LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM032219MA_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 3.146 24 27 35 rvB 51122 65794 3.07% 0.250%
2 3.557 94 97 103 rVB2 9753 13402 0.62% 0.051%
3 3.651 109 113 120 rBvV 48815 62909 2.93% 0.239%
4 3.722 123 125 126 rVVv2 8607 7171 0.33% 0.027%
5 3.740 126 128 134 rVB2 14915 23012 1.07% 0.088%
6 3.904 155 156 159 rBV3 3955 4298 0.20% 0.016%
7 3.969 165 167 171 rBv4 3456 5139 0.24% 0.020%
8 4.187 201 204 207 rBvV3 6689 9721 0.45% 0.037%
9 4.393 237 239 245 rVB6 7447 9909 0.46% 0.038%
10 4.740 294 298 301 rBvV 26825 39200 1.83% 0.149%
11 4.769 301 303 310 rvB 43260 59886 2.79% 0.228%
12 5.422 411 414 419 rBV5 2703 4799 0.22% 0.018%

13 6.792 641 647 662 rBvV 386316 731748 34.09% 2.784%
14 6.957 669 675 689 rBvV 328211 560067 26.09% 2.131%
15 7.139 700 706 720 rVB 474182 752739 35.07% 2.864%

16 7.604 777 785 803 rBvV 652804 1058545 49.32% 4.027%

17 7.957 841 845 849 rVB5 6214 10282 0.48% 0.039%
18 8.092 865 868 870 rBvV3 3497 4375 0.20% 0.017%
19 8.322 898 907 919 rBvV 431454 771725 35.96% 2.936%
20 8.439 925 927 936 rVB2 13161 23789 1.11% 0.091%
21 8.775 978 984 998 rBV 374437 663453 30.91% 2.524%
22 8.886 998 1003 1006 rvve 5971 11987 0.56% 0.046%
23 8.922 1008 1009 1013 rVB3 5223 3543 0.17% 0.013%
24 9.098 1035 1039 1048 rVB3 10408 17109 0.80% 0.065%
25 9.486 1099 1105 1120 rBV 294410 534200 24.89% 2.032%
26 9.751 1144 1150 1154 rBV5 8090 17882 0.83% 0.068%
27 10.022 1189 1196 1220 rBV 405155 821103 38.26% 3.124%
28 10.333 1246 1249 1251 rBV3 3055 3684 0.17% 0.014%

29 10.386 1251 1258 1272 rVB 838113 1397763 65.12% 5.318%
30 10.557 1280 1287 1307 rBV 167576 415916 19.38% 1.582%

31 11.127 1380 1384 1387 rBV5 1986 3608 0.17% 0.014%
32 11.374 1423 1426 1429 rBV3 3711 4566 0.21% 0.017%
33 11.786 1490 1496 1499 rBV5 5732 7753 0.36% 0.029%

34 11.933 1515 1521 1538 rBV 113677 231044 10.76% 0.879%

SOM-EPA-BM032219MA_.M Fri Mar 29 14:57:48 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM032219MA_.M
Title = SVOA CALIBRATION

35 12.280 1579 1580 1585 rBV3 2868 4275 0.20% 0.016%
36 12.545 1619 1625 1630 rBV5 9568 20029 0.93% 0.076%
37 12.592 1630 1633 1637 rVB4 4269 6837 0.32% 0.026%
38 12.763 1657 1662 1665 rVB5 6307 9017 0.42% 0.034%
39 13.051 1708 1711 1716 rVB3 4442 6333 0.30% 0.024%
40 13.139 1722 1726 1731 rVB3 18397 28096 1.31% 0.107%
41 13.216 1735 1739 1743 rVB7 3710 5548 0.26% 0.021%
42 13.480 1779 1784 1785 rBV3 3180 4374 0.20% 0.017%
43 13.539 1789 1794 1797 rBV5 2518 4967 0.23% 0.019%

44 13.680 1812 1818 1823 rBVY 783915 1124337 52.38% 4.278%
45 13.733 1823 1827 1833 rVB 149358 221709 10.33% 0.844%

46 13.957 1859 1865 1874 rBV 943393 1386304 64.59% 5.275%

47 14.080 1880 1886 1891 rVB6 5841 12699 0.59% 0.048%
48 14.145 1891 1897 1902 rBV4 11029 21230 0.99% 0.081%
49 14.210 1905 1908 1910 rBV4 4782 4873 0.23% 0.019%

50 14.268 1911 1918 1925 rBV2 1105118 1676710 78.12% 6.379%

51 14.521 1955 1961 1979 rBV2 117847 366963 17.10% 1.396%
52 14.692 1985 1990 2000 rBV 153265 225691 10.52% 0.859%

53 14.880 2020 2022 2024 rBV3 4129 3426 0.16% 0.013%
54 15.027 2043 2047 2051 rBV2 10661 17622 0.82% 0.067%
55 15.104 2056 2060 2063 rBV2 16627 22542 1.05% 0.086%
56 15.268 2082 2088 2096 rBV 1144616 1689764 78.73% 6.429%
57 15.374 2104 2106 2109 rBvV4 6944 5032 0.23% 0.019%
58 15.421 2109 2114 2119 rBV 61304 89076 4._.15% 0.339%
59 15.504 2125 2128 2133 rVB4 24454 35612 1.66% 0.135%
60 15.880 2190 2192 2193 rBV2 6288 5093 0.24% 0.019%
61 15.939 2199 2202 2204 rBV4 4231 5200 0.24% 0.020%
62 15.986 2204 2210 2214 rBV3 34812 69667 3.25% 0.265%
63 16.086 2225 2227 2230 rBv4 7387 9079 0.42% 0.035%
64 16.345 2269 2271 2272 rBV2 9222 5924 0.28% 0.023%
65 16.421 2281 2284 2290 rBV3 31878 47159 2.20% 0.179%
66 16.762 2340 2342 2346 rVVv4 13741 12267 0.57% 0.047%
67 16.809 2348 2350 2355 rVB5 24901 32122 1.50% 0.122%

68 17.027 2381 2387 2393 rBV2 1218342 1756527 81.84% 6.683%
69 17.121 2398 2403 2412 rVV2 1097939 1625812 75.75% 6.186%
70 17.915 2533 2538 2549 rBV 265573 481605 22.44% 1.832%
71 18.780 2682 2685 2689 rBV2 104660 140405 6.54% 0.534%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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 :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

72 19.203 2755 2757 2761 rBV2 97194 108769 5.07% 0.414%
73 19.433 2791 2796 2801 rBV 1363459 1793377 83.55% 6.823%
74 20.927 3047 3050 3055 rBV 520107 567213 26.43% 2.158%
75 21.233 3098 3102 3108 rVB 1709688 2131226 99.30% 8.109%

76 23.450 3475 3479 3487 rVB2 1234396 2146344 100.00% 8.166%

Sum of corrected areas: 26282976
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM019498.D

10.39

6.79 06" 832 g77 10.02
10.56
1315 3%87a007.19.39 474 5.42 7.9509 44 ﬂ&-m 9.75 10/33 11.181.37 11.

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 8. 50 9.00 950 10.00 10.50 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BM019498.D

19.43

1193, 2epwm 76 398228384

12.00 1250 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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM019498.D
21.23 45

20.93

0

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\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.31 ng/ul 231044 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenemethanamine, .alpha... 171 C12H13N 003886-70-2 43
2 6-1sopropylquinoline 171 C12H13N 000135-79-5 38
31,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 37
4 2-(2-Chloro-pyridin-3-yl)-propan... 171 C8H10CINO 267003-35-0 37
5 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 32
Abundance Scan 1520 (11.927 min): BM019498.D (-1515) (-) m/z 156.00 100.00%
156
5000 115
78 171
39 52 66 87 ‘ 1160 11.80 12.00 12.20
Ol L Sl 208 | 120181 Ll | “m/z 115.00  46.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36877: 1-Naphthalenemethanamine, .alpha.-methyl-, (R)-
156
5000 L SR SR BN SUL
129 1160 11.80 12.00 12.20
42 78 171 m/z 78.10 33.20%
o) E— I |2l8| : Ihl I?fll |6?. "WHI |8|9| .]-lc‘).z.:!-]‘-.sl .“.‘. :!'3|9| : lH\‘I : .“. -
m/z--> 20 40 60 80 100 120 140 160
Abundance
156
1160 1180 1200 1220
5000 m/z 171.10 31.11%
171
ol 15 27 39 51 63 77 gg 101 117 %8 140
miz--> 20 40 60 80 100 120 140 160
Abundance #36881: 1,2,3,4-Tetrahydropentalene, 1,1-dimethyl-3-cyanom... e L
156 1160 11.80 12.00 12.20
m/z 158.00 30.27%
5000
171
129
e
oL— .‘...‘..‘.. l‘..‘.‘ TN - P ..”..‘...“ — AR B e AR
m/z--> 20 40 60 80 1& 120 140 160 ' 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
= SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Dodecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.69 2.69 ng/ul 225691 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 90
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 81
4 Undecanoic acid 186 C11H2202 000112-37-8 78
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1990 (14.692 min): BM019498.D (-1985) (-) m/z 73.00 100.00%
7B
60
5000 41
85 1s 29 157 A s
97 171 14.40 14.60 14.80 15.00
| 143 200
o} Al m/z 60.00 77.76%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56043: Dodecanoic acid
60 78
43
5000 L B B BRI B
29 85 129 Mmmmmmmm
101 157 200 m/z 55.05 43 .54%
‘ ‘ “ ‘ 143 171
o) | H\ \‘\ | ‘:l“‘lﬁ H‘l | m |||||]|-8|3||||‘||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60 73
14.40 14.60 14.80 15.00
5000 43 m/z 41.10 43.51%
29 85 129 143
115 186
ot Il i Pl | BTae T
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #37190: n-Decanoic acid i m e
60 5 14.40 14.60 14.80 15.00
41 m/z 43.05 37.52%
29
5000
87
115
m/z--> 200 40 60 80 100 120 140 160 180 200 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 5.48 ng/ul 481605 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2539 (17.921 min): BM019498.D (-2533) (-) m/z 73.00 100.00%
43
5000
129 013
185 256 RSN BN SN BN
157 17.60 17.80 18.00 18.20
o 276299317 3% | .7z 60.00  70.52%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43 7
5000 256
129 17.60 17.80 18.00 18.20
i 97 157 213 m/z 43.05 55.82%
185
0 |2| U B ‘ IHM‘I MM‘IL I\\‘\I u; 1 ‘ ‘ . ‘ Y “ ‘:239 ‘: — ——r .
m/z--> 50 100 150 200 250 300 350
Abundance
43
60 17,60 17.80 18.00 18.20
5000 m/z 57.05 55.58%
0 Ba01 1 155171 194213 230" NMA*NNJMMJW¢¢n\ﬁww_m/\nwvww
m/z--> - 'éo' B '160' ' "1éo' - '260' B '250' ' "300' ' "350'
Abundance #92226: n-Hexadecanoic acid R EE mE
43 7 17.60 17.80 18.00 18.20
m/z 41.05 49.63%
5000
129
9 213 256
0?4“,.““.'“.1',‘.‘..15.7.%8.5 .‘..23.9|.... N ; R R e
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_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 4 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.93 5.32 ng/ul 567213 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Cyclotetradecane 196 C14H28 000295-17-0 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3051 (20.933 min): BM019498.D (-3047) (-) m/z 83.10 100.00%

83

%

5000 1
39 .0 207 20.60 20.80 21.00 21.20
168 235 281 395 537

Ol AR L L1208 Jh Fa 201 318348 3 433 471800 °3F | "m/z 57.10  90.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146886: Dichloroacetic acid, heptadecy! ester

57
97
5000 LA L L L L B LB LB |

20.60 20.80 21.00 21.20
m/z 69.10 89.64%

29
ol —4d b ‘\ k 19418221023%266205
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 R e e N IR SR
20.60 20.80 21.00 21.20
5000 m/z 97.10 87.15%
125
o 153182210 266294322
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53619: Cyclotetradecane e EREmEmEE T
55 20.60 20.80 21.00 21.20
m/z 55.10 72 .59%
83
5000
11
21
. | | | 1301681%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 60 20 80 21. OO 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032619\
Data File : BM019498.D

Acq On : 27 Mar 2019 08:06

Operator : JU/SJ

Sample - K2031-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 11.93 3.3 ng/ul 231044 2 10.39 1397760 20.0
Dodecanoic acid 14.69 2.7 ng/ul 225691 3 14.27 1676710 20.0
n-Hexadecanoic acid 17.92 5.5 ng/ul 481605 4 17.03 1756530 20.0
Dichloroacetic ac... 20.93 5.3 ng/ul 567213 5 21.23 2131230 20.0
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