LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMO2.2-EPA-BM022317 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.358 42 46 53 rBv 53954 78565 1.47% 0.147%
2 3.628 89 92 100 rBvY 72210 117968 2.20% 0.221%
3 7.046 667 673 683 rvB 852378 1395041 26.02% 2.609%
4 7.228 697 704 716 rVB 627981 1007492 18.79% 1.884%
5 7.422 731 737 747 rVB 821593 1306719 24.37% 2.444%
6 7.898 811 818 824 rBV 691901 1118813 20.87% 2.092%
7 8.593 928 936 945 rBVY 891807 1474536 27.51% 2.758%
8 9.063 1008 1016 1024 rBV 785134 1336406 24.93% 2.499%
9 9.781 1130 1138 1145 rBV 663524 1085215 20.24% 2.030%
10 10.310 1220 1228 1239 rBV 971769 1593597 29.73% 2.980%

11 10.698 1285 1294 1305 rVB 932644 1523631 28.42% 2.850%
12 10.834 1310 1317 1325 rBV 924594 1527758 28.50% 2.857%
13 13.939 1832 1845 1849 rBV 1659447 2305649 43.01% 4.312%
14 13.986 1849 1853 1859 rVB 1021205 1360387 25.38% 2.544%
15 14.227 1888 1894 1902 rBV 1716971 2546014 47.49% 4.762%

16 14.533 1939 1946 1955 rBV2 1251658 1995705 37.23% 3.732%
17 14.722 1970 1978 1989 rBV 862891 1229757 22.94% 2.300%
18 15.363 2082 2087 2091 rVB2 71333 83722 1.56% 0.157%
19 15.527 2107 2115 2122 rBV 2287250 3340352 62.31% 6.247%
20 15.639 2128 2134 2141 rBV 738386 1048743 19.56% 1.961%

21 15.769 2147 2156 2160 rBV6 51512 93281 1.74% 0.174%
22 16.221 2229 2233 2243 rBV 90060 171386 3.20% 0.321%
23 17.015 2362 2368 2372 rBV 99901 124521 2.32% 0.233%
24 17.280 2407 2413 2419 rBV 1815516 2578742 48.10% 4.823%
25 17.380 2423 2430 2438 rVV 2800669 3839309 71.62% 7.180%

26 17.757 2490 2494 2498 rVB 71685 83904 1.57% 0.157%
27 18.151 2556 2561 2566 rBV2 354906 489409 9.13% 0.915%
28 19.304 2751 2757 2766 rBV3 45645 95786 1.79% 0.179%

29 19.427 2773 2778 2784 rBV2 308846 420885 7.85% 0.787%
30 19.668 2813 2819 2828 rBV 3690892 4942418 92.19% 9.243%

31 21.139 3065 3069 3075 rBV2 409887 495362 9.24% 0.926%
32 21.451 3117 3122 3128 rBV 2980243 3676021 68.57% 6.875%
33 23.650 3488 3496 3504 rBV2 2696067 5360942 100.00% 10.026%
34 23.797 3515 3521 3533 rVB2 1838697 3621396 67.55% 6.773%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317 .M
SVOA CALIBRATION

Sum of corrected areas: 53469432
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA_M\DATA\BM030117\
: BM009057.D

: 01 Mar 2017 18:57

: SJ/MA

: 11988-13

- 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317_M

Quant Title

TIC Library

TIC Integ

SVOA CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM009057.D

7.05 7.42 8.59

7.23

9.06

3.363.63
A

10.31 1017083

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM009057.D

17.38

15.53

17.2

3

13.044.23
14.53

14.72 564

15.3

B 16.22 17.02 .
Pl 15,77 15 I J 17]\ 76

18.15

19167

19.43
19.

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

A A
LB B S N N S B N D B B S B O D B B D B N B B S N B B B N L N B B B B B

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM009057.D

21.45 23.65

23.80

21.14

Time-->

21.00 2150 22.00 2250 23.00 2350 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:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317_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 unknown-01 Concentration Rank 4

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

3.63 2.11 ng/ul 117968 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
2 1,2-Propanediol diformate 132 C5H804 053818-14-7 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 7
5 Butane, 1-methoxy- 88 C5H120 000628-28-4 7

Abundance Scan 92 (3.628 min): BM009057.D (-89) (-) m/z 45.05 100.00%
45
5000
61 3.20 3.40 3.60 3.80 4.00
.,....,....,|...,'....,?‘.f?.,....,....,....,....,....,2]‘.’?. rpreeaos, | m/z 43.00 17.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2104: Propane, 2-ethoxy-
45
5000 LRI U N
73 3.20 3.40 3.60 3.80 4.00
27 m/z 61.10 6.77%
|||||88||||||||||
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
3.20 3.40 3.60 3.80 4.00
5000 m/z 42.00 3.47%
60

77 102117132
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #294: Isopropyl Alcohol
45 3.20 3.40 3.60 3.80 4.00
m/z 44_.05 3.21%
5000
27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.15 3.80 ng/ul 489409 Phenanthrene-d10 17.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2561 (18.151 min): BM009057.D (-2556) (-) m/z 73.00 100.00%

5000

17.80 18.00 18.20 18.40
m/z 43.05  94.58%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid
43 7
5000 256
129 17.80 18.00 18.20 18.40
97 213 m/z 60.00 92.27%
T
..Up WMNMNHW‘,tJ.Mq..H.,‘....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
60
T T R R AT
17.80 18.00 18.20 18.40
5000 129 m/z 55.10 82.06%
83
157 185 213 256
107
LA e e e e e e o e I L A B o o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #72647: Tridecanoic acid
73 17.80 18.00 18.20 18.40
23 m/z 57.10 79.53%
5000 129
171
10| e
01 R
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.43 2.29 ng/ul 420885 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89
Abundance Scan 2778 (19.427 min): BM009057.D (-2773) (-) m/z 43.10 100.00%
5000 ¥
129
| 241 284 19.20 19.40 19.60 19.80
| 213 267 : : : :
....-,.'...,...3‘.‘1, m/z 73.00 97.68%
m/z--> 150 250 300
Abundance #131258 Octadecan0|c acid
43
5000 RN UL B B U
mmmmwmwm
185 say B4 m/z 60.00 79.90%
i .2% \I ‘ u‘h\ M\ i ‘. 157\ “. \|2|13| L) I |26|7 .“. ———
m/z--> 200 250 300
Abundance
43 73
19.20 19.40 19.60 19.80
5000 m/z 57.10 75.53%
129 284
97 185 241
2 157 213 267
m/z--> 55 160 150 200 250 300
Abundance #131261: Octadecanoic acid
3, 78 19.20 19.40 19.60 19.80
m/z 54.95 70.88%
5000 129
97
185 241 284
‘Iwilt L .‘,15.7.‘ A ‘.2(‘)-7- | r— 1 S
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317_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 4 Trichloroacetic acid, penta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.14 2.70 ng/ul 495362 Chrysene-d12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87
Abundance Scan 3069 (21.139 min): BM009057.D (-3065) (-) m/z 57.10 100.00%
97 g3
5000
139 208 281 20.80 21.00 21.20 21.40
— 182 235 342 369 403 430 n/z 55 00 98 550,
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
83
5000
111 20.80 21.00 21.20 21.40
m/z 43.00 89.31%
ml,,,,l,,}?g,}?%zw” R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 |97
20.80 21.00 21.20 21.40
5000 m/z 83.05 84.11%
125
29 153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 ERRARE R S L
20.80 21.00 21.20 21.40
m/z 69.05 76 .55%
5000
167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030117\
Data File : BM0O09057.D

Acq On : 01 Mar 2017 18:57

Operator : SJ/MA

Sample - 11988-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM022317_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]
unknown-01 3.63 2.1 ng/ul 117968 1 7.89 1118810 20.0
n-Hexadecanoic acid 18.15 3.8 ng/ul 489409 4 17.28 2578740 20.0
Octadecanoic acid 19.43 2.3 ng/ul 420885 5 21.45 3676020 20.0
Trichloroacetic a... 21.14 2.7 ng/ul 495362 5 21.45 3676020 20.0
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