LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acqg On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG012624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO60523.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.347 38 44 50 rBV 1952693 3054447 55.92% 4.934%
2 3.406 50 54 73 rVB 1032038 1761041 32.24% 2.845%
3 3.647 88 95 101 rBV 1010281 1584410 29.00% 2.560%
4 3,788 115 119 126 rVB 48776 83692 1.53% 0.135%
5 4.011 152 157 164 rVB3 30127 45729 0.84% 0.074%
6 4.123 169 176 182 rBV 21861 36919 0.68% 0.060%
7 4.188 182 187 191 rBV 41179 57875 1.06% 0.093%
8 4.646 261 265 274 rBV2 45760 85529 1.57% 0.138%
9 5.351 380 385 390 rBV3 14031 23492 0.43% 0.038%
10 6.003 491 496 509 rVwW 129476 233202 4.27% 0.377%
11  6.279 539 543 551 rBvV2 15828 23441 0.43% 0.038%
12 6.614 594 600 609 rVB 159234 271145 4.96% 0.438%
13 6.920 647 652 658 rVB3 45793 75870  1.39% 0.123%
14 7.020 665 669 674 rVB 22401 34873 0.64% 0.056%
15 7.102 676 683 688 rBV 80442 147861 2.71% 0.239%
16 7.149 689 691 699 rVB 23065 35782 0.66% 0.058%
17 7.261 702 710 717 rBV 362758 625128 11.44% 1.010%
18 7.378 725 730 733 rVB3 15527 25558 0.47% 0.041%
19 7.466 738 745 757 rBV 302987 550709 10.08% 0.890%
20 7.578 760 764 768 rVV 41116 65816 1.20% 0.106%
21 7.619 768 771 778 rVB3 33075 56995 1.04% 0.092%
22 7.936 815 825 830 rBvV 420907 762026 13.95% 1.231%
23 7.989 830 834 838 rVW 138892 227670 4.17%  0.368%
24 8.054 838 845 856 rVv2 545912 981330 17.96% 1.585%
25 8.148 858 861 868 rVB9 12470 22324 0.41% 0.036%
26 8.242 868 877 881 rVB7 11012 23678 0.43% 0.038%
27 8.641 938 945 956 rBvV2 268989 509480 9.33% 0.823%
28 9.094 1015 1022 1030 rVV 437003 820944 15.03% 1.326%
29 9.176 1030 1036 1041 rVV 232757 404046 7.40% 0.653%
30 9.499 1086 1091 1095 rVB7 14148 24481 0.45% 0.040%
31 9.646 1110 1116 1120 rBV8 16382 34517 0.63% 0.056%
32 9.816 1138 1145 1160 rBV2 366920 730397 13.37% 1.180%
33 9.940 1162 1166 1170 rBv4 14461 26307 0.48% 0.042%
34 9.987 1170 1174 1176 rBV4 14511 24078 0.44% 0.039%
35 10.040 1181 1183 1189 rVB6 24194 34307 0.63% 0.055%

36 10.145 1194 1201 1211 rVB 921052 1539785 28.19% 2.487%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acqg On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG012624.MA.M
Title : SVOA CALIBRATION
37 10.281 1218 1224 1229 rVB 128497 218472 4.00%  0.353%
38 10.357 1230 1237 1251 rBV 569550 1102556 20.18% 1.781%
39 10.498 1255 1261 1270 rBV3 392261 721970 13.22% 1.166%
40 10.598 1272 1278 1282 rBV2 81812 138652 2.54% 0.224%
41 10.739 1294 1302 1307 rBV 692530 1263931 23.14% 2.042%
42 10.786 1307 1310 1318 rVB2 162766 260008 4.76% 0.420%
43 10.874 1318 1325 1339 rBV 362144 744037 13.62% 1.202%
44 11.033 1346 1352 1364 rVB3 56789 115247 2.11% 0.186%
45 11.150 1367 1372 1379 rVV2 75992 128854 2.36% 0.208%
46 11.291 1390 1396 1405 rVB2 82874 151499 2.77% 0.245%
47 11.391 1407 1413 1418 rBV7 12958 30744 0.56% 0.050%
48 11.644 1452 1456 1462 rBV7 17282 33011 0.60% 0.053%
49 11.996 1511 1516 1517 rBV5 17094 23525 0.43% 0.038%
50 12.325 1568 1572 1577 rW5 17122 31072 ©.57% ©0.050%
51 13.071 1697 1699 1705 rVB 29545 38102 0.70% 0.062%
52 13.289 1731 1736 1739 rBV5 16660 22928 0.42% 0.037%
53 13.389 1749 1753 1757 rBV6 19236 28842 0.53% 0.047%
54 13.459 1761 1765 1771 rVB2 32260 61134 1.12% ©0.099%
55 13.600 1784 1789 1791 rBV3 19010 26168 0.48% 0.042%
56 13.624 1791 1793 1798 rVB5 13528 21789 0.40% 0.035%
57 13.870 1831 1835 1842 rVB9 21977 38765 0.71% 0.063%
58 13.970 1845 1852 1860 rVV 1475058 2159342 39.53% 3.488%
59 14.211 1888 1893 1896 rBV6 16202 24107 0.44% 0.039%
60 14.264 1896 1902 1917 rVB 1799836 2849201 52.16% 4.603%
61 14.481 1932 1939 1945 rVV2 294213 477831 8.75% ©.772%
62 14.570 1947 1954 1962 rVB 1420173 2181260 39.93% 3.524%
63 14.717 1975 1979 1982 rBV2 33170 41811 0.77% 0.068%
64 14.781 1984 1990 1998 rBV3 94960 200175 3.66% 0.323%
65 14.916 2007 2013 2015 rBV7 25583 37800 0.69% 0.061%
66 14.957 2015 2020 2029 rVB 253208 391466 7.17% 0.632%
67 15.239 2065 2068 2073 rVB7 15271 27830 0.51% 0.045%
68 15.310 2073 2080 2084 rBV2 50184 82082 1.50% 0.133%
69 15.563 2116 2123 2136 rBV 2519149 3850943 70.50% 6.221%
70 15.680 2137 2143 2152 rW 617853 936190 17.14% 1.512%
71 15.798 2159 2163 2170 rVV6 67543 118188 2.16% 0.191%
72 15.897 2176 2180 2189 rVV8 27457 65677 1.20% 0.106%
73 16.038 2197 2204 2210 rVB3 45549 76670 1.40% 0.124%
74 16.268 2237 2243 2246 rBV6 24570 46448 0.85% 0.075%
75 16.432 2265 2271 2275 rBV8 8862 22684 0.42% 0.037%
76 16.632 2298 2305 2310 rBV1e 15674 32303 0.59% 0.052%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acqg On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG012624.MA.M
Title : SVOA CALIBRATION
77 16.896 2345 2350 2356 rVB8 25354 44950 0.82% 0.073%
78 17.067 2375 2379 2382 rBv4 20381 23688 0.43% 0.038%
79 17.149 2389 2393 2398 rVB2 63022 84978 1.56% 0.137%
80 17.319 2415 2422 2432 rBV 1890685 2876148 52.65% 4.646%
81 17.419 2432 2439 2448 rBV 2860472 4475748 81.93% 7.230%
82 17.977 2530 2534 2540 rVB7 45870 63985 1.17% 0.103%
83 18.071 2544 2550 2551 rBV6 25835 40442 0.74%  0.065%
84 18.201 2568 2572 2579 rVV2 130223 221299 4.05% 0.357%
85 18.277 2580 2585 2589 rVB 206719 267683 4.90% 0.432%
86 18.494 2619 2622 2626 rVB2 20265 22655 0.41% 0.037%
87 18.624 2641 2644 2649 rVB7 30149 30340 0.56% 0.049%
88 18.935 2694 2697 2703 rBV5 52980 86277 1.58% 0.139%
89 19.129 2727 2730 2735 rVB6 45139 53833 0.99% 0.087%
90 19.270 2751 2754 2760 rVB3 43252 60609 1.11% 0.098%
91 19.346 2761 2767 2771 rVWW2 41147 75084 1.37% 0.121%
92 19.711 2822 2829 2836 rBV 3759146 5462575 100.00% 8.824%
93 20.057 2885 2888 2892 rVB 65756 80196 1.47% 0.130%
94 21.038 3052 3055 3060 rBV5 119434 148717  2.72%  0.240%
95 21.238 3083 3089 3100 rBV 1169972 2146265 39.29% 3.467%
96 21.462 3125 3127 3136 rVB 186098 250820 4.59%  0.405%
97 21.585 3142 3148 3156 rVB 1783356 2955666 54.11% 4.775%
98 21.655 3157 3160 3166 rVB3 182983 277261 5.08% 0.448%
99 24.540 3642 3651 3662 rVB2 1911744 5007156 91.66% 8.089%
100 24.758 3679 3688 3699 rVB 1153626 3278427 60.02% 5.296%

Sum of corrected areas: 61903000
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG060523.D\data.ms
3500000
3000000

2500000

2000000] 3347

1500000

3l4@6647
1000000 10.145

g5 035}0739
500000 7.26166 8. 6 i 9 094 o 816 49 874
6.61
. 78%mpes 4646 5351 O0% 579 %%@%gj@_& Y282 U4 90 325

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 1100 11.50 1200 1250
Abundance TIC: BG060523.D\data.ms

19.711
3500000

3000000 17.419

15.563
2500000
21.585

2000000 14.264 17.319

21.238
1500000 13.970 | 14,570

1000000

15.680 21.03@1 26555

500000 4.48114 957

7
3. 02 zaesEms . 211 1 1A 145 86 BEEI0 néﬁ@;ww

O o o B e e s B L e 0 e s LA s

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060523.D\data.ms

20.057

3500000
3000000
2500000
24.540
2000000
1500000 4.758

1000000

500000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.647 41.58 ng/ul 1584410 1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 72
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 56
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
Abundance  Scan 95 (3.647 min): BG060523.D\data.ms (-88) (-) m/z 45.10 100.00%
45.1
5000

R AR E S
3.40 3.60 3.80 4.00

oA 290 1870 3187 4205 BO7. sz 43.e5  16.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1083: Propylene Glycol
45.0

5000 AR as
3.40 3.60 3.80 4.00

m/z 61.05 7.01%

Iy
O‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #345: Isopropyl Alcohol
45.0

3.40 3.60 3.80 4.00

5000 m/z 44.05 5.27%
o‘JWMWu"w""_"“H““H“‘H““H““w““_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343: Isopropyl Alcohol P T T
45.0 3.40 3.60 3.80 4.00

m/z 59.10 3.53%

5000 N\
0 JH I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-butoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.003 6.12 ng/ul 233202 1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 72
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 53
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 53
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 43
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 37
Abundance Scan 496 (6.003 min): BG060523.D\data.ms (-491) (-) m/z 57.10 100.00%
57.1
5000 /k
871 [T T T T T
‘ 1 5.60 5.80 6.00 6.20 6.40
ol 11981 2800 sz 45010 31.10%
miz-> 50 100 150 200 250
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 [T T T
5.60 5.80 6.00 6.20 6.40
m/z 41.10 27.68%
27,0 87.0
O\\“\\h““\‘\“\‘\‘1\18\.(\)\|\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10026: Ethanol, 2-butoxy-
57.0
R e ety
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.10 18.34%
87.0
27,0
ol Ml b ol 2180
miz--> 50 100 150 200 250
Abundance #10023: Ethanol, 2-butoxy-
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.10 8.23%
5000
27,0 87.0
0 ww“;‘ i i M B —
m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.614 7.12 ng/ul 271145 1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 91
2 .alpha.-Pinene 136 C1oH16 000080-56-8 90
3 .alpha.-Pinene 136 C10H16 000080-56-8 90
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H1l6 000488-97-1 72
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 72
Abundance Scan 600 (6.614 min): BG060523.D\data.ms (-594) (-) m/z 93.05 100.00%
93.0
5000
Ramas e BER R
41.1 H 6.20 6.40 6.60 6.80 7.00
b b b 3574 458 ) 91016 39.34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.20 6.40 6.60 6.80 7.00
m/z 92.10  33.72%
41.0 ‘
O \\h\‘\hm\”\‘l‘\‘\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #18034: .alpha.-Pinene
93.0
L Ny
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.10 27.91%
39.0
o“J‘ \MJ‘M"H"HHWH_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #18035: .alpha.-Pinene
93.0 6.20 6.40 6.60 6.80 7.00
m/z 79.10  23.01%
5000
41.0 ‘
0 H‘\HW‘H‘M‘!‘ 1
m/z--> 50 100 150 200 250 300 350 400 450 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.989 5.98 ng/ul 227670  1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 56
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
Abundance Scan 834 (7.989 min): BG060523.D\data.ms (-830) (-) m/z 57.10 100.00%
57.1
RERRE R
H | ‘981 7.60 7.80 8.00 8.20 8.40
ol b S 1470 2983 nyz 41.10  27.86%
miz-> 50 100 150 200 250 300
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 e e o

7.60 7.80 8.00 8.20 8.40
m/z 43.10 27.02%

L
L \‘ ‘\ ‘ T ‘\‘ \“ T “ \‘ LI ‘ L ‘ L L ‘ L ‘ T L
m/z--> 100 150 200 250 300
Abundance #15691: 1-Hexanol, 2-ethyl-
o1 W

7.60 7.80 8.00 8.20 8.40

o

5000 m/z 55.10 23.47%
sq)| | o
0 ****\**‘J*H”*** [T T T[T T
miz--> 100 150 200 250 300
Abundance #15695: 1-Hexanol, 2-ethyl- B e A RARSaREREE AT
57.0 7.60 7.80 8.00 8.20 8.40

m/z 83.10 18.60%

5000 A}\v
0 18'q$‘ “\ “98‘.0\

m/z--> 50 100 150 200 250 300 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BG@60523.D

Acq On 1 Feb 2024 00:38

Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624 .MA.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.054  25.76 ng/ul 981330 1,4-Dichlorobenzene-d4 7.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1,2,2,4-tetrachloro- 194 C4H6C14 042525-60-0 40
2 Methyl 3,3-dichloropropenoate 154 C4H4C1202 002257-46-7 35
3 2-Chloro-6-fluorobenzyl alcohol 160 C7H6CLFO 056456-50-9 32
4 Phenol, 4-nitroso- 123 C6H5NO2 000104-91-6 27
5 Propanoic acid, 2,2-dichloro-, m... 156 C4H6C1202 017640-02-7 22
Abundance Scan 845 (8.054 min): BG060523.D\data.ms (-838) (-) m/z 123.00 100.00%
123.0
5000
83.0 158.9 e AR
39. H ) 7.80 8.00 8.20 8.40
o bl 2152 3405 u0 155 00 61.69%
miz--> 50 100 150 200 250 300
Abundance #69481: Butane, 1,2,2,4-tetrachloro-
123.0
62.0
5000 L LI L I LN B
7.80 8.00 8.20 8.40
. m/z 97.00  51.29%
miz--> 50 100 150 200 250 300
Abundance #31544: Methyl 3,3-dichloropropenoate
128.0
RS A R
7.80 8.00 8.20 8.40
5000 m/z 99.00 29.44%
60.0
0 HH“‘ulmh_‘“uw“”H_m_m_m
m/iz--> 50 100 150 200 250 300
Abundance #36629: 2-Chloro-6-fluorobenzyl alcohol R AREERRRR S
97.0 7.80 8.00 8.20 8.40
160.0 m/z 83.00 24.18%
5000
50.0
m/z--> 50 100 200 250 300 7.80 8.00 8.20 8.40

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:36 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Fenchone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.176 10.60 ng/ul 404046  1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 78
2 Fenchone 152 C10H160 001195-79-5 38
3 2-Cycloocten-1-one 124 C8H120 001728-25-2 38
4 1-[4-(4-tert-Butyl-spirocyclohex... 371 C20H28F3NO2 1000301-43-3 36
5 Fenchone 152 C10H160 001195-79-5 30

Abundance Scan 1036 (9.176 min): BG060523.D\data.ms (-1030) (-) m/z 81.10 100.00%

81.1
5000

152.1 8.80 9.00 9.20 9.40
obrbibd b [ 2078 4541 5190 /7 69.10  51.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29061: Fenchone
81.0
5000 U L UL B B I

8.80 9.00 9.20 9.40
m/z 41.10 22.47%

4 152.0
0 ”kwuw”M\”A”‘W‘”‘W‘”\”‘W‘”‘W‘”\”“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29056: Fenchone

81.0

8.80 9.00 9.20 9.40

5000 ITI/Z 80.05 13.59%
¢L 152.0
0 ?ﬁhﬁj““\\*”\**Hv*‘*w***w**‘*w***w***w***w**
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11992: 2-Cycloocten-1-one cpeece e e e
81.0 8.80 9.00 9.20 9.40

m/z 152.05 9.48%

5000

it
|

0 HH‘,"«"!'W“uWm,mWHWm_m_m_m‘m SPUDUS SV
miz—> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:38 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.145 24.36 ng/ul 15397960  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 97
3 Camphor 152 C1eH160 000076-22-2 97
4 (+)-2-Bornanone 152 C1eH160 000464-49-3 96
5 (+)-2-Bornanone 152 C10H160 000464-49-3 96

Abundance Scan 1201 (10.145 min): BG060523.D\data.ms (-1194) (- | m/z 95.10 100.00%
95.1

50001 410
152.1 S— -
‘ ‘ . 10.00 10.50
0 Al 20722469 3260 ., 8116 66.90%
50 10

m/z--> 0 150 200 250 300

Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0

so00, 440 —— —
10.00 10.50
152.0 m/z 41.05 38.78%
07 ‘!\\‘\ “\ T T T ‘ T T T T ‘ T T T T ‘ T T T
50 10

miz--> 0 150 200 250 300
Abundance #29113: (+)-2-Bornanone
95.0
e —
10.00 10.50
5000 41.0 m/z 108.10  36.31%
152.0
mlz--> 50 100 150 200 250 300
Abundance #29050: Camphor T —
41.0 95.0 10.00 10.50
m/z 69.05 36.10%
5000
152.0
m/z--> 50 100 150 200 250 300 10.00 10.50

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:39 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.281 3.46 ng/ul 218472  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 1-methoxy- 86 C5H100 029512-02-5 43
2 3-Methoxybut-1-ene 86 C5H100 017351-24-5 43
3 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 43
4 3-Methoxybut-1-ene 86 C5H100 017351-24-5 43
5 1-Propene, 1-methoxy-2-methyl- 86 C5H100 017574-84-4 43

Abundance Scan 1224 (10.281 min): BG060523.D\data.ms (-1218) (- | m/z 71.10 100.00%

71.1
5000 /\J\A/
211 111.1
‘ s ( 10.00 10.50
o Abdl g 14321734 2072 28780y 43010 68.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1983: 1-Butene, 1-methoxy-
71.0
5000, 41.0
10.00 10.50
m/z 69.10 47.98%
O ‘\“\“\\“‘H\‘\‘\“‘MH}\‘\“\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1965: 3-Methoxybut-1-ene
71.0
41.0 T T T :
10.00 10.50
5000 m/z 86.05  38.54%
(o RSN, S RS TS AR
m/z--> 20 40 60 80 100120140160180200220240260280 w
Abundance #2036: 1-Propene, 3-methoxy-2-methyl- e —
71.0 10.00 10.50
m/z 96.10 31.26%
41.0
5000
R SH A AN
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:41 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.498 11.42 ng/ul 721970  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64

Abundance Scan 1261 (10.498 min): BG060523.D\data.ms (-1255) (- | m/z 57.10 100.00%

57.1
5000

e
oMb IITT 1638 2681 3761 /. 4505  81.07%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- JL
57.0
5000 U
10.50

m/z 41.10  29.59%
“\‘ 1

O‘\\\‘\‘h“‘h‘l‘P“\\J\-\7‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050
5000 ITI/Z 75.10 18.66%
o}*]T,
m/z--> 0 50 100 150 200 250 300 350 400 JKW
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)- Pl o
45.0 10.50
m/z 56.10 17.93%
- M/kWAWLW/\“wW}kaMA
0 Mﬂ?ﬁ T —
m/z--> 0 5 100 150 200 250 300 350 400 1050

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:42 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Terpinen-4-ol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.598 2.19 ng/ul 138652  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terpinen-4-ol 154 C10H180 000562-74-3 94
2 Terpinen-4-ol 154 C10H180 000562-74-3 93
3 3-Cyclohexen-1-0l, 4-methyl-1-(1... 154 C10H180 020126-76-5 91
4 Terpinen-4-ol 154 C10H180 000562-74-3 87
5 3-Cyclohexen-1-o0l, 4-methyl-1-(1... 154 C1@H180 020126-76-5 80
Abundance Scan 1278 (10.598 min): BG060523.D\data.ms (-1272) (- | m/z 71.10 100.00%
71.1
5000
el ;
‘ ‘ “m 154.1 M4 510 10.50 11.00
owl"w bl L A8 P10y 11110 55.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30964: Terpinen-4-0
71.0
5000 )J\\\M\‘\M\’“M‘A
10.50 11.00
l 154.0 m/z 93.10  55.24%
O]‘_I\S\.?L"'J"rj \‘H‘I\‘\h\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30972: Terpinen-4-ol
71.0
10.50 11.00
5000 m/z 43.05 30.18%

140/ | M Il

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31271: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, o et
71.0 10.50 11.00
m/z 69.05 25.15%

o

=

5000

154.0

-

0 J L \M’m Lok \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:44 2024 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
BGO60523.D

Feb 2024 ©00:38

: MA/JU
: P1289-11

14

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624 .MA.M
: SVOA CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Numb

10.786

er 12 unknown-03 Concentration Rank 11
EstConc Area Relative to ISTD R.T.
"""""" 4.11 ng/ul 260008 Naphthalene-ds 10.733
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 Cyclopentanemethanol, .alpha.,.a... 128 C8H160 001462-06-2 43
2 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 37
3 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 35
4 (1S,3S,4S,5R)-1-Isopropyl-4-meth... 154 C10H180 007712-79-0 25

5 Camphene 136 C10H16 000079-92-5 25
Abundance Scan 1310 (10.786 min): BG060523.D\data.ms (-1307) (- | m/z 59.10 100.00%
59.1
93.1
5000
10.50 1100
1 1
ol “H T - &= S - =y FYeT .62%
miz--> 100 150 200 250 300
Abundance #14505: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl-
59.0
5000 L
1050 1100
95.0 m/z 121.05 2.41%
dd
O " T \‘ \“ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #32960: 2-Octanol, 2-methyl-6-methylene-
59.0
\ e ft
50 1100
5000 ITI z 81.10 40.57%
123.0
T N
miz--> 50 100 150 200 250 300
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene M
93.0 10. 50 11 00
m/z 43.10 %
5000
136.0
o H“J“w_ B e e
m/z--> 100 150 200 250 300 1050 1100

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:45 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.150 2.04 ng/ul 128854  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiirane, methyl- 74 C3H6S 001072-43-1 27
2 Benzene, 1,3-dichloro-2-methoxy- 176 C7H6C120 001984-65-2 25
3 Benzene, 2,4-dichloro-1-methoxy- 176 C7H6C120 000553-82-2 25
4 2H-1-Benzopyran-2-one, 7-methoxy- 176 C10OH803 000531-59-9 22
5 Thiirane, methyl- 74 C3H6S 001072-43-1 22
Abundance Scan 1372 (11.150 min): BG060523.D\data.ms (-1367) (- m/z 74.10 100.00%
74.1
176.0
5000
Wivows -
[ }J | 2484 356.9 535. 1100 1150
bbbl 4 29003989 2% myz 176.00  53.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #958: Thiirane, methyl-
74.0
5000 — -
11.00 11.50
m/z 132.95  48.05%

O’\\“T ‘l\l\l\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51321: Benzene, 1,3-dichloro-2-methoxy-
176.0
e

P
11.00 11.50

5000 55.05  40.78%
63.0
o,lﬂﬂ'ﬂﬂhﬂlh ﬂ“‘u‘,H‘“H“‘H“‘H“W“‘_“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51329: Benzene, 2,4-dichloro-1-methoxy-
176.0 11 00 11 50

m/z 120.00  31.59%

5000 63.0 J\
|H”nnﬂm A A p

m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50

o

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:46 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknown-05 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.291 2.40 ng/ul 151499 Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H1652 110690-23-8 45
2 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H1652 110690-24-9 35
3 5,6-Dihydro-2-methyl-1,4-dithiin... 176 C6H802S2 035756-29-7 22
4 5-Methyl-3,6-dihydro-1,2-dithiin... 176 C6H802S52 959252-25-6 22
5 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-22-7 17
Abundance Scan 1396 (11.291 min): BG060523.D\data.ms (-1390) (- | m/z 74.00 100.00%
74.0 176.0
120.0
5000
41.0 L
11.00 11.50
220.3
0 m“MuWwwLuquu‘_“q‘u”_‘H‘H“M«H m/z 176.00  94.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #51408: (Z)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
558.0
120.0
5000 e —
176.0 11.00 11.50
m/z 55.10 74.80%
29.0 H 87.0
O \\‘\‘1‘\\“‘\“\\‘1‘i‘\\‘\\‘\H“\}\‘\\\\“‘\\\\]-‘4\.\7;(\)‘\\\\”‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
120.0 T 1
11.00 11.50
5000 176.0 m/z 120.00 74.00%
2910‘ ‘ 87.0
S N 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51173: 5,6-Dihydro-2-methyl-1,4-dithiine-3-carboxylic ac e R ot
176.0 11.00 11.50
59.0 .
m/z 59.10 39.20%
5000
130.0
18.0 103.0
0 HHHH‘MW‘JMNWWu‘HHWHu‘HH‘MI‘Mu“M‘H“H“_“‘ - ‘/Mﬁf\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50

SFAM-EPA-BG012624.MA.M Thu Feb 01 13:43:50 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 unknown-06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.482 4.38 ng/ul 477831  Acenaphthene-d10 14.570
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-[4-(1-Hydroxy-4-methylthiobut-... 310 C16H2202S2 097370-37-1 12
2 Propanoic acid, 3-chloro-, methy... 122 C4H7Cl02 006001-87-2 10
3 2-[2-[2-[2-(2-Methoxyethoxy)etho... 294 C13H2607 1000351-91-3 10
4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 382 C17H3409 1010351-91-6 9
5 Trimethylsilyl 14-acetoxy-3,6,9,... 366 C15H3008Si 1000366-84-5 9
Abundance Scan 1939 (14.481 min): BG060523.D\data.ms (-1932) (- | m/z 55.10 100.00%
553.1
5000 208.0
152.0
——
‘ ‘ ‘ ‘ 14.50
ob b L L2790 4TSS g7 60 71.17%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #211486: 1-[4-(1-Hydroxy-4-methylthiobut-3-enyl)phenyl]
87.0
5000 T
14.50
223.0 m/z 208.00 45.57%
O‘ \2\7\.9&“\‘ \”lw ' "‘\'\ ”157(‘) T “\ \“l\ T \2\9\3‘(\)\ L I B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11096: Propanoic acid, 3-chloro-, methyl ester
87.0
Lt
14.50
5000| 270 m/z 88.10 41.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 j\\
Abundance #190909: 2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]ethg b
87.0 14.50
m/z 152.00 36.16%
5000
29. ‘
oriilil 402050 L
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 unknown-07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.957 3.59 ng/ul 391466  Acenaphthene-d10 14.570
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 27
2 2-[2-[2-[2-[2-(2-Methoxyethoxy)e... 338 C15H3008 1000351-91-5 14
3 Thiophane, propyl- 130 C7H14S 001551-34-4 14
4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 382 C17H3409 1010351-91-6 14
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 470 C21H42011 1000351-91-8 14

Abundance Scan 2020 (14.957 min): BG060523.D\data.ms (-2015) (- | m/z 55.05 100.00%

55.0
87.0 152.0
5000 207.9
120.0 A
I
0ottt b b 2834 1 /7 152,00 81.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29615: 1,2,5-Trithiepane
152.0
60.0
5000 T
87.0 15.00
270 124.0 m/z 87.00  81.21%
0 \H‘\“}i‘\“\h\\\““!‘\\‘\“\V!‘\‘\“\H“\‘H\‘H “\‘H\\‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #245513: 2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]e
87.0
e
59.0 15.00 o
5000 m/z 207.95 50.08%
29.0
ol Sl Ll L 110 4750 o109
R e AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15590: Thiophane, propyl- Pty
87.0 15.00
m/z 106.00  41.15%
5000
41.0 130.0
150 HHH ot ] M
O e e e e e e ‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acq On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Dehydroabietic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.238 14.52 ng/ul 2146270  Chrysene-d12 21.585
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 94
2 Dehydroabietic acid 300 C20H2802 001740-19-8 93
3 Dehydroabietic acid 300 C20H2802 001740-19-8 86

4 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 62
5 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 58

Abundance Scan 3089 (21.238 min): BG060523.D\data.ms (-3083) (- | m/z 239.10 100.00%

23b.1 ' '
5000
141.1 L 1
431 ‘ 300.1 21.00 21.50
ob A gl o L L] 3600 4184 491 oes 19 56.30%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #199995: Dehydroabietic acid
285.0
5000 —— e
21.00 21.50
197.0

m/z 197.10  29.81%
|

430 1410 \
HIH“‘\‘M‘\‘\“ \“\J‘JUK‘M‘nw‘uh.‘h\"L" L N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #199994: Dehydroabietic acid
285.0
=

o

21.00 21.50
5000 m/z 240.10 20.26%
43.0
141.0 197.0
o) - ‘ \‘ Mh‘ \‘H‘A“‘hl‘ﬁm‘\‘ml”l \\\ ———— ’\ AR A RERE

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #199993: Dehydroabietic acid — —
239.0 21.00 21.50

m/z 141.05 17.32%

5000 141.0
43.0 300.0
I H‘ i » H ”“ Hﬂm I mh\ il L ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020124\
Data File : BGO60523.D

Acqg On : 1 Feb 2024 00:38
Operator : MA/JU

Sample : P1289-11

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@12624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propylene Glycol 3.647 41.6 ng/ul 15844106 1 7.936 762026 20.0
Ethanol, 2-butoxy- 6.003 6.1 ng/ul 233202 1 7.936 762026 20.0
Bicyclo[3.1.1]h... 6.614 7.1 ng/ul 271145 1 7.936 762026 20.0
1-Hexanol, 2-et... 7.989 6.0 ng/ul 227670 1 7.936 762026 20.0
unknown-01 8.054 25.8 ng/ul 981330 1 7.936 762026 20.0
Fenchone 9.176 10.6 ng/ul 404046 1 7.936 762026 20.0
Bicyclo[2.2.1]h... 10.145  24.4 ng/ul 1539790 2 10.733 1263930 20.0
unknown-02 10.281 3.5 ng/ul 218472 2 10.733 1263930 20.0
Ethanol, 2-(2-b... 10.498 11.4 ng/ul 721970 2 10.733 1263930 20.0
Terpinen-4-ol 10.598 2.2 ng/ul 138652 2 10.733 1263930 20.0
unknown-03 10.786 4.1 ng/ul 260008 2 10.733 1263930 20.0
unknown-04 11.150 2.0 ng/ul 128854 2 10.733 1263930 20.0
unknown-05 11.291 2.4 ng/ul 151499 2 10.733 1263930 20.0
unknown-06 14.482 4.4 ng/ul 477831 3 14.570 2181260 20.0
unknown-07 14.957 3.6 ng/ul 391466 3 14.570 2181260 20.0
Dehydroabietic ... 21.238 14.5 ng/ul 2146270 5 21.585 2955670 20.0
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