LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc :

ALS Vvial : 20 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-BG091923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59208.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.572 25 31 51 rVB 1928752 3440261 2.77% 2.096%
2 4.048 105 112 121 rBV 81666 158786 0.13% 0.097%
3 5.000 251 274 278 rBV 24136418 124301631 100.00% 75.727%
4 7.421 677 686 696 rvB 62628 131198 ©0.11% ©.080%
5 7.615 712 719 727 rBV 189481 307294 ©0.25% 0.187%
6 7.814 746 753 765 rVB 186515 346111 0.28% 0.211%
7 8.308 828 837 846 rBv4 257415 508341 0.41% 0.310%
8 8.478 858 866 872 rVV 3591362 5694807 4.58% 3.469%
9 8.990 946 953 959 rBV 134304 235574 0.19% 0.144%
10 9.495 1028 1039 1053 rBV 256806 579462 ©0.47% 0.353%
11 10.000 1119 1125 1132 rBV2 124044 219574 ©0.18% 0.134%
12 10.218 1153 1162 1170 rBV4 208302 484943 0.39% 0.295%
13 10.441 1179 1200 1211 rVV2 1041162 2439261 1.96% 1.486%
14 10.746 1243 1252 1259 rBV 287990 544832 0.44% 0.332%
15 10.911 1270 1280 1285 rBV5 109562 225480 ©0.18% 0.137%
16 10.970 1285 1290 1296 rVV5 70617 155265 0.12% 0.095%
17 11.175 1311 1325 1331 rBV 3176571 6108045 4.91% 3.721%
18 11.234 1331 1335 1340 rVV3 350529 705537 ©.57% 0.430%
19 11.287 1340 1344 1351 rVV2 203664 376103 0.30% 0.229%
20 11.357 1351 1356 1364 rVB2 147324 240286 0.19% 0.146%
21 11.498 1373 1380 1392 rVB4 155040 384974 ©0.31% 0.235%
22 11.704 1407 1415 1424 rVBS5S 72346 153640 0.12% 0.094%
23 11.874 1436 1444 1446 rBV 188600 378829 0.30% 0.231%
24 11.916 1446 1451 1459 rVW 725706 1208931 0.97% 0.737%
25 13.161 1656 1663 1669 rBV 181469 307781 ©.25% 0.188%
26 13.232 1669 1675 1688 rVB3 106976 220826 ©.18% 0.135%
27 14.142 1819 1830 1842 rBV3 136982 295854 0.24% 0.180%
28 14.319 1854 1860 1865 rVVW 636429 923121 0.74% 0.562%
29 14.383 1865 1871 1878 rVB 170329 291286 0.23% 0.177%
30 14.630 1906 1913 1919 rBV2 673625 1078670 0©.87% 0.657%
31 14.924 1956 1963 1975 rVB2 333357 566254 0.46%  0.345%
32 15.276 2017 2023 2037 rBV 342341 536809 0.43% 0.327%
33 15.911 2123 2131 2138 rBV 895938 1372865 1.10% 0.836%
34 16.017 2143 2149 2156 rBV 245420 374747 ©0.30%  0.228%
35 16.263 2185 2191 2199 rBV 178474 285062 ©.23% 0.174%

36 17.673 2426 2431 2438 rVW 414409 648315 0.52% ©.395%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 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-BG091923.MA.M
Title : SVOA CALIBRATION
37 17.773 2442 2448 2456 rBV 943370 1464666 1.18% 0.892%
38 18.490 2563 2570 2575 rBV2 202207 307839 ©0.25% 0.188%
39 19.753 2781 2785 2791 rBV2 85296 135419 0.11% 0.082%
40 20.047 2830 2835 2843 rVB 1232178 1752677 1.41% 1.068%
41 20.500 2906 2912 2916 rBvV2 88855 155191 ©0.12% 0.095%
42 20.705 2943 2947 2951 rBV = 132268 168366 ©0.14% 0.103%
43 21.540 3084 3089 3094 rBV2 102652 162909 0.13% 0.099%
44 21.992 3161 3166 3179 rVB2 347439 725752 ©.58% 0.442%
45 23.760 3462 3467 3474 rVB2 66275 128290 ©0.10% 0.078%
46 24.401 3568 3576 3587 rBV6 51799 185858 ©.15% 0.113%
47 25.300 3714 3729 3740 rBV2 525132 1674688 1.35% 1.020%
48 25.541 3761 3770 3783 rVB2 236945 746468 0.60%  0.455%
49 26.686 3957 3965 3966 rBV3 81707 156433 0.13% 0.095%
50 28.185 4212 4220 4230 rBV7 37601 150047 0.12% 0.091%

Sum of corrected areas: 164145358
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
BG059208.D

: 26 Sep 2023 23:10

: MA/JU

: 04450-15

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059208.D\data.ms
5.000
2e+07
1.5e+07
1le+07
5000000
8.478 11.175
3.572
ol a0a8 74261814 8308  8.990 9.495 100081 103 AP
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\T\\‘\\\T‘\\\\‘\\\\‘\\\\T\T ‘hﬁ\r\/_\\\/*‘f\—r\
Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059208.D\data.ms
2e+07
1.5e+07
1e+07
5000000
6 1 _}_% 53 20.047
1832 14%@%& 30, 925,276 36263 176748° 18490 10.753) 2080005  21.54021.992
e A I e e T S e e B L B o e B e e L e B o
Time--> 13.50 14.00 1450 1500 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: BG059208.D\data.ms
2e+07
1.5e+07
1le+07
5000000
o 23.760 24.401 25.380541 26.686 28.185
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.000 4890.48 ng/ul 124302000 1,4-Dichlorobenzene-d4 8.296

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 95
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
5 Phosphorodichloridothioic acid, ... 164 CH3C120PS 002523-94-6 17
Abundance Scan 274 (5.000 min): BG059208.D\data.ms (-251) (-) m/z 166.00 100.00%
166.0
94.0
5000 47.0
e e AR
h | 4.60 4.80 5.00 5.20 5.40
o Ll 1) 211.22580 3173 426 ., 164,00 90.22%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #39853: Tetrachloroethylene
166.0
5000 940 DL B LA B W
470 4.60 4.80 5.00 5.20 5.40
m/z 129.05 88.12%
OY!
miz--> 0 50 100 150 200 250 300 350 400
Abundance #39850: Tetrachloroethylene
166.0
Rmaas A aEE
4.60 4.80 5.00 5.20 5.40
5000 m/z 131.00 86.62%
94.0
47.0
0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #39854: Tetrachloroethylene R A RARRREREE
166.0 4.60 4.80 5.00 5.20 5.40
m/z 168.00 66.72%
5000
47.0 94.0 A
0 ARMSBEY A
m/z--> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 2 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.478 224.06 ng/ul 5694810 1,4-Dichlorobenzene-d4 8.296

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 92
2 Cyclohexene, 1-methyl-5-(1-methy... 136 C10H16 013898-73-2 87
3 D-Limonene 136 C1@H16 005989-27-5 86
4 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1OH16 003760-14-3 86
5 1,7-Octadiene, 3-methylene- 122 CO9H14 068695-13-6 72
Abundance Scan 866 (8.478 min): BG059208.D\data.ms (-858) (-) m/z 68.10 100.00%
68.1
93.1
5000
39.0
121.1 e
‘ 8.20 8.40 8.60 8.80
0 b A 1659 2077 sz 67.10  83.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
5000 93.0 LB B B L R
39.0 8.20 8.40 8.60 8.80
m/z 93.10 70.04%
121.0
O' \‘\“}\\“‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18172: Cyclohexene, 1-methyl-5-(1-methylethenyl)-
93.0
68.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
5000 m/z 53.10 38.83%
41.0
121.0
0 inuﬂ‘ul‘u“_“W“u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18005: D-Limonene R R
68.0 8.20 8.40 8.60 8.80
m/z 79.10 35.10%
93.0
5000
41.0 136.0
0150
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:28:18 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Cyclohexanol, 1-methyl-4-(1... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.441 7.99 ng/ul 2439260 Naphthalene-d8 11.140
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 000138-87-4 93
2 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 000138-87-4 87
3 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 000138-87-4 83
4 Cyclohexanol, 1-methyl-4-(1-meth... 154 C10H180 000138-87-4 78
5 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 000138-87-4 64
Abundance Scan 1200 (10.441 min): BG059208.D\data.ms (-1179) (1 m/z 43.85 100.00%
430 711
5000
121.1
R
9.1 | ‘ 10.50
0 tb e 15412300 s 7116 84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31212: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-
71.0
43.0
5000 136.0 s
107.0 10.50
m/z 93.10  58.23%
0 ”‘\!‘\\“\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31213: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-
430 71.0
i
10.50
5000 136.0 m/z 41.05 44.70%
107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31211: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-
71.0 10.50
43.0 m/z 55.05 41.73%
5000 136.0
107.0
0150 C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 7-Tetradecyne Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.234 2.31 ng/ul 705537  Naphthalene-d8 11.140
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Tetradecyne 194 C14H26 035216-11-6 64
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 58
3 3-Octyne, 7-methyl- 124 C9H16 037050-06-9 49
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 49
5 3-Nonyne 124 C9H16 020184-89-8 49
Abundance Scan 1335 (11.234 min): BG059208.D\data.ms (-1331) (- | m/z 67.10 100.00%
67.1
5000
09.1
36 H‘ | ‘152.2 11.00 1150
I 3 L N - SO R B Y PCT 58.73%
miz-> 50 100 150 200 250
Abundance #69380: 7-Tetradecyne
67.0
5000 09.0 \
11 00 11 50
m/z 55.21%
29.0
‘ ‘ ‘ 165.0
0 \‘\ } ““\H‘h \““‘ t \“\‘\ “ \‘\ \1950 LA e B B B
m/z--> 50 100 150 200 250
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
95.0 152.0
11. 00 11.50
5000 m/z 54.49%
miz--> 50 100 150 200 250
Abundance #12137: 3-Octyne, 7-methyl- .
67.0 1100 1150
109.0 m/z 39. 42.69%
5000
29.
0! u‘“HM“uu‘_‘”_”‘_H A
m/z--> 50 100 150 200 250 11.00 11,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Carvone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.96 ng/ul 1208930  Naphthalene-d8 11.140
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carvone 150 C10H140 000099-49-0 91
2 Carvone 150 C10H140 000099-49-0 86
3 Carvone 150 C10H140 000099-49-0 80
4 D-Carvone 150 C10H140 002244-16-8 80
5 Carvone 150 C10H140 000099-49-0 78
Abundance Scan 1451 (11.916 min): BG059208.D\data.ms (-1446) (- | m/z 82.10 100.00%
82.1
54.1
5000
108.1 j\
4
12.00
135.0
0 ‘;‘ b 2680 20720 /7 sa.10 72.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27421: Carvone
82.0
5000 54.0 e
108.0 12.00
27.0 ) m/z 39.05 37.51%
‘ ‘ ‘ 150.0
O ‘\\‘\\}‘\\““\“\“‘w\\“‘w\\‘“‘\‘\‘\‘\\’\\\‘\‘\\‘\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27422: Carvone
82.0
M\ e r/\\ﬂ
12.00
5000 54.0 m/z 108.10  36.92%
108.0
i oo
0 _W‘qmthNNJMHWMNM‘W“m“M“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27420: Carvone T
82.0 12.00
m/z 93.10 33.69%
39.0
5000
108.0
\“ 150.0
01 qu‘wu‘m“Ju“‘u“u‘,‘u‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 6 n-Decanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.161 10.87 ng/ul 307781  Acenaphthene-d10 14.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 78
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Octanoic acid 144 C8H1602 000124-07-2 50
5 Heptanoic acid 130 C7H1402 000111-14-8 50
Abundance Scan 1663 (13.161 min): BG059208.D\data.ms (-1656) (- | m/z 60.10 100.00%
60.1
5000
129.1
1 —
H ‘ 13.00 13.50
ol Ml g | 1720 2237 8307 408 . 7365 70.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 s e
13.00 13.50
m/z 41.10 55.84%
2o
O\\\\““\“\““U\Y‘\‘\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #9147: Hexanoic acid
60.0
e —
13.00 13.50
5000 m/z 43.05 53.42%
ol lfimso
m/z--> 50 100 150 200 250 300 350 400
Abundance #35299: Nonanoic acid T —
60.0 13.00 13.50
m/z 55.05 50.25%
5000
115.0
ool o e
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
BG059208.D

Sep 2023 23:10

: MA/JU
. 04450-15

. 20

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

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 1,2-Cyclohexanediol, 1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.232 7.80 ng/ul 220826  Acenaphthene-di10 14.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol, 1-methyl-4-... 170 C10H1802 001946-00-5 72
2 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 38
3 Butanoic acid, 2-hexenyl ester, ... 170 C10H1802 056922-77-1 35
4 Trans-3-methylpent-3-ene-5-0l 100 C6H120 030801-95-7 35
5 Butanoic acid, 5-hexenyl ester 170 C10H1802 108058-75-9 35
Abundance Scan 1675 (13.232 min): BG059208.D\data.ms (-1669) (- | m/z 71.10 100.00%
711
5000
1 HMM \137'2 2009  296.0 502 1300 1350
0“wmk &MM“W‘H“CH“H‘w(H“_‘“_“w“u‘f m/z 43.10  95.35%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #45232: 1,2-Cyclohexanediol, 1-methyl-4-(1-methylethen
71.0
5000 LAt e
13.00 13.50
152.0 m/z 67.10 48.89%
O' Jw\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4391: Cyclopentanol, 1-methyl-
71.0
Rt | ,
13.00 13.50
5000 m/z 58.05 44 .18%
0‘HNMHIii‘u"H“_“‘_“W“H“‘H“H‘,H“‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45117: Butanoic acid, 2-hexenyl ester, (2)-
71.0 13.00 13.50
m/z 41.10 41.26%
) WJ/W
0 ‘Awmo‘ ) b
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:28:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 1-Cyclohexene-1-carboxylic ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.142  10.45 ng/ul 295854  Acenaphthene-di10 14.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexene-1-carboxylic acid,... 166 C10H1402 007694-45-3 95
2 2,6-Dihydroxy-7-methylpurine 166 C6HEN402 000552-62-5 52
3 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 50
4 1,4-Pentadiene 68 C5H8 000591-93-5 50
5 2-Pentyne 68 C5H8 000627-21-4 47

Abundance Scan 1830 (14.142 min): BG059208.D\data.ms (-1819) (- | m/z 68.05 100.00%
68.0

5000

—

390 121.1
e e
14.00 14.50

0+ m/z 67.10 71.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41281: 1-Cyclohexene-1-carboxylic acid, 4-(1-methyleth
68.0
5000 121.0 o

Py ‘
14.00 14.50
m/z 53.10 44.02%

39.0 166.0
O ’\‘\ T \‘i“\‘\“f‘“f“‘\h‘\ \‘w‘\ \H‘\ “\‘H\“\ \‘i !‘\ \‘\“‘ T \‘\ T ‘ \‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41783: 2,6-Dihydroxy-7-methylpurine
68.0 166.0
AL bt R
14.00 14.50
5000 123.0 m/z 79.05 40.85%
40.0
Oy e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #16322: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide

68.0 14.00 14.50
m/z 121.10 39.94%

5000
39.0

H 132.0
Obprrrlelh bl e e i S2 e

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.383 10.29 ng/ul 291286  Acenaphthene-di10 14.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 72
2 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 45
3 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 43
4 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 43
5 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 41

Abundance Scan 1871 (14.383 min): BG059208.D\data.ms (-1865) (- | m/z 57.05 100.00%
57.0
165.1
5000
221.2 00 1450
Whrr IR a5 e
ol bbbl g b L LT m/z 165.18 0 72.24%
miz--> 50 100 150 200 250 300 350 400
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-:
57.0 165.0
5000 O R .
14.00 14.50
. m/z 43.10 40.33%
1110 ‘ 221.0 /
045 \"\ L‘ ““l\m\' L‘\‘“”\“‘L‘ ‘“\UM\M‘U ‘\‘ \“\l \““\ \l\‘\ LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #54679: 3-tert-Butyl-4-hydroxyanisole
165.0
— ——
14.00 14.50
5000 m/z 41.10 39.75%
5. 77.0
oLtk U‘Nuﬂu‘“« W*M T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #54727: Phenol, 3-(1,1-dimethylethyl)-4-methoxy- — —
165.0 14.00 14.50
m/z 180.10 37.81%
5000
107.0
41.0 ‘
0\\h\\“‘w\h\“‘\\J“le%““\‘h\“‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T T T ‘Aw L
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Undecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.276  18.96 ng/ul 536809  Acenaphthene-d10 14.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Nonanoic acid 158 C9H1802 000112-05-0 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 Nonanoic acid 158 C9H1802 000112-05-0 62
Abundance Scan 2023 (15.276 min): BG059208.D\data.ms (-2017) (- | m/z 60.05 100.00%
60.0
5000 }\HM
129.1 —— —
Lty [ oo s 7305 78
ol ML Ly 2000 2850 3884 .., 73,05  78.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #60689: Undecanoic acid
60.¢
5000 e o
15.00 15.50
129.0 m/z 43.05 75.81%
(& ‘ ‘ 186.0
01\\5.\‘\‘\“’“ . \“H\H]‘\“\H‘i\“‘HH‘\\H‘\H\‘\H\‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #35298: Nonanoic acid
60.0
e —
15.00 15.50
5000 m/z 41.10 67 .48%
115.0
OlaJ,},
m/z--> 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid T 7
73.0 15.00 15.50
m/z 55.05 67.45%
5000
29
129.0
‘ 214.0
oL bl ww\w‘\ww,ww\u A P SRV o
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 2-Heptenoic acid, 4-methyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.263 10.07 ng/ul 285062  Acenaphthene-di10 14.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenoic acid, 4-methyl-2-pen... 212 C13H2402 1000406-09-1 53
2 2-Thiophenecarboxylic acid, cycl... 196 C10H1202S 1000278-88-2 50
3 N-(4-Fluorophenyl)acrylamide 165 COH8FNO 1000486-20-1 38
4 2-Pyrazoline, 1-isopropyl-3-methyl- 126 C7H14N2 022581-48-2 35
5 Silane, 1-butynyltrimethyl- 126 C7H14Si 062108-37-6 35
Abundance Scan 2191 (16.263 min): BG059208.D\data.ms (-2185) (- | m/z 111.05 100.00%
111.1
55.1
5000
e P
| ‘ ‘ _ 16.00 16.50
oLl Aiflul J1552 2131 2808 41100159 o5 o6.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #89859: 2-Heptenoic acid, 4-methyl-2-pentyl ester
111.0
5000 e e
55. 16.00 16.50
m/z 55.10 77.02%
0 \H‘\ WM“‘“\ “\“ \‘L\ “ T }]\_5‘5\.(\)1\-97’.\0\ T ‘ L ‘ T T 1T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #70836: 2-Thiophenecarboxylic acid, cyclopentyl ester
111.0
s —
16.00 16.50
5000 ITI/Z 43.10 41.10%
39.0
di 196.0
(o LRR RIS RS D S
m/z--> 50 100 150 200 250 300 350 400
Abundance #41048: N-(4-Fluorophenyl)acrylamide — —
550 111.0 16.00 16.50
m/z 41.10 40.88%
5000
165.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 12 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.490 9.50 ng/ul 307839  Phenanthrene-d10 17.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Undecanoic acid 186 C11H2202 000112-37-8 87

Abundance Scan 2570 (18.490 min): BG059208.D\data.ms (-2563) (- | m/z 43.10 100.00%

43.1
5000
—
m Zlfz | 18.50
- “””'M Al ] 2050 3713 4T3 h/7 6e.10  89.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 T
129.0 18.50
m/z 73.10 88.76%
O‘\\\“‘ “”lfll\\ll’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92063: Tridecanoic acid
73.0
P
18.50
5000 129.0 ITI/Z 57.10 88.17%
ol 20
sl 280
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid —
60.0 18.50
m/z 55.10 73.01%
5000 129.0
” 213.0
oAl H‘”a"uwJ“"\‘\m_m“mWm_m,mwm R
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.753 4.18 ng/ul 135419  Phenanthrene-di10 17.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
2 Octadecanoic acid 284 C18H3602 000057-11-4 50
3 Octanoic acid 144 C8H1602 000124-07-2 47
4 .alpha.-D-Glucopyranose, 4-0O-.be... 342 C12H22011 014641-93-1 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46

Abundance Scan 2785 (19.753 min): BG059208.D\data.ms (-2781) (- | m/z 43.10 100.00%

43.1
5000

129.1
185.2 2411 "a'50 o000
Ltk b 044117 010 <
o) I \‘m\ | I, \‘l \‘u\ ‘hhwlmh‘h‘ \im‘h"hjn‘\wi N o L T i m/z 60.10 90.90%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143507: n-Hexadecanoic acid
43.0

5000 e by
19.50 20.00

129.0 m/z 57.10  84.34%

256.0
0 \\\‘l“‘T‘ \“‘“\“W \M‘\HL \“‘\1\‘8\5'?\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid
73.0

T
19.50 20.00

5000 129.0 ITI/Z 41.10 75.85%
185.0 284.0
0,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24059: Octanoic acid T ——
60.0 19.50 20.00

m/z 73.05 64.73%

) WWJ\NWW
WWL\hmﬂl?L

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Propanoic acid, 2-(methoxym... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.500 4.28 ng/ul 155191  Chrysene-di12 21.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 64
2 2-Propanol, 1,1'-oxybis- 134 C6H1403 000110-98-5 59
3 Pentaethylene glycol 238 C10H2206 004792-15-8 56
4 Hexaethylene glycol 282 C12H2607 002615-15-8 56
5 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 50
Abundance Scan 2912 (20.500 min): BG059208.D\data.ms (-2906) (- | m/z 45.10 100.00%
45.1
" MMM
177.1 50 50
20.50
03.0 . 4
- ‘H‘l Kl W L. o 2800 8269 A4 ATLS /7 89.10  45.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17233: Propanoic acid, 2-(methoxymethoxy)-
45.0
5000 U
20.50
m/z 43.10 27.07%
O‘\\A\‘\J‘“\‘\h\]-\o[;’\.\()\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17309: 2-Propanol, 1,1'-oxybis-
45.0
——
20.50
5000 m/z 55.10 18.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #120151: Pentaethylene glycol T
45.0 20.50
m/z 57.10  15.32%
- M\W\J\\/\Wmﬂf
133.0
0W|”'}\239'0, ——
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Hexaethylene glycol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.705 4.64 ng/ul 168366  Chrysene-di12 21.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 58
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 50
3 2-Heptanol, 5-methyl- 130 C8H180 054630-50-1 38
4 2-Octanol 130 C8H180 000123-96-6 38
5 2-Undecanol 172 C11H240 001653-30-1 35

Abundance Scan 2947 (20.705 min): BG059208.D\data.ms (-2943) (- | m/z 45.10 100.00%

4I:

7
20.50 21.00

ol | “‘““J““‘ ww ‘ “ b 2323 28298254 313y 55 10 71.14%
miz--> 50 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol
45.0
5000 — —
89.0 20.50 21.00

m/z 89.10 47.89%

33.0
L ‘“\‘ \‘ ‘ “\ \‘h\ h\ ‘H T \ T ‘ T ]\-9\5’ 0\ \2\3\9 P\ T ‘ UL ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
—r—

o

890 20.50 21.00
5000 ! ITI/Z 43.10 36.29%
133.0
ol d L ‘L - a‘ 02210 28303270
mlz--> 50 100 150 200 250 300 350
Abundance #15717: 2-Heptanol, 5-methyl- — —
45.0 20.50 21.00

m/z 41.10  27.42%

T e

m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.540 4.49 ng/ul 162909  Chrysene-di12 21.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 58
4 1-Hexacosanol 382 C26H540 000506-52-5 49
5 n-Tetracosanol-1 354 C24H500 000506-51-4 49
Abundance Scan 3089 (21.540 min): BG059208.D\data.ms (-3084) (- | m/z 57.10 100.00%
57.1
11.1 T \
21.50
173.1221.1 285.0
0L ‘H Mwh 4‘! w‘lwwm R0 38z ss.1e 91.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #121340: 1-Heptadecene
57.0
5000 — :
m/z 43.10 77.30%
0 T \‘T‘ “\“\‘\ J ‘\“\“h‘“%??’\o\ ‘ }\2:\3§"O\ T ‘ L ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
LN \
21.50
5000 1110 m/z 69.85 65.08%
oL LI LL 370 2220 s0m0
m/z--> 50 100 150 200 250 300 350 400
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis- —— ‘
55.0 21.50
m/z 83.15 59.91%
5000
12.0
m/z--> 50 100 150 200 250 300 350 400 21.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\

Library Search Compound Report

Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Pentaethylene glycol monodo... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
23.761 3.54 ng/ul 128290  Chrysene-di2 21.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64

2 Tetraethylene glycol 194 C8H1805 000112-60-7 59
3 Hexaethylene glycol 282 C12H2607 002615-15-8 59
4 Tetraethylene glycol monododecyl... 362 C20H4205 005274-68-0 59
5 Tetraethylene glycol 194 C8H1805 000112-60-7 53

Abundance Scan 3467 (23.760 min): BG059208.D\data.ms (-3462) (- | m/z 45.10 100.00%

45.1
5000

T
23.50 24.00

191.9 282.1341.3 512.‘
0.}.n“\‘.4548 m/z 89.10  49.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #305785: Pentaethylene glycol monododecyl ether
45.0
5000 —— e
23.50 24.00

m/z 57.10 46.23%

133.0
o bl | 2302130 aoro
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69769: Tetraethylene glycol
45.0

T
23.50 24.00
5000 m/z 43.10 36.89%

AL 2190

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

Abundance #175225: Hexaethylene glycol T —
45.0 23.50 24.00

m/z 59.10  23.64%

5000
133.0
[ |, .| 19502520

o R R R RRRERRR — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 18 Diethylene glycol monododec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.401 4.98 ng/ul 185858  Perylene-di2 25.547
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol monododecyl ether 274 C16H3403 003055-93-4 50
2 Methoxyacetic acid, 2-pentyl ester 160 C8H1603 1000282-69-2 38
3 Pentanoic acid, 5-methoxy-, phen... 208 C12H1603 069687-94-1 35
4 Hydrazinecarboxylic acid, ethyl ... 104 C3H8N202 004114-31-2 27
5 Heptadecane 240 C17H36 000629-78-7 20

Abundance Scan 3576 (24.401 min): BG059208.D\data.ms (-3568) (- | m/z 43.10 100.00%

43.1
5000

—
ogas 3724 24.00 24.50
O il m/z 45.10  93.68%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166178: Diethylene glycol monododecyl ether
57.0

5000 — —
24.00 24.50

m/z 57.10 91.62%

‘}" \“ﬁ““}h\“\} \ﬁ\o\‘\\z\4\3‘9\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36689: Methoxyacetic acid, 2-pentyl ester
45.0

T
24.00 24.50
5000 m/z 89.10 50.08%

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

Abundance #84802: Pentanoic acid, 5-methoxy-, phenyl ester — ——
45.0 24.00 24.50

m/z 55.05 48.89%

- WWM
115.0
11 ” L

‘ 208.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00 24.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 19 Hexaethylene glycol monodod... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.686 4.19 ng/ul 156433  Perylene-di2 25.547
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 52
2 Hexaethylene glycol 282 C12H2607 002615-15-8 46
3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 46
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 43
5 Heptaethylene glycol 326 C14H3008 005617-32-3 43

Abundance Scan 3965 (26.686 min): BG059208.D\data.ms (-3957) (- | m/z 57.10 100.00%
7.1

57.
5000

T T
133.2

207.0 2650  27.00
264.0 327.3
0 ) “m‘ $77.8 A1 4/z 45.18  92.06%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #325578: Hexaethylene glycol monododecyl ether
458.0

5000 — e
26.50 27.00

m/z 43.10 54.31%

133.0
ol [ 2130 2830 3630 451,
\\\\‘\\\\‘\\\\‘\\\\’\\\\[\f\\‘\\\\‘\\\\’\\\\[\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175225: Hexaethylene glycol
45.0

T T
26.50 27.00

5000 m/z 71.15 38.81%
133.0
0 HI\‘\“‘H“H\‘L‘l\"““"‘1‘9‘5’-9“2‘5‘2‘.9‘“HH‘HH’HH“ W/\W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #191037: 3,6,9,12,15-Pentaoxanonadecan-1-ol o —r—
45.0 26.50 27.00

m/z 89.05 31.38%

) W¢M¢“WwijmWf\ﬁwf%m%
1%1.0
J‘d U “’ I \i L. 163.0

O e A e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 20 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
28.185 4.02 ng/ul 150047  Perylene-di2 25.547
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 43
2 Di-n-decylsulfone 346 C20H4202S 111530-37-1 38
3 Benz[b]-1,4-oxazepine-4(5H)-thio... 207 C11H13NOS 1000258-63-4 38
4 Oct-3-enoylamide, N-methyl-N-hex... 379 C25H49NO 1000437-42-3 32
5 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 14
Abundance Scan 4220 (28.185 min): BG059208.D\data.ms (-4212) (1 m/z 57.10 100.00%
57.1
207.1
5000
— —
H‘ L1272 2821 p0 54172 28.00 28.50
ol il ‘\‘Im‘lw‘lm‘.\\M‘Hn‘ g Ly MRS T m/z 43.10 57.47%
miz--> 50 100 150 200 250 300 350 400
Abundance #84030: 1H-Indole, 5-methyl-2-phenyl-
207.0
5000 — —
28.00 28.50
m/z 207.05 53.72%
104.0
O \\\\’\\\\‘“\\H\\“‘\‘\‘\\I‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #255613: Di-n-decylsulfone
51.0 207.0
— —
28.00 28.50
5000 ITI/Z 71.05 52.62%
‘ ‘ 141.0
ol bl T 1L eero @00
m/z--> 50 100 150 200 250 300 350 400
Abundance #83671: Benz[b]-1,4-oxazepine-4(5H)-thione, 2,3-dihydrg o —
207.0 28.00 28.50
m/z 85.05 31.94%
5000
85.0 134.0
90 7 L
0 m‘;“,‘w-s“\ R —— —
m/z--> 50 100 150 200 250 300 350 400 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59208.D

Acqg On : 26 Sep 2023 23:10
Operator : MA/JU

Sample : 04450-15

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.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|
Tetrachloroethy... 5.000 4890.5 ng/ul 124302000 1 8.296 508341 20.0
Cyclohexene, 1-... 8.478 224.1 ng/ul 5694810 1 8.296 508341 20.0
Cyclohexanol, 1... 10.441 8.0 ng/ul 2439260 2 11.140 6108050 20.0
7-Tetradecyne 11.234 2.3 ng/ul 705537 2 11.140 6108050 20.0
Carvone 11.916 4.0 ng/ul 1208930 2 11.140 6108050 20.0
n-Decanoic acid 13.161 10.9 ng/ul 307781 3 14.924 566254 20.0
1,2-Cyclohexane... 13.232 7.8 ng/ul 220826 3 14.924 566254 20.0
1-Cyclohexene-1... 14.142 10.4 ng/ul 295854 3 14.924 566254 20.0
2,6-Di-tert-but... 14.383 10.3 ng/ul 291286 3 14.924 566254 20.0
Undecanoic acid 15.276 19.0 ng/ul 536809 3 14.924 566254 20.0
2-Heptenoic aci... 16.263 10.1 ng/ul 285062 3 14.924 566254 20.0
n-Hexadecanoic ... 18.490 9.5 ng/ul 307839 4 17.674 648315 20.0
Octadecanoic acid 19.753 4.2 ng/ul 135419 4 17.674 648315 20.0
Propanoic acid,... 20.500 4.3 ng/ul 155191 5 21.992 725752 20.0
Hexaethylene gl... 20.705 4.6 ng/ul 168366 5 21.992 725752 20.0
(DEL) Alkane: S... 21.540 4.5 ng/ul 162909 5 21.992 725752 20.0
Pentaethylene g... 23.761 3.5 ng/ul 128290 5 21.992 725752 20.0
Diethylene glyc... 24.401 5.0 ng/ul 185858 6 25.547 746468 20.0
Hexaethylene gl... 26.686 4.2 ng/ul 156433 6 25.547 746468 20.0
unknown-01 28.185 4.0 ng/ul 150047 6 25.547 746468 20.0
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