LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN@12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc :

ALS Vvial : 15 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

Signal : TIC: BN@12115.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.187 31 34 42 rVB4 17464 29802 ©.37% 0.040%
2 3.316 53 56 62 rBV6 6510 9643 0.12% 0.013%
3 3.522 88 91 95 rVB4 13459 18202 0.23% 0.025%
4 3.699 118 121 128 rVB5 15411 24358 ©.30% ©0.033%
5 3.816 139 141 144 rVB3 11339 10587 ©.13% 0.014%
6 3.905 151 156 158 rVB3 11861 13996 0.17% 0.019%
7 4.116 190 192 198 rVB6 8464 12622 0.16% 0.017%
8 4.816 309 311 318 rVB6 11825 18998 ©.24% 0.026%
9 4.975 333 338 343 rVB2 24985 39898 0.50% 0.054%
106 6.822 644 652 662 rBV 262695 464434 5.78% 0.627%
11 6.987 674 680 689 rBV 849096 1314476 16.36% 1.774%
12 7.181 706 713 727 rBV 986417 1536203 19.12% 2.073%
13 7.275 727 729 735 rVB6 7156 10462 0.13% 0.014%
14 7.645 783 792 799 rBV 991389 1539220 19.15% 2.077%
15 7.716 799 804 808 rBvV3 25190 36402 0.45% 0.049%
16 8.345 904 911 921 rBV 746661 1181906 14.71% 1.595%
17 8.463 928 931 937 rVB6 6963 13924 0.17% 0.019%
18 8.792 980 987 997 rBV 1114474 1812351 22.55%  2.445%
19 8.963 1014 1016 1022 rVB6 7881 11674 0.15% 0.016%
20 9.228 1054 1061 1065 rVB5 9782 20846 0.26% 0.028%

21 9.510 1102 1109 1121 rBV 977696 1586365 19.74%
22 9.698 1134 1141 1146 rVBS 8012 16863 0.21%
23 10.039 1192 1199 1214 rBV 1451042 2426917 30.20%

ONWON
N
~
N
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24 10.416 1256 1263 1272 rBV 1302926 2194038 27.30% 9607%
25 10.569 1282 1289 1298 rBV2 30830 68385 0.85% 092%
26 10.969 1353 1357 1361 rVB7 5854 8221 0.10% 0.011%
27 11.075 1372 1375 1381 rVB7 10960 19487 ©.24% 0.026%
28 11.239 1395 1403 1411 rVB7 28184 73667 ©.92% 0.099%
29 11.381 1422 1427 1430 rVB5 8645 13777 0.17% 0.019%
30 11.434 1430 1436 1440 rBv4 19550 34604 0.43% 0.047%
31 11.581 1459 1461 1466 rBV4 6063 10729 ©0.13% 0.014%
32 11.634 1466 1470 1474 rVB7 5893 8955 0.11% 0.012%
33 11.716 1480 1484 1490 rVB7 9873 22078 ©0.27% ©0.030%
34 11.939 1518 1522 1525 rBV5 10098 13854 0.17% ©0.019%
35 11.986 1525 1530 1531 rBV5 6599 9311 0.12% 0.013%
36 12.016 1531 1535 1542 rVB2 19096 34722 0.43% 0.047%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN@12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc :

ALS Vvial : 15 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION
37 12.633 1635 1640 1647 rBVS8 13279 28321 0.35% ©.038%
38 12.886 1680 1683 1690 rVB6 13452 21479  0.27% 0.029%
39 13.186 1728 1734 1738 rVV3 23912 40216 0.50% 0.054%
40 13.698 1815 1821 1826 rBV 3027932 4082281 50.80% 5.508%
41 13.745 1826 1829 1838 rVB 109661 161624 2.01% ©.218%
42 13.822 1838 1842 1846 rBV5 44880 59571 0.74%  ©0.080%
43 13.975 1859 1868 1880 rBV 3155100 4501784 56.02% 6.074%
44 14.286 1913 1921 1926 rBV 2062530 3040098 37.83% 4.102%
45 14.333 1926 1929 1934 rVB 205902 259151 3.22% ©.350%
46 14.486 1950 1955 1960 rBV 263518 411073 5.12% ©.555%
47 14.645 1979 1982 1985 rBV5 11841 13997 ©0.17% ©0.019%
48 14.716 1991 1994 1999 rVB6 16411 25589 ©.32% ©0.035%
49 14.827 2009 2013 2017 rVB7 10304 15175 0.19% 0.020%
50 15.039 2045 2049 2052 rVB2 26725 34246 0.43% 0.046%
51 15.122 2057 2063 2064 rBV6 9550 13601 0.17% ©0.018%
52 15.280 2083 2090 2104 rBV 4193729 5896459 73.38% 7.956%
53 15.404 2104 2111 2119 rBV 1648247 2355286 29.31% 3.178%
54 15.522 2127 2131 2136 rVB2 64824 80437 1.00% ©.109%
55 15.674 2155 2157 2160 rBV4 9952 9934 0.12% 0.013%
56 15.710 2160 2163 2165 rBv4 11414 15591 0.19% 0.021%
57 15.963 2204 2206 2210 rVB5 19416 28412 ©.35% ©0.038%
58 16.063 2221 2223 2228 rVB6 19300 23909 0.30% 0.032%
59 16.333 2268 2269 2274 rBV5 17201 16441 0.20% 0.022%
60 16.451 2285 2289 2291 rBVS5 15095 21832 0.27% 0.029%
61 16.680 2325 2328 2332 rBV2 59150 83979 1.05% ©.113%
62 16.804 2346 2349 2353 rBV4 52092 83518 1.04% 0.113%
63 17.033 2382 2388 2395 rBV 2461558 3445583 42.88% 4.649%
64 17.133 2398 2405 2413 rVV 4607249 6474341 80.57% 8.735%
65 17.816 2516 2521 2523 rBV6 39138 58804 ©.73% 0.079%
66 17.863 2527 2529 2535 rVB7 38560 61040 ©.76% 0.082%
67 17.939 2537 2542 2552 rBV 390434 582486 7.25% ©.786%
68 19.063 2730 2733 2737 rBV 53009 74880 ©.93% 0.101%
69 19.227 2758 2761 2766 rBV3 104297 125001 1.56% 0.169%
70 19.315 2773 2776 2781 rBV2 82476 114383 1.42% 0.154%

71 19.433 2790 2796 2804 rBV 5876350 7645322 95.14% 10.315%

72 20.951 3050 3054 3061 rBV2 835547 993269 12.36%  1.340%
73 21.015 3063 3065 3070 rVB 119540 135039 1.68% ©.182%
74 21.233 3097 3102 3107 rBV 2962111 3767024 46.88% 5.083%
75 22.074 3241 3245 3251 rBV 2240468 2763416 34.39% 3.728%

76 23.292 3446 3452 3465 rVB 4415181 8035915 100.00% 10.842%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN@12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc

ALS Vvial : 15 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION
77 23.433 3470 3476 3484 rVB 2101594 3854594 47.97% 5.201%

Sum of corrected areas: 74117078
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 08 Oct 2020 22:46
: CG/IU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
BN©12115.D

L4259-09

: 15  Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN1©0220.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN@©12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.940 3.38 ng/ul 582486  Phenanthrene-d10 17.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 83

Abundance Scan 2542 (17.939 min): BN012115.D\data.ms (-2537) (- m/z 73.00 100.00%
3.0

IS
w
[

C

5000
—
18.00
0 ,m“;‘:“NJWUM m/z 43.10  82.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 tT
18.00
157.015 02130 256.0 m/z 55.10 79.52%
0 ’\H\i‘}‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
—
18.00
5000 256.0 ITI/Z 41.05 78.02%
129.0
213.0
L] H‘mﬂl.o 157.0185.0
0 ,Hm‘u‘u‘“”‘W"”!wHJ“‘Hw‘l“l“”HH“‘HH“‘“‘W‘Hw“‘mmwmwuuw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid —
220 73.0 18.00
' m/z 59.95 74.52%
5000
129.0
‘ ‘ 171.0 2140
101.0
0 ,? -
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

SOM-EPA-BN100©220.M Fri Oct 09 16:03:41 2020 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN@©12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.950 5.27 ng/ul 993269 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3054 (20.951 min): BN012115.D\data.ms (-3050) (-  m/z 55.05 100.00%
= L‘..O

5000 111 JW\
21.00
.0210.0 0 3551 :
0H“““M“““1““““‘11‘1““6‘?9‘,w‘““2?‘:‘7?””“””1%?';“ m/z 43.85 96.74%
mlz--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
7.0
5000 L
21.00
m/z 57.05 93.29%
0 53.0 2240
m/z--> 50 100 150 200 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecyl ester
43
T
97.0 21.00
5000 m/z 83.10  90.35%
53.0 250.0
0 H““‘ 1L MM PO -] £ —
miz--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol T
83.0 21.00
m/z 97.05 80.14%
5000
ol MM, om0 2800 =
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN@©12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1,3-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.070 14.67 ng/ul 2763420 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 86
2 4-Nitrobenzoic acid, cyclobutyl ... 221 C11H11NO4 070335-00-1 25
3 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 16
4 Phthalic acid, 3-methylphenyl oc... 368 C23H2804 1000314-86-2 14
5 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 14
Abundance Scan 3245 (22.074 min): BN012115.D\data.ms (-3241) (- m/z 70.10 100.00%
70.1
149.0
5000 261.1
T T
“ ’ \ | | 22.00
ob MLl L1 34114009 489.0549. ./, 149 09 66.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0 261.0
5000 — ‘
22.00
m/z 112.10 45.80%
O “I’LLJ\“\‘\361.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77990: 4-Nitrobenzoic acid, cyclobutyl ester
70.0
U T
22.00
5000 m/z 261.10 43.40%
150.0
0 HHJ\”JHM‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20276: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone —rH ‘
70.0 22.00
m/z 57.10 42.44%
5000
| 43.0
0 HM‘HJmiwuw‘\uw‘\uw‘uww‘uww‘H\\M\\\M\\\M\\w\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100820\
Data File : BN©12115.D

Acqg On : 08 Oct 2020 22:46
Operator : CG/JU

Sample : L4259-09

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.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 ... 17.940 3.4 ng/ul 582486 4 17.033 3445580 20.0
Trichloroacetic... 20.950 5.3 ng/ul 993269 5 21.233 3767020 20.0
1,3-Benzenedica... 22.070 14.7 ng/ul 2763420 5 21.233 3767020 20.0
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