ul 458855 5 21.17 1629020 20.0
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