LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 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-BM0O90420MA .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 3.763 128 132 137 rVB 82254 100824 2.54% 0.191%
2 4.187 199 204 211 rVB 139406 210117 5.30% 0.399%
3 4.857 312 318 326 rVB 752664 1045613 26.37% 1.985%
4 4.993 336 341 346 rvv2 82013 115495 2.91% 0.219%
5 5.187 369 374 381 rVB2 107942 179574 4_.53% 0.341%
6 5.463 416 421 427 rVB 50447 75357 1.90% 0.143%
7 5.804 472 479 486 rBV3 47328 99620 2.51% 0.189%
8 6.010 506 514 518 rBV2 84964 194879 4.92% 0.370%
9 6.192 541 545 551 rBV 53675 90860 2.29% 0.172%
10 6.245 551 554 558 rVvV 63507 89993 2.27% 0.171%
11 6.492 590 596 602 rBV 47221 80443 2.03% 0.153%

12 6.687 621 629 641 rBVv3 133355 307191 7.75% 0.583%
13 6.840 650 655 661 rvv 359487 557051 14.05% 1.057%
14 6.898 661 665 668 rvv 44075 70804 1.79% 0.134%
15 6.934 668 671 682 rVvB2 90382 133383 3.36% 0.253%

16 7.034 682 688 697 rBv2 516624 859461 21.68% 1.631%

17 7.157 704 709 716 rVB3 47498 86674 2.19% 0.165%
18 7.492 759 766 771 rBV 486060 800273 20.18% 1.519%
19 7.610 782 786 792 rVB 47088 80920 2.04% 0.154%

20 7.863 821 829 836 rBv2 100255 174534 4._.40% 0.331%

21 8.210 882 888 897 rvB 352420 546188 13.78% 1.037%
22 8.475 926 933 940 rBV7 37030 94709 2.39% 0.180%
23 8.592 946 953 956 rvv3 85640 150643 3.80% 0.286%
24 8.639 956 961 971 rvVv 446795 773703 19.51% 1.469%
25 8.728 971 976 986 rVBS8 54129 139375 3.52% 0.265%

26 8.822 986 992 1002 rBV 109075 223106 5.63% 0.424%
27 8.998 1016 1022 1028 rBV5 54083 101501 2.56% 0.193%
28 9.122 1037 1043 1049 rvVvB2 78375 125489 3.17% 0.238%
29 9.357 1077 1083 1095 rVB 402704 698898 17.63% 1.327%
30 9.539 1108 1114 1122 rBv4 105052 213354 5.38% 0.405%

31 9.686 1130 1139 1148 rBV10 48424 126298 3.19% 0.240%
32 9.816 1155 1161 1167 rVB 98422 189934 4._.79% 0.361%
33 9.892 1167 1174 1183 rBV2 686149 1172176 29.57% 2.225%
34 10.086 1203 1207 1215 rVB3 49555 86888 2.19% 0.165%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 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-BMO90420MA .M
= SVOA CALIBRATION

35 10.263 1231 1237 1242 rBV 601885 938302 23.67% 1.781%

36 10.322 1242 1247 1250 rVV6 51481 109842 2.77% 0.209%

37 10.351 1250 1252 1255 rVv4 44480 61140 1.54% 0.116%
38 10.404 1255 1261 1273 rVB 597123 1134216 28.61% 2.153%
39 10.957 1350 1355 1359 rVV5 34903 60773 1.53% 0.115%
40 11.075 1368 1375 1384 rBV5 32912 115815 2.92% 0.220%
41 11.298 1409 1413 1423 rVB4 36441 87806 2.21% 0.167%
42 11.627 1460 1469 1476 rBV 2515249 3964709 100.00% 7.526%
43 12.116 1548 1552 1557 rVB3 44532 68839 1.74% 0.131%

44 12.186 1561 1564 1570 rVB2 66053 102011 2.57% 0.194%
45 12.392 1594 1599 1606 rVB2 67177 124416 3.14% 0.236%

46 12.698 1645 1651 1659 rVB 475371 687065 17.33% 1.304%
47 12.945 1687 1693 1698 rVV5 42655 93998 2.37% 0.178%
48 12.998 1698 1702 1709 rVB3 53646 104216 2.63% 0.198%
49 13.069 1709 1714 1724 rBV3 69043 142013 3.58% 0.270%
50 13.280 1744 1750 1756 rBV6 62052 147968 3.73% 0.281%

51 13.421 1771 1774 1781 rVB5 35820 81054 2.04% 0.154%
52 13.568 1792 1799 1804 rVV 1279619 1817185 45.83% 3.449%
53 13.616 1804 1807 1811 rVB2 64248 85275 2.15% 0.162%
54 13.751 1827 1830 1834 rBV4 48801 72258 1.82% 0.137%

55 13.833 1838 1844 1852 rVB 1373064 2052901 51.78% 3.897%

56 13.974 1863 1868 1877 rVB2 105160 195243 4.92% 0.371%
57 14.074 1881 1885 1891 rVB7 49671 76396 1.93% 0.145%
58 14.145 1891 1897 1902 rBV 1047472 1525777 38.48% 2.896%
59 14.198 1902 1906 1913 rVB 132672 192572 4._86% 0.366%
60 14.380 1927 1937 1941 rBV5 76981 194764 4.91% 0.370%

61 14.698 1988 1991 1995 rVB 54794 70161 1.77% 0.133%
62 14.910 2021 2027 2037 rBV 742810 977266 24.65% 1.855%
63 15.021 2042 2046 2048 rBV 48958 69866 1.76% 0.133%

64 15.057 2048 2052 2058 rVv4 105148 197840 4._.99% 0.376%
65 15.145 2061 2067 2076 rVB 1772444 2529526 63.80% 4.802%

66 15.268 2083 2088 2096 rBV 546353 768272 19.38% 1.458%
67 15.404 2105 2111 2116 rVB 374840 477093 12.03% 0.906%
68 15.668 2149 2156 2164 rBV 1035599 1496680 37.75% 2.841%
69 15.851 2180 2187 2192 rBV 1223609 2027864 51.15% 3.849%
70 15.910 2192 2197 2203 rVB6 85354 215709 5.44% 0.409%

71 16.051 2217 2221 2233 rVB 176505 249097 6.28% 0.473%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 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-BMO90420MA .M
= SVOA CALIBRATION

72 16.180 2238 2243 2248 rBV2 712129 1016904 25.65% 1.930%
73 16.433 2282 2286 2296 rVB4 98834 166446 4._.20% 0.316%
74 16.768 2339 2343 2349 rBV 57734 84732 2.14% 0.161%
75 16.892 2358 2364 2370 rBV 1324675 1771067 44.67% 3.362%

76 16.992 2375 2381 2391 rBV 1984341 2780815 70.14% 5.279%
77 17.515 2465 2470 2476 rBV2 307771 463794 11.70% 0.880%
78 17.580 2476 2481 2487 rVV 468237 614606 15.50% 1.167%
79 17.821 2518 2522 2525 rBV 110191 145982 3.68% 0.277%

80 17.862 2526 2529 2533 rVB 75532 97932 2.47% 0.186%
81 18.086 2564 2567 2574 rVB 60477 94915 2.39% 0.180%
82 18.251 2591 2595 2600 rVB 134842 172872 4_36% 0.328%
83 18.580 2649 2651 2657 rVB2 51254 64463 1.63% 0.122%
84 18.845 2692 2696 2700 rVB3 55043 66830 1.69% 0.127%
85 18.892 2701 2704 2707 rBV 53372 68369 1.72% 0.130%

86 19.045 2728 2730 2736 rVB 107622 127597 3.22% 0.242%
87 19.292 2767 2772 2778 rBV 2298581 3156402 79.61% 5.992%
88 19.356 2779 2783 2791 rVB 488643 650170 16.40% 1.234%
89 19.515 2807 2810 2815 rBV 91978 112480 2.84% 0.214%
90 19.603 2821 2825 2836 rVB2 209422 301429 7.60% 0.572%

91 19.756 2849 2851 2856 rVB 74317 85823 2.16% 0.163%
92 19.809 2857 2860 2864 rVB5 71447 82650 2.08% 0.157%
93 20.045 2897 2900 2904 rVB2 106399 119446 3.01% 0.227%
94 20.362 2951 2954 2959 rBV2 190308 230015 5.80% 0.437%
95 20.839 3032 3035 3044 rBV3 100755 135800 3.43% 0.258%

96 21.097 3074 3079 3084 rVB 1416711 1758038 44.34% 3.337%
97 21.227 3098 3101 3106 rVB 103886 124183 3.13% 0.236%
98 22.127 3251 3254 3262 rVB2 214630 341709 8.62% 0.649%
99 23.103 3414 3420 3428 rVB 1602788 2741259 69.14% 5.203%
100 23.233 3437 3442 3457 rVB 991884 1793106 45.23% 3.404%

Sum of corrected areas: 52681090
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M
SVOA CALIBRATION

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

Abundance TIC: BM027491.D
2500000 1163

2000000

1500000

1000000

4.86

500000

49519 546 5,86, 086126645 101969230

0o\ A A A Pal A A
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM027491.D
2500000 19.29

16.99
2000000 15.14
16.49
1500000 13, 5}3. 83 15.85
14.14 15.67
1000000
500000

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM027491.D

2500000

23.10
2000000
21.10
1500000 p3.23
1000000
22.13
5000001 20.84 1.23 N N
O e L o L o o RSN A o o B B LA A e e o L e

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 1,3-Oxathiolane Concentration Rank 12

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

4.19 5.25 ng/ul 210117 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 94
2 3-Thietanol 90 C3H60S 010304-16-2 53
3 Thiourea. methvl- 90 C2H6N2S 000598-52-7 50
4 1.3-Oxathiolane 90 C3H60S 002094-97-5 43
5 Acrolein, 2-chloro- 90 C3H3cCIO 000683-51-2 36

Abundance Scan 205 (4.193 min): BM027491.D (-199) (-) m/z 90.00 100.00%
60
5000 45

3.80 4.00 4.20 4.40 4.60

72 101 116 207

o SN T CHL LU m/z 60.00 89.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2279: 1,3-Oxathiolane
20
5000 45 LA L [ L L LB L LB
3.80 4.00 4.20 4.40 4.60
o7 m/z 59.00 62.07%
0! B o o o o L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
920
46
3.80 4.00 4.20 4.40 4.60
5000 m/z 45.00 49.23%
61
Ot T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2235: Thiourea, methyl-
920 3.80 4.00 4.20 4.40 4.60
m/z 61.00 22 .57%
5000 30
57
43
15 ‘ Ll 7\4
Ottt e e R e e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Butanamide, 3,3-dimethyl- Concentration Rank 22

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

4.99 2.89 ng/ul 115495 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 72
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 64
3 s-Trioxane. 2.4.6-triethvl- 174 C9H1803 002396-42-1 50
4 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 50
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 45

Abundance Scan 341 (4.993 min): BM027491.D (-336) (-) m/z 59.05 100.00%
59
5000
43 7
115 460 4.80 5.00 5.20 5.40
o olgaer D As 18207 57 05 38.200%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7830: Butanamide, 3,3-dimethyl-
59
5000
460 4.80 5.00 5.20 5.40
a1 m/z 43.10 23.58%
o 71 g3 100 1}5
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
59
87 460 4.80 5.00 5.20 5.40
5000 m/z 41.05 22 .30%
41
29
0 '}?I""I""I"Z%I "'}?}"'I""I"" DR SN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41627: s-Trioxane, 2,4,6—triethy|— LI L L B L B B
59 460 4.80 5.00 5.20 5.40
m/z 73.05 16.05%
5000
117
31
oL 15 | 43 | 74 8 101_| 145 173
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 2-methyl-2-(2-methyl-3-thie... Concentration Rank 16

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

5.19 4.49 ng/ul 179574 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvl-2-(2-methvl-3-thienvlth... 230 C10H14S3 1000365-97-2 50
2 Isopropvl isothiocvanate 101 C4H7NS 002253-73-8 47
3 3H-1.2.4-Triazole-3-thione. 1.2-... 101 C2H3N3S 003179-31-5 43
4 3H-1.2.4-Triazole-3-thione. 1.2-... 101 C2H3N3S 003179-31-5 38
5 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 38

Abundance Scan 375 (5.193 min): BM027491.D (-369) (-) m/z 55.05 100.00%
101
5000
a3 86 129
7 480 500 520 5.40 5.60
o s 2P Th/7101.00  83.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85483: 2—methyl—2—(2—(bmethyl—3—thienylthio)—tetrahydro—thi ..
101
5000 S SRS RN L L
59 480 500 520 5.40 5.60
45 85 130 m/z 57.00 50.26%
27 71 | 230
o} I e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
101
41
4.80 500 520 5.40 5.60
5000 27 m/z 91.05 32.19%
60 86
15 72
e S S IR R L B RS L B SRS WA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4013: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101 480 500 520 5.40 5.60
m/z 59.05 20.31%
42
5000
sg'T
0'“'|“”'”M“w'”“l'“'W“"w"w"“l'“'l“"w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-01 Concentration Rank 31

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

5.80 2.49 ng/ul 99620 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-methoxvbutvl... 158 C8H1403 002768-07-2 42
2 Butanal. 3-methvl-. oxime 101 C5H11NO 000626-90-4 40
3 6-Methvl-2-heptanol. methvl ether 144 C9H200 1000365-52-0 37
4 1-Butanol. 3-methoxv-. acetate 146 C7H1403 004435-53-4 36
5 1-(1-Methoxypropan-2-yloxy)propa... 244 C9H15F304 1000367-08-7 33

Abundance Scan 478 (5.798 min): BM027491.D (-472) (-) m/z 59.05 100.00%
59
5000
43 71
97 115 540 560 580 6.00 6.20
O‘WJ“«%J» g 126 207 m/z 71.10 20.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30045: 2-Propenoic acid, 3-methoxybuty! ester
5p
5000
- n 540 560 580 6.00 6.20
m/z 43.05 18.71%
15 43 86
o 99 113 127
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
43 540 560 580 6.00 620
5000 m/z 40.95 17.22%
27 86
15 73 101
L L U L S L S S S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21171: 6-Methyl-2-heptanol, methyl ether R AN R o
50 540 560 580 6.00 6.20
m/z 55.10 15.85%
5000
L1524 || 70 84 97 112 129 143
m/z--> 20 40 60 80 100 120 140 160 180 200 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 3-Heptanone, 5-methyl- Concentration Rank 36

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

6.19 2.27 ng/ul 90860 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 80
2 3-Octanone 128 C8H160 000106-68-3 53
3 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 52
4 3-Octanone 128 C8H160 000106-68-3 52
5 3-Octanone 128 C8H160 000106-68-3 50

Abundance Scan 545 (6.192 min): BM027491.D (-541) (-) m/z 57.10 100.00%
7 M
5000
5.80 6.00 6.20 6.40 6.60
of m/z 71.10 96 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12502: 3-Heptanone, 5-methyl-
20 48 57
71
5000
99 5.80 6.00 6.20 6.40 6.60
m/z 43.05 78.21%
15 128
0 ST N L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
29 NS NAREE RSN R L
5.80 6.00 6.20 6.40 6.60
5000 71 m/z 73.10 75.80%
99
oL.15 85 113'%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12526: 3-Heptanone, 6-methyl-
09 4B 57 5.80 6.00 6.20 6.40 6.60
71 m/z 72.10 57.01%
5000 99
128
Y IIII'l"‘l""‘ll""'I""I""I""I""IIIII I S S B D
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\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Ethane, 1,1"-oxybis[2-methoxy- Concentration Rank 37

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

6.25 2.25 ng/ul 89993 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1"-oxvbisl2-methoxv- 134 C6H1403 000111-96-6 83
2 Ethane. 1.1"-oxvbisl2-methoxv- 134 C6H1403 000111-96-6 74
3 Ethvl 2-(2-(2-methoxvethoxv)etho... 206 C9H1805 1000366-89-0 64
4 Ethene. (2-ethoxv-1-methoxvethoxv)- 146 C7H1403 054063-18-2 56
5 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 47

Abundance Scan 555 (6.251 min): BM027491.D (-551) (-) m/z 59.05 100.00%
59
5000
45 a9
6.00 6.20 6.40 6.60
Ol v prerrrepherre 2 e e o | M/Z 58.05  38.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15105: Ethane, 1,1'-oxybis[2-methoxy-
59
5000
6.00 6.20 6.40 6.60
29 45 89 m/z 45.00 33.69%
0 15 A .75 | 102
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
6.00 6.20 6.40 6.60
5000 m/z 89.00 29.95%
45
31
15 89
72 102
G S S L S UL UL L I WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66501: Ethyl 2-(2-(2-methoxyethoxy)ethoxy)acetate
59 6.00 6.20 6.40 6.60
m/z 43.00 11.53%
45
5000
29 103 131
89
0 1\5 \‘M \‘\ 1y \73 \‘ ! 117 “\ 147 161 174
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Benzene, propyl- Concentration Rank 42

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

6.49 2.01 ng/ul 80443 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 Benzene. propvl- 120 C9H12 000103-65-1 74
3 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 72
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 64
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64

Abundance Scan 596 (6.492 min): BM027491.D (-590) (-) m/z 91.00 100.00%
o
5000
65 120 6.20 6.40 6.60 6.80
51 105 . . . .
o Ny vl OO ,!,,, e 28l Tm/z 12000 17.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
il
5000 L UL UL LN A
6.20 6.40 6.60 6.80
120 m/z 65.00 14 .80%
39 % |05
O o B B o oS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
6.20 6.40 6.60 6.80
5000 m/z 92.00 12.56%
65 120
oL15 39 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94290: 1,2-Ethanediamine, N,N'*-bis(phenylmethyl)-
il 6.20 6.40 6.60 6.80
0
120 m/z 78.00 7.52%
5000
30 65 106
oL15 | o917 || 135149 173 194208 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Benzene, 1,2,4-trimethyl- Concentration Rank 39

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

7.16 2.17 ng/ul 86674 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 86
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 70
4 Mesitvlene 120 C9H12 000108-67-8 70
5 Mesitylene 120 C9H12 000108-67-8 70

Abundance Scan 709 (5.157 min): BM027491.D (-704) (-) m/z 105.00 100.00%
73 105

5000

6.80 7.00 7.20 7.40

0 m/z 73.00 83.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120

6.80 7.00 7.20 7.40
m/z 120.10  44.05%

28 g 77 91

e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

105
6.80 7.00 7.20 7.40
5000 120 m/z 55.05 29.39%
39
7
25

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

Abundance #9412: Benzene, 1,2,3-trimethyl- L B
6.80 7.00 7.20 7.40

m/z 43.00 25.07%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Mesitylene Concentration Rank 41

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

7.61 2.02 ng/ul 80920 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87

Abundance Scan 786 (7.610 min): BM027491.D (-782) (-) m/z 105.00 100.00%
105
5000
120
77 91
39 51 65 7.20 7.40 7.60 7.80 8.00
bl b 20722 55 90 35, 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9402: Mesitylene
105
120 A
L A
5000 | UL LR
7.20 7.40 7.60 7.80 8.00
m/z 76.95 15.38%
27 39 51 g5 7 91 |
) I — ..I..".'...I S IIII ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 7.20 7.40 7.60 7.80 8.00
5000 m/z 91.00 15.20%

77 91
15 27 39 51 65

O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 7.20 7.40 7.60 7.80 8.00
m/z 119.10 11.02%
5000 120
28 39 g5

o.%‘.‘,.‘...,..w.,....H,..‘..,‘l‘..‘.‘,....,.... S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Indane Concentration Rank 17

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

7.86 4.36 ng/ul 174534 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 83
2 Indane 118 C9H10 000496-11-7 81
3 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 74
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72

Abundance Scan 828 (7.857 min): BM027491.D (-821) (-) m/z 117.05 100.00%
117
5000
63 91 U L R R
39 51 75 103 146 207 7.60 7.80 8.00 8.20
0 e e o m/z 118.00 57.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 P
7.60 7.80 8.00 8.20
o1 m/z 115.00 36.39%
ol 15 27 39 51 63 77 7" 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
7.60 7.80 8.00 8.20
5000 m/z 91.00 18.09%
39 &g 91
ol 13 21 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8954: (2)-1-Phenylpropene
117 7.60 7.80 8.00 8.20
m/z 62.95 12.01%
5000 o1
39 5163 77 | 103
|||1|5||2‘|7||‘|||‘||‘|‘U||NH||‘|‘=||“||||‘|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-02 Concentration Rank 34

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

8.47 2.37 ng/ul 94709 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenamide. N.2.3-trimethvl- 127 C7H13NO 001186-87-4 47
2 Pentanoic acid. 4-methvl-4-nitro... 175 C7H13NO4 016507-02-1 37
3 Difluoroisothiocvanatophosphine 127 CF2NPS 1000306-12-2 35
4 9-Oxabicvclol6.1.01lnonane. 1-met... 140 C9H160 052954-47-9 35
5 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 27

Abundance Scan 932 (8.469 min): BM027491.D (-926) (-) m/z 43.05 100.00%
69
97 127
5000 55
81 11 RN RS RS S
|| | 142 221 8.20 8.40 8.60 8.80
ol e m/z 69.00 82.70%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #11845: 2-Butenamide, N,2,3-trimethyl-
a1 6
127
97
5000
8.20 8.40 8.60 8.80
07 58 112 m/z 127.00 59.83%
Ol'h'wh'JJw I'|8'4"!'l'"'|'!"|""|""|""|""|"
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69
B S ARAS ARl A AR
8.20 8.40 8.60 8.80
5000 a1 97 m/z 41.05 57.63%
129
55 114
85 144
R L L L L B L L B B L W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11933: Difluoroisothiocyanatophosphine e AR mam
69 127 8.20 8.40 8.60 8.80
m/z 97.05 55.82%
5000
58
L P T 108
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1éo 2(')0 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-03 Concentration Rank 20

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

8.73 3.48 ng/ul 139375 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid. .alpha.-a... 249 C10H10F3NO3 1000318-85-5 38
2 1.2.3.4-Pentadecanetetrol. T2R-(... 276 C15H3204 136953-05-4 17
3 1.2.3.4-Undecanetetrol. [2R-(2R*... 220 C11H2404 137036-71-6 17
4 dl-Homoserine 119 C4H9NO3 001927-25-9 17
5 Propanoic acid 74 C3H602 000079-09-4 17

Abundance Scan 976 (8.728 min): BM027491.D (-971) (-) m/z 74.00 100.00%
74
5000
43
6 96109 134 281 8.40 8.60 8.80 9.00
0 m/z 73.05 45 _.95Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101078: Benzenepropanoic acid, .alpha.-amino-4-(trifluoro...
74
5000 ISR SRS SRR AR
" 175 8.40 8.60 8.80 9.00
0
91 109 - m/z 80.95 43 .29%
o 6 134148 189 231 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
'840 8.60 880 9.00
5000 m/z 69.00 39.87%
56
41 o7
o 27 111125 152166 185199215 240 257 277
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77004: 1,2,3,4-Undecanetetrol, [2R-(2R*,3S*,45%)]- L L B B B
74 8.40 8.60 8.80 9.00
m/z 42.95 33.37%
5000
56
41 159
oo b Jdl g, 9 1L 120 Tl e 202
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 140 160 180 200 220 240 2('30 25';0 8.210 8.%0 8.|8O 9.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 3-Octanol, 3,7-dimethyl- Concentration Rank 11

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

8.82 5.58 ng/ul 223106 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 53
2 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 40
3 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 38
4 Isopropvl 5.11-dihvdroxyv-3.7.11-... 314 C18H3404 1000223-34-1 35
5 3-Nonanol, 3-methyl- 158 C10H220 021078-72-8 25

Abundance Scan 992 (8.822 min): BM027491.D (-986) (-) m/z 73.05 100.00%
3
5000
111129, 8.40 860 8.80 9.00 9.20
0....,....,|...E}.]',..' b LB Tz 69.05 36.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29655: 3-Octanol, 3,7-dimethyl-
3
5000 A LS I AR LA
8.40 8.60 8.80 9.00 9.20
175 1 m/z 43.05 22.08%
27 129
7 143
o) | Y . Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
8.40 860 8.80 9.00 9.20
5000 m/z 55.10 21.67%
55
P il g7 1129943
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29642: 3-Octanol, 3,6—dimethy|— [Tr T[T rrr[rrrr[rrrr[r
73 8.40 8.60 8.80 9.00 9.20
m/z 41.05 13.19%
5000
o9 55
ol 15 H Lol et s
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-04 Concentration Rank 40

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

9.00 2.16 ng/ul 101501 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 38
2 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 30
3 Pentvlidenecvclohexane 152 C11H20 039546-79-7 30
4 4.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 27
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 27

Abundance Scan 1022 (8.998 min): BM027491.D (-1016) (-) m/z 109.10 100.00%

5000 137152

8.60 8.80 9.00 9.20 9.40

0! m/z 108.00 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25430: Neopentylidenecyclohexane
69
5000 4l
55 8.60 8.80 9.00 9.20 9.40
27 m/z 81.00 88.82%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109
43 NG AR SR
8.60 8.80 9.00 9.20 9.40
5000 67 m/z 98.90  79.75%
137
81 152
0 95 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25419: Pentylidenecyclohexane
7 8.60 8.80 9.00 9.20 9.40
109 m/z 67.00 75.94%

5000

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-05 Concentration Rank 25

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

9.12 2.67 ng/ul 125489 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 35
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 25
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 18
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 18
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 15

Abundance Scan 1043 (9.122 min): BM027491.D (-1037) (-) m/z 57.05 100.00%
7
83
119
5000
3 IIIIIIIIIIIIII|IIII
101 8.80 9.00 9.20 9.40
43 267
o |.b| o % w/z 83.05  68.85%
m/z--> 50 100 150 200 250 300 350
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
7
5000
83 8.80 9.00 9.20 9.40
29 m/z 119.05 56.80%
103
| 125143
0 RN e e T VL
m/z--> 50 100 150 200 250 300 350
Abundance
119
8.80 9.00 9.20 9.40
5000 m/z 41.05 54 _.04%
L s WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #14839: Benzene, l,3—diethy|— L L LB L N N BN |
119 8.80 9.00 9.20 9.40
m/z 81.95 31.71%
5000
91
39
BT B 1 N S
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\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 15

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

9.54 4_.55 ng/ul 213354 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 89
2 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 024903-95-5 70
3 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 024903-95-5 52
4 N-Methoxv-2-carbomenthvloxvaziri... 255 C14H25N03 060999-67-9 50
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 47

Abundance Scan 1114 (9.539 min): BM027491.D (-1108) (-) m/z 83.05 100.00%
a3
55
5000 a1 67 95
109
12|3 138 207 9.20 9.40 9.60 9.80
0 o I o I e m/z 55.00 52.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
a3
5000 55 AR AR S
41 95 9.20 9.40 9.60 9.80
2! 67 109, m/z 81.00 46.56%
138
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
9.20 9.40 9.60 9.80
5000 55 m/z 67.10 41.86%
41
95
27
69 109 153 138
G L UL S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17629: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl- A ma s
83 9.20 9.40 9.60 9.80
m/z 95.05 38.96%
55
5000
95
H L\ P
0...|.. H \H ‘H‘ ”l..‘.‘l.‘.“..i‘....‘|....|....|....|.... \""'I""I""I""I
m/z--> 20 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 4H-1,3-Benzodioxin Concentration Rank 24

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

9.69 2.69 ng/ul 126298 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.3-Benzodioxin 136 C8H802 000254-27-3 68
2 1.3-Hexadien-5-vne 78 C6H6 010420-90-3 62
3 Benzene 78 C6H6 000071-43-2 62
4 Benzene 78 C6H6 000071-43-2 62
5 Salicyl alcohol 124 C7H802 000090-01-7 59

Abundance Scan 1140 (9.692 min): BM027491.D (-1130) (-) m/z 78.00 100.00%
5000
9.40 9.60 9.80 10.00
(o} m/z 119.00 45_.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16276: 4H-1,3-Benzodioxin
78
5000
51 106 9.40 9.60 9.80 10.00
136 m/z 106.10 38.32%
63
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
78
9.40 9.60 9.80 10.00
5000 52 m/z 136.10 37.18%
39
26 63
G R S L S WL L L WL B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1018: Benzene
78 9.40 9.60 9.80 10.00
m/z 77.00 27 .63%
5000
39
0'|?§'Jw'w'|'“'u""w'"|"”|""|”"|"'w"" RN L N B
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-06 Concentration Rank 18

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

9.82 4_.05 ng/ul 189934 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 45
2 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 43
3 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 43
4 Z-1-Methoxv-2-hexene 114 C7H140 1000279-60-9 43
5 2-Butene, 1l-methoxy-, (E)- 86 C5H100 010034-14-7 38

Abundance Scan 1162 (9.822 min): BM027491.D (-1155) (-) m/z 71.10 100.00%
7
43
5000

136 9.60 9.80 10.00 10.20

193207

01 m/z 43.00 58.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1746: 3-Methoxybut-1-ene
7L
41
55
5000 LA B L L L L L LB
86 9.60 9.80 10.00 10.20
m/z 69.10 55.33%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
41
55 9.60 9.80 10.00 10.20
5000 m/z 41.00 32.49%
2 86
7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1739: 3-Methoxybut-1-ene L L  m e
7 9.60 9.80 10.00 10.20
a1 m/z 85.95 31.81%
55
5000 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 980 10. OO 10.20

SOM-EPA-BMO90420MA_.M Mon Sep 21 17:25:12 2020 Page: 22



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 unknown-07 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.34 ng/ul 109842 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 3-methvl-. ethv... 128 C7H1202 000638-10-8 32
2 2-Butenoic acid. 3-methvl-. meth... 114 C6H1002 000924-50-5 22
3 Norbornane. 2-isobutvl- 152 C11H20 018127-14-5 22
4 Bicvclol2.2.1Theptane. 2-butvl- 152 C11H20 061177-16-0 18
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 14
Abundance Scan 1247 (10.322 min): BM027491.D (-1242) (-) m/z 83.00 100.00%
a3
95
5000
67 109 128 \,
137 RN BSURR B
|| N ‘ 119 182 10.00 10.20 10.40 10.60
| S SN RNENR A 5 VY PR R AN i m/z 95.10 55.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12310: 2-Butenoic acid, 3-methyl-, ethyl ester
a3
5000 ISUNABRAUUARRR BARERARRE
- 55 128 10.00 10.20 10,40 10.60
39 100 m/z 67.05 36.52%
dows | ]l e || | u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
83
10.00 10.20 10.40 10.60
5000 55 114 m/z 55.10 32.63%
39
o 31 73 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25426: Norbornane, 2-isobutyl- e A REEEEEaES
95 10.00 10.20 10.40 10.60
67 m/z 109.10 30.90%
5000
41 81
5 109
| ‘ I | 124 137 152
0”P”W”AL”“””NNW””LWMM”P”W””P”WJ”P”H””H”W' RN BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10,40 10.60

SOM-EPA-BMO90420MA_.M Mon Sep 21 17:25:13 2020 Page: 23



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 2-Ethoxy-4-methylphenol Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.47 ng/ul 115815 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethoxv-4-methvIphenol 152 C9H1202 002563-07-7 90
2 Acetamide. 2-(2-pvridvithio)-N-T... 352 C19H16N203S 313400-58-7 53
3 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 52
4 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 50
5 1,2-Benzenediol, 3-methyl- 124 C7H802 000488-17-5 50
Abundance Scan 1374 (11.069 min): BM027491.D (-1368) (-) m/z 124.10 100.00%
78 124
55 152
5000
107
3 I|| l | 207 10.80 11.00 11.20 11.40
0 Wdd tot Voo m/z 78.00 98.27%
m/z--> 50 100 150 200 250 300 350
Abundance #25965: 2-Ethoxy-4-methylphenol
124 152
5000 78 SRR SUNILE B SRR
10.80 11.00 11.20 11.40
55 95 m/z 123.10 70.40%
0...ll'llllu'llull.‘.l'l'lu... ——— ——— ——— e
m/z--> 50 100 150 200 250 300 350
Abundance
152
124 10.80 11.00 11.20 11.40
5000 78 m/z 152.10 69.96%
41
o 5g |, 103 172 201 258 255 o283 352
L L L L LN U L L
m/z--> 50 100 150 200 250 300 350
Abundance #10436: 1,2-Benzenediol, 4-methyl-
124 10.80 11.00 11.20 11.40
m/z 55.10 66.06%
5000 8
51
107
0.%?Lﬂhﬁhh JIW N .
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 Phenol, p-tert-butyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.63 84 .51 ng/ul 3964710 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 96
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 87
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 87
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 83
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81

Abundance Scan 1469 (11.627 min): BM027491.D (-1460) (-) m/z 135.05 100.00%
135
5000 107
65 /7 95 150 LIS SUNRAA B B
39 51 119 11.40 11.60 11.80 12.00
Oty LSOl s 200221 m/z 107.10 48.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23712: Phenol, p-tert-butyl-
135
5000 LIS UL SULRULE S B
107 1140 11.60 11.80 12.00
150 m/z 150.10 19.50%
77 95
15 27 ” 53 65 17 119
m/z--> 20 40 eb 80 160 150 140 160 180 200 220
Abundance
135
' 11.40 11.60 11.80 12,00
5000 m/z 77.00 14.81%
107
41
95 150
27 | 53 65 77 119
O L e B L e B e
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #23713: Phenol, p-tert-butyl- T T TR
135 11.40 11.60 11.80 12.00
m/z 95.00 14.63%
5000
107
150
H o T | s
0, At PR P o
m/z--> 80 100 120 140 160 180 200 220 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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-08 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.19 2.17 ng/ul 102011 Naphthalene-d8 10.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. bis(l-methvlp... 216 C11H2004 032260-07-4 35
2 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 30
3 2.7-Dimethvl-4_.6-dioxanonane 160 C9H2002 1000334-82-5 16
4 3-Pentanol. 3-(1.l1-dimethvlethvl... 200 C13H280 041902-42-5 14
5 Formic acid, l-tert-butoxyprop-2... 160 C8H1603 1000368-95-6 14
Abundance Scan 1565 (12.192 min): BM027491.D (-1561) (-) m/z 57.05 100.00%
57
5000

11.80 12.00 12.20 12.40 12.60

0! m/z 46.05 43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73895: Propanedioic acid, bis(1-methylpropyl) ester
57
41 87
5000 105 |....|....|....“{\....|..
11.80 12.00 12.20 12.40 12.60
125 143 m/z 87.05 36.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
11.80 12.00 12.20 12.40 12.60
5000 m/z 74.00 30.05%
41 87
2 71 101118

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31412: 2,7-Dimethyl-4,6-dioxanonane

11.80 12.00 12.20 12.40 12.60
m/z 45.00 24 .14%

5000

131

145159
S e e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Tripropyl phosphate Concentration Rank 7

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

12.70 9.01 ng/ul 687065 Acenaphthene-d10 14.14

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 83
3 n-Butvl methvilphosphonofluoridate 154 C5H12F02P 000352-63-6 47
4 Methvlphoshonic acid. fluoroanhv... 170 C5H12F0O3P 1000273-54-6 28
5 Spiro[1,3-dioxolane-2,2"(1"H)-na... 196 C12H2002 006857-86-9 28

Abundance Scan 1651 (12.698 min): BM027491.D (-1645) (-) m/z 99.00 100.00%
9o
5000
43 141 Tr[rrrryrrrrrprrrr|rrrrr
111 153 183 12.40 12.60 12.80 13.00
65 82 |
0...,....-,-....,....,....,....,l.'...-;.... 167 1195209228 | h77 141.00 24.92%
m'z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81477: Tripropyl phosphate
90
5000 LA L L L L L L L L L B
141 12:40 12,60 12.80 13.00
43 m/z 123.00 15.96%
2 82 111 153 183
15 27 || 59 | . 167 | 195 209 224
.
mz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
99
12.40 12.60 12.80 13.00
5000 43 m/z 43.05 15.85%
141
123
27 183
oL 15 59 82 11 153165 195 209 225
e T o = OB R L
mz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27180: n-Butyl methylphosphonofluoridate B LR B et et S
99 12.40 12.60 12.80 13.00
m/z 41.10 11.82%
5000
i 56 o 125
mz--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 Benzoic acid, p-tert-butyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.56 ng/ul 195243 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 89
2 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 76
3 6-tert-Butvl-2.4-dimethviphenol 178 C12H180 001879-09-0 52
4 Propofol 178 C12H180 002078-54-8 47
5 4-l1sopropylphenylacetic acid 178 C11H1402 004476-28-2 43

Abundance Scan 1867 (13.968 min): BM027491.D (-1863) (-) m/z 163.05 100.00%
163
5000
9a 135
41 . 65 v 105 118 1r8 13.60 13.80 14.00 14.20
o 3 il 192 207 m/z 91.00 34.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43766: Benzoic acid, p-tert-butyl-
163
5000 AR A SRR UM B
91 135 13.60 13.80 14.00 14.20
178 m/z 135.00 28.69%
15 27 I|..ﬁ 65 h . Qﬁl}? 146
m/z--> 20 40 60 b 100 120 140 160 180 200
Abundance
163
13.60 13.80 14.00 14.20
5000 m/z 77.00 19.62%
41 91 135 178
15 29 51 65 77 103 115 147
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #44010: 6-tert-Butyl-2,4-dimethylphenol O i
163 13.60 13.80 14.00 14.20
m/z 178.05 14.19%
5000 135 178
ol 15 27 41 53 65 77 91 105 123 | 147
m/z--> 20 4'0 60 8|O 1(')0 12'0 14'10 160 1&'30 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Butylated Hydroxytoluene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.52 ng/ul 192572 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 50
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 47
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 35
4 3.4-Dimethvlbenzvl isothiocvanate 177 C10H11NS 206559-59-3 25
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 25
Abundance Scan 1906 (14.198 min): BM027491.D (-1902) (-) o m/z 119.10 100.00%
119 205
5000
220 AN SN ] T N
13.80 14.00 14.20 14.40 14.60
o} m/z 205.15 99 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205
5000 ﬁ""l""l""l""l"
13.80 14.00 14.20 14.40 14.60
57 145 220 m/z 118.05 82 .34%
41 77 91 105147128 | 161 17189
0 ...|....|...'.|.'..."||..I.'.|l I:ullll!lnlllllhllll |””| ..'..|....|...
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
205
13.80 14.00 14.20 14.40 14.60
5000 m/z 59.05 43.38%
57 220
15 294 77 91 105 119131 % 161 7180
O o S ma T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77554: Butylated Hydroxytoluene o e o
205 13.80 14.00 14.20 14.40 14.60
m/z 91.10 40.52%
5000
57 220
o 29 4 9 81 93105119131 145 161 177189
iz 3 db 80 B0 100 136 o 1k 1% 3w 20| | 280 1400 1420 1040 2950
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Diethyltoluamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.91 12.81 ng/ul 977266 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 97
2 Diethvltoluamide 191 C12H17NO 000134-62-3 96
3 Diethvltoluamide 191 C12H17NO 000134-62-3 95
4 1-Propanone. 2-methvl-1-(2-methv... 162 C11H140 002040-21-3 62
5 1-Propanone, 2-methyl-1-(4-methy... 162 C11H140 050390-51-7 53
Abundance Scan 2027 (14.910 min): BM027491.D (-2021) (-) m/z 119.10 100.00%
119
5000 o1 190
° 1460 14.80 15.00 15.20
39 162176 : : : :
0....,....,....,'.|...,.."..,.... 134148102176 | 208 281 791 10 46.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53785: Diethyltoluamide
119
5000 91 190

14.60 14.80 15.00 15.20
m/z 190.05  44.17%

65
o 39 | 105 | 133148162176 |
AR Ran e L B e e SA AR ARRAR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
R R
14.60 14.80 15.00 15.20
5000 91 m/z 64.95 17.98%
190
65
0 42 105 | 134148162176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53783: Diethyltoluamide L I B i e
119 14.60 14.80 15.00 15.20
m/z 191.10 15.90%
5000 o1 190
65
1529 44 | 105 | 133148162176 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 60 14.80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Phthalazin-1-one Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.59 ng/ul 197840 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalazin-1-one 146 C8H6N20 000119-39-1 91
2 Phthalazine. 2-oxide 146 C8H6N20 018636-89-0 80
3 Benzofuran-2-carboxaldehvde 146 C9H602 004265-16-1 74
4 Acetic acid. I(2-methvipropvDth... 148 C6H1202S 020600-62-8 53
5 Ethanol, 1-(4-nitrophenyl)-2-[1-... 304 C17H24N203 1000264-75-7 42
Abundance Scan 2053 (15.063 min): BM027491.D (-2048) (-) m/z 146.00 100.00%
89 146
5000
163 177 192 14.80 15.00 15.20 15.40
0! m/z 89.05 86.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22178: Phthalazin-1-one
146
89
5000
63 14.80 15.00 15.20 15.40
. 118 m/z 43.05 63.21%
o 29 9 7 ..|\ | 102 || 128 |
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260
Abundance
89 146
| 14.80 15.00 15.20 1540
5000 m/z 71.10 26.75%
63 116
39
o7 | 0 [T 130
S L B U UL WL UL B L B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22259: Benzofuran-2-carboxaldehyde B EERR Bam e L
146 14.80 15.00 15.20 15.40
89 m/z 55.00 24 .26%
5000 63
9
29 50 118
0 '}?"' wl"h' Jl'Z?I'W"}?%""I""I J"'I' R DR O LA SRR DU SURBURI B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Tributyl phosphate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.40 6.25 ng/ul 477093 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 91
2 Tributvl phosphate 266 C12H2704P 000126-73-8 90
3 Tributvl phosphate 266 C12H2704P 000126-73-8 90
4 Tributvl phosphate 266 C12H2704P 000126-73-8 52
5 Tributyl phosphate 266 C12H2704P 000126-73-8 45
Abundance Scan 2110 (15.398 min): BM027491.D (-2105) (-) m/z 99.00 100.00%
99
5000
155 AL BRI IR U
ars7 o 12 130 | 169183196211 037 o8 15.00 15.20 15.40 15.60 15.80
O et ket b 109183196 11 237 281 515495 17.32%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115148: Tributyl phosphate
99
5000 LRI AL ISR SN B
15.00 15.20 15.40 15.60 15.80
41 57 155 m/z 41.05 12.32%
ok, 21 | | 82 125 139 169183 2}1 237
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99
15.00 15.20 15.40 15.60 15.80
5000 m/z 57.05 9.94%
155
41 57 211
ol 27 82 125139 | 169183196
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115150: Tributyl phosphate T AR e e teea
99 15.00 15.20 15.40 15.60 15.80
m/z 125.00 7.98%
5000
" 155
57
o3 81 125139 | 160183 2}1 237 267
mz-> 20 4'0 6|O 80 100 150 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Benzenesulfonamide, N-ethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.67 16.90 ng/ul 1496680 Phenanthrene-d10 16.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-ethvl-2-me... 199 C9H13NO2S 001077-56-1 95
2 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 50
3 Tolbutamide 270 C12H18N203S 000064-77-7 50
4 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 50

5 N3, N.alpha.-bis*ptoluenesulfony... 462 C20H22N405S2 1000130-21-9 50

Abundance Scan 2156 (15.668 min): BM027491.D (-2149) (-) m/z 91.05 100.00%

5000

/\
LI N B O B

184199
15.40 15.60 15.80 16.00
o 281 m/z 155.00 30.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60738: Benzenesulfonamide, N-ethyl-2-methy!-

106120 137

15.40 15.60 15.80 16.00
m/z 65.05 30.38%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
15.40 15.60 15.80 16.00
5000 m/z 90.10 24 .64%
65 155
185
107
oL 15 39 121 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #118618: Tolbutamide
91 15.40 15.60 15.80 16.00
m/z 199.00 17 .80%
108
5000
65 155
0 i Lo | ) 122139 ‘ 171 197 227 270
”w.”w.“w.”q..,.”q.“q.”q.”..“..”..”..”..”q.. N IR e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092120\
Data File : BM027491.D

Aca On : 21 Sep 2020 12:17

Operator : JU/CG

Sample : L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 2(3H)-Benzothiazolone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.85 22.90 ng/ul 2027860 Phenanthrene-d10 16.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 43
4 Benzooxazole-2-thiol 151 C7H5NOS 1000318-31-6 35
5 2-Aminothiazolo(5,4-b)pyridine 151 C6H5N3S 031784-70-0 30
Abundance Scan 2187 (15.851 min): BM027491.D (-2180) (-) m/z 151.00 100.00%
9% 181
123
5000
69 Y ) S
45 15,60 15.80 16.00 16.20
Olrrrrprrr el || bl b ASL | 167 185 207221236 281 m/z 96.00 81.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24723: 2(3H)-Benzothiazolone
181
5000 96 123 R e R mEm e
15,60 15.80 16.00 16.20
m/z 123.00 59 _58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
151
96 IIIII""""""IIII
123 15.60 15.80 16.00 16.20
5000 m/z 69.00 24 _.62%
69
45
0 14 %8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24729: Thieno[2,3-b]pyridine-N-oxide
151 mmﬁmmmmm
m/z 70.00 14 _.64%
5000
96
S 7 122 /\‘
Ounuluuuulu‘.“l‘.‘l“” ‘”....lu‘... ‘”:II'IIGIHMI R Ea A RARARES L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM092120\
Data File : BM027491.D

Acq On : 21 Sep 2020 12:17

Operator : JU/CG

Sample - L4046-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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]
1,3-Oxathiolane 4.19 5.3 ng/ul 210117 1 7.49 800273 20.0
Butanamide, 3,3-d... 4_.99 2.9 ng/ul 115495 1 7.49 800273 20.0
2-methyl-2-(2-met. .. 5.19 4.5 ng/ul 179574 1 7.49 800273 20.0
unknown-01 5.80 2.5 ng/ul 99620 1 7.49 800273 20.0
3-Heptanone, 5-me... 6.19 2.3 ng/ul 90860 1 7.49 800273 20.0
Ethane, 1,1"-oxyb... 6.25 2.3 ng/ul 89993 1 7.49 800273 20.0
Benzene, propyl- 6.49 2.0 ng/ul 80443 1 7.49 800273 20.0
Benzene, 1,2,4-tr... 7.16 2.2 ng/ul 86674 1 7.49 800273 20.0
Mesitylene 7.61 2.0 ng/ul 80920 1 7.49 800273 20.0
Indane 7.86 4.4 ng/ul 174534 1 7.49 800273 20.0
unknown-02 8.47 2.4 ng/ul 94709 1 7.49 800273 20.0
unknown-03 8.73 3.5 ng/ul 139375 1 7.49 800273 20.0
3-Octanol, 3,7-di... 8.82 5.6 ng/ul 223106 1 7.49 800273 20.0
unknown-04 9.00 2.2 ng/ul 101501 2 10.26 938302 20.0
unknown-05 9.12 2.7 ng/ul 125489 2 10.26 938302 20.0
Bicyclo[3.1.1]hep... 9.54 4.5 ng/ul 213354 2 10.26 938302 20.0
4H-1,3-Benzodioxin 9.69 2.7 ng/ul 126298 2 10.26 938302 20.0
unknown-06 9.82 4.0 ng/ul 189934 2 10.26 938302 20.0
unknown-07 10.32 2.3 ng/ul 109842 2 10.26 938302 20.0
2-Ethoxy-4-methyl... 11.07 2.5 ng/ul 115815 2 10.26 938302 20.0
Phenol, p-tert-bu... 11.63 84.5 ng/ul 3964710 2 10.26 938302 20.0
unknown-08 12.19 2.2 ng/ul 102011 2 10.26 938302 20.0
Tripropyl phosphate 12.70 9.0 ng/ul 687065 3 14.14 1525780 20.0
Benzoic acid, p-t... 13.97 2.6 ng/ul 195243 3 14.14 1525780 20.0
Butylated Hydroxy... 14.20 2.5 ng/ul 192572 3 14.14 1525780 20.0
Diethyltoluamide 14 .91 12.8 ng/ul 977266 3 14.14 1525780 20.0
Phthalazin-1-one 15.06 2.6 ng/ul 197840 3 14.14 1525780 20.0
Tributyl phosphate 15.40 6.3 ng/ul 477093 3 14.14 1525780 20.0
Benzenesulfonamid... 15.67 16.9 ng/ul 1496680 4 16.89 1771070 20.0
2(3H)-Benzothiazo... 15.85 22.9 ng/ul 2027860 4 16.89 1771070 20.0
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