LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 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-BM102417 .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 3.869 129 133 142 rVB 152700 208370 1.24% 0.109%
2 4.093 166 171 180 rvVB 843193 1126229 6.68% 0.588%
3 5.399 386 393 402 rVB 745020 1085367 6.43% 0.567%
4 5.528 409 415 428 rBVY 3978813 7386430 43.79% 3.858%
5 5.899 466 478 489 rBV 1482103 2369213 14.05% 1.238%
6 7.040 664 672 688 rVB2 1681023 3293491 19.53% 1.720%
7 7.205 693 700 706 rBVY 1477061 2227666 13.21% 1.164%
8 7.404 728 734 744 rVB 1118258 1785236 10.58% 0.933%
9 7.522 744 754 759 rBV2 81472 200260 1.19% 0.105%
10 7.875 804 814 820 rBVY 2043523 3300523 19.57% 1.724%

11 8.110 847 854 860 rBvV 729437 1153016 6.84% 0.602%
12 8.575 927 933 941 rBV 1995328 3101874 18.39% 1.620%
13 9.028 1003 1010 1018 rVB 1775897 2873496 17.04% 1.501%
14 9.746 1123 1132 1139 rBV 534357 953712 5.65% 0.498%
15 10.287 1215 1224 1232 rVB 668312 1144431 6.78% 0.598%

16 10.663 1279 1288 1294 rBV 2505256 4409404 26.14% 2.303%
17 10.798 1303 1311 1321 rBV 1331317 2391505 14.18% 1.249%
18 12.322 1564 1570 1579 rVB 107419 214283 1.27% 0.112%
19 13.334 1737 1742 1748 rVB2 140002 205047 1.22% 0.107%
20 13.404 1748 1754 1763 rBV 608041 943785 5.60% 0.493%

21 13.910 1831 1840 1844 rBV 3922953 5267275 31.23% 2.751%
22 13.957 1844 1848 1853 rVV 4035874 5282827 31.32% 2.759%
23 14.039 1857 1862 1868 rVB5 112847 204494 1.21% 0.107%
24 14.198 1883 1889 1898 rVB 4014013 6095746 36.14% 3.184%
25 14.404 1920 1924 1929 rBV 156965 223447 1.32% 0.117%

26 14.504 1932 1941 1947 rVV2 3340210 5287277 31.35% 2.762%
27 14.563 1947 1951 1960 rVB 171089 291546 1.73% 0.152%
28 14.898 2004 2008 2016 rVB2 204405 349125 2.07% 0.182%
29 15.304 2072 2077 2083 rBV 4839642 6332271 37.54% 3.308%
30 15.357 2083 2086 2091 rVB2 156410 198958 1.18% 0.104%

31 15.492 2103 2109 2115 rBV 5453996 7305322 43.31% 3.816%
32 15.545 2115 2118 2126 rVB2 199711 283940 1.68% 0.148%
33 15.628 2127 2132 2137 rBV 749962 912905 5.41% 0.477%
34 15.716 2143 2147 2152 rBV4 116353 243458 1.44% 0.127%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 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
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

35 15.875 2170 2174 2179 rVB 925484 1249389 7.41% 0.653%

36 16.222 2228 2233 2234 rBV2 268528 368144 2.18% 0.192%
37 16.239 2234 2236 2241 rVB 335039 425256 2.52% 0.222%
38 16.333 2248 2252 2256 rBV 246054 358651 2.13% 0.187%
39 16.386 2258 2261 2267 rVV2 239266 412853 2.45% 0.216%
40 16.451 2268 2272 2276 rVVv2 212907 303891 1.80% 0.159%

41 16.598 2294 2297 2301 rVB3 191231 229932 1.36% 0.120%
42 16.651 2302 2306 2312 rVB4 275068 477912 2.83% 0.250%
43 16.716 2313 2317 2321 rBVY 269940 362096 2.15% 0.189%
44 16.792 2326 2330 2333 rVB2 171951 203281 1.21% 0.106%
45 16.898 2344 2348 2356 rVB 211221 312755 1.85% 0.163%

46 17.010 2364 2367 2370 rVB 196396 224325 1.33% 0.117%
47 17.063 2372 2376 2385 rVB 355641 519098 3.08% 0.271%
48 17.245 2401 2407 2410 rBV2 3975895 5719291 33.91% 2.987%
49 17.286 2410 2414 2418 rVB 2444934 3334732 19.77% 1.742%
50 17.339 2418 2423 2428 rBV2 5068048 7352093 43.59% 3.840%

51 17.551 2455 2459 2466 rVB 1328445 1624351 9.63% 0.848%
52 17.645 2472 2475 2485 rVB 247106 435170 2.58% 0.227%
53 17.745 2489 2492 2499 rVB2 178616 255042 1.51% 0.133%
54 17.945 2523 2526 2534 rVB2 302297 454793 2.70% 0.238%
55 18.133 2552 2558 2560 rBV3 400531 813756 4.82% 0.425%

56 18.163 2561 2563 2567 rVB 437454 540810 3.21% 0.282%
57 18.310 2584 2588 2591 rBV2 331948 540597 3.20% 0.282%
58 18.616 2637 2640 2643 rBV 245122 296188 1.76% 0.155%
59 18.657 2644 2647 2657 rVB2 248487 415360 2.46% 0.217%
60 19.268 2747 2751 2752 rBV2 1270110 1333050 7.90% 0.696%

61 19.292 2752 2755 2762 rVB 3927362 5510567 32.67% 2.878%
62 19.627 2807 2812 2815 rBV 6426436 9383580 55.63% 4.901%
63 19.657 2815 2817 2823 rVB2 3451566 4667149 27.67% 2.438%
64 20.174 2903 2905 2910 rVB 729456 760541 4_.51% 0.397%
65 20.551 2966 2969 2974 rVB 1381804 1553229 9.21% 0.811%

66 20.668 2987 2989 2998 rVB2 1110246 1473377 8.74% 0.770%
67 21.133 3064 3068 3073 rVB4 2208041 3002738 17.80% 1.568%
68 21.333 3098 3102 3106 rVB 16344786 16867486 100.00% 8.811%
69 21.409 3110 3115 3119 rVV2 5598179 9363896 55.51% 4.891%
70 21.451 3119 3122 3128 rVB 1761806 2242384 13.29% 1.171%

71 21.568 3139 3142 3148 rVB 2125037 2300932 13.64% 1.202%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Method :
Title :
72 21.968 3206 3210 3215 rVvv2 4219371 5105823 30.27% 2.667%
73 22.015 3215 3218 3226 rVB2 1905627 2589960 15.35% 1.353%
74 22.492 3297 3299 3305 rVB 1407079 1632087 9.68% 0.853%
75 23.021 3385 3389 3394 rBV2 2588816 4621290 27.40% 2.414%

76 23.574 3478 3483 3487 rBV2 4349215 7448564 44 ._.16% 3.891%
77 23.721 3503 3508 3514 rVB 3170584 5707690 33.84% 2.981%

Sum of corrected areas: 191446038
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM012481.D
2e+07
1.5e+07
1e+07
5000000 553
10.66
7.88 8.58
5.90 7.0A29 9.03 0.80
4.09 5.4 .40 . .
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM012481.D
2e+07
1.5e+07
1e+07
19.63
15.38
5000000 B
1 '2%450
oL 12.32 13340 (0l 14 4p5614.90 . LR EaEHELY
L L I L e B e L e R B B O .
Time--> 12.00 12.50 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 TIC: BM012481.D
2e+07 21133
1.5e+07
1le+07 1.
21.13
5000000}
7 e T
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 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\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 5 Benzyl alcohol Concentration Rank 5

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

8.11 6.99 ng/ul 1153020 1,4-Dichlorobenzene-d4 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl alcohol 108 C7H80 000100-51-6 98
2 Benzvl alcohol 108 C7H80 000100-51-6 97
3 Benzvl alcohol 108 C7H80 000100-51-6 96
4 Benzvl alcohol 108 C7H80 000100-51-6 95
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91

Abundance Scan 854 (8.110 min): BM012481.D (-847) (-) m/z 79.05 100.00%
79.0
108.1
5000
51.0 S S | N —
7.80 8.00 8.20 8.40
208.8 2810 "m/z 108.10 65.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5370: Benzyl alcohol
790 1080
5000 R AN LR LA AR
510 7.80 8.00 8.20 8.40
' m/z 77.00 61.12%
.”?ZQAHW¢WJMJ&wﬁ.w”.w”.w”..”..”..”..”.w”.w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79.0 108.0
' '7'.'86' 800 820 8.40
5000 m/z 107 .05 47 .22%
51.0
27.0
Wﬁmmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5372: Benzyl alcohol R A EEERE T
79.0 108.0 780 8.00 8.20 8.40
m/z 51.00 24 .58%
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 7 Propanoic acid, 2-methyl-, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.30 23.95 ng/ul 6332270 Acenaphthene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 64
2 Propanoic acid. 2-methvl-. 1.2.3... 302 C15H2606 014295-64-8 59
3 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 56
4 DiethviImalonic acid. monochlorid... 262 C12H19Cl104 1000370-65-0 45
5 Butanoic acid, 2-butoxy-1-methyl... 216 C11H2004 007492-70-8 45
Abundance Scan 2076 (15.298 min): BM012481.D (-2072) (-) m/z 71.10 100.00%

71.1
5000, 431

1111 1591 0431 15.00 15.20 15.40 15.60
ol by T D185 215124312688 38811 s 43710 48.97%
m/z--> 50 100 150 200 250 300 350
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0

5000 ------------------
15. 00 15. 20 15. 40 15. 60

3.0 m/z 41.10 12.96%

| il 111 0 1590 243.0
e A e e LA B e e e e e i B e e e o e o o
m/z--> 50 100 150 200 250 300 350
Abundance
71.0

15.00 15. 20 15. 40 15.60

so00] 430 m/z 56.10 7.92%
100 1430 201.0 559 9
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate R EREEEREE RS L
71.0 15. 00 15. 20 15. 40 15. 60
0
43.0 m/z 111.05 7.01%
5000
98.0
L L, 143017301900 2430
m/z--> 50 100 150 200 250 300 350 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 8 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.45 ng/ul 912905 Acenaphthene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 58
2 p-l1sopropoxvaniline 151 C9H13NO 007664-66-6 38
3 Acetaminophen 151 C8HONO2 000103-90-2 38
4 Metacetamol 151 C8H9NO2 000621-42-1 38
5 Acetaminophen 151 C8H9NO2 000103-90-2 35
Abundance Scan 2132 (15.628 min): BM012481.D (-2127) (-) m/z 43.10 100.00%
431 109.1
5000 1511 213.2
69.0 L T
| | || I L 15.40 15.60 15.80 16.00
et i m/z 109.10 90.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 R B SRR SR B
1540 15.60 15.80 16.00
69.0 m/z 213.20 42 _.93%
EI-ISIIOII\”\I‘hl\‘l‘ull\‘l‘lIHI‘I‘I\IHIII Hl‘ul‘n::l::lu ”‘” :Iu-?|2|0|||| EEEAREZAEERES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109.0
' 15.40 15.60 15.80 16.00
5000 m/z 151.10 36.95%
80.0 151.0
27.0 53.0
Wmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24781: Acetaminophen R RE R S e S
109.0 15.40 15.60 15.80 16.00
m/z 41.10 27 .58%
5000 151.0
43.0 80.0
}ﬁg'“ﬂ'“v'“w'“wh'w“'v”'w“"“"“"“"“w'“w" R A BN BRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 9 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.73 ng/ul 1249390 Acenaphthene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Trifluoromethvlbenzoic acid. 2... 302 C16H21F302 1000282-64-8 35
2 3-Trifluoromethvlbenzoic acid. 2... 246 C12H13F302 1000282-68-1 35
3 2-Trifluoromethvlbenzoic acid. 6... 330 C18H25F302 1000282-65-0 25
4 2.6-Difluoro-3-methvlbenzoic aci... 368 C22H34F202 1000338-85-1 23
5 1,2-Benzenediol, 0-(6-chlorohexa... 414 C20H18CIF304 1000329-80-9 16
Abundance Scan 2173 (15.869 min): BM012481.D (-2170) (-) m/z 173.10 100.00%
178.1
55.1
5000 99.0
e
129.1 15.60 15.80 16.00 16.20
2062 2462 28221 77 55.10  75.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146199: 2-Trifluoromethylbenzoic acid, 2-octyl ester
173.0
5000 LRI B SO B B
15 60 15. 80 16. oo 16 20
112.0 145.0 m/z 99.00 48.27%
a0 700 a0
m/z--> 20 45 eb éo 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
173.0
15.60 15.80 16.00 16.20
5000 m/z 84.10 32.70%
56.0 145.0
29.0 95.0 119.0 203.0 227.0
wmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #169104: 2-Trifluoromethylbenzoic acid, 6-ethyl-3-octyl ester R o e ARBREEEES S
178.0 15.60 15.80 16.00 16.20
m/z 56.00 24 .21%
5000
145.0
430 840 1959
s %0 460 80 100 130 190 100 10 2% 330 240 o0 2o ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 10 unknown-02 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.55 5.68 ng/ul 1624350 Phenanthrene-d10 17.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. 3.4-dimethox... 210 C11H1404 015964-79-1 30
2 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 27
3 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 22
4 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 22
5 5-Methoxymethoxyhexa-2,3-diene 142 C8H1402 1000190-45-1 22

Abundance Scan 2459 (17.551 min): BM012481.D (-2455) (-) m/z 45.05 100.00%
44.0
109.1
5000 1511
81, 1951 239.2 17.20 17.40 17.60 17.80
o pot La Tty 2811 827.08%49 1 L7 43.00 83.62%
m/z--> 50 100 150 200 250 300 350
Abundance #69048: Benzeneacetic acid, 3,4-dimethoxy-, methyl ester
151.0
5000 RSN U BASULS B
210.0 17.20 17.40 17.60 17.80
m/z 109.10 65.86%
650 1070
i m\. L H‘\ I} 179.0 |
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
1510 RSN U BSULS B
17.20 17.40 17.60 17.80
5000 109.0 m/z 89.05 53.36%
190.0
m/z--> 50 100 150 200 250 300 350
Abundance #21984: Propanoic acid, 2-hydroxy-, buty! ester
45.0 17.20 17.40 17.60 17.80
m/z 151.10 51.46%
5000
0 129.0
IIIIH|‘|||“|‘hI-O|1.‘IJII.Illll|||||||||||||| —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 11 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.13 2.85 ng/ul 813756 Phenanthrene-d10 17.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 2557 (18.127 min): BM012481.D (-2552) (-) m/z 192.10 100.00%

1

5000

o

2712562 3051 17.80 18.00 18.20 18.40
L ylo2 20030218820 m/z 191.05 57.53%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 AR EEEE ST
17. 80 18. 00 18 20 18.40

256.0 m/z 73.05 51.30%

H97° 157018502130 .
— 'MI H“ uh” \m Ly I\ r— .‘ .‘. ‘I .‘ —r— I M T
m/z--> 50 150 200 250 300 350
Abundance

43.0 73.0

17. 80 18.00 18 20 18.40

5000 256.0 m/z 60.00 43 .54%
129.0
213.0
101.0 157.0185.0
A A L AL e
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid T i
73.0 17. 80 18. 00 18 20 18. 40
43.0 m/z 41.10 40.33%
5000 129.0
171.0
Lol | L
m/z--> 50 100 150 200 250 300 350 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.67 3.15 ng/ul 1473380 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tetracosane 338 C24H50 000646-31-1 95
3 Hexatriacontane 507 C36H74 000630-06-8 95
4 Tetracosane 338 C24H50 000646-31-1 93
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2989 (20.668 min): BM012481.D (-2987) (-) m/z 57.10 100.00%
57.1
5000 m,uw¢\NvaA~,IKVR_,NVVrm-«J\
91 ' 20.40 20.60 20.80 21.00
141.1 : : :
ok b A4 301018812200 303134513882 4574 5344 nov01 g 77.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57.0
5000 L B BULEU BRI UL
mmmmmmmm
9.0 m/z 43.10 71.11%
|| 14101830505 0 333.0
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance
57.0
' 20.40 20.60 20.80 21.00
5000 m/z 85.10 52.09%
99.0

141. 0]_83 0225 0267 0 338.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane T T e B
20.40 20.60 20.80 21.00

m/z 41.10 30.39%

i

5000

-

141.0183.0225.0 281.0323.0 379.0421.0463.0506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.13 6.41 ng/ul 3002740 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane. 11-pentvl- 366 C26H54 014739-72-1 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 3067 (21.127 min): BM012481.D (-3064) (-) m/z 57.10 100.00%
57.1
o AJ A
Hl ugo 21 20,80 21,00 21,20 2140 |
b d iy U] 28103823 4111 4753 8365 iU a3 10 72.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
7 j\\___J\sJ
5000 5.0 U R S RS
2080 21.00 2120 21.40
281.0 m/z 71.10 71.71%
O Y- N
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0 n A_
20.80 21.00 21.20 2140
5000 m/z 85.10 46.51%
99.0
15.0 141018302250 28103230 379.0421.0463.0506.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl- R R  REEme A
43, 20.80 21.00 21.20 21.40
m/z 55.10 39.78%
5000 50
224.0
113 127 0169 0 l 295-0337.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 5850 20,80 21.00 21.20 2140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.57 4.91 ng/ul 2300930 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 81
3 Heneicosane 296 C21H44 000629-94-7 76
4 Hexacosane 366 C26H54 000630-01-3 76
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 74
Abundance Scan 3142 (21.568 min): BM012481.D (-3139) (-) m/z 57.10 100.00%
57.1
5000 1 A )
o 22 21.20 2140 21.60 21.80
141.1 - - - -
ol -k, ...“.J.J.-,‘.'lf‘?:l,. IS (28113302  4152458950465500 sz 71.10  75.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 A B U AR B

21.20 21.40 21.60 21.80
m/z 43.10 68.99%

9.0
‘ ‘ % | 141.0183.0225.0267.0 323.0 380.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

?

21.20 21.40 21.60 21.80
5000 m/z 85.10 53.80%

99.0
141.01g3, 0226 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane L I o BB
21.20 21.40 21.60 21.80

m/z 41.10 28.26%

E

5000

.

141.0183.0225.0  296.0
e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2120 21140 21,60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 15 1,4-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.97 10.91 ng/ul 5105820 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 64
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 59
3 Terephthalic acid. 2-ethvlhexvl ... 390 C24H3804 1000324-00-5 43
4 l1sophthalic acid. 2-chloro-5-met... 402 C23H27Cl104 1000356-57-0 35
5 Isophthalic acid, 4-chlorophenyl... 388 C22H25C104 1000344-58-3 35
Abundance Scan 3210 (21.968 min): BM012481.D (-3206) (-) m/z 261.10 100.00%
70.1 149.0 261.1
5000
l '|'“'|“"w"ﬁ7ATWT
21.60 21.80 22.00 22.20
oMl UL 1L 215 | s0a2 632 arraasos saa 0RO ES oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261.0
149.0
70.0
5000 NUUNBAUNVABREE
21'60 21.80 22.00 22.20
m/z 149.00 93.63%
kbl a0 | woao seo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
70.0
120 261.0 LN AR U
167.0 : 21.60 21.80 22.00 22.20
5000 m/z 167.00 71.91%
mo 3m0%m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207754: Terephthalic acid, 2-ethylhexyl octyl ester R e A AaEEa e
0.0 261.0 21.60 21.80 22.00 22.20
- 112.0 m/z 57.10 51.91%
- M/\J\
167.0
2I9"('ﬂli"']'l""l"""" rrryrrrTTTTrT T T T T T T T T T T T T AL AR AR VA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.02 5.53 ng/ul 2589960 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 C24H50 000646-31-1 97
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 93
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3219 (22.021 min): BM012481.D (-3215) (-) m/z 57.10 100.00%
57.1
5000
242.1
T i " 21.80 22,00 22,20 22.40
149.0 . . . .
ol h A4 J|, L 330 g, 8092350.23023 454350045436 | nzu 7110 76.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 LI I SO SULRILN L

21. 80 22. OO 22. 20 22. 40
9.0 m/z 43.10 66.78%

141.0
| “\ H\ h‘ u‘ \‘ d \1383'0225'0 282.0

m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance
57.0
s e RRmaS R S
21.80 22.00 22.20 22.40
5000 m/z 85.10 57.23%
99.0
141. 0]_83 0225 0267 0 338.0
e s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- RS EmmEs o L
7.0 21.80 22.00 22.20 22.40
m/z 55.10 29.80%
5000
9.0
14101830 2390507 3039
i man R B s e RRmaS R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. OO 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM102717\
Data File : BM012481.D

Aca On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample : 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.49 3.49 ng/ul 1632090 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 93
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 3299 (22.492 min): BM012481.D (-3297) (-) m/z 57.10 100.00%
57.1
ot 22,20 22.40 22,60 22.80
41.1191.0 256.1 . . . .
AL OO PR Ta0813011  417.3050.350245055 71 10 74,380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 LI UL BN SULRLN B
2220 22.40 22.60 22.80
m/z 43.10 65.58%
\ | | % | 9;41 0183. 0225 0267.0 323.0 380.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

?

57.0

22.20 22.40 22.60 22.80
5000 m/z 85.10 56.83%

99.0
141.01g3, 0225 0 282. o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

?

Abundance #223853: Heneicosane, 11-decyl- L LA

57.0 22.20 22.40 22.60 22.80

m/z 55.10 24 .98%
5000
295.0
9.0
15.0 |, 141.0183.0225.0 337.0 435.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22. 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102717\
Data File : BM012481.D

Acq On : 27 Oct 2017 11:56

Operator : SJ/JU

Sample - 15873-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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]
Benzyl alcohol 8.11 7.0 ng/ul 1153020 1 7.88 3300520 20.0
Propanoic acid, 2... 15.30 23.9 ng/ul 6332270 3 14.50 5287280 20.0
2,4,7,9-Tetrameth... 15.63 3.5 ng/ul 912905 3 14.50 5287280 20.0
unknown-01 15.87 4.7 ng/ul 1249390 3 14.50 5287280 20.0
unknown-02 17 .55 5.7 ng/ul 1624350 4 17.25 5719290 20.0
n-Hexadecanoic acid 18.13 2.9 ng/ul 813756 4 17.25 5719290 20.0
(DEL) Alkane: Str... 20.67 3.1 ng/ul 1473380 5 21.42 9363900 20.0
(DEL) Alkane: Str... 21.13 6.4 ng/ul 3002740 5 21.42 9363900 20.0
(DEL) Alkane: Str... 21.57 4.9 ng/ul 2300930 5 21.42 9363900 20.0
1,4-Benzenedicarb... 21.97 10.9 ng/ul 5105820 5 21.42 9363900 20.0
(DEL) Alkane: Str... 22.02 5.5 ng/ul 2589960 5 21.42 9363900 20.0
(DEL) Alkane: Str... 22.49 3.5 ng/ul 1632090 5 21.42 9363900 20.0
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