LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082619\
Data File : BM022344.D

Aca On : 26 Aug 2019 23:12

Operator : HP/JU

Sample : K4464-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM082219MA .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 3.128 21 24 29 rBv3 6490 8574 0.56% 0.066%
2 3.716 119 124 128 rBv2 6830 10088 0.66% 0.078%
3 3.934 157 161 162 rBvV3 1828 1563 0.10% 0.012%
4 4.204 204 207 212 rVB2 2488 3084 0.20% 0.024%
5 5.057 349 352 357 rBV 1138 1886 0.12% 0.015%
6 5.987 506 510 512 rVB 1521 2280 0.15% 0.018%
7 6.622 614 618 622 rBV2 1914 3058 0.20% 0.024%
8 6.745 635 639 650 rBvV2 40175 83893 5.46% 0.650%
9 6.904 660 666 678 rBV 131979 215284 14.02% 1.668%
10 7.081 691 696 707 rBV 175288 291919 19.01% 2.262%

11 7.545 769 775 784 rBV 154343 246081 16.02% 1.907%
12 8.269 893 898 913 rVB 131010 223931 14.58% 1.735%
13 8.716 967 974 986 rBV 209910 350360 22.81% 2.715%
14 9.028 1022 1027 1031 rBV2 3857 5818 0.38% 0.045%
15 9.428 1088 1095 1105 rBV 200725 335086 21.82% 2.597%

16 9.963 1180 1186 1202 rBV 214354 474047 30.86% 3.674%
17 10.316 1240 1246 1252 rBV 228828 372784 24.27% 2.889%

18 10.357 1252 1253 1261 rVB2 2397 3932 0.26% 0.030%
19 10.522 1275 1281 1288 rBV3 7613 15114 0.98% 0.117%
20 11.504 1445 1448 1452 rBB2 1549 1866 0.12% 0.014%
21 11.933 1518 1521 1526 rBB3 2344 3625 0.24% 0.028%

22 13.627 1803 1809 1814 rBV 578491 799416 52.05% 6.195%
23 13.674 1814 1817 1829 rVB 98096 133300 8.68% 1.033%
24 13.892 1848 1854 1867 rBV 609673 932330 60.70% 7.225%
25 14.204 1900 1907 1916 rBB 383616 555920 36.19% 4_.308%

26 14.510 1955 1959 1960 rBV2 13118 14029 0.91% 0.109%
27 14.639 1979 1981 1984 rVB 2223 2701 0.18% 0.021%
28 15.209 2071 2078 2088 rBV 804697 1177177 76.64% 9.123%
29 15.374 2101 2106 2116 rBV 199672 306932 19.98% 2.379%

30 15.445 2116 2118 2124 rVB2 6248 8321 0.54% 0.064%
31 15.909 2192 2197 2199 rBV2 2692 3272 0.21% 0.025%
32 15.992 2208 2211 2216 rVB2 3441 4258 0.28% 0.033%
33 16.380 2272 2277 2279 rBV2 1301 1860 0.12% 0.014%
34 16.733 2336 2337 2341 rBV2 2001 2568 0.17% 0.020%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082619\
Data File : BM022344.D

Aca On : 26 Aug 2019 23:12

Operator : HP/JU

Sample : K4464-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA_.M
Title = SVOA CALIBRATION
35 16.851 2353 2357 2360 rBV 1486 1996 0.13% 0.015%

36 16.968 2371 2377 2388 rBV2 492244 687288 44.75% 5.326%
37 17.068 2388 2394 2404 rBV 934209 1283449 83.56% 9.946%

38 17.192 2412 2415 2418 rVB2 2731 3320 0.22% 0.026%
39 17.227 2418 2421 2424 rBV 1939 2214 0.14% 0.017%
40 17.439 2455 2457 2461 rVB4 1521 1717 0.11% 0.013%
41 17.862 2522 2529 2539 rVV 93210 134717 8.77% 1.044%
42 17.956 2542 2545 2547 rVV4 2642 3080 0.20% 0.024%
43 18.221 2587 2590 2594 rBV3 4355 6331 0.41% 0.049%
44 18.586 2649 2652 2654 rVB3 1758 1539 0.10% 0.012%
45 18.703 2668 2672 2674 rBV4 1474 1883 0.12% 0.015%
46 18.721 2674 2675 2680 rVB4 2042 3117 0.20% 0.024%
47 18.809 2687 2690 2692 rBV4 1462 1828 0.12% 0.014%
48 18.945 2707 2713 2715 rBV5 2441 4355 0.28% 0.034%
49 19.003 2720 2723 2728 rBVY 18346 28907 1.88% 0.224%
50 19.150 2744 2748 2759 rBV3 44655 78766 5.13% 0.610%
51 19.256 2762 2766 2771 rVV 7484 10691 0.70% 0.083%
52 19.374 2780 2786 2797 rBV 1207160 1535963 100.00% 11.903%
53 19.521 2809 2811 2814 rVB3 3610 3368 0.22% 0.026%

54 20.874 3037 3041 3046 rBV 85444 112605 7.33% 0.873%
55 21.180 3088 3093 3101 rBV 475703 668136 43.50% 5.178%

56 23.227 3435 3441 3449 rVB 621977 1153220 75.08% 8.937%
57 23.368 3459 3465 3473 rBV 308170 578753 37.68% 4._.485%

Sum of corrected areas: 12903600
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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:\SVOASRV\HPCHEMI\BNA M\DATA\BM082619\

- BM022344.D

- 26 Aug 2019 23:12

- HP/JU

- K4464-05

- 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

3.13

TIC: BM022344.D

8.72 943 9.9610.32

.08
6.9 7.55

6.62

8.27

3.72.934.20 5.06 5.99 108852 11.50

Time--> 3.00

9.03
9.00

7.00 750 8.00

9.50

L L B L B B Y

350 400 450 500 550 6.00 6.50 8.50 10.00 10.50 11.00 11.50

Abundance
1200000

1000000

800000

600000

400000

200000

0
Time-->

11.93
12.00 1250 13.00 13.50 14.00

TIC: BM022344.D
19,37

17.07

15.21

13.633-89

14.20

18.67

os2

17.50 18.00 18.50 19.00 19.50 20.00

147164

44 133999 16.38 1618
T T I
14.50 15.00 15.50 16.00 16.50 17.00

Abundance
1200000

1000000

800000

600000

400000

200000

0

20.87

TIC: BM022344.D

23.23

21.18
3.37

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082619\
Data File : BM022344.D

Aca On : 26 Aug 2019 23:12

Operator : HP/JU

Sample = K4464-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1
R.T. EstConc Area Relative to ISTD R.T.
17.86 3.92 ng/ul 134717 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
Abundance Scan 2529 (17.862 min): BM022344.D (-2522) (-) m/z 73.00 100.00%
43 50 B
5000
129 213
185
8 15 | BTN g9 | 227 256 17.60 17.80 18.00 18.20
o} m/z 43.10 89.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 .4
5000
17.60 17.80 18.00 18.20
m/z 41.10 82.62%
. | | ||“ It %91}151291431571711851992132272422?6
m/z--> 25 Jo 60 80 160 150 150 1éo 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 73
43
17.60 17.80 18.00 18.20
5000 29 m/z 60.00 82.06%
129
LS s P
SO O -0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid B SRR n
60 73 17.60 17.80 18.00 18.20
43 m/z 55.10 79.07%
5000 129
; 185 228
01115 | 1435171
0 “ ‘\ " ‘H“ |T||}||||| |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082619\
Data File : BM022344.D

Aca On : 26 Aug 2019 23:12

Operator : HP/JU

Sample = K4464-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.15 2.36 ng/ul 78766 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 58
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2748 (19.150 min): BM022344.D (-2744) (-) m/z 72.95 100.00%
5
5000
284 NS U LR B
149 171 18.80 19.00 19.20 19.40
0! m/z 43.05 95.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
73
5000 29 AUV LR DR
129 1880 19100 19.20 19.40
87 185 m/z 60.00 95.14%
01115 143, 171 | g9 228
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
e
43 5 18.80 19.00 19.20 19.40
5000 m/z 57.00 84.77%
129
185 228
0 . ‘ T ulfﬁs 13157171 | 19015 |
miz--> 20 40 60 80 100 120 1'46' e a0 ok 2 o P
Abundance #75072: Tetradecanoic acid
73 18.80 19.00 19.20 19.40
43 m/z 41.05 80.81%
5000
29
ol.15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082619\
Data File : BM022344.D

Aca On : 26 Aug 2019 23:12

Operator : HP/JU

Sample = K4464-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.87  3.37 ng/ul 112605  Chrysene-d12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302  074339-54-1 93

2 Heptafluorobutanoic acid. heptad... 452 C21H35F702
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702

1000282-97-3 93
086711-81-1 91
1000282-98-2 90
000400-57-7 90

Abundance Scan 3040 (20.868 min): BM022344.D (-3037) (-) m/z 57.05 100.00%
57
83
5000
111
L LA B e
3 139 161 189 223 253 ogp 356 20.60 20.80 21.00 21.20
0 T T e . B m/z 43.00 97 .99%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 LA L L L L L L LB
20 60 20. 80 21. OO 21 20
125 m/z 55.05 84.57%
0 Iu II l 1 196 224
- T T T T T T T T I T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 A BT
20.60 20.80 21.00 21.20
5000 m/z 41.05 60.59%
111
29 238
o I ‘J " 101210 77 265283
m/z--> 50 100 150 200 250 300 350
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester  EAE R R
57 83 20.60 20.80 21.00 21.20
m/z 69.05 60.31%
111
5000
29 139 196 222
o i P O A A - AGanan———
m/z--> 50 100 150 200 250 300 350 20 60 20. 80 21. 00 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082619\
Data File : BM022344.D

Acq On : 26 Aug 2019 23:12

Operator : HP/JU

Sample - K4464-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.86 3.9 ng/ul 134717 4 16.97 687288 20.0
Tetradecanoic acid 19.15 2.4 ng/ul 78766 5 21.18 668136 20.0
Trichloroacetic a... 20.87 3.4 ng/ul 112605 5 21.18 668136 20.0
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