LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acqg On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49303.D

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

# min  scan scan scan TY height area % max. total
1 3.806 116 131 140 rBV 139690 286914 5.73% ©0.633%
2 4.212 177 200 209 rVB2 124503 451513 9.02% 0.996%
3 4.482 240 246 252 rW 207213 340767 6.81% 0.752%
4 4.541 252 256 266 rVB2 81257 143410 2.87% ©.316%
5 5.152 354 360 372 rVB 372744 600009 11.99%  1.324%
6 5.622 434 440 447 rW 79163 135284 2.70% 0.299%
7 5.692 447 452 461 rVB2 40791 87106 1.74% 0.192%
8 5.939 482 494 500 rVV5 94248 292580 5.85% ©0.646%
9 6.063 509 515 518 rvv2 54411 97921 1.96% 0.216%
106 6.098 518 521 531 rVB 59885 101876  2.04%  0.225%
11 6.386 557 570 575 rBV 359170 701839 14.03%  1.549%
12 6.503 575 590 593 rVWV5 77983 309922 6.19% 0.684%
13  6.556 593 599 607 rVv2 157489 350434 7.00% 0.773%
14 6.803 636 641 648 rVB 221616 344495 6.88% ©.760%
15 7.150 686 700 704 rVW5 108191 262024 5.24% ©.578%
16 7.208 704 710 717 rVV 292883 483012 9.65% 1.066%
17 7.332 727 731 736 rVB 98570 154882 3.10% ©.342%
18 7.432 744 748 753 rVW3 82192 195126 3.90% 0.431%
19 7.490 753 758 767 rVB 281646 475967 9.51% 1.050%
20 7.714 792 796 801 rW 94406 151197 3.02% 0.334%
21 7.919 818 831 838 rVB3 81861 238261 4.76% ©.526%
22 8.072 847 857 861 rBV3 148850 369187 7.38% 0.815%
23  8.137 861 868 875 rVB 738833 1390768 27.79%  3.069%
24 8.295 887 895 896 rBV 1410772 2283344 45.63% 5.038%
25 8.413 909 915 920 rBvV2 52243 88629 1.77% 0.196%
26 8.507 925 931 945 rVB3 734936 1483206 29.64% 3.273%
27 8.718 955 967 968 rBv4 72100 171984  3.44% ©.379%
28 8.765 972 975 980 rVB2 73817 118459  2.37% 0.261%
29 8.877 987 994 1004 rVB 384183 717507 14.34% 1.583%
30 9.200 1042 1049 1055 rBV2 281332 540570 10.80%  1.193%
31 9.512 1076 1102 1103 rBV4 336551 1389802 27.77% 3.067%
32 9.811 1140 1153 1160 rBV 250839 546485 10.92% 1.206%
33 9.876 1160 1164 1169 rVB3 74485 114906 2.30% 0.254%
34 9.940 1169 1175 1179 rBV2 327933 605206 12.09%  1.335%
35 10.034 1185 1191 1195 rBV3 245050 394957 7.89% ©0.871%
36 10.081 1195 1199 1203 rVB 66724 93832 1.88% 0.207%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acqg On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 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-BG070921.M
Title : SVOA CALIBRATION
37 10.140 1203 1209 1215 rBV3 124597 263757 5.27% ©.582%
38 10.410 1247 1255 1261 rBV 521911 1083090 21.64%  2.390%
39 10.516 1268 1273 1278 rVB3 85228 144447 2.89% 0.319%
40 10.587 1278 1285 1289 rBV5 68188 148221 2.96% 0.327%
41 10.657 1292 1297 1306 rVB2 200776 363560 7.27% ©.802%
42 10.775 1310 1317 1324 rBV3 486721 1065486 21.29%  2.351%
43 10.898 1330 1338 1342 rBV2 140539 315658 6.31% ©.697%
44 10.957 1342 1348 1353 rVV5 104422 231680 4.63% ©.511%
45 11.116 1369 1375 1379 rVV2 228584 384707 7.69% ©.849%
46 11.163 1379 1383 1386 rVV2 151710 277493 5.55% 0.612%
47 11.210 1386 1391 1396 rVV2 334744 669117 13.37% 1.476%
48 11.268 1396 1401 1411 rVB3 211585 434140 8.68% 0.958%
49 11.427 1411 1428 1434 rBV3 110170 359645 7.19%  0.794%
50 11.509 1435 1442 1448 rVB6 46525 113028 2.26% 0.249%
51 11.832 1490 1497 1500 rBV3 229547 504091 10.07% 1.112%
52 12.067 1528 1537 1539 rVV2 126984 313141 6.26% 0.691%
53 12.108 1541 1544 1548 rVW 167418 274945 5.49% 0.607%
54 12.144 1548 1550 1556 rvB2 77811 98467 1.97% 0.217%
55 12.338 1580 1583 1589 rVB2 74924 102220 2.04%  ©.226%
56 12.420 1592 1597 1604 rVB3 140872 251641 5.03% ©.555%
57 12.684 1631 1642 1653 rVB3 207153 598780 11.97% 1.321%
58 12.819 1659 1665 1675 rBV6 77408 205957  4.12%  ©.454%
59 12.966 1685 1690 1693 rBV 64042 95414 1.91% 0.211%
60 13.013 1693 1698 1701 rVV2 166098 310173 6.20% 0.684%
61 13.066 1703 1707 1714 rVVv4 185212 411842 8.23%  0.909%
62 13.137 1714 1719 1729 rVB 174515 319906 6.39% 0.706%
63 13.237 1730 1736 1740 rBV5 53890 90648 1.81% ©.200%
64 13.372 1755 1759 1765 rBV2 96383 150883 3.02% ©.333%
65 13.436 1765 1770 1771 rVV2 162330 206652  4.13%  0.456%
66 13.466 1771 1775 1783 rVV 313695 526252 10.52% 1.161%
67 13.560 1783 1791 1797 rVB5 62065 136941 2.74%  ©.302%
68 13.671 1799 1810 1819 rBv2 287913 668199 13.35% 1.474%
69 13.754 1819 1824 1832 rVB6 102463 263252 5.26% 0.581%
70 13.918 1843 1852 1857 rVVv8 55322 169729 3.39% 0.375%
71 13.977 1857 1862 1871 rVB 457090 733313 14.65% 1.618%
72 14.071 1873 1878 1883 rBV3 91580 156877 3.14% 0.346%
73 14.212 1898 1902 1905 rBV2 61452 82983 1.66% ©.183%
74 14.412 1929 1936 1937 rVV3 49607 93614 1.87% 0.207%
75 14.459 1941 1944 1951 rVB3 104981 211228 4.22%  ©.466%

76 14.717 1980 1988 1994 rBV 229987 402171 8.04% 0.887%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acqg On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 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-BG070921.M
Title : SVOA CALIBRATION
77 14.911 2013 2021 2028 rBV3 216614 393333 7.86% ©0.868%
78 15.017 2031 2039 2052 rBV2 686438 1702910 34.03% 3.758%
79 15.175 2061 2066 2072 rVB 288701 448063 8.95%  0.989%
80 15.346 2088 2095 2104 rVB 288075 522699 10.45% 1.153%
81 15.71@ 2152 2157 2162 rVB 57496 99598 1.99% ©.220%
82 15.851 2173 2181 2186 rBV 427193 675359 13.50%  1.490%
83 16.180 2232 2237 2247 rVB4 82992 163061 3.26% ©.360%
84 16.492 2282 2290 2293 rBV 282543 423061 8.45%  ©.933%
85 16.539 2293 2298 2305 rVB 1381446 2083360 41.63% 4.597%
86 16.762 2331 2336 2349 rBV4 107004 242619 4.85% 0.535%
87 17.126 2390 2398 2406 rBV 3192933 5004011 100.00% 11.041%
88 17.197 2406 2410 2416 rVV7 59840 142636 2.85% ©.315%
89 17.467 2451 2456 2462 rBV 276483 415567 8.30% 0.917%
90 17.567 2467 2473 2479 rVB2 102290 186677 3.73% 0.412%
91 17.819 2511 2516 2528 rVB 489272 943820 18.86% 2.083%
92 17.960 2536 2540 2545 rVB 64184 89075 1.78% 0.197%
93 18.101 2559 2564 2574 rVB10 47050 109999 2.20% 0.243%
94 18.742 2669 2673 2677 rVB 59838 87192 1.74%  ©.192%
95 19.053 2721 2726 2732 rBvV2 151421 231458 4.63% ©.511%
96 19.394 2779 2784 2790 rBV2 172684 252160 5.04% ©.556%
97 19.852 2856 2862 2870 rBV 94981 179639 3.59% ©0.396%
98 21.750 3178 3185 3190 rBV 297662 480227 9.60% 1.060%
99 24.811 3698 3706 3713 rVB3 40974 105950 2.12% 0.234%
100 25.046 3735 3746 3760 rVB 182083 590880 11.81% 1.304%

Sum of corrected areas: 45320083
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jul 2021 17:06
: CG/JU
: M2958-01DL 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
BGO49303.D

: 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
4.210 24.46 ng/ul 451513 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 40
2 Butanoic acid 88 (C4H802 000107-92-6 40
3 Pentanoic acid 102 C5H1002 000109-52-4 28
4 Benserazide 257 C10H15N305 000322-35-0 25
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 17
Abundance Scan 200 (4.212 min): BG049303.D\data.ms (-177) (-) m/z 60.10 100.00%

60.1
91.1
5000
41.0 73.1

‘H | 3.80 4.00 4.20 4.40 4.60
e prrrr e e kel Mz 91,18 57.33%

0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2020: Butanoic acid
6Q.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\’\\

3.80 4.00 4.20 4.40 4.60
27.0 41.0 m/z 73.10 34.55%

\\‘\\\\‘\\i‘}“\\\\“H‘\‘\\‘\\‘\\ ‘\\\\“\\\\‘\\8\‘8}.‘0\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2016: Butanoic acid
60.0

‘\\\\‘\\\\’\V\\‘\\\\’\\

3.80 4.00 4.20 4.40 4.60

o

5000 m z 92.10 31.82%
73.0
27.0 410
o280 ol o
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4246 Pentanoic acid R BANES AR
60.0 3.80 4.00 4.20 4.40 4.60

m/z 41.05 31.56%

5000

41.0
15.0 H \M\\ . _87.0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.150 32.50 ng/ul 600009 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
Abundance Scan 360 (5.152 min): BG049303.D\data.ms (-354) (-) m/z 43.10 100.00%
3.1
5000
P e
1012 4.80 5.00 5.20 5.40
L 792 207.2
O rrr e e e e e e s m/z 59.20 47.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B I B B
4.80 5.00 5.20 5.40
m/z 101.20 14.92%
‘L 101.0
O\\\\‘\“\H\\"H}\\W‘\\.\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R RRR R
4.80 5.00 5.20 5.40
5000 m/z 58.10 12.38%
15.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- R RRE R
43.0 4.80 5.00 5.20 5.40
m/z 41.20 11.93%
5000
101.0
Ottt e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Hexylene glycol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.390 38.02 ng/ul 701839 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 86
2 Hexylene glycol 118 C6H1402 000107-41-5 86
3 Hexylene glycol 118 C6H1402 000107-41-5 83
4 Hexylene glycol 118 C6H1402 000107-41-5 83
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 59
Abundance Scan 570 (6.386 min): BG049303.D\data.ms (-557) (-) m/z 59.10 100.00%
59.1
43.1
5000
S e
85.2 6.00 6.20 6.40 6.60 6.80
i | 1082 4993
ol o e S m/z 43.10  74.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8817: Hexylene glycol
59.0
43.0
5000 R AR
6.00 6.20 6.40 6.60 6.80
85,0 m/z 56.20 31.43%
27. "~ 103.0
OH\-;Lﬁ“\q\’H\M‘ﬁ\H\M‘WLH‘\‘\‘\‘H‘H\‘\‘HHH\‘H‘HH‘\‘H\‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8814: Hexylene glycol
59.0
43.0 /\T““ﬂ
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.20 25.28%
85.0
27.
o240 "I L ) pa0 | 1020
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #8815: Hexylene glycol N REAmARREED L
43.0 59.0 6.00 6.20 6.40 6.60 6.80
m/z 45.10 22.87%
5000
15.0 29,0
L
Ou\,m\‘,uu‘uu{\\u‘u‘u{mWm‘\m‘\m‘\‘m‘\m‘\m
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.560 18.98 ng/ul 350434 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 47
2 Octane 114 C8H18 000111-65-9 43
3 Octane 114 C8H18 000111-65-9 43
4 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 42
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 42

Abundance Scan 599 (6.556 min): BG049303.D\data.ms (-593) (-) m/z 43.20 100.00%

43.2
5000
w2 hoshosm ek T
L O P Lol
O b vttt et el b e /2 56.20 40.84%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1484: 1-Pentene, 4-methyl-
43.0
5000
27.0 6.20 6.40 6.60 6.80
m/z 41.15 38.87%
69.0 g4.0
OH\‘?H\‘H‘H‘H\H‘\HH‘H‘H‘\‘\‘\‘\‘\H‘\“HH‘\!H‘HH’HH‘HH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7620: Octane
43.0
R RRARAEENY
6.20 6.40 6.60 6.80
5000 ITI/Z 57.20 25.10%
85.0
27,0 70.0
] “\‘ L5 “ 114.0
O e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7619: Octane L A LA A
43.0 6.20 6.40 6.60 6.80
m/z 69.15 24.17%
5000
ZIF ‘ 0.0 85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 2-Heptanone, 4,6-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.490  25.78 ng/ul 475967 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 83
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 33
Abundance Scan 758 (7.490 min): BG049303.D\data.ms (-753) (-) m/z 43.10 100.00%
43.1
5000 58.1
85.2
“‘ H ‘ 109.2 1971 7.20 7.40 7.60 7.80 .
O+ e e e e e e m/z 58.10 51.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000
85.0 7.20 7.40 7.60 7.80
m/z 41.20 27.24%
ol L 1080 170
O \\‘H‘H’\H‘\‘HH"\‘H\‘\‘\‘H‘H\‘\i\H\‘i\{\‘\H\‘HH“HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7510: 2-Hexanone, 5-methyl-
43.0
R
7.20 7.40 7.60 7.80
5000 58.0 m/z 69.15 26.56%
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7508: 2-Hexanone, 5-methyl-
43.0 7.20 7.40 7.60 7.80
m/z 85.20  25.40%
5000
58.0
27.0
0 LMl | 850 900 1140
AR R A ARARRARAZEN R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71221\
Data File : BG@49303.D

Acq On : 12 Jul 2021 17:06

Operator : CG/JU

Sample : M2958-01DL 10X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1-Hexanol, 2-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.140  75.34 ng/ul 1390770 1,4-Dichlorobenzene-d4 8.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 64
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 59
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59

5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 53

Abundance Scan 868 (8.137 min): BG049303.D\data.ms (-861) (-) m/z 57.15 100.00%

57.1
5000
R RRamarst SR
J ‘ 83"2 1122 7.80 8.00 8.20 8.40
by SOl bl H22 ASTL L myz 41.20  48.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 L L B R B R R
7.80 8.00 8.20 8.40
290 83.0 m/z 43.20 37.80%
I ‘ “ 112.0
O\\\‘\\‘\\“‘\\\“\\‘\\“1\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50336: 1-Butoxy-2-ethylhexane
57.0
7.80 8.00 8.20 8.40
5000 m/z 55.15 32.64%
29.0
‘ 83.0 _
R L Y T .Y
miz--> 20 40 60 80 100 120 140 160 180
Abundance #108842: Oxalic acid, isobutyl octyl ester
57.0 7.80 8.00 8.20 8.40
m/z 56.15 24.37%
5000 29.0
|l ” J 840 1120 157.0
0 b el e e e SN/ W B W A W
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Oxalic acid, cyclohexyl iso... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

8.366 123.76 ng/ul 2283346  1,4-Dichlorobenzene-d4  8.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1000309-30-7 53

2 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 50
3 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 50
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 50

5 3-Methylbut-2-enoic acid, 2-etho... 172 C9H1603 1000331-14-8 37

Abundance Scan 895 (8.295 min): BG049303.D\data.ms (-887) (-) m/z 83.20 100.00%
2

83.

—

i
60 80 100 120 140 160 180

43.1
5000
e e
‘ H% 12‘9'2 1s 8.00 8.20 8.40 8.60
bl RS myz 430100 59.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #107167: Oxalic acid, cyclohexyl isohexyl ester
83.0
5000 55.0
8.00 8.20 8.40 8.60
m/z 55.15 28.26%
27.0 H 129.0
0 ‘\m\\“H\\“l“\\\\“m‘\\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\
m/z--> 20 40

=

Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
8.00 8.20 8.40 8.60
5000 m/z 56.15  24.64%
129.0
0 “““‘“‘1“m‘“‘m‘l‘w1“H‘HH‘H‘wwuu‘]"?}"o“u
miz--> 20 40 60 80 100 120 140 160 180
Abundance #154561: Oxalic acid, cyclohexyl decyl ester R BARRNREEEEEEa
83.0 8.00 8.20 8.40 8.60
m/z 41.20 22.12%
5000 55.0
o 222 e 1298 1850 o 2 UL
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

SFAM-EPA-BG@70921.M Tue Ju

1 13 16:15:46 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Cyclohexanone, 3,3,5-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.510 80.35 ng/ul 1483210 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91

4 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 58
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 50

Abundance Scan 931 (8.507 min): BG049303.D\data.ms (-925) (-) m/z 83.20 100.00%

83.2
55.1
5000
140.2

o7 8.20 8.40 8.60 8.80
el EOT2 2007 p 55,15 55.60%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 55.0

8.20 8.40 8.60 8.80

o

m/z 69.10 53.80%
270 140.0
O\\\\‘\“\\ \\\‘\“\\‘\\‘!\\\‘]\-]\-\2\‘0\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
T T T
820840860880
140.0
29.0
Ol e bl 1120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-

83.0 8.20 8.40 8.60 8.80
m/z 41.15 43.12%

5000
55.0
270 140.0
0 Il b r107 0 ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:46 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 3-Buten-2-o0l, 2,3-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.880 38.87 ng/ul 717507 1,4-Dichlorobenzene-d4 8.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-01, 2,3-dimethyl- 100 CeH120 010473-13-9 59

2 Hexylene glycol

118 C6H1402

3 Butanoic acid, 3-hydroxy-3-methy... 132 C6H1203
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
5 3-Pentanol, 2,2-dimethyl- 116 C7H160

Abundance Scan 994 (8
59.2

.877 min): BG049303.D\data.ms (-987) (-)

000107-41-5 53
006149-45-7 50
001116-98-9 47
003970-62-5 40

m/z 59.20 100.00%

5000
‘\ 103.2 14‘3.2 338, 8.60 8.80 9.00 9.20
ol v bt gl ST m/z 43.10 63.29%
miz--> 50 100 150 200 250 300
Abundance #3924: 3-Buten-2-ol, 2,3-dimethyl-
85.0
43.0
5000 L B BN BRI B
8.60 8.80 9.00 9.20
m/z 57.15 62.04%
O T . T ‘U w“ ‘H‘ T “‘\ \‘ T i T T ‘ T T ‘ T T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #8816: Hexylene glycol
59.0
e RAARRRES AT
8.60 8.80 9.00 9.20
5000 m/z 85.15 51.21%
150, || ‘ 103.0
oLk JJ“M L
miz--> 50 100 150 200 250 300
Abundance #14337: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester R RARRREEREEREES L
59.0 8.60 8.80 9.00 9.20
m/z 58.15 35.87%
5000 117.0
]_5.0‘ ‘ ‘
] T A .
m/z--> 50 100 150 200 250 300 8.60 8.80 9.00 9.20

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.510 88.06 ng/ul 1389800 Naphthalene-d8 10.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 58
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 32
5 5-(Methylamino)-1,2,3,4-thiatria... 116 C2H4N4S 052098-72-3 32

Abundance Scan 1102 (9.512 min): BG049303.D\data.ms (-1076) (-) m/z 73.10 100.00%

73.1
5000 411
5.1
101.2 1232
M Ll
0l bl Ll 193 ) g 10 66.58%
miz--> 20 40 60 80 100 120 140
Abundance #20867: Hexanoic acid, 2-ethyl-
88.0
5000 -
410 °70 9.50
‘ ‘ 116.0 m/z 41.15 48.61%
O\\1\8‘0\‘\\\‘\\\‘1‘[\\“\‘\“\‘\\[‘\\\‘!‘\\\\lﬁﬁ.\o\
miz-> 20 40 60 80 100 120 140
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
S \
9.50
5000 m/z 55.20  42.53%
41.0 57.0
‘ 101.0
ol 190l ‘W gl ‘\‘ 7o 440
miz-> 20 40 60 80 100 120 140
Abundance #20866: Hexanoic acid, 2-ethyl- 7 ‘
73.0 9.50
41.0 m/z 57.15 32.71%
57.0
5000
101.0
oyl a0 140 /.
m/z--> 20 40 80 100 120 140 9.50

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:48 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.410 68.62 ng/ul 1083090 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 83
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 53
3 Pentanal, 3-methyl- 100 C6H120 015877-57-3 38
4 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 38
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 38

Abundance Scan 1255 (10.410 min): BG049303.D\data.ms (-1247) (- m/z 56.15 100.00%

56.1
5000
1050
85.1 :
103.2
ol BB ) L7002 1272 1881 ;5515 36.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
568.0
5000 T
10.50
m/z 41.15 32.43%
29.0 ‘ H 85.0
0 HH’\MMH“‘\‘\ T “ T \‘1 T “\‘\\%P‘\A.\O\\‘1\2\9\.(\)‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #1797: Oxirane, (1-methylethyl)-
56.0
—
10.50
5000 ITI/Z 43.10 31.86%
27.0
ol b 1 880
m/z--> 20 40 60 80 100 120 140 160
Abundance #3840: Pentanal, 3-methyl- T
56.0 10.50
m/z 57.20  28.29%
5000
29.0
82.0
(1 I N S o = ST s
m/z--> 20 40 60 80 100 120 140 160 10.50

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:49 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 Propanoic acid, 2,2-dimethy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.660 23.04 ng/ul 363560 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2-dimethyl-, h... 186 C11H2202 005434-57-1 59
2 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 50
3 2-Isobutoxyethyl propionate 174 C9H1803 1000234-06-3 38
4 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 38
5 Pentanoic acid, 2-methylpropyl e... 158 C9H1802 010588-10-0 37

Abundance Scan 1297 (10.657 min): BG049303.D\data.ms (-1292) (- m/z 57.20 100.00%

57.2
5000
—— T
M ‘ ‘103-2 10.50 11.00
ol Ml bl | 1883 2070 2040 .. 4150 s59.18%
miz-> 50 100 150 200 250
Abundance  #50162: Propanoic acid, 2,2-dimethyl-, hexyl ester
57.0
5000 e =
103.0 10.50 11.00
m/z 56.20 35.80%
O L‘\““H\ ‘i‘ \H‘\ “\ T :\L4\'3‘0\ L O B B L B B
m/z--> 50 100 150 200 250
Abundance #62438: Hexyl isobutyl carbonate
57.0
— —r=
10.50 11.00
5000 m/z 85.15 28.09%
ol 2000 11, 1080 aar0
miz--> 50 100 150 200 250
Abundance #41626: 2-1sobutoxyethyl propionate T M
57.0 10.50 11.00
m/z 69.15 23.06%
5000
101.0
o8O Ly a0 S vy
m/z--> 50 100 150 200 250 10.50 11.00

SFAM-EPA-BGO70921.M Tue Jul 13 16:15:50 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 Parachlorophenol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.770 67.51 ng/ul 1065490 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Parachlorophenol 128 C6H5C10 000106-48-9 96
2 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 96
3 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 96
4 Parachlorophenol 128 C6H5C10 000106-48-9 94
5 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 93

Abundance Scan 1317 (10.775 min): BG049303.D\data.ms (-1310) (-  m/z 128.05 100.00%

59.2 128.1
5000
-
H' 10.50 11.00
0 Wb e e 28 m/z 59.20 93.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12100: Parachloropheno
128.0
5000 65.0 —— [ —
10.50 11.00
m/z 43.10 65.49%
O‘\\\J‘\H‘“\J\h\\lt‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12109: Phenol, 3-chloro-
128.0
—— —
10.50 11.00
5000 65.0 m/z 65.20 57.47%
o_HJ““”‘"JM“",M S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12108: Phenol, 3-chloro- Ly Pt
128.0 10.50 11.00
m/z 57.15 39.45%
65.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.120 24.37 ng/ul 384707 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 47
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 47
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 43
4 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 43
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 42

Abundance Scan 1375 (11.116 min): BG049303.D\data.ms (-1369) (- m/z 56.20 100.00%
5

6.2
5000
73.2
39 103.2 11.00 1150
Ol L1288 ) 5500 74.32%
m/z--> 20 40 60 80 100 120 140
Abundance #22109: 1,3-Hexanediol, 2-ethyl-
56.0
5000 73.0 L — L —
11.00 11.50
103.0 m/z 41.20 52.86%
29.0 ‘
O | \h“\ \“‘}‘\ T T \‘\“}‘\ T \‘\‘\ \“‘ f \‘\ T ‘1\2\9\0\1‘4\5\0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #22106: 1,3-Hexanediol, 2-ethyl-
56.0
—— —
11.00 11.50
5000 ITI/Z 43.20 45.08%
73.0
29.0 ‘ ‘ 103.0
ol M Ll 1 12801450
m/z--> 20 40 60 80 100 120 140
Abundance #3321: 1-Hexene, 5-methyl- 7 —
56.0 11.00 11.50
m/z 57.10 35.80%
5000
29.0
83.0
0 | B0 ol W
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 unknown-©3 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.210 42.40 ng/ul 669117 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 47
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 47
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 38
4 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 38

Abundance Scan 1391 (11.210 min): BG049303.D\data.ms (-1386) (- m/z 56.20 100.00%

56.2
5000
101.2 A P
o1 ‘ 1302 11.00 11.50
bl lly JBLR AL, 1322 1570 1853 0 55 59 88.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4758: Neopentyl glycol
56.0
5000 — —
310 11.00 11.50
' m/z 57.20 75.09%
[l 4
O \\‘\“\‘\\\‘i‘\\\‘ H‘\\‘U\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22109: 1,3-Hexanediol, 2-ethyl-
56.0
— —
11.00 11.50
5000 m/z 41.20 66.12%
103.0
29.0
obrrrpllh 8D, ) 1200
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3985: Pentane, 2,3-dimethyl- — —
56.0 11.00 11.50
m/z 43.15 53.07%
5000
29.0
‘ 85.0
OH\‘\H\‘UH‘“‘\w‘i\‘\‘H\p\H‘HH‘HH‘HH‘\H —T —T
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 unknown-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.270 27.51 ng/ul 434140 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 42
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 35
3 2,5-Dimethyl-5-hexen-3-0l 128 C8H160 067760-91-2 32
4 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 30
5 Ethyl trans-3-isopropyl-2-oxiran... 158 C8H1403 052945-84-3 23

Abundance Scan 1401 (11.268 min): BG049303.D\data.ms (-1396) (- m/z 56.20 100.00%

— —T
0 100 150 200 250 300 11.00 11.50

56.2
5000
1112 | | ) | ‘ )
145.2 11.00 11.50
ob— M I “H ' ‘ bl 1998 801, 41.20  50.78%
miz--> 50 100 150 200 250 300
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 — —
11.00 11.50
‘ ‘ 103.0 m/z 57.20 46.70%
OJ\-S\q\‘ ‘\““‘\ ‘\L \“\ “\ T \14\.5‘0\ L B L B B B B B
miz--> 50 100 150 200 250 300
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
R e
11.00 11.50
5000 m/z 73.10 39.47%
111.0
‘# ‘ ‘ ‘ 145.0
e N WP ..
miz--> 50 100 150 200 250 300
Abundance #12583: 2,5-Dimethyl-5-hexen-3-ol —T —5
56.0 11.00 11.50
m/z 43.10 35.96%
5000 \J‘L
15.0 ‘ 5.0
N )
5

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 unknown-05 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.430 22.79 ng/ul 359645 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 47
2 Ethyl ether 74 C4H1e0 000060-29-7 38
3 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 38
4 Propane, 1,1'-[ethylidenebis(oxy... 174 C10H2202 005669-09-0 38
5 1-Ethyl-1-hydroxy-1-silacyclopen... 130 C6H140Si 1000279-35-4 37

Abundance Scan 1428 (11.427 min): BG049303.D\data.ms (-1411) (- m/z 57.15 100.00%
57.1

101.2
5000
—
39 11.50
83 136.2154.1
01— e mm Ao 235 m/z 101.20 64.41%
m/z--> 0 20 40 60 80 100 120 140
Abundance #8375: 2-Pentanol, 4,4-dimethyl-
57.0
5000 A T
11.50
5 m/z 41.20 51.11%
90 “ L 83.0 101.0
O\‘\\\\‘\\\\"‘ “\\‘\\“\\\\“\\\\‘\\\\‘\\\\\
m/z--> 0 60 80 100 120 140
Abundance #842: Ethyl ether
31.0
—
11.50
m/z 59.10 40.39%
5000 590 /
R L I
m/z--> 0O 20 40 60 80 100 120 140
Abundance #13664: 3-Hexanol, 3-ethyl- —
101.0 11.50
590 m/z 45.10  38.33%
B M
m/z--> 0 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 40 unknown-06 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.830 31.94 ng/ul 504091 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 32
2 2-Propenyltrimethylsilane 114 C6H14Si 018163-07-0 27
3 2-t-Butyl-5-propyl-[1,3]dioxolan... 186 C10H1803 157733-17-0 25
4 Methane, tert-butoxyisopropoxy- 146 C8H1802 004346-01-4 25
5 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 22

Abundance Scan 1497 (11.832 min): BG049303.D\data.ms (-1490) (-  m/z 57.15 100.00%
57.1

> /\J/\/L
129.2 I CT
1 101.2 ‘ 11.50 12.00
Obrerelloally 784, L 157TA 2119 o3 10 o3.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8394: 3-Pentanol, 2,3-dimethyl-
73.0
5000 45.0 N R
11.50 12.00
m/z 55.15 84.01%
“\ | ‘ I 1ope
O\‘\‘\\\“i\\w‘\\H“\“\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7399: 2-Propenyltrimethylsilane
73.0
P ——
99.0 11.50 12.00
5000 ITI/Z 41.15 66.03%
45.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49876: 2-t-Butyl-5-propyl-[1,3]dioxolan-4-one — ——
5%.0 11.50 12.00
101.0 m/z 43.15 28.78%
5000 20.0
129.0
o 00 | ...1560 R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 unknown-07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.680 37.94 ng/ul 598780 Naphthalene-d8 10.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutanecarboxylic acid, hexa... 324 C21H4002 1000280-41-2 35
2 Cyclobutanecarboxylic acid, octa... 352 C23H4402 1000280-41-3 35
3 Cyclobutanecarboxylic acid, pent... 310 C20H3802 1000280-41-1 35
4 Hexanoic acid, 5-tetradecyl ester 312 C20H4002 1000279-29-9 32
5 Cyclobutanecarboxylic acid, prop... 142 C8H1402 1000280-40-0 25

Abundance Scan 1642 (12.684 min): BG049303.D\data.ms (-1631) (- m/z 57.15 100.00%

57.1
99.1
5000
e —
H ‘ 8 ‘ 12.50 13.00
0 Lub el 93 m/z 55.15  77.06%
m/z--> 50 100 150 200 250 300 350
Abundance #164516: Cyclobutanecarboxylic acid, hexadecyl ester
55.0 101.0
5000 — —
12.50 13.00
‘ m/z 99.10 61.17%
224.0
269.0
0 U“M\ \“\“‘ }“‘ \‘h‘\:l‘}-s‘ﬂ.\.(\)\ T \L\ T ‘\ T ’3\2\4\(\)‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #185503: Cyclobutanecarboxylic acid, octadecyl ester
55.0 101.0
RSN e
12.50 13.00
5000 m/Z 41.15 57.11%
252.0 297.0
oL LLLELL 101000 20Z70
miz--> 50 100 150 200 250 300 350
Abundance #153157: Cyclobutanecarboxylic acid, pentadecyl ester T ——
55.0 101.0 12.50 13.00
m/z 101.20 51.74%
5000
210.0
255.0
o LLLLL Ly ass0 200200 ago L
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\

Library Search Compound Report

Data File : BG@49303.D

Acqg On 12
Operator : CG/
Sample : M29
Misc :

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Jul 2021 17:06
Ju
58-01DL 10X

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
12.970 474 ngul 05414  Acenaphthene-d16 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,4-dimethyl- o8 c7H1a 062213-32-3 46

2 Nonane, 5-methylene- 140 C10H20 006795-79-5 43
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 38

Abundance Scan 1690 (12.966 min): BG049303.D\data.ms (-1685) (- m/z 56.15 100.00%

56.1
5000
=
h ma o b 13.00
ol bl Lo 2222 33 s, 57,10 73.61%
m/z--> 50 100 150 200 250 300 350
Abundance #3365: 1-Pentene, 2,4-dimethyl-
568.0
5000 T
13.00
m/z 75.05 32.67%
M ‘ 98.0
01\5.\\U‘“‘\H\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #17974: Nonane, 5-methylene-
56.0
13.00
5000 ITI/Z 55.15 27.11%
ol 1 \L\‘ | 980 1400
— A7
m/z--> 50 100 150 200 250 300 350
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- 7
56.0 13.00
m/z 41.15 23.94%
5000
129.0
e T — A
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 50 Benzoic acid, 3,5-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.070 20.48 ng/ul 411842  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 91
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 91
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 91
4 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 87
5 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 72

Abundance Scan 1707 (13.066 min): BG049303.D\data.ms (-1703) (- m/z 150.20 100.00%

105.2 150.2
5000
77.1 133.2
511

‘ 13.00
““““J‘ ! ‘Mqu‘HUH“‘“‘p“PM‘NJ\“‘ m/z 105.20  91.87%

miz--> 20 40 60 80 100 120 140
Abundance #24445: Benzoic acid, 3,5-dimethyl-
105.0 150.0

5000
77.0 133.0 13 00
m/z 91.15 54.69%

270 51.0 ‘
O T ‘ T \ T } ’ \‘ \““ T “‘\“\ \h\“ T \‘ } T “U‘H‘\ T ‘ T }“\ ‘ T \‘ ‘\ T ‘ 1
miz--> 20 40 60 80 100 120 140
Abundance #24456: Benzoic acid, 3,5-dimethyl-
105.0 150.0

s L

o

1300
270 133.0
OH“2‘7‘0‘“\\‘H‘\“\Hu\““”w\ ‘\\\‘\\1“\‘\“““‘ VJVM\
miz--> 20 40 60 80 100 120 140
Abundance #24458: Benzoic acid, 3,5-dimethyl-
105.0 150.0 1300

m/z 133.20  33.90%

5000
133.0
77.0
51.0
28.0
H i \‘M L u“‘ ‘ H‘ H /\\ A, M

m/z--> 20 40 60 80 100 120 140 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 51 Butanoic acid, hexyl ester Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.140 15.91 ng/ul 319906  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 64
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 53
4 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 53
5 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 47
Abundance Scan 1719 (13.137 min): BG049303.D\data.ms (-1714) (- m/z 43.20 100.00%
43.2 712
5000
e B 1o
145 2165 2 : :
A —IS “w“‘ ALl w“ WA2BZ TP CIRCIBS L 7 71.15 92.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39513: Butanoic acid, hexyl ester
43.0
71.0
5000 SRS —
13.00 13.50
m/z 56.10 64.19%
0 ‘ ‘ ‘H\ ‘n ‘\\1010 129.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20894: Butanoic acid, butyl ester
71.0
e S
43.0 13.00 13.50
5000 m/z 41.15 46.33%
MEEY O 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance #60124: 1-Trifluoroacetoxy-2-methylpentane —— ——
43.0 13.00 13.50
m/z 69.15 44.49%
69.0
5000
51150 | I ‘ | 990 1290 1550
R T e S AR Fe ——
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 54 unknown-08 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.476  26.17 ng/ul 526252  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50
2 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 42
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 25
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 23
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 17

Abundance Scan 1775 (13.466 min): BG049303.D\data.ms (-1771) (- m/z 56.15 100.00%

56.1
89.2
5000
1350
173.2 ’
— ‘ b A3LL RS8N gz 43.15 61.64%
m/z--> 50 100 150 200 250 300
Abundance #20898: Butanoic acid, butyl ester
71.0
5000 T
13.50
m/z 89.15 56.71%
O T \H\ \“ \‘ \“ “ p‘\l6\o\ T ’ L L ‘ T T T T ‘ T T T T ‘ L
m/z--> 100 150 200 250 300
Abundance #74089 Propan0|c acid, 2-methyl-, 3-hydroxy-2,4,4-trime
71.0
e
13.50
5000 ITI/Z 71.10 52.42%
o ol | jmao 0
m/z--> 50 100 150 200 250 300
Abundance #39518: Butanoic acid, hexyl ester T
71.0 13.50
m/z 55.20 33.16%
h MU/\/‘/
P ) T e — -
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 56 Propanoic acid, 2-methyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.670  33.23 ng/ul 668199  Acenaphthene-die 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 53
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 47
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 47

Abundance Scan 1810 (13.671 min): BG049303.D\data.ms (-1799) (- m/z 71.20 100.00%

43.1 71.2
5000
\MN 982 13.50 14.00
143.2 : '
0 m,uw‘f‘s“mw w“‘m“y“ wrs TS AB32 0 wyz 4315 93.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21032: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43.0 71.0
5000 — —
13.50 14.00
m/z 56.20 77.09%
‘ ‘101.0
O \\\’\‘\\\"}\\‘\"\\‘U\‘\{\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21031: Propanoic acid, 2-methyl-, 2-methylpropyl ester
430 710
e =
13.50 14.00
5000 m/z 41.15 44.,22%
101.0
L u | . 1290
o et A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20894: Butanoic acid, butyl ester —— —
71.0 13.50 14.00
m/z 59.05 37.20%
43.0
5000
ECY.Y I T . B VY | UN ) N
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 59 Butanoic acid, butyl ester Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.980 36.47 ng/ul 733313  Acenaphthene-die 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 58
2 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 50
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 42
4 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 40
5 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 38

Abundance Scan 1862 (13.977 min): BG049303.D\data.ms (-1857) (- m/z 56.20 100.00%

56.2
5000
T ‘ T \/\
14.00
143.2 ,
ol g8z Tre L8026 358 ., 71.15  56.78%
mlz--> 50 100 150 200 250 300 350
Abundance #20898: Butanoic acid, butyl ester
71.0
5000 T
14.00
29. m/z 43.15 54.23%
m/z--> 50 100 150 200 250 300 350
Abundance #12478: cis-2,3-Epoxyoctane
6.0
e
14.00
5000 m/z 89.15  54.05%
9.0
ol L
miz-> 50 100 150 200 250 300 350 ﬁ
Abundance #74085: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex . WIS
89.0 14.00
m/z 55.20 32.22%
43.
5000
L
I —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 61 Benzenemethanol, 3,5-dimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
14.9106 19.56 ng/ul 393333  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
2 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 90
3 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 70
4 3,4-Dimethylbenzyl alcohol 136 C9H120 006966-10-5 64
5 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C10H16 004045-44-7 64

Abundance Scan 2021 (14.911 min): BG049303.D\data.ms (-2013) (- m/z 136.20 100.00%

91.2 136.2
5000 59.1
S
‘ ‘ ‘ ‘ ‘ || 12 9620014 1500
0 ,“ Dbl WM,Mww"w‘m,‘ m/z 121.20  96.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16493: Benzenemethanol, 3,5-dimethyl-
136.0
91.0
5000 j\/\ ' T T
15.00
m/z 91.20 91.03%
39.0 65.0
O \\\’\‘\\\“‘\\‘L\‘\N\“\\\‘\\!‘\"}‘1\‘\‘H“\\\“H‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15877: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0
—T—
15.00
5000 ITI/Z 107.15 70.89%
43.0
NEPTRNN . I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16488: Benzenemethanol, 3,5-dimethyl- —5
136.0 15.00
91.0 m/z 59.10  45.10%
5000
39.0 65. 0
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\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 62 (DEL) Alkane: Cyclic15.02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.020 84.69 ng/ul 1702910  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 43
2 3-Octene, (E)- 112 C8H16 014919-01-8 41
3 Pentanal, 3-(hydroxymethyl)-4,4-... 144 C8H1602 056805-31-3 35
4 Cyclohexanamine, 5-methyl-2-(1-m... 155 C10OH21N 023399-21-5 30
5 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 30

Abundance Scan 2039 (15.017 min): BG049303.D\data.ms (-2031) (-  m/z 55.15 100.00%
55.1

o A___/h\d
98.2 S :
1232 1552 15.00
M U ot b L] ‘ ‘181-2 9
O b b el bbb PRS0 myz 70015 83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6838: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
5000 — :
41.0 15.00
m/z 41.20 59.11%
L
O \\\‘\\\\‘\\\h\‘\‘\\\“\\\\"\\}\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6633: 3-Octene, (E)-
41.0
T \
15.00
m/z 57.10 56.21%
5000 0.0 /
112.0
01150 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21003: Pentanal, 3-(hydroxymethyl)-4,4-dimethyl- ~ ‘
70.0 15.00
m/z 56.15 45.30%
5000 41.0
0] | | i |l a0, 220
0 H\‘\H\pH‘\‘iw\‘u‘\“\H‘,H‘H,w‘\H‘HH‘HH‘HH‘\ P
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 63 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.180 22.28 ng/ul 448063  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 52
2 1-Octene, 3-methyl- 126 C9H18 013151-08-1 47
3 3-Amino-1-azabicyclo[2.2.2]octane 126 C7H14N2 006238-14-8 43
4 Neomenthylamine 155 C10H21N 007231-40-5 43
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 38

Abundance Scan 2066 (15.175 min): BG049303.D\data.ms (-2061) (- m/z 70.10 100.00%

70.1
5000
1552 is‘od is‘sd
09. ‘ . .
ob— ‘:‘u‘u“ww‘“ w e “u ‘J 1042 2414 365 1/, s5.20  97.69%
m/z--> 50 100 150 200 250 300 350
Abundance #6681: 1-Heptene, 5-methyl-
70.0
5000 T ==
29. 15.00 15.50
m/z 41.15 54.66%
“ ‘\ 112.0
O\\”\}“h!‘ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #11524: 1-Octene, 3-methyl-
55.0
— —
15.00 15.50
5000 m/z 57.10 39.39%
il
ol “u“‘”H_H“HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350
Abundance #11239: 3-Amino-1-azabicyclo[2.2.2]octane P —5
70.0 15.00 15.50
m/z 69.20 37.84%
5000
126.0
)],
N e — - ==
m/z--> 50 100 150 200 250 300 350 15.00 15.50

SFAM-EPA-BGO70921.M Tue Jul 13 16:16:03 2021 Page: 32



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 64 Phenol, 3,4,5-trichloro- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.850 33.59 ng/ul 675359  Acenaphthene-die 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4,5-trichloro- 196 C6H3C130 000609-19-8 96
2 Phenol, 3,4,5-trichloro- 196 C6H3C130 000609-19-8 95
3 Phenol, 2,3,5-trichloro- 196 C6H3C130 000933-78-8 93
4 Phenol, 2,3,5-trichloro- 196 C6H3C130 000933-78-8 93
5 Phenol, 2,4,6-trichloro- 196 C6H3C130 000088-06-2 87

Abundance Scan 2181 (15.851 min): BG049303.D\data.ms (-2173) (- m/z 196.10 100.00%

196.1
5000
g7.1 1331

1550 1600
0 m/z 198.10 93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58416: Phenol, 3,4,5-trichloro-
196.0
5000 ‘ ‘ ‘
133.0 15.50 16.00
97.0 m/z 133.05 37.96%
160.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58427: Phenol, 3,4,5-trichloro-
196.0
1550 1600
133.0
62.0 97.0
e
Y SN T O U Nl |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58422: Phenol, 2,3,5-trichloro-
196.0 1550 1600

m/z 200.05  32.29%

97.0
5000
O,

m/z--> 20 40 60 80 100 120 140 160 180 200 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 66 3H-1,2,4-Triazole-3-thione,... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.490 20.36 ng/ul 423061  Phenanthrene-d10 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3H-1,2,4-Triazole-3-thione, 1,2-... 177 C8H7N3S 003414-94-6 64
2 Pyrazolo[3,4-b]pyridin-6-one, 1,... 177 C9H11N30 057411-62-8 59
3 1,3-Benzodioxol-2-one, 5-(1,1-di... 192 C11H1203 054815-21-3 56
4 2-Methyl-5-nitrobenzimidazole 177 C8H7N302 001792-40-1 52
5 7-Methoxy-2-methyl-1,2,3,4-tetra... 177 C11H15NO 054893-23-1 50

Abundance Scan 2290 (16.492 min): BG049303.D\data.ms (-2282) (- m/z 177.20 100.00%

177.2
5000
=
7711832 16.50
- Mw“‘u Ik u‘u‘ e300 sz 77.10 15.14%
mlz--> 50 100 150 200 250 300 350
Abundance #43504: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-5-phenyl
177.0
5000 T
118.0 16.50
770 m/z 133.15 13.29%
0\2\8 “\‘\“\\“‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #43512: Pyrazolo[3,4- b]pyr|d|n -6-one, 1,7-dihydro-1,3,4-t
77.0
e
16.50
5000 m/Z 178.20 12.25%
43.0 134.
180 |||
0 “‘”‘““‘ ey dd 4t
miz-> 50 100 150 200 250 300 350
Abundance #54261: 1,3-Benzodioxol-2-one, 5-(1,1-dimethylethyl)- — v NS
177.0 16.50
m/z 91.20 10.99%
5000
105.0
51.0 ‘
SR v R N I S — SEARY
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71221\
Data File : BG@49303.D

Acq On : 12 Jul 2021 17:06

Operator : CG/JU

Sample : M2958-01DL 10X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 67 unknown-09 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.540 100.27 ng/ul 2083360  Phenanthrene-die 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Dimethylamino-2-methoxybenzald...

2 Propanoyl bromide, 2-bromo-2-met.

3 Benzothiazole-6-carboxylic acid
4 N-Methyl-1-noradamantane carboxa...

179 C10H13NO2

.. 228 C4H6Br20

179 C8H5NO2S
179 C11H17NO

084562-48-1 27
020769-85-1 27
003622-35-3 25
1000211-82-0 22

5 Isopropyl-4-hydroxybenzoate 180 C10H1203 004191-73-5 22

Abundance Scan 2298 (16.539 min): BG049303.D\data.ms (-2293) (-  m/z 179.25 100.00%

179.3
121.2
43.1
5000
1.2 T ‘
9 472 236.3 16.50
0 paral | goas. | m/z 121.15  80.07%
\H‘\H\‘HH‘\H\‘H\\‘HH’\\ (]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #44698: 4-Dimethylamino-2-methoxybenzaldehyde
179.0
5000 T
15.0 1650
m/z 123.20 67.45%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84680: Propanoyl bromide, 2-bromo-2-methyl-
121.0
\ T
1650
5000 410 43.10  54.67%
149.0
0150\730\\1870
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44964: Benzothiazole-6-carboxylic acid
179.0 1650
m/z 165.20 25.42%
5000
134.0
18.0 107.0
0‘H‘_‘H‘H‘WMMW‘H‘M‘H‘Hw‘H‘WHH‘NH‘M‘H‘H‘W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 69 unknown-10 Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
17.200 6.86 ng/ul 142636  Phenanthrene-die 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-pentyl- 154 C9H14S 004861-58-9 25
2 3-Butylthiophene 140 C8H12S 034722-01-5 22
3 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 22
4 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 22
5 1,2-Ethanediol, 1,2-di-1-cyclope... 194 C12H1802 035811-96-2 22

Abundance Scan 2410 (17.197 min): BG049303.D\data.ms (-2406) (- m/z 97.10 100.00%
97.1

41.1
5000 129.2
= P
I N o T
ow_Hs“_“‘w‘l‘m"”‘UM“kh‘l““:““lH‘,‘h“‘MEHJHM I HH}W“MJ‘!‘ m/z 41.10 70.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27776: Thiophene, 2-pentyl-
97.0
5000 7 ——
154.0 17.00 17.50
m/z 55.15 69.15%
41.0
O\\\\‘\\H‘H\\‘\‘H\\‘!‘\\\‘\\H‘HH’H\‘HHH’HH‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #18544: 3-Butylthiophene
97.0
—— ——
17.00 17.50
5000 m/z 98.15 67.30%
140.0
45.0
o""‘mH\“‘J"H"""‘_"""",m"""‘,‘ww_m‘w_m,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3036: 1H-Imidazole-4-methanol M Py
97.0 17.00 17.50
m/z 123.15 54.09%
013,,, e g
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acq On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 70 Ethanone, 1-[4-(1-methyl-2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.820 45.42 ng/ul 943820  Phenanthrene-d10 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-[4-(1-methyl-2-prope... 174 C12H140 109586-49-4 81
2 1H-Inden-1-one, 2,3-dihydro-3,3,... 174 C12H140 054484-71-8 76
35,6',7',8'-Tetrahydro-2"'-aceton... 174 C12H140 000774-55-0 70
4 8-Quinolinol, 2-methyl- 159 C10HI9NO 000826-81-3 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 53

Abundance Scan 2516 (17.819 min): BG049303.D\data.ms (-2511) (-  m/z 159.20 100.00%

159.2
5000 131.2
%2 17:50 18.00
39.1 ‘
218.2
0 bl 118922182 2613 o131 15 47.34%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #41112: Ethanone, 1-[4-(1-methyl-2-propenyl)phenyl]-
159.0
43.0
5000 115.0 T ‘ ‘
17.50 18.00
770 m/z 174.20  31.60%
O‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #41113: 1H-Inden-1-one, 2,3-dihydro-3,3,6-trimethyl-
159.0
17. 50 18 OO
5000 m/z 115.20 22.16%
115.0
390 770 |
Ol btk bbb ereepereegrere
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #41108: 5',6',7',8"-Tetrahydro-2'-acetonaphthone
159.0 17. 50 18 00
m/z 173.20 20.18%
5000
91.0
43 0 ‘ 131.0 ‘
0 15. ‘ Iyl H \H‘ ‘

m/z--> 20 40 60 80 100120140160180200220240260 17. 50 18 OO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49303.D

Acqg On : 12 Jul 2021 17:06
Operator : CG/JU

Sample : M2958-01DL 10X
Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : 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|
unknown-01 4.210 24.5 ng/ul 451513 1 8.072 369187 20.0
2-Pentanone, 4-... 5.150 32.5 ng/ul 600009 1 8.072 369187 20.0
Hexylene glycol 6.390 38.0 ng/ul 701839 1 8.072 369187 20.0
(DEL) Alkane: S... 6.560 19.0 ng/ul 350434 1 8.972 369187 20.90
2-Heptanone, 4,... 7.490 25.8 ng/ul 475967 1 8.072 369187 20.0
1-Hexanol, 2-et... 8.140 75.3 ng/ul 1390770 1 8.072 369187 20.0
Oxalic acid, cy... 8.300 123.7 ng/ul 2283340 1 8.072 369187 20.0
Cyclohexanone, ... 8.510 80.3 ng/ul 1483210 1 8.972 369187 20.90
3-Buten-2-0l1, 2... 8.880 38.9 ng/ul 717507 1 8.072 369187 20.0
Hexanoic acid, ... 9.510 88.1 ng/ul 1389800 2 10.892 315658 20.0
1,3-Pentanediol... 10.410 68.6 ng/ul 1083090 2 10.892 315658 20.0
Propanoic acid,... 10.660 23.0 ng/ul 363560 2 10.892 315658 20.0
Parachlorophenol 10.770 67.5 ng/ul 1065490 2 10.892 315658 20.0
unknown-02 11.120 24.4 ng/ul 384707 2 10.892 315658 20.0
unknown-03 11.210 42.4 ng/ul 669117 2 10.892 315658 20.0
unknown-04 11.270 27.5 ng/ul 434140 2 10.892 315658 20.90
unknown-05 11.430 22.8 ng/ul 359645 2 10.892 315658 20.0
unknown-06 11.830 31.9 ng/ul 504091 2 10.892 315658 20.0
unknown-07 12.680 37.9 ng/ul 5987860 2 10.892 315658 20.0
(DEL) Alkane: S... 12.970 4.7 ng/ul 95414 3 14.717 402171 20.0
Benzoic acid, 3... 13.070 20.5 ng/ul 411842 3 14.717 402171 20.0
Butanoic acid, ... 13.140 15.9 ng/ul 319906 3 14.717 402171 20.0
unknown-08 13.470 26.2 ng/ul 526252 3 14.717 402171 20.0
Propanoic acid,... 13.670 33.2 ng/ul 668199 3 14.717 402171 20.0
Butanoic acid, ... 13.980 36.5 ng/ul 733313 3 14.717 402171 20.0
Benzenemethanol... 14.910 19.6 ng/ul 393333 3 14.717 402171 20.0
(DEL) Alkane: C... 15.020 84.7 ng/ul 1702910 3 14.717 402171 20.0
(DEL) Alkane: S... 15.180 22.3 ng/ul 448063 3 14.717 402171 20.0
Phenol, 3,4,5-t... 15.850 33.6 ng/ul 675359 3 14.717 402171 20.0
3H-1,2,4-Triazo... 16.490 20.4 ng/ul 423061 4 17.467 415567 20.0
unknown-09 16.540 100.3 ng/ul 2083360 4 17.467 415567 20.0
unknown-10 17.200 6.9 ng/ul 142636 4 17.467 415567 20.90
Ethanone, 1-[4-... 17.820 45.4 ng/ul 943820 4 17.467 415567 20.0
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