LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 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-BM111119MA.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 4.893 332 341 355 rBVY 25258540 40870630 100.00% 9.145%
2 5.293 404 409 416 rBvV2 1101285 1683649 4.12% 0.377%
3 5.575 450 457 467 rVV 1589044 2436912 5.96% 0.545%
4 6.046 523 537 548 rBY 1959769 3408747 8.34% 0.763%
5 6.234 555 569 575 rBv4 870359 1854746 4 .54% 0.415%
6 6.534 613 620 635 rBY 1666353 3300781 8.08% 0.739%
7 6.734 650 654 658 rBV 673375 1059480 2.59% 0.237%
8 6.887 674 680 685 rVV 1843846 2842114 6.95% 0.636%
9 6.940 685 689 693 rVV 1017580 1496760 3.66% 0.335%
10 7.081 707 713 723 rBV2 2595839 4560435 11.16% 1.020%

11 7.263 738 744 758 rVV2 2247234 3575825 8.75% 0.800%
12 7.540 782 791 795 rBV 1809875 3377466 8.26% 0.756%
13 7.657 806 811 815 rvv 1008029 1503763 3.68% 0.336%
14 7.757 823 828 833 rvv 2429136 3470515 8.49% 0.777%
15 7.910 846 854 865 rVB 1484375 2682622 6.56% 0.600%

16 8.263 906 914 923 rVB 2078755 3496837 8.56% 0.782%
17 8.451 940 946 951 rBV 914288 1461020 3.57% 0.327%
18 8.540 955 961 968 rvB2 1559538 2832066 6.93% 0.634%
19 8.645 973 979 982 rBV 1555509 2406554 5.89% 0.538%
20 8.692 982 987 996 rvv 2192880 4019322 9.83% 0.899%

21 8.775 996 1001 1013 rVB6 1144652 3209322 7.85% 0.718%
22 9.063 1045 1050 1054 rBV 793643 1263316 3.09% 0.283%
23 9.163 1061 1067 1074 rBV3 906062 1785502 4._.37% 0.400%
24 9.339 1091 1097 1104 rBV2 1408782 3289016 8.05% 0.736%
25 9.410 1104 1109 1114 rVV 2074996 3442958 8.42% 0.770%

26 9.581 1132 1138 1146 rBV5 707010 1427183 3.49% 0.319%
27 9.739 1154 1165 1174 rBV4 2256067 5059344 12.38% 1.132%
28 9.869 1180 1187 1194 rVB2 628060 1364929 3.34% 0.305%
29 9.951 1194 1201 1209 rBV 3604903 6116907 14.97% 1.369%
30 10.069 1209 1221 1230 rBV6 2070111 7282470 17.82% 1.629%

31 10.145 1230 1234 1242 rVB 1985699 3059667 7.49% 0.685%
32 10.316 1257 1263 1268 rVB 2563062 4062255 9.94% 0.909%
33 10.463 1283 1288 1291 rVV5 539306 1114273 2.73% 0.249%
34 10.498 1291 1294 1299 rVB 755307 1220828 2.99% 0.273%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 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
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

35 10.734 1323 1334 1340 rVB5 863359 2115685 5.18% 0.473%

36 10.922 1357 1366 1373 rBV3 1536659 3075769 7.53% 0.688%
37 11.339 1431 1437 1443 rVV4 549079 1212746 2.97% 0.271%
38 11.533 1462 1470 1478 rBV5 601044 1635584 4._00% 0.366%
39 11.686 1485 1496 1503 rVV 9458625 18706841 45.77% 4.186%
40 11.963 1539 1543 1552 rVB5 525801 1102453 2.70% 0.247%

41 12.169 1570 1578 1582 rVV3 714117 1675713 4._.10% 0.375%
42 12.604 1646 1652 1659 rBV2 1854938 3050151 7.46% 0.682%
43 12.680 1660 1665 1670 rVvB2 702807 1118877 2.74% 0.250%
44 12.763 1673 1679 1686 rBV 3053324 4833118 11.83% 1.081%
45 12.845 1688 1693 1701 rVB 1761203 2637458 6.45% 0.590%

46 13.333 1770 1776 1781 rBV 1691426 2748264 6.72% 0.615%
47 13.622 1818 1825 1836 rBV2 7032817 13908950 34.03% 3.112%
48 13.763 1836 1849 1855 rVV2 8065204 23362641 57.16% 5.227%
49 13.816 1855 1858 1861 rVV 1679809 2344831 5.74% 0.525%
50 13.851 1861 1864 1866 rVV2 1237529 1836326 4._.49% 0.411%

51 13.886 1866 1870 1877 rVB 7557531 11309325 27.67% 2.530%
52 13.986 1880 1887 1892 rBV 2300151 3458987 8.46% 0.774%
53 14.051 1893 1898 1904 rVB2 737412 1263616 3.09% 0.283%
54 14.198 1917 1923 1928 rBV2 5183178 8172239 20.00% 1.829%
55 14.251 1928 1932 1939 rVB4 2167100 3792122 9.28% 0.848%

56 14.451 1961 1966 1972 rBV4 547813 1234019 3.02% 0.276%
57 14.510 1972 1976 1982 rVB3 692919 1146526 2.81% 0.257%
58 14.586 1982 1989 1998 rBV3 1911932 4491201 10.99% 1.005%
59 14.674 1999 2004 2008 rVB2 955064 1302711 3.19% 0.291%
60 14.833 2027 2031 2037 rVB 1114041 1502985 3.68% 0.336%

61 14.969 2049 2054 2063 rBV 1912289 3072752 7.52% 0.688%
62 15.116 2071 2079 2086 rBvV4 1299078 2604402 6.37% 0.583%
63 15.198 2087 2093 2102 rVB 9176280 13606179 33.29% 3.044%
64 15.327 2107 2115 2128 rBV 2990012 5864026 14.35% 1.312%
65 15.469 2135 2139 2143 rVV2 3897991 5593438 13.69% 1.252%

66 15.516 2143 2147 2152 rVV3 836476 1722823 4.22% 0.385%
67 15.727 2177 2183 2192 rBV 4592964 7576186 18.54% 1.695%
68 15.851 2196 2204 2208 rVV4 1060041 2881947 7.05% 0.645%
69 15.916 2208 2215 2220 rVV2 3668151 8142395 19.92% 1.822%
70 15.980 2223 2226 2232 rVB4 888965 1433688 3.51% 0.321%

71 16.239 2266 2270 2272 rVV2 1082595 1548398 3.79% 0.346%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 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
Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
= SVOA CALIBRATION

72 16.268 2272 2275 2279 rVB 1428553 1839217 4_50% 0.412%
73 16.433 2298 2303 2307 rBV 1357248 1812186 4._.43% 0.405%
74 16.486 2307 2312 2320 rVB3 1085570 1810107 4._.43% 0.405%
75 16.945 2384 2390 2396 rBV 4768235 7306414 17.88% 1.635%

76 17.045 2401 2407 2415 rBV 9352983 13742138 33.62% 3.075%
77 17.139 2418 2423 2429 rVV2 2187770 3136299 7.67% 0.702%
78 17.210 2431 2435 2442 rVB5 715241 1316620 3.22% 0.295%
79 17.498 2479 2484 2494 rVV 4349342 6049956 14.80% 1.354%
80 17.580 2494 2498 2502 rVV 1115596 1704862 4_.17% 0.381%

81 17.657 2506 2511 2514 rVV 3243917 5132482 12.56% 1.148%
82 17.874 2544 2548 2552 rBV 1179534 1631519 3.99% 0.365%
83 17.921 2552 2556 2562 rVB 2161199 2900753 7.10% 0.649%
84 18.004 2564 2570 2581 rVB 3564649 5415326 13.25% 1.212%
85 18.104 2581 2587 2589 rBV 2355678 3468806 8.49% 0.776%

86 18.157 2589 2596 2603 rVB 5646309 9766021 23.89% 2.185%
87 18.857 2712 2715 2726 rVB4 823138 1635893 4._00% 0.366%
88 18.962 2728 2733 2739 rBV3 747796 1207463 2.95% 0.270%
89 19.092 2749 2755 2760 rVB5 1034371 2021882 4_.95% 0.452%
90 19.351 2793 2799 2805 rVB 9438641 12786781 31.29% 2.861%

91 19.415 2805 2810 2818 rBV 7269080 9995085 24.46% 2.236%
92 19.586 2835 2839 2842 rBV 1595066 2166991 5.30% 0.485%
93 19.662 2847 2852 2863 rVB 1661440 2645688 6.47% 0.592%
94 19.780 2867 2872 2876 rBV 1763827 2260518 5.53% 0.506%
95 19.827 2876 2880 2883 rVB 2426069 3005334 7.35% 0.672%

96 20.498 2990 2994 2999 rBV 2173934 2656707 6.50% 0.594%
97 21.150 3100 3105 3113 rVB 4356164 5648070 13.82% 1.264%
98 21.280 3123 3127 3133 rBV 3397028 4394304 10.75% 0.983%
99 23.174 3443 3449 3456 rBV 6264643 10715708 26.22% 2.398%
100 23.309 3466 3472 3480 rVB 3155280 5634058 13.79% 1.261%

Sum of corrected areas: 446930774
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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

Abundance TIC: BM023694.D
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5000000
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Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM023694.D
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Time--> 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 TIC: BM023694.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 1 Benzene, chloro- Concentration Rank 1

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

4.89 242.02 ng/ul 40870600 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 95
2 Benzene. chloro- 112 C6H5CI 000108-90-7 95
3 Benzene. chloro- 112 C6H5CI 000108-90-7 94
4 Benzene. chloro- 112 C6H5CI 000108-90-7 94
5 Phenol, 3-fluoro- 112 C6H5FO0 000372-20-3 35

Abundance Scan 341 (4.893 min): BM023694.D (-332) (-) m/z 112.00 100.00%
112.0
77.0
5000
5.0 e o 450 480 500 550
ol - - 2810 sz 77.05 63.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6347: Benzene, chloro-
112.0
5000 710 R A R R
460 4.80 5.00 5.20
51.0 m/z 114.00 34.04%
0 27'O.I L i
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 200 220 240 2éo 2éo
Abundance #6346: Benzene, chloro-
112.0
460 480 500 520
5000 77.0 m/z 51.05 16.10%
51.0
0 27'01‘ Al |
m/z--> ﬁo Jo éo éo 160 150 150 1é0 1éo 200 220 240 2éo 2é0
Abundance #6348: Benzene, chloro- A R e R
112.0 460 4.80 5.00 5.20
m/z 50.10 14 .97%
77.0
5000
51.0
0 27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4%0 450 560 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 (DEL) Alkane: Cyclic5.29 Concentration Rank 30

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

5.29 9.97 ng/ul 1683650 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 50
2 2-Hexanone. 3-methvl-4-methvlene- 126 C8H140 020690-71-5 50
3 Cvclopentane. (2-methvibutvl)- 140 C10H20 053366-38-4 38
4 Cvclooctanemethanol 142 C9H180 003637-63-6 38
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 35

Abundance Scan 409 (5.293 min): BM023694.D (-404) (-) m/z 43.05 100.00%

43.0
69.0
5000
111.1

A
|||||||||||||||||||

500 520 540 560

0 ...,....|, o 133.0 1909 2810 "m/z 69.05 68.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11580: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 111.0
5000 LA L L L L B L LB

5.00 520 5.40 5.60
m/z 41.10  48.44%

o 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11459: 2-Hexanone, 3-methyl-4-methylene-
43.0
5.00 520 5.40 5.60
5000 m/z 55.10 31.42%
| 830 1110
0,“,,‘,,,, R RN RAR SN REE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #18023: Cyclopentane, (2-methylbutyl)-
. 5.00 5.20 5.40 5.60

m/z 111.05 27 .33%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Benzene, 1,3-dimethyl- Concentration Rank 23

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

5.58 14.43 ng/ul 2436910 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 95
3 p-Xvlene 106 C8H10 000106-42-3 95
4 p-Xvlene 106 C8H10 000106-42-3 95
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94

Abundance Scan 458 (5.581 min): BM023694.D (-450) (-) m/z 91.05 100.00%
91.0 h
5000
51.0 520 5.40 5.60 5.80 6.00
Obrrr el b e s || m/z 106.10  42.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5100: Benzene, 1,3-dimethyl-
91.0
5000
520 5.40 5.60 5.80 6.00
m/z 105.10 19.28%
51.0
R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
520 540 560 580 6.00
5000 m/z 77.05 11.76%
330\ Gsoh\ | ‘
o) .‘... ..‘l. IS — | \”” S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5075: p-Xylene
91.0 520 5.40 5.60 5.80 6.00
m/z 79.10 7.39%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Benzene, (1-methylethyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.05 20.19 ng/ul 3408750  1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. (1-methvlethvd- 120 coH12 000098-82-8 91

2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
Abundance Scan 538 (6.051 min): BM023694.D (-523) (-) m/z 105.10 100.00%
106.1
5000
77.0 A"”I'”'I”"P"W'”
51.0 | 5.80 6.00 6.20 6.40
0 ...,....-,.."..,'.'...|'|,..'..,1 el 2l B02 | Tm/z 120.10 25.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9417: Benzene, (1-methylethyl)-
106.0
5000 IR S SRR LR
5.80 6.00 6.20 6.40
770 m/z 77.05 16.05%
Ot e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9416: Benzene, (1-methylethyl)-
105.0
"'W"”I'”'I”"P'A
5.80 6.00 6.20 6.40
5000 m/z 79.10 14 .86%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9414: Benzene, 1,2,3- trlmethyl LI L L L L L L L |H'
105.0 5.80 6.00 6.20 6.40
m/z 103.10 10.79%
5000
39.0 77.0
0'”PL“MJLﬁ'JL'””M”P'”P“'P”"”"”"”"”'P”'P' IRRRE AR SAREE LR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 3-Heptanone, 5-methyl- Concentration Rank 27

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

6.23 10.98 ng/ul 1854750 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 72
2 3-0ctanone 128 C8H160 000106-68-3 59
3 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 59
4 3-Methvl-4-nonanone 156 C10H200 035778-39-3 50
5 6-Undecanone 170 C11H220 000927-49-1 47

Abundance Scan 568 (6.228 min): BM023694.D (-555) (-) m/z 57.05 100.00%
57.0
5000
5.80 6.00 6.20 6.40 6.60
Ot m/z 43.05 63.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12502: 3-Heptanone, 5-methyl-
29.0 | 57.0
5000
99.0 5.80 6.00 6.20 6.40 6.60
m/z 71.10 59.79%
128.0
0‘ el T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12434: 3-Octanone
43.0
1.0 580 6.00 6.20 6.40 6.60
0,
5000 99.0 m/z 73.10 49.14%
128.0
O'H'P“'L'AW'Ll““l”“lJ'WH"“'w'“"“"“"“'VH'V“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12525: 3-Heptanone, 5-methyl-
43.0 5.80 6.00 6.20 6.40 6.60
m/z 45.05 39.06%
71.0
5000 99.0
128.0
ol 4]
o e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Benzene, 1-chloro-3-methyl- Concentration Rank 13

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

6.53 19.55 ng/ul 3300780 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-chloro-3-methvl- 126 C7H7CI 000108-41-8 87
2 Benzvl chloride 126 C7H7CI 000100-44-7 81
3 Benzvl chloride 126 C7H7CI 000100-44-7 81
4 Benzene. propvl- 120 C9H12 000103-65-1 64
5 Benzene, l-chloro-4-methyl- 126 C7H7CI 000106-43-4 58

Abundance Scan 619 (6.528 min): BM023694.D (-613) (-) m/z 91.05 100.00%
91.0
5000
65.0 120.1 6.20 6.40 6.60 6.80
39.0 : : : -
O et ety Mo i 14801930 2650 75950 10 13.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11284: Benzene, 1-chloro-3-methyl-
91.0 A }\
A
5000 LA L I I L
126.0 6.0 640 6.60 6.80
630 m/z 126.00 11.77%
0 150 39? 1 nlli
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11272: Benzyl chloride
91.0
620 6.40 6.60 6.80
5000 m/z 65.05 10.42%
126.0
2 T
O B RS R SR AR BARa s R R ARAAASRARRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11269: Benzyl chloride
91.0 6.20 6.40 6.60 6.80
m/z 92.10 9.89%
5000
126.0
0:::::::‘::‘::‘:::::”: |||||l||||||||||||||||||||||||||||| R i GUSP YA\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Acetaldehyde, (3,3-dimethyl... Concentration Rank 9

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

7.26 21.17 ng/ul 3575830 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-24-1 50
2 4_.5-Heptadien-2-one. 3.3.6-trime... 152 C10H160 081250-41-1 46
3 2.4-Dihvdroxvphenvlbenzvl ketone 228 C14H1203 003669-41-8 35
4 3.6-Dimethvl-2.3.3a.4.5.7a-hexah... 152 C10H160 070786-44-6 33
5 Cyclopentanecarboxylic acid, 3-i... 290 C19H3002 1000151-83-4 32

Abundance Scan 743 (7.257 min): BM023694.D (-738) (-) m/z 137.10 100.00%
137.1
43.1
5000
83.1
H 1 T 7k 70 760
ol ”....I.||||6L‘P |.|. ||||| ||."| A ””297”0||”” m/zl 43;10 ' 56..20%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #25317: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (2)-
137.0
41.0 109.0
5000 69.0
7.00 7.20 7.40 7.60
1. m/z 83.10 31.21%
0‘ 150 ! "
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25217: 4,5-Heptadien-2-one, 3,3,6-trimethyl-
137.0
7.00 7.20 7.40 7.60
5000 67.0 m/z 81.10 30.84%
43.0
‘ | 9101090
0....|.‘...‘l...‘.lu‘.‘..”l..‘.”‘.|.‘.‘..|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84338: 2,4-Dihydroxyphenylbenzy| ketone
137.0 7.00 7.20 7.40 7.60
m/z 67.10 26 .33%
5000
81.0
o210 30 717 1000 | 1570 181.0199.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Benzene, 1,2,3-trimethyl- Concentration Rank 34

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

7.66 8.90 ng/ul 1503760 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 811 (7.657 min): BM023694.D (-806) (-) m/z 105.10 100.00%
105.1
5000
77.0
51.0 1211 7.40 7.60 7.80 8.00
O s AR 10102070 1 56" 10 39 27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0

A

5000 T ARREREEEE SRR
7.40 7.60 7.80 8.00

m/z 77.00 11.98%

39.0 7.0 121.0
ol 20 L 20 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 10.13%
0 77.0
150 | 1590 ||| 4 1310
o} S R WIS 1 N e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 119.10 9.37%
5000
39.0 .
| 77.0 | ‘ 121.0
-
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 11

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

7.76 20.55 ng/ul 3470520 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 37
2 Glutaric acid. di(1-(4-fluorophe... 376 C21H22F204 1000377-11-0 35
3 2H-Pvran. 2-I(1-butvl-2-propvnvl... 196 C12H2002 000831-83-4 25
4 Silane. l-hexvnvltrimethvl- 154 C9H18Si 003844-94-8 25
5 2-Propanone, (1-methylethyl)(2-p... 154 C9H18N2 110213-09-7 25

Abundance Scan 828 (7.757 mirg: BM023694.D (-823) (-) m/z 139.10 100.00%
139.1
81.1
5000 43.1
T
7.40 7.60 7.80 8.00
o e 290828l 7z 81.10 60.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26937: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-propenyl)
139.0
5000 69.0
41.0 7.40 7.60 7.80 8.00
m/z 85.10 54 _.42%
0 97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200428: Glutaric acid, di(1-(4-fluorophenyl)ethyl) ester
139.0
7.40 7.60 7.80 8.00
5000 m/z 70.05 47 .53%
103.0
0180 4?\0 770 A H | 253.0
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #58047: 2H-Pyran, 2-[(1-butyl-2-propynyl)oxy]tetrahydro-
88.0 7.40 7.60 7.80 8.00
m/z 43.10 42 .65%
5000
41.0
0 lllllllllllll}llllllllllﬂ:]::ll-IC?IIJ:%?lollllllll TTTT[ T T T T[T ToIT llllllllllll —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Indane Concentration Rank 18

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

7.91 15.89 ng/ul 2682620 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 81
3 Indane 118 C9H10 000496-11-7 74
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 72
5 Indane 118 C9H10 000496-11-7 68

Abundance Scan 854 (7.910 min): BM023694.D (-846) (-) m/z 117.10 100.00%
117.1
5000
200 630 0 "7%0 780 80 60
161.0 : : :
0....,....,..'..',".'...,..'l..,... T e prreees || m/z 118.10  54.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117.0
5000 R UL L L
7.60 7.80 8.00 8.20
910 m/z 115.10 32.38%
39.0 63.0
0, 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8949: Indane
117.0
7.60 7.80 8.00 8.20
5000 m/z 91.05 15.63%
39.0 cqp 91.0
0l13.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8948: Indane
117.0 7.60 7.80 8.00 8.20
m/z 116.10 7.28%
5000
58.0 91.0
o 27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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-02 Concentration Rank 36

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

8.45 8.65 ng/ul 1461020 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0Thept-2-ene 94 C7H10 002566-57-6 38
2 1.3-Cvcloheptadiene 94 C7H10 004054-38-0 38
3 Cvclohexene. 1-methvl-3-(formvim... 138 C9H140 129993-40-4 35
4 1.3-Cvcloheptadiene 94 C7H10 004054-38-0 30
5 1,3,5-Hexatriene, 2-methyl- 94 C7H10 019264-50-7 30

Abundance Scan 946 (8.451 min): BM023694.D (-940) (-) m/z 79.10 100.00%
79.1
43.0 95.1
5000
8.20 8.40 8.60 8.80
0! m/z 95.10 69.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2612: Bicyclo[4.1.0]hept-2-ene
749.0
5000
94.0 8.20 8.40 8.60 8.80
m/z 43.00 67.01%
39.0
ol 24. 63
m/z--> 20 40 60 80 160 150 1&0 1é0 1é0 260
Abundance #2603: 1,3-Cycloheptadiene
749.0
820 840 860 880
5000 m/z 94.10 59.55%
94.0
39.0
\ ‘\ Ll 631 il M
P S S L WL UL B L WL I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17617: Cyclohexene, 1-methyl-3-(formylmethyl)-
93.0 8.20 8.40 8.60 8.80
m/z 109.10 45 _.31%
67.0
5000
41.0 1230435 9
oL |2.6}P‘. .‘i“. leh‘l I .“l“. e ‘l‘l I .“.“. e "‘I s B E
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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: Cyclic8.54 Concentration Rank 15

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

8.54 16.77 ng/ul 2832070 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 59
2 2-Hexene. 4-methvl-. (E)- 98 C7H14 003683-22-5 53
3 4-Trifluoroacetoxvoctane 226 C10H17F302 116465-17-9 53
4 3.4-Diethvl-3-hexene 140 C10H20 000868-46-2 53
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 53

Abundance Scan 961 (8.540 min): BM023694.D (-955) (-) m/z 69.10 100.00%
69.1
5000
41.1
|| || |. gﬁ.o 123114?1 2071 8.20 8.40 8.60 8.80
o..”,.”.ﬁu..“'.wu.”h.m.,”........” M S - m/z 41.10 22.96%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #3359: 1-Pentene, 3,3-dimethyl-
410 890
5000 SRR R R
8.20 8.40 8.60 8.80
m/z 55.10 21.64%
15.0 98.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3384: 2-Hexene, 4-methyl-, (E)-
41.0  69.0
820 840 860 8.80
5000 m/z 70.10 16.45%
98.0
150 | ‘ Ll
e R U S UL S B S R SRS WA N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82208: 4-Trifluoroacetoxyoctane
69.0 8.20 8.40 8.60 8.80
m/z 140.10 15.36%
41.0
5000
o \‘m\ | 9501120
m/z--> 20 40 60 85 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 unknown-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.77 19.00 ng/ul 3209320 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 1-(... 210 C12H1803 112825-89-5 23
2 3-Octvne. 2.2.7-trimethvl- 152 C11H20 055402-13-6 22
3 Tetrahvdrofuran. 2-isobutenvl-4-... 152 C10H160 1000150-01-5 16
4 2.6-Dioxa-tricvclol3.3.2.0¢(3.7)1... 138 C8H1002 075568-75-1 12
5 Methyl 1-cyclohexene-l1l-carboxylate 140 C8H1202 018448-47-0 11

Abundance Scan 1000 (8.769 min): BM023694.D (-996) (-) m/z 79.10 100.00%

5000

8.40 8.60 8.80 9.00 9.20

0 m/z 73.05 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69259: Cyclopentanecarboxylic acid, 1-(2-butenyl)-2-oxo-,...
29.0
121.0
55.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 137.10 87.27%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25432: 3-Octyne, 2,2,7-trimethyl-
81.0
570 8.40 8.60 880 9.00 9.20
5000 m/z 43.05 77.80%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25223: Tetrahydrofuran, 2-isobutenyl-4-vinyl- R B R

8.40 8.60 8.80 9.00 9.20
m/z 81.10 75.61%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Triethyl phosphate Concentration Rank 53

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

9.06 6.22 ng/ul 1263320 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl phosphate 182 C6H1504P 000078-40-0 95
2 Triethvl phosphate 182 C6H1504P 000078-40-0 91
3 Triethvl phosphate 182 C6H1504P 000078-40-0 90
4 Phosphonic acid. (3-methvlene-2-... 234 C10H1904P 054543-03-2 50
5 Phosphoric acid, diethyl 1-methy... 208 C8H1704P 050522-98-0 45

Abundance Scan 1049 (9.057 min): BM023694.D (-1045) (-) m/z 99.00 100.00%
9d.0
155.0
127.0
5000
45.0 8.80 9.00 9.20 9.40
o drdll Lyl amn  ss2 o tieerog o 74, oo%
m/z--> 50 100 150 200 250 300 350
Abundance #47438: Triethyl phosphate
9d.0
155.0
127.0
5000 U N R R I
29.0 8.80 9.00 9.20 9.40
m/z 127.00 52 .35%
65.0
ol d SOy fy [ 220
m/z--> 50 100 150 200 250 300 350
Abundance #47440: Triethyl phosphate
99.0 155.0
1270 880 9.00 9.20 9.40
5000 m/z 81.00 50.46%
29.0
I R T e
0.‘..‘.“|.‘...l l..“.llu‘...luu..|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance #47439: Triethyl phosphate R B e AR
99.0 8.80 9.00 9.20 9.40
155.0 m/z 109.00 40.02%
127.0
5000
29.0
SEURITNEE
0:::‘:“||‘|||{l::“:llu‘uululuuuuluuuu||||||
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 35

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

9.16 8.79 ng/ul 1785500 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1. 2 4 .5-tetramethvl- 134 C10H14 000095-93-2 94
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 1066 (9.157 min): BM023694.D (-1061) (-) m/z 119.05 100.00%
119.1
5000
5.1 5 8.80 9.00 9.20 9.40
ol Aisal 19292229 2670 331 07934 05 43.56%
m/z--> 50 100 150 200 250 300 350
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
8.80 9.00 9.20 9.40
91.0 m/z 83.05 21.18%
39.0
0 T
m/z--> 50 100 150 200 250 300 350
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
880 9.00 9.20 9.40
5000 m/z 91.10 18.31%
390 91.0
0.‘.J.\.‘|“.”."..{l“.”l.‘.l....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- T T
119.0 8.80 9.00 9.20 9.40
m/z 55.10 15.15%
5000
4:!'\'0 \91[.0 |
OII\IIL\I\JIaIInI\III —— —— —— —— r ||||||||||||||||||
m/z--> §0 160 150 200 250 360 3éo 880 960 950 gho
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 m-Chloroaniline Concentration Rank 17

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

9.34 16.19 ng/ul 3289020 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Chloroaniline 127 C6HG6CIN 000108-42-9 91
2 o-Chloroaniline 127 C6HG6CIN 000095-51-2 68
3 m-Chloroaniline 127 C6HG6CIN 000108-42-9 60
4 m-Chloroaniline 127 C6H6CIN 000108-42-9 60
5 1H-Pyrazole-4-carboxylic acid, 3... 127 C4H5N302 041680-34-6 49

Abundance Scan 1097 (9.339 min): BM023694.D (-1091) (-) m/z 109.10 100.00%
109.1
69.1
127.0
5000
41.1
92.0 | 9.00 920 9.40 9.60
0 el L :|..%‘?6.-1..,....,.1‘?9-?, m/z 69.10  65.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11743: m-Chloroaniline
127.0
5000
65.0 9.00 9.20 9.40 9.60
92.0 ‘ m/z 127.00 57 .15%
39.0
01 = e Jl.ﬁ%%qql. b e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11738: o-Chloroaniline
127.0
9.00 920 9.40 9.60
5000 m/z 73.10 55.80%
m/z--> 20 40 100 120 140 160 180
Abundance #11739: m-Chloroaniline
127.0 9.00 9.20 9.40 9.60

m/z 41.10 34 .74%

5000
65.0

‘ 92.0
39.0
15.0 ot il \\M I \“ \‘ullo'o |

o2 el el SN MRS A A

m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 48

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

9.58 7.03 ng/ul 1427180 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 50
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 50
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 50
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 50
5 Indan, l-methyl- 132 C10H12 000767-58-8 50

Abundance Scan 1138 (9.581 min): BM023694.D (-1132) (-) m/z 59.10 100.00%
5d.1 117.1
5000
T o5 b S0 o
41.1 . . . .
Ol 207.1 2809 "m/z 117.10  93.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000

9.20 9.40 9.60 9.80
m/z 69.10 72 .25%

39.0 65.0 91.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14048: Benzene, 2-butenyl-
117.0
9.20 9.40 9.60 9.80
5000 m/z 55.10 43.93%
91.0
39.0 65.0 ‘
ST R VR N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- BN B B Bt i S
117.0 9.20 9.40 9.60 9.80
m/z 43.10 41 .81%
5000
o 91.0
27.0 51\ T ‘ Il ol
Ot e et e e e e e e e e e R e EEE R s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 18 2,4,6-Cycloheptatrien-1-one Concentration Rank 7

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

9.74 24 .91 ng/ul 5059340 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 76
2 2-Coumaranone 134 C8H602 000553-86-6 64
3 Benzeneacetic acid. 2-hvdroxv-. ... 166 C9H1003 022446-37-3 59
4 Benzenemethanesulfonic acid. 2-h... 170 C7H603S 010284-44-3 53
5 Salicyl alcohol 124 C7H802 000090-01-7 53

Abundance Scan 1165 (9.739 min): BM023694.D (-1154) (-) m/z 78.10 100.00%
74.1
106.1
5000
51.0 S0 550 5B 1000
ol 1601 1949 m/z 106.05  52.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5072: 2,4,6-Cycloheptatrien-1-one
74.0
5000 T T T T T T
106.0 9.40 9.60 9.80 1000
51.0 m/z 119.05 43.54%
26.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15246: 2-Coumaranone
74.0
134.0
9.40 9.60 9.80 10.00
5000 106.0 m/z 136.00 38.23%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35771: Benzeneacetic acid, 2-hydroxy-, methyl ester
78.0 9.40 9.60 9.80 10.00
134.0 m/z 77.05 22.21%
106.0
5000
51.0
290 M ‘ M | 166.0
) B A A SV
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 2éo gho 960 980 1000 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 19 unknown-04 Concentration Rank 50

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

9.87 6.72 ng/ul 1364930 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-1-hexen-3-o0l 114 C7H140 055145-28-3 27
2 (Z2)-CH3CH2CH=CH(OCH3) 86 C5H100 010034-12-5 22
3 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 22
4 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 22
5 2-Butene, 1l-methoxy-, (E)- 86 C5H100 010034-14-7 22

Abundance Scan 1187 (9.869 min): BM023694.D (-1180) (-) m/z 71.05 100.00%
71.0
43.0
5000
' 9.60 9.80 10.00 10.20
0 m/z 43.05 73.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7505: 3-Methyl-1-hexen-3-ol
71.0
5000 L R LN SN SULLE
43.0 9.60 9.80 10.00 10.20
m/z 69.10 50.18%
99.0
0.}§?J.H.J%.=.“ﬂn,””,”...“..”...” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1766: (2)-CH3CH2CH=CH(OCH3)
410 710
9.60 9.80 10.00 10.20
5000 m/z 95.05 47 .17%
=9 |
onn,nnﬂhﬂ“m.unw.”w”..”” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1746: 3-Methoxybut-1-ene RS
71.0 9.60 9.80 10.00 10.20
41.0 m/z 113.10 44 _33%
5000
onn,nnw.l“”.“”w.”w”..”” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 20 (DEL) Alkane: Cyclicl0.07 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.07 35.85 ng/ul 7282470 Naphthalene-d8 10.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-DimethvIl-3-heptene 126 C9H18 1000113-49-3 30
2 4-Butvl-cvclohexanone 154 C10H180 061203-82-5 22
3 4-Decene. 5-methvl-. (E)- 154 C11H22 062338-51-6 22
4 2.5-Dimethvl-1-aza-bicvclol2.2.1... 125 C8H15N 1000194-05-9 22
5 trans--4-Nonene 126 C9H18 010405-85-3 15

Abundance Scan 1221 (10.069 min): BM023694.D (-1209) (-) m/z 57.05 100.00%

5000

9.80 10.00 10.20 10.40

0 m/z 55.10 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11543: 2,3-Dimethyl-3-heptene
55.0
83.0
5000 LA L L L L L L
9.80 10.00 10.20 10.40
126.0 m/z 41.10 61.51%
27.0 |
o.np.nhnﬂ“l”ﬁ.”“.”“.”“.”“.”“.”..”..”..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26693: 4-Butyl-cyclohexanone
55.0

9.80 10.00 10.20 10.40
m/z 69.10 53.47%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27058: 4-Decene, 5-methyl-, (E)- e e e S S e Eaan
55.0 9.80 10.00 10.20 10.40
m/z 83.10 46.68%
5000
29.0 83.0
M ‘ 154.0
o.n,n.ﬂkn‘.H”f”.w.f%qq”,”ﬂ..”w.”...” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 21 (DEL) Alkane: Cyclicl0.15 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.15 15.06 ng/ul 3059670 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.3.7-trimethvl- 154 C11H22 033933-75-4 43
2 Cvclohexanone. 3.3.5.5-tetramethvl- 154 C10H180 014376-79-5 35
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 30
4 3-Ethvl-5-methvl-1-heptvn-3-o0l 154 C10H180 207974-16-1 27
5 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 27
Abundance Scan 1235 (10.151 min): BM023694.D (-1230) (-) m/z 83.10 100.00%
55.1 83.1
126.1
5000
154.1
280.9 9.80 10.00 10.20 10.40
(o} . m/z 55.10 86.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27076: 2-Octene, 2,3,7-trimethyl-
55.0 83.0
5000 RN DA
9.80 10.00 10.20 10.40
154.0 m/z 126.10 54 .49%
20.0 | |I 111.0
0'”Pu“k'hPthl'”H”'W”'W'“W'”"”"”"'”"”I””I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26807: Cyclohexanone, 3,3,5,5-tetramethyl-
83.0
9.80 10.00 10.20 10.40
5000 550 m/z 110.10 54 _.42%
154.0
0 29‘0“‘ i) \‘ 1230 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3338: Cyclohexane, methyl-
83.0 9.80 10.00 10.20 10.40
55.0 m/z 41.10 41 .30%
5000
27.0
0! R e RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 22 Bicyclo[4.1.0]heptan-2-one,... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.73 10.42 ng/ul 2115690 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0Theptan-2-one. 3.7.... 152 C10H160 000497-62-1 80
2 2.4-Hexadiene. (E.E)- 82 C6H10 005194-51-4 49
3 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 49
4 2.4-Hexadiene 82 C6H10 000592-46-1 49
5 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 47
Abundance Scan 1333 (10.728 min): BM023694.D (-1323) (-) m/z 82.05 100.00%
8.0 \
5000
41.0
110.1
152.1
10.40 10.60 10.80 11.00
ol '-|l... L2090 351 a7 67.10 92.88%
m/z--> 50 100 150 200 250 300 350
Abundance #25250: Bicyclo[4.1.0]heptan-2-one, 3,7,7-trimethyl-
82.0
5000 110.0 B DU RN IR IR
41.0 10,40 10.60 10.80 11.00
152.0 m/z 81.05 50.69%
0= e
m/z--> 50 100 150 200 250 300 350
Abundance #1225: 2,4-Hexadiene, (E,E)-
67.0
10.40 10,60 10.80 11.00
5000 m/z 95.10 43.88%
39/0
ol J.{;“J.U., T
m/z--> 50 100 150 200 250 300 350
Abundance #1232: 4—Methy|—l,3—pentadiene LA L L B B N LB |
67.0 10.40 10.60 10.80 11.00
m/z 41.05 34.61%
5000
39/0
o ...{'WL.J.,. —— T R RAREA R RS R R
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 23 Phenol, 2,3,6-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.92 15.14 ng/ul 3075770 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.3.6-trimethvl- 136 C9H120 002416-94-6 86
2 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 83
3 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 83
4 Phenol. 3.4.5- trlmethvl— 136 C9H120 000527-54-8 80
5 Cyclohexanone, 4-(1,1-dimethylet... 154 C10H180 000098-53-3 50

Abundance Scan 1366 (10.922 min): BM023694.D (-1357) (-) m/z 57.10 100.00%

57.1
98.1 121.1
5000

0 208 10 60 10. 80 11. 00 11. 20
° o 5 m/z 98.10 80.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16405: Phenol, 2,3,6-trimethyl-
121.0
5000

91.0 10.60 10.80 11.00 11.20
65.0 m/z 121.10 78.06%
39.0 .
SO Y Y N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16407: Phenol, 2,4,6-trimethyl-
121.0
10.60 10.80 11.00 11.20
5000 m/z 136.05 51.73%
91.0
41.0 65.0 ‘ ‘
0...,.‘l..‘,“...‘.,.“...‘,..:‘.,....L,‘...I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16421: Phenol, 2,4,6-trimethyl-
136.0 10.60 10.80 11.00 11.20
m/z 41.10 46.99%
5000
390 o0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 24 unknown-05 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
11.34 5.97 ng/ul 1212750 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 40
2 2-Cvclohexen-1-one. 4.4.6-trimet... 138 C9H140 013395-73-8 35
3 1H-Imidazole-5-ethanamine. 1-met... 125 C6H11N3 000644-42-8 32
4 12-Heptadecvn-1-ol 252 C17H320 056554-76-8 32
5 4-Chlorobutyric acid, cyclohexyl... 218 C11H19CIl02 1000357-77-0 25

Abundance Scan 1437 (11.339 min): BM023694.D (-1431) (-) m/z 96.05 100.00%

94.0

=
W
a
=

5000
55.1 730
39/0
2.1 152.1 11.00 11.20 11.40 11.60
167.2  192.1 209.0 0
0 m/z 55.10 34 ._.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56501: Benzocyclodecene, tetradecahydro-

96.0

.

5000

11.00 11.20 1140 11.60
m/z 41.10 31.28%

1240 1520 178,0194.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17604: 2-Cyclohexen-1-one, 4,4,6-trimethyl-
96.0
T T T
11.00 11.20 11.40 11.60
5000 m/z 73.00 30.99%
138.0
41.0 67.0
0 ‘u M‘\‘ \“\ H‘\ 1
I o o S BLLAN B i i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10779: 1H-Imidazole-5-ethanamine, 1-methyl- R AR RRRE
96.0 11.00 11.20 11.40 11.60
m/z 81.10 29.41%
5000
30.0
68.0
Ot et e e e R R e e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 25 unknown-06 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.53 8.05 ng/ul 1635580 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Heptatriene. (E.E)- 94 C7H10 017679-93-5 25
2 Cvclohexene. 5.6-diethenvl-1-met... 148 C11H16 061141-78-4 25
3 3-Methvlenecvclohexene 94 C7H10 001888-90-0 25
4 1.3.5-Hexatriene., 2-methvl- 94 C7H10 019264-50-7 25
5 1,4-Cyclohexadiene, 1-methyl- 94 C7H10 004313-57-9 25
Abundance Scan 1469 (11.528 min): BM023694.D (-1462) (-) m/z 55.10 100.00%
11.20 11.40 11.60 11.80
0 m/z 83.10 87.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2615: 1,3,5-Heptatriene, (E,E)-
79.0
5000 94.0 UL BN BN BN
39.0 11.20 11.40 11.60 11.80
' m/z 69.10 77.09%
65.0
ok L B S L L SR UL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22815: Cyclohexene, 5,6-diethenyl-1-methyl-
79.0
940 11.20 11.40 11.60 11.80
5000 m/z 79.10 T1.77%
39.0
133.0
oL |25|9| "l‘ — \I\ i IG?.\IOI I‘\l‘ — ‘l“: | IM\I Il:ll-gicl)l |‘| Ill4l8lol R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2608: 3-Methylenecyclohexene e T T
79.0 11.20 11.40 11.60 11.80
m/z 41.10 58.91%
94.0
5000
39.0
‘ 65.0 ‘
O'E?P'W“'M“Fm'”w"ﬂ“l"”l""l'”'l'"'l”"l' UL BN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 26 Phenol, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.69 92.10 ng/ul 18706800 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 96
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 94
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 94
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 90
5 Benzene, l-methoxy-4-(1-methylet... 150 C10H140 004132-48-3 52
Abundance Scan 1497 (11.692 min): BM023694.D (-1485) (-) m/z 135.05 100.00%
135.1
5000 107.1
a1 771 11,40 11.60 11.80 12.00
Obrrr el e e ,..|.. 80 208 202 Tm/z 107.05  42.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000 R BN B BRI SR
107.0 11.40 11.60 11.80 12.00
410 m/z 150.10 19.27%
: 77.0
O}ER'”Q“MIL“I”'W”'W'“I'“W'”"”'"”"” [TTrrprroT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23717: Phenol, m-tert-butyl-
135.0
11,40 11.60 11.80 12.00
5000 m/z 95.10 13.98%
107.0
A0 270 ‘ ‘
0'”P'”M'”P”'P”kv”'v”lv“'v”"”"”"”"”W'”W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23714: Phenol, p-tert-butyl-
135.0 11.40 11.60 11.80 12.00
m/z 77.10 10.32%
5000
410 107.0
‘ 77.0 ‘
0 IIII""‘I""I""I""I""I"'llIIII IR SR SR S D B L LU B U DU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 27 (DEL) Alkane: Cyclicll.96 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.

11.96 5.43 ng/ul 1102450 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decene. 2.4-dimethvl- 168 C12H24 074421-03-7 49
2 1-Imidazol-1-vI-3-methvlbut-2-en... 150 C8H10N20 061985-22-6 46
3 4-Hexen-3-one. 5-methvl- 112 C7H120 013905-10-7 46
4 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 46
5 1,3-Cyclohexanedione, 2,2,5,5-te... 168 C10H1602 000702-50-1 43

Abundance Scan 1543 (11.963 min): BM023694.D (-1539) (-) m/z 83.10 100.00%

83.1
57.1

5000

11.60 11.80 12.00 12.20

0 m/z 57.10 82.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36799: 2-Decene, 2,4-dimethyl-
83.0
5000 LA L L L L L L B B
55.0 11.60 11.80 12.00 12.20
m/z 121.10 43.77%
ol 20 L4 4 1120 168.0
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24341: 1-Imidazol-1-yl-3-methylbut-2-en-1-one
83.0
R e AR
11.60 11.80 12.00 12.20
5000 55.0 m/z 41.10 41 .44%
29.0
Ot 2070 fﬁ? ﬂ.... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6526: 4-Hexen-3-one, 5-methyl- T T T T T T
83.0 11. 60 11. 80 12. OO 12 20

m/z 55.10 38.50%

5000
55.0 112.0
\\

e L — A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20

SOM-EPA-BM111119MA_M Thu Nov 14 01:09:27 2019 Page: 31



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 28 unknown-07 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

12.17 8.25 ng/ul 1675710 Naphthalene-d8 10.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 35
2 1.2-Benzenediol. O-(ethoxvcarbon... 264 C13H1206 1000329-71-6 35
3 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000767-54-4 35
4 1.2-Diazaspirol4.41nonen-3-carbo... 238 C13H22N202 1000164-25-8 35
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 35
Abundance Scan 1578 (12.169 min): BM023694.D (-1570) (-) m/z 109.10 100.00%

109.1
5000
134.1
431 79.1 LN U BRI UL
166.1 101 11.80 12.00 12.20 12.40
0 m/z 119.05 40.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10573: 2-Cyclopenten-1-one, 3,4,4-trimethyl-
109.0
5000 81.0

11.80 12.00 12.20 12.40
m/z 108.10  33.57%

55.0 L
Ottt e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #113636: 1,2-Benzenediol, O-(ethoxycarbonyl)-O'-(propargyl...
109.0
11.80 12.00 12.20 12.40
5000 m/z 134.10 30.82%
3.0 81.0 137.0 192.0
0 ‘ ]y | ‘ ‘ 2200 264.0
R B e e o S RS R a e n  RARRREE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20052: Cyclohexanol, 3,3,5-trimethyl-, trans-
109.0 11.80 12.00 12.20 12.40
m/z 91.00 30.51%
5000
41.0 83.0
dsoy ko || | s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 29 Anthracene, tetradecahydro-... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
12.60 7.46 ng/ul 3050150 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. tetradecahvdro-. (4a... 192 C14H24 001755-19-7 53
2 Anthracene. tetradecahvdro- 192 Cl1l4H24 006596-35-6 50
3 2.4(1H.3H)-Pteridinedione. 1.3-d... 192 C8H8N402 013401-18-8 46
4 1.4-Benzoxazepin-3(2H)-one. 9-am... 192 C10H12N202 1000337-73-1 38
5 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 35
Abundance Scan 1651 (12.598 min): BM023694.D (-1646) (-) m/z 192.10 100.00%
192.1
431 149.1
5000
91 1511
326.9 12.20 12.40 12.60 12.80 13.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54723: Anthracene, tetradecahydro-, (4a.alpha.,8a.alpha.,...
192.0
135.0
5000 670 LA L B L L LB L L
95. 1220 12.40 12,60 12.80 13.00
m/z 149.10 69.99%
\h )
o} R L o O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54694: Anthracene, tetradecahydro-
135.0 192.0
67.0 12.20 12.40 12.60 12.80 13.00
5000 410 95.0 m/z 135.10 45.77%
be3o
o’ ”k” T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54992: 2,4(1H,3H)-Pteridinedione, 1,3-dimethyl-
192.0 12.20 12.40 12.60 12.80 13.00
m/z 177.05 32.44%
5000
80.0 107.0
20 530 | ‘ 135.0 16'40
O P T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 30 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 72

R.T. EstConc Area Relative to ISTD R.T.
12.68 2.74 ng/ul 1118880 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 53
2 5-Nitrothiophene-2-carboxvlic ac... 269 C12H15N04S 1000253-40-0 53
3 1H-Imidazole. 1-ethvl- 96 C5H8N2 007098-07-9 46
4 12-Heptadecvn-1-ol 252 C17H320 056554-76-8 45
5 2,6-Pyridinediethanol, .alpha.,.... 241 C14H27NO2 105694-50-6 43

Abundance Scan 1665 (12.680 min): BM023694.D (-1660) (-) m/z 96.10 100.00%
96.1
5000
67.1
41.1 | 137.1 166.1 12.40 12.60 12.80 13.00
O el " s |..'|..,...'.|,.-.'.'.,.|:..,....,29.9..1,.... rrrreekd | Tm/z 67.10 27.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2821: 2-Cyclopenten-1-one, 3-methyl-
9d.0
5000 67.0 L B BULELLN BRI UL
1240 12.60 12,80 13.00
39.0 m/z 81.05 24 .84%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117911: 5-Nitrothiophene-2-carboxylic acid cyclohexylmeth...
96.0
o a0 1760 1260 1300
5000 m/z 95.05 19.83%
156.0
0.”,”.WMJ.“u”ﬂnﬂnnkw.”.p.”..” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2754: 1H-Imidazole, 1-ethyl- AR EREEE RS
96.0 12.40 12.60 12.80 13.00
m/z 166.10 15.49%
5000
28.0 68.0
o) - .‘...“‘.... .!.. M- e —
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 31 Tripropyl phosphate Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.76 11.83 ng/ul 4833120 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tripropvl phosphate 224 C9H2104P 000513-08-6 90
2 Tripropvl phosphate 224 C9H2104P 000513-08-6 90
3 n-Butvl methvlphosphonofluoridate 154 C5H12F02P 000352-63-6 47
4 Spiroll.3-dioxolane-2.2"(1"H)-na... 196 C12H2002 006857-86-9 28
5 n-Butyl methylphosphonofluoridate 154 C5H12F02P 000352-63-6 28
Abundance Scan 1679 (12.763 min): BM023694.D (-1673) (-) m/z 99.00 100.00%
99.0
5000
130 ﬁﬂ 183.1 12.40 12.60 12.80 13.00
4.0 - : - : :
0 ...,....,l|...ﬁ....',-. b ..11??'.*9..-;...'.,.'...,'....,29.9..1,.... rrreekt | Tm/z 141.00 23.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81478: Tripropyl phosphate
99.0
5000 AR FULEE B
43.0 12.40 12.60 12.80 13.00
141.0 m/z 43.05 18.07%
183.0
o150 880 | bl L 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81477: Tripropyl phosphate
99.0
12.40 1260 12.80 13.00
5000 m/z 123.00 16.47%
141.0
43.0
183.0
0§RMWM§RﬁMT¢ﬂmw$'mtm@%““““W“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27180: n-Butyl methylphosphonofluoridate
99.0 12.40 12.60 12.80 13.00
m/z 41.10 10.70%
5000
41.0
m/z--> ﬁo Jo éo éo 100 150 150 160 180 200 220 240 260 280 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 32 unknown-08 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
12.85 6.45 ng/ul 2637460 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butoxvpropan-2-vl 2.2.2-triflu... 228 C9H15F303 1000367-08-1 47
2 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CI0 034180-11-5 32
3 Propvlene Carbonate 102 C4H603 000108-32-7 23
4 n-Butvl ether 130 C8H180 000142-96-1 23
5 3-Pentanol, 3-(1,1-dimethylethyl... 200 C13H280 041902-42-5 17
Abundance Scan 1694 (12.851 min): BM023694.D (-1688) (-) m/z 57.10 100.00%
57.1
5000
411 ‘ 87.0 U UM SR SRR B
114.1 12.60 12.80 13.00 13.20
o....,....-,|':'..-!i...-'.,.~...,...~'.-,.1?1.-.1,...1??-.1...1,8?;1..,2209;9 m/z 61.05 32.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84852: 1-Butoxypropan-2-yl 2,2 2-trifluoroacetate
57.0
AN
5000 41.0 12.60 12.80 13.00 13.20
87.0 m/z 41.10 24 .21%
o150 | | 114|1.0 1370 155.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl-
57.0
o 260 12180 1300 1350
5000 m/z 87.05 22 .86%
41.0
0 | \‘u Ll I
UL N SRS LRI ILRLLIL LA DAL BRI S SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4228: Propylene Carbonate B A REEEE Ry S
57.0 12.60 12.80 13.00 13.20
m/z 58.05 18.45%
28.0
5000
87.0
0'”'I'”'I'”'I'”'I'”??%P”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 33 6,6-Dimethyl-cyclooct-4-enone Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
13.33 6.73 ng/ul 2748260 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.6-Dimethvl-cvclooct-4-enone 152 C10H160 1000194-10-0 52
2 Cvclohexanone. 2-methvlene-5-(1-... 152 C10H160 015297-07-1 49
3 2-Cvclohexen-1-one. 2-methvl-5-(... 152 C10H160 000499-71-8 49
4 N-(2-Cvano-l1l-methvlvinvDacetamide 124 C6H8N20 027036-87-9 43
5 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 38

Abundance Scan 1775 (13.327 min): BM023694.D (-1770) (-) m/z 82.10 100.00%
84.1
5000 1241
55.0 152.1
39/1 107.1 13.00 13.20 13.40 13.60
0 1811 2041 m/z 124.10 35.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25162: 6,6-Dimethyl-cyclooct-4-enone
8d.0
5000
41.0 670 13.00 13.20 13.40 13.60
' 109.0 152.0 m/z 85.05 30.45%
o 134,0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25266: Cyclohexanone, 2-methylene-5-(1-methylethyl)-
8d.0
13.00 13.20 13.40 13.60 |
5000 m/z 55.05 24 .84Y%
152.0
109.0
0"'|""l""??1'”Hh'“bl'm"l'}?gﬁ"”l""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25343: 2-Cyclohexen-1-one, 2-methyl-5-(1-methylethyl)-, (S)- L e
83.0 13.00 13.20 13.40 13.60
m/z 152 .05 24 .83%
5000
152.0
41.0 109.0
Oﬁ_’_’_‘_,_‘,t_,_,_LLﬁlS'o 9.0 | “\ \‘\ 136'0 .
m/z--> 20 40 60 80 160 150 150 1éo 1éo 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 34 7-Methoxymethyl-2,7-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.76 57.18 ng/ul 23362600 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxvmethvl-2.7-dimethvilcvcl... 164 C11H160 073992-48-0 81
2 Benzenepropanoic acid. .beta...b... 178 C11H1402 001010-48-6 64
3 o-Cvmene 134 C10H14 000527-84-4 62
1-(2-Methoxv-1-methylethvl)-2-me... 164 C11H160 1000210-02-1 59
5 o-Cymene 134 C10H14 000527-84-4 53
Abundance Scan 1849 (13.763 min): BM023694.D (-1836) (-) m/z 119.10 100.00%
119.1
5000 ‘j/w_
91.1 178.1 Y I G
39.1 65.1 13,40 13.60 13.80 14.00
o 145.1 212.1 281.1 340.9 m/z 178.10 26920
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #33693: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-triene
119.0
5000 AU IR B
91.0 13140 13.60 13.80 14.00
410 ‘ m/z 91.10 25.74%
o PR O S| OO
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #43883: Benzenepropanoic acid, .beta.,.beta.-dimethyl-
119.0
13.40 13.60 13.80 14.00
5000 91.0 m/z 117.10 18.56%
41.0 178.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148110Cymene L LA BLELEL LI R BN LI B B
119.0 13.40 13.60 13.80 14.00
m/z 132.10 14.88%
5000
41.0 910
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111319\
Data File : BM023694.D

Aca On : 13 Nov 2019 13:31

Operator :© JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

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 56 (DEL) Alkane: Cyclicl7.58 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
17.58 4.67 ng/ul 1704860 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-2-(2-m... 168 Cl2H24 054411-17-5 50
2 1-Aminocvclopropanecarboxvlic ac... 156 C7H12N202 1000375-50-8 50
3 2(1H)-Pvridinone. 3-hvdroxv- 111 C5H5NO2 016867-04-2 47
4 2-Thiophenecarboxvlic acid. 4-fo... 262 C13H1004S 1000338-38-0 47
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 47
Abundance Scan 2498 (17.580 min): BM023694.D (-2494) (-) m/z 111.10 100.00%
1141
5000 69.1 ‘
41.1
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
139.1 17.20 17.40 17.60 17.80
ol of bl pT 1601 2021 2209 2642 | ns5 G910 47.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36879: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-, (1....
69.0 111.0
20 ato 17130 17140 1760 1780
168.0 m/z 41.10 26 .45%
o.npﬁ”w”¢.h.“”.“..“”w.”..”w.”..”..”.”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28706: 1-Aminocyclopropanecarboxylic acid, N-dimethylamin...
111.0
17.20 17.40 17.60 17.80
5000 420 m/z 81.10 25.63%
83.0
0 15.0 Lo uflly \‘ M‘ ‘ | 1560
m/z--> 20 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6070: 2(1H)-Pyridinone, 3-hydroxy- A B o
111.0 17.20 17.40 17.60 17.80
m/z 55.10 25.05%
5000
55.0
0.”..”.”..”..”u.”..”..”..”..”..”..”..”..”... R e S ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM111319\
Data File : BM023694.D

Acq On : 13 Nov 2019 13:31

Operator : JU

Sample : K5579-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_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]
Benzene, chloro- 4.89 242_.0 ng/ul 40870600 1 7.54 3377470 20.0
(DEL) Alkane: Cyc... 5.29 10.0 ng/ul 1683650 1 7.54 3377470 20.0
Benzene, 1,3-dime... 5.58 14.4 ng/ul 2436910 1 7.54 3377470 20.0
Benzene, (1-methy... 6.05 20.2 ng/ul 3408750 1 7.54 3377470 20.0
3-Heptanone, 5-me... 6.23 11.0 ng/ul 1854750 1 7.54 3377470 20.0
Benzene, 1l-chloro... 6.53 19.6 ng/ul 3300780 1 7.54 3377470 20.0
Acetaldehyde, (3,--.. 7.26 21.2 ng/ul 3575830 1 7.54 3377470 20.0
Benzene, 1,2,3-tr... 7.66 8.9 ng/ul 1503760 1 7.54 3377470 20.0
unknown-01 7.76 20.6 ng/ul 3470520 1 7.54 3377470 20.0
Indane 7.91 15.9 ng/ul 2682620 1 7.54 3377470 20.0
unknown-02 8.45 8.7 ng/ul 1461020 1 7.54 3377470 20.0
(DEL) Alkane: Cyc... 8.54 16.8 ng/ul 2832070 1 7.54 3377470 20.0
unknown-03 8.77 19.0 ng/ul 3209320 1 7.54 3377470 20.0
Triethyl phosphate 9.06 6.2 ng/ul 1263320 2 10.32 4062260 20.0
Benzene, 1,2,4,5-... 9.16 8.8 ng/ul 1785500 2 10.32 4062260 20.0
m-Chloroaniline 9.34 16.2 ng/ul 3289020 2 10.32 4062260 20.0
1H-Indene, 2,3-di... 9.58 7.0 ng/ul 1427180 2 10.32 4062260 20.0
2,4,6-Cycloheptat. .. 9.74 24_.9 ng/ul 5059340 2 10.32 4062260 20.0
unknown-04 9.87 6.7 ng/ul 1364930 2 10.32 4062260 20.0
(DEL) Alkane: Cyc... 10.07 35.9 ng/ul 7282470 2 10.32 4062260 20.0
(DEL) Alkane: Cyc... 10.15 15.1 ng/ul 3059670 2 10.32 4062260 20.0
Bicyclo[4.1.0]hep... 10.73 10.4 ng/ul 2115690 2 10.32 4062260 20.0
Phenol, 2,3,6-tri... 10.92 15.1 ng/ul 3075770 2 10.32 4062260 20.0
unknown-05 11.34 6.0 ng/ul 1212750 2 10.32 4062260 20.0
unknown-06 11.53 8.1 ng/ul 1635580 2 10.32 4062260 20.0
Phenol, p-tert-bu... 11.69 92.1 ng/ul 18706800 2 10.32 4062260 20.0
(DEL) Alkane: Cyc... 11.96 5.4 ng/ul 1102450 2 10.32 4062260 20.0
unknown-07 12.17 8.3 ng/ul 1675710 2 10.32 4062260 20.0
Anthracene, tetra... 12.60 7.5 ng/ul 3050150 3 14.20 8172240 20.0
2-Cyclopenten-1-o... 12.68 2.7 ng/ul 1118880 3 14.20 8172240 20.0
Tripropyl phosphate 12.76 11.8 ng/ul 4833120 3 14.20 8172240 20.0
unknown-08 12.85 6.5 ng/ul 2637460 3 14.20 8172240 20.0
6,6-Dimethyl-cycl... 13.33 6.7 ng/ul 2748260 3 14.20 8172240 20.0
7-Methoxymethyl-2_.. 13.76 57.2 ng/ul 23362600 3 14.20 8172240 20.0
(DEL) Alkane: Cyc... 17.58 4.7 ng/ul 1704860 4 16.94 7306410 20.0
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