LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample = H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 3.269 70 73 78 rvVB5 6190 9133 0.34% 0.052%
2 3.598 122 129 144 rVB 385134 660400 24.25% 3.747%
3 4.133 215 220 223 rBv4 8165 12263 0.45% 0.070%
4 4_.350 252 257 262 rVB5 7633 13236 0.49% 0.075%
5 5.696 477 486 490 rBV6 6825 11733 0.43% 0.067%
6 5.837 507 510 515 rBv4 6062 11853 0.44% 0.067%
7 6.113 549 557 562 rBV7Y 7377 16305 0.60% 0.093%
8 6.189 562 570 580 rVB2 52592 105437 3.87% 0.598%
9 6.542 627 630 634 rVB3 5392 8453 0.31% 0.048%
10 6.689 646 655 663 rvB4 13318 30398 1.12% 0.172%
11 7.029 711 713 720 rVB5 3884 8268 0.30% 0.047%
12 7.405 767 777 794 rVB4 33407 101540 3.73% 0.576%
13 7.547 794 801 812 rBv4 25946 61912 2.27% 0.351%
14 7.641 812 817 823 rVB5 5658 10750 0.39% 0.061%
15 7.770 830 839 849 rBvV4 39822 74416 2.73% 0.422%
16 8.234 909 918 928 rBV 256270 494458 18.16% 2.805%
17 8.304 929 930 938 rVvvs 10114 19296 0.71% 0.109%
18 8.381 938 943 946 rVvVv4 5409 7907 0.29% 0.045%
19 8.416 946 949 957 rVB6 5209 10041 0.37% 0.057%
20 8.598 971 980 981 rBV3 4586 9509 0.35% 0.054%
21 8.957 1034 1041 1047 rBV3 33323 79814 2.93% 0.453%
22 9.074 1055 1061 1072 rVB5 14735 37924 1.39% 0.215%
23 9.339 1095 1106 1114 rvv7 17117 40358 1.48% 0.229%
24 9.421 1114 1120 1127 rVB3 40936 77655 2.85% 0.441%
25 10.143 1236 1243 1250 rBV5 37876 78906 2.90% 0.448%
26 10.696 1328 1337 1348 rBvV4 37820 102124 3.75% 0.579%
27 10.849 1360 1363 1368 rBv4 10380 13449 0.49% 0.076%
28 11.060 1392 1399 1417 rVB 337965 740831 27.20% 4.203%
29 12.088 1569 1574 1579 rBV7 6117 12870 0.47% 0.073%
30 12.229 1592 1598 1603 rBV5 4283 7973 0.29% 0.045%
31 12.576 1652 1657 1660 rBV2 5673 8610 0.32% 0.049%
32 12.729 1676 1683 1694 rVB3 82176 146736 5.39% 0.833%
33 12.834 1694 1701 1710 rVB9 11733 26948 0.99% 0.153%
34 13.193 1756 1762 1766 rVV6 7648 14576 0.54% 0.083%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample = H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG113016.M
Title = SVOA CALIBRATION
35 13.240 1766 1770 1775 rVV6 7675 11480 0.42% 0.065%
36 13.310 1778 1782 1784 rVB3 8431 7616 0.28% 0.043%
37 13.346 1784 1788 1792 rBV5 6597 10731 0.39% 0.061%
38 13.451 1800 1806 1808 rBV5 6612 9603 0.35% 0.054%
39 13.639 1830 1838 1843 rVB9 6622 17838 0.65% 0.101%
40 13.963 1888 1893 1898 rVB7 4722 9373 0.34% 0.053%
41 14.033 1898 1905 1912 rBV7 7592 20464 0.75% 0.116%

42 14.245 1935 1941 1945 rBVY 95034 154150 5.66% 0.875%
43 14.297 1945 1950 1958 rVB2 82944 144105 5.29% 0.818%
44 14.485 1976 1982 1987 rVVv10 8574 20589 0.76% 0.117%
45 14.556 1987 1994 2000 rVB 96372 168669 6.19% 0.957%

46 14.615 2000 2004 2009 rBV7 5874 12276 0.45% 0.070%
47 14.691 2013 2017 2021 rBV3 10989 16347 0.60% 0.093%
48 14.856 2032 2045 2054 rBV 558259 963619 35.38% 5.467%
49 15.126 2083 2091 2098 rBV10 17718 51552 1.89% 0.292%
50 15.232 2106 2109 2115 rVBS8 10181 15045 0.55% 0.085%
51 15.396 2134 2137 2142 rVB6 7431 11171 0.41% 0.063%
52 15.514 2155 2157 2164 rVB7 4778 8000 0.29% 0.045%
53 15.649 2165 2180 2189 rVB7 19688 65906 2.42% 0.374%
54 15.843 2208 2213 2225 rBV2 138399 223785 8.22% 1.270%
55 16.037 2244 2246 2251 rVB6 7703 8880 0.33% 0.050%
56 16.195 2270 2273 2279 rBV7 11042 12374 0.45% 0.070%
57 16.442 2311 2315 2321 rBV9 15097 27048 0.99% 0.153%
58 16.495 2321 2324 2329 rBV4 24083 34292 1.26% 0.195%
59 16.665 2349 2353 2355 rBV5 8915 11944 0.44% 0.068%
60 16.771 2362 2371 2376 rBV5 35816 64957 2.39% 0.369%
61 16.883 2387 2390 2393 rVB5 10060 10441 0.38% 0.059%
62 16.930 2394 2398 2400 rVB5 9374 10856 0.40% 0.062%
63 17.065 2416 2421 2424 rBV7 8705 15229 0.56% 0.086%
64 17.124 2424 2431 2433 rBVS 12793 21191 0.78% 0.120%

65 17.194 2437 2443 2445 rBV6 71719 101612 3.73% 0.576%

66 17.223 2445 2448 2454 rVB6 116576 161512 5.93% 0.916%
67 17.288 2454 2459 2464 rBV4 22085 30628 1.12% 0.174%
68 17.599 2505 2512 2521 rBV 759681 1207057 44.32% 6.848%
69 17.699 2521 2529 2537 rVB 134398 243823 8.95% 1.383%
70 17.864 2554 2557 2560 rBV5 8785 13749 0.50% 0.078%

71 17.934 2561 2569 2582 rVV6 84807 246597 9.05% 1.399%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample = H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG113016.M

Title = SVOA CALIBRATION

72 18.022 2582 2584 2589 rVB3 26915 30653 1.13% 0.174%
73 18.328 2632 2636 2638 rBV5 6840 10175 0.37% 0.058%
74 18.434 2648 2654 2664 rBV6 74721 139128 5.11% 0.789%
75 18.516 2664 2668 2671 rBv4 17266 23678 0.87% 0.134%
76 18.634 2682 2688 2692 rBV2 51468 77119 2.83% 0.438%
77 18.728 2698 2704 2707 rBvV4 47784 80300 2.95% 0.456%
78 18.780 2707 2713 2720 rVB2 66966 162609 5.97% 0.923%
79 18.857 2720 2726 2730 rBV9 10446 28600 1.05% 0.162%
80 18.898 2730 2733 2735 rBv4 14089 14470 0.53% 0.082%
81 19.286 2794 2799 2812 rBV3 157056 423938 15.57% 2.405%
82 19.450 2822 2827 2831 rBV5 30209 43886 1.61% 0.249%
83 19.497 2831 2835 2848 rBV2 124317 207469 7.62% 1.177%
84 19.691 2863 2868 2873 rBVS 39656 73203 2.69% 0.415%
85 19.903 2902 2904 2907 rVB4 34473 34346 1.26% 0.195%
86 19.973 2910 2916 2926 rBV2 180754 330254 12.13% 1.874%
87 20.426 2991 2993 2995 rBV2 26683 27751 1.02% 0.157%
88 20.537 3009 3012 3017 rVB6 34821 43290 1.59% 0.246%

89 20.890 3067 3072 3082 rVB 463525 563044 20.67% 3.194%
90 21.465 3167 3170 3180 rVB4 83442 164125 6.03% 0.931%

91 21.665 3200 3204 3207 rBV2 82986 114056 4._.19% 0.647%
92 21.712 3207 3212 3224 rVB 1888423 2723441 100.00% 15.451%
93 21.894 3236 3243 3255 rBV 933331 1803815 66.23% 10.234%
94 22.006 3257 3262 3265 rBV 233628 399150 14.66% 2.265%
95 22.100 3274 3278 3283 rVB2 81805 124055 4_56% 0.704%

96 22.276 3299 3308 3318 rVB2 229947 594653 21.83% 3.374%
97 22.370 3319 3324 3326 rBV2 141682 233527 8.57% 1.325%
98 22.400 3327 3329 3334 rVB2 155949 214720 7.88% 1.218%
99 25.079 3778 3785 3792 rVB2 78646 222142 8.16% 1.260%
100 25.314 3815 3825 3837 rVB2 474602 1487682 54.63% 8.440%

Sum of corrected areas: 17625870
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025308.D
2000000

1500000
1000000

500000 3.60

o 3.27 235 538401 6,660 7.03 74847 P\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

\Bomeo 8900B42 1014 10if%s|

A AN

¢
0
Do

Abundance TIC: BG025308.D
2000000 2171
1500000
21.89
1000000
17.60
14.86 20.89
500000
19.97
15.84 Q 19.28.5 2028

.50
1. 56 o 19 1|1 1193 1848mae homs.69.00 26354 Aot
ol S3IEEERI 64 30631 AARGH 15.52P616%1 6164 ARMGHIIGR 29 Jrigoad i PEe IOPSSSR0 T

Time-->  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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG025308.D
2000000
1500000
1000000
25.31
500000
25.0:
P ITADN
O T T T T T T T T T T T T T

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 2 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 5

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

6.19 4.26 ng/ul 105437 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 91
2 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 91
3 Stvrene 104 C8HS8 000100-42-5 91
4 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 90
5 Styrene 104 C8HS8 000100-42-5 87

Abundance Scan 570 (6.189 min): BG025308.D (-562) (-) m/z 104.10 100.00%
104.1
5000 511
2578 531.3 5.80 6.00 6.20 6.40 6.60
Ay | MO8 2er8 3356 428 2 m/z 103.10  61.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
5000 RN AR -‘--u----u-f

5.80 6.00 6.20 6.40 6.60
m/z 78.10 59.11%

A

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

104.0

5.80 6.00 6.20 6.40 6.60
5000 m/z 51.10 39.13%

51.0

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

Abundance #4873: Styrene
104.0 5.80 6.00 6.20 6.40 6.60
m/z 77.10 31.35%
5000
51.0
IIIlIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 3 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.96 ng/ul 146736 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hvdroxv-5-(1-hvdroxv-1-isoprop... 184 C10H1603 097762-08-8 22
2 2-Hexenedioic acid. 2.5-dimethvl... 200 C10H1604 019550-59-5 22
3 3-Cvclohexene-1-acetic acid. .al... 168 C9H1203 077846-83-4 18
4 1-Chlorosulfonvl-3-methyvl-1-azas... 251 C9H14CINO3S 016933-89-4 14
5 Borinic acid, diethyl-, 5-hexyny... 166 C10H19BO 062338-11-8 10

Abundance Scan 1683 (12.729 min): BG025308.D (-1676) (-) m/z 81.10 100.00%

1

5000

-

12.40 12.60 12.80 13.00
m/z 88.10 58.29%

489.0

303.3

236.2 412.1

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48366: 5-Hydroxy-5-(1-hydroxy-1-isopropyl)-2-methyl-2-cyc...
59.0
5000
126.0 12.40 12.60 12.80 13.00
‘ m/z 126.10 52.04%
] e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
81.0 125.0
41.0 168.0 12.40 12.60 12.80 13.00
5000 m/z 59.10 50.17%
e L A e s B A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #37360: 3-Cyclohexene-1-acetic acid, .alpha.-oxo-, methyl ...
81.0 12.40 12.60 12.80 13.00
m/z 140.10 46.43%
5000
41.
L l ]590
I X l L
i B B T s
m/z--> 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 4 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.22 2.68 ng/ul 161512 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-triazolo(4.3-b)(1.2.4)-... 135 C5H5N5 061139-69-3 38
2 6-Methvl-triazolo(2.3-b)(1.2.4)-... 135 C5H5N5 061139-75-1 35
3 2-(But-2-envlideneamino)-succino... 147 C8HO9N3 1000188-13-9 27
4 (BE)-3(10)-Caren-4-ol 152 C10H160 001753-35-1 20
5 3-Octyne 110 C8H14 015232-76-5 18
Abundance Scan 2447 (17.218 min): BG025308.D (-2445) (-) m/z 135.00 100.00%
136.0
5000 67.1
65.9
222.1
1 26913014 3549 4040 17.00 17.20 17.40 17.60
m/z 134.00 69.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #15424: 6-Methyl-triazolo(4,3-b)(1,2,4)-triazine
135.0
39.0
5000 17.00 17.20 17.40 17.60
79.0 m/z 107.10 61.07%
wljw"'l""l""l"" U DR UL
m/z--> 50 100 150 200 250 300 350 400
Abundance
135.0
17.00 17.20 17.40 17.60
5000 53.0 m/z 155.10 55.03%
mz-> 50 100 150 200 250 300 350 400
Abundance #22502: 2-(But-2-enylideneamino)-succinonitrile
107.0 17.00 17.20 17.40 17.60
m/z 67.10 46.02%
5000 53.0
UL | e
”*ML'tM“IH"' ALY WUNLELEL UL DU SN B
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 (DEL) Alkane: Cyclicl7.93 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.93 4.09 ng/ul 246597 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 86
2 1-Tetradecene 196 C14H28 001120-36-1 86
3 Cvclopentadecane 210 C15H30 000295-48-7 74
4 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 72
5 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 70
Abundance Scan 2568 (17.928 min): BG025308.D (-2561) (-) m/z 43.10 100.00%
43.1
3.0
5000
25116325015 2670 370 sgey aap | 1760 1780 18100 1870
Sh : m/z 69.10 93.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane
55.0
5000 97.0
17.60 17.80 18.00 18.20
m/z 55.05 86.17%
196.0
a0 | (L) | a0 R0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
83.0
17.60 17.80 18.00 18.20
5000 m/z 41.10 78.74%
125.0 196.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #69583: Cyclopentadecane R e B
83.0 17.60 17.80 18.00 18.20
410 210.0 m/z 83.05 76 .45%
5000
25.0
"'Ll' 'J'iﬂj'4}§§?'l""I""I""I""I""
m/z--> 0 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 6 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.31 ng/ul 139128 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
2 Dodecanoic acid 200 C12H2402 000143-07-7 46
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 38

Abundance Scan 2653 (18.428 min): BG025308.D (-2648) (-) m/z 73.05 100.00%

.0

5000

470.6 516.1 18.20 18.40 18.60 18.80
m/z 57.05 83.05%

256.4

322.3 369.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid
43.0
5000 LA L L L L L LB
18.20 18.40 18.60 18.80
3.0 1200 256.0 m/z 60.00  76.92%
‘ ” bl ‘ 171'0213.0 .
n A A ny | Il 1 1
LA o o i e o B LI o o o O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
18.20 18.40 18.60 18.80
5000 m/z 41.10 71.05%
29.0 129.0

200.0

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

Abundance #61121: Dodecanoic acid e e
73.0 18.20 18.40 18.60 18.80
m/z 43.10 71.05%
5000
29. 129.0 200.0
...L, .]h.J,{.J..!,’..‘..,........,....,....,....,....,... L A L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Benzeneacetic acid, .alpha.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.78 2.69 ng/ul 162609 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-cvan... 228 C13H12N202 134882-04-5 50
2 1.3.4-Thiadiazol-2-amine. 5-ethvl- 129 C4H7N3S 014068-53-2 49
3 Benzonitrile. 4-ethenvl- 129 C9H7N 003435-51-6 47
4 1-Acetamidoauinolinium iodide 314 C11H111IN20 007170-20-9 47
5 3,6,9,12-Tetraoxatetradecane-1,1... 406 C20H3808 1000366-96-9 43

Abundance

m/z 129.05 100.00%

Scan 2713 (18.780 min): BG025308.D (-2707) (-)
129.1

5000

18.40 18.60 18.80 19.00
m/z 156.10 42.02%

731 203.9 254.1 329.2 38L.1 440.4 493.0

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

Abundance #84192: Benzeneacetic acid, .alpha.-cyano-4-(cyanomethyl)-...
129.0
5000
18.40 18.60 18.80 19.00
29.0 m/z 128.05 33.05%
77.0 L 184.0 555 0
. A S | | .
L e e IS e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0 129.0
18.40 18.60 18.80 19.00
5000 m/z 130.05 14.68%
28.0
L LA e e o R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13077: Benzonitrile, 4-ethenyl-
129.0 18.40 18.60 18.80 19.00
m/z 127 .05 13.08%
5000

38.0 760 |

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

18.40 18.60 18.80 19.00

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:38 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 (DEL) Alkane: Cyclicl9.29 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.29 7.02 ng/ul 423938 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 96
2 1-Heptadecene 238 C17H34 006765-39-5 95
3 Dichloroacetic acid. 4-hexadecvl... 352 C18H34C1202 1000282-98-1 94
4 1-Tetradecene 196 C14H28 001120-36-1 93
5 Cyclotetradecane 196 C14H28 000295-17-0 93
Abundance Scan 2800 (19.292 min): BG025308.D (-2794) (-) m/z 55.10 100.00%

5000

19.00 19.20 19.40 19.60
m/z 83.10 82.43%

39.2 196.2 253.1 318.0 404.0443.3 505.3

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81241: Cetene

5000 7.0

19.00 19.20 19.40 19.60
m/z 43.10 81.73%

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

Abundance
57.0
97.0 T T
19.00 19.20 19.40 19.60
5000 m/z 57.10 62.84%
15.0 140.0187 0 238.0
i B L B s T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185100: Dichloroacetic acid, 4-hexadecy! ester R e e T
55.0 19.00 19.20 19.40 19.60
m/z 69.10 60.21%
7.0
5000
224.0
i 14901810
L e o e R L B Al R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:38 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Drometrizole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.50 3.44 ng/ul 207469 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Drometrizole 225 C13H11N30 002440-22-4 96
2 Drometrizole 225 C13H11N30 002440-22-4 95
3 2-(2H-Benzotriazol-2-vI)-5-methy... 225 C13H11N30 004998-48-5 93
4 Drometrizole 225 C13H11N30 002440-22-4 93
5 Drometrizole 225 C13H11N30 002440-22-4 87
Abundance Scan 2835 (19.497 min): BG025308.D (-2831) (-) m/z 225.05 100.00%

225.1
5000
93.1
1550 1940 1960 1980

283.2 340.2 416.0 462.3  534.5 m/z 93.10 29 _36%

LI L L L L L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81784: Drometrizole
225.0
5000

19.20 19.40 19.60 19.80

93.0 m/z 65.10 18.85%
0l
I i “ | | i |
T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
225.0
19.20 19.40 19.60 19.80
5000 m/z 66.10 16.90%

93.0

390 168.0

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

Abundance #81801: 2-(2H-Benzotriazol-2-yl)-5-methylphenol
225.0 19.20 19.40 19.60 19.80
m/z 154.10 13.26%
5000
93.0
39.0 168.0
O N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:39 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 1,2-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.01 4.43 ng/ul 399150 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 52
2 Phthalic acid. 2-propvlpentvl un... 432 C27H4404 1000377-92-7 50
3 Phthalic acid. hexadecvl 4-methyv... 502 C32H5404 1000377-95-1 50
4 Didodecvl phthalate 502 C32H5404 002432-90-8 50
5 Phthalic acid, 2-ethylhexyl prop... 320 C19H2804 1000309-00-2 50
Abundance Scan 3263 (22.012 min): BG025308.D (-3257) (-) m/z 149.00 100.00%
149.0
5000 57.1
Mh 21 21.60 21.80 22.00 22.20 22.40
7.1 193.0 : : : : :
) o B Wt 2 L 3332 3089 4160 83341 sz 57.10  44.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #172609: 1,2-Benzenedicarboxylic acid, butyl octyl ester
149.0
5000
21.60 21.80 22.00 22.20 22.40
41.0 m/z 71.10 23.58%
. 1040 2230 3790 3340
m/z--> 50 100 150 200 250 300 350 400 450 500 '
Abundance
149.0
21.60 21.80 22.00 22.20 22.40
5000 m/z 43.10 23.42%
57.0 1040 279.0321-0
m/z--> 50 100 150 200 250 300 350 400 450 500 '
Abundance #235552: Phthalic acid, hexadecyl 4-methylhept-3-yl ester
149.0 21.60 21.80 22.00 22.20 22.40
m/z 41.10 20.97%
5000
57.0
|| 1040 | 2250 891.0
m/z--> 50 100 150 200 250 300 350 400 450 500 ' 21.60 21.80 22.00 22.20 22.40

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:40 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.28 6.59 ng/ul 594653 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2.3-dihvdro-2-benzvl... 338 C19H18N204 165402-22-2 47
2 Benzolelpvrene 252 C20H12 000192-97-2 46
3 Benzolalpvrene 252 C20H12 000050-32-8 43
4 7-Methoxvflavone 252 C16H1203 022395-22-8 43
5 Benzo[e]pyrene 252 C20H12 000192-97-2 43
Abundance Scan 3309 (22.282 min): BG025308.D (-3299) (-) m/z 252.05 100.00%
149.0 25p.1
5000
57.1
1051 3232 22.00 22.20 22.40 22.60
. .JI,J.J.I'al:,". ek 2100 | | 3232 3889 4614 5314 s "149700  04.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175173: Benzofuran, 2,3-dihydro-2-benzylideno-3-(4-morpho...
252.0
5000 206.0 USRI MR BRI SUNRE
56.0 22.00 22.20 22.40 22.60
152.0 m/z 57.10 31.21%
102.0 ‘ ‘ 338.0
IV e U O - o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
252.0
| 22.00 22,20 22.40 22,60
5000 m/z 43.10 22 .12%
126.0
41.0 87.0 200.0
m/z--> 56 160 1%0 260 2%0 360 3%0 460 4éo 560 '
Abundance #104220: Benzo[a]pyrene N A BRREEEE S
252.0 22.00 22.20 22.40 22.60
m/z 71.10 22.08%
5000
126.0
83.0 | 198.0
m/z--> 56 160 1%0 260 2éo 360 3%0 460 4éo 560 ' 22foo 22fzo 22!40 22feo

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:40 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Diisooctyl phthalate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .37 2.59 ng/ul 233527 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisooctvl phthalate 390 C24H3804 000131-20-4 72
2 Phthalic acid. 2-ethvlhexvl non-... 400 C25H3604 1000315-75-4 53
3 Phthalic acid. hexvl octadecvl e... 502 C32H5404 1000309-06-2 43
4 Didodecvl phthalate 502 C32H5404 002432-90-8 43
5 Phthalic acid, decyl hex-3-yl ester 390 C24H3804 1000356-96-1 43
Abundance Scan 3324 (22.370 min): BG025308.D (-3319) (-) m/z 149.00 100.00%
14h.0
57.1
5000
\ J 271 22.00 22.20 22.40 22.60
04 o 223.1 333.2 : : : :
1P I 11 et RO WSOl ..I..,....,..35.‘7.?...‘.‘?6.‘.‘..“",1.4.9 m/z 57.10 64.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207656: Diisoocty! phthalate
149.0
so00] °70 UL AUV
22.00 22.20 22.40 22.60
270.0 m/z 71.10  43.24%
oo ] w0 weo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149.0
22.00 22.20 22.40 22.60
5000 m/z 43.10 36.37%
57.0
107.0 279.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235535: Phthalic acid, hexyl octadecyl ester R R BAARE EE
149.0 22.00 22.20 22.40 22.60
m/z 55.10 31.78%
5000
430 . 104 0 | 251.0 419.0
mze> 50 100 1o 2o 20 o o ko 4% 5o 22.00 22.20 22.40 22.60

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:41 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121716\
Data File : BG025308.D

Aca On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample - H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Phthalic acid, 2-cyclohexyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.40 2.38 ng/ul 214720 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-cvclohexvlethyl... 388 C24H3604 1000309-87-8 53
2 Phthalic acid. propvl 2.2.2-trif... 366 C19H17F304 1000377-70-0 49
3 Phthalic acid. 4-chloro-3-methyl... 332 C18H17CI04 1000309-84-2 47
4 Phthalic acid. cvclohexvl propvl... 290 C17H2204 1000315-33-4 47
5 1-(Methylpropyl)-4-(1°,1",2"-tri... 304 C15H19CI3 1000110-29-3 47
Abundance Scan 3329 (22.400 min): BG025308.D (-3327) (-) m/z 149.00 100.00%
.0

5000

279.1 R B R

22.00 22.20 22.40 22.60 22.80
334.3380.2 435.1476.0521.1
m/z 57.10 72.26%

225.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206715: Phthalic acid, 2-cyclohexylethyl octyl ester
149.0
5000 MUV AU
22. OO 22. 20 22. 40 22 60 22. 80
m/z 43.10 43.73%
69.0 279.0
L/ I N S SN - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
149.0

22.00 22.20 22.40 22.60 22.80
5000 m/z 41.10 37.80%

50.0 3060 3660

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170678: Phthalic acid, 4-chloro-3-methylphenyl propyl ester LI e e e

149.0 22.00 22.20 22.40 22.60 22.80

m/z 113.10 25.92%
5000
191.0
760

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60 22.80

SOM02.2-EPA-BG113016.M Tue Dec 20 15:06:42 2016 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121716\
Data File : BG025308.D

Acq On : 18 Dec 2016 13:13

Operator : UM/SJ

Sample = H5905-20DL 5X

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.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]
Bicyclo[4.2.0]oct. .. 6.19 4.3 ng/ul 105437 1 8.23 494458 20.0
unknown-01 12.73 4.0 ng/ul 146736 2 11.06 740831 20.0
unknown-02 17.22 2.7 ng/ul 161512 4 17.60 1207060 20.0
(DEL) Alkane: Cyc... 17.93 4.1 ng/ul 246597 4 17.60 1207060 20.0
n-Hexadecanoic acid 18.43 2.3 ng/ul 139128 4 17.60 1207060 20.0
Benzeneacetic aci... 18.78 2.7 ng/ul 162609 4 17.60 1207060 20.0
(DEL) Alkane: Cyc... 19.29 7.0 ng/ul 423938 4 17.60 1207060 20.0
Drometrizole 19.50 3.4 ng/ul 207469 4 17.60 1207060 20.0
1,2-Benzenedicarb... 22.01 4.4 ng/ul 399150 5 21.89 1803820 20.0
unknown-03 22.28 6.6 ng/ul 594653 5 21.89 1803820 20.0
Diisooctyl phthalate 22.37 2.6 ng/ul 233527 5 21.89 1803820 20.0
Phthalic acid, 2-... 22.40 2.4 ng/ul 214720 5 21.89 1803820 20.0
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