LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acq On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vial : 28 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-BG@92524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63059.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.063 160 166 173 rVB3 15561 30690 0.56% 0.104%
2 4.315 205 209 215 rVB 33719 48330 0.88% 0.164%
3 4.967 316 320 326 rBV2 62703 93461 1.70% 0.317%
4 5.502 405 411 419 rBVe6 23790 54643 0.99% 0.185%
5 5.649 429 436 440 rVV2 17120 34158 0.62% 0.116%
6 5.719 446 448 458 rVV5 21988 39481 0.72% 0.134%
7 5.872 469 474 480 rVvv4 22612 54076 0.98% 0.183%
8 6.354 550 556 562 rBV2 107635 176138 3.20% 0.598%
9 6.542 582 588 592 rBV6 20598 35042 0.64% 0.119%
10 6.671 605 610 614 rBV2 40586 61650 1.12% 0.209%
11 6.830 631 637 642 rBV3 8514 19167 0.35% 0.065%
12 6.942 651 656 661 rvv3 37760 63631 1.16% 0.216%
13 7.000 661 666 674 rVVvV2 60609 106619 1.94% 0.362%
14 7.083 674 680 684 rVB3 23767 46478 0.84% 0.158%
15 7.218 699 703 709 rVVv4 71942 151707 2.76% 0.515%
16 7.276 709 713 720 rVB 176137 256989 4.67% 0.872%
17 7.365 723 728 739 rVB 197266 318464 5.78% 1.081%
18 7.488 741 749 756 rVB4 133504 285285 5.18% 0.968%
19 7.805 798 803 805 rBV2 26565 44602 0.81% 0.151%
20 7.846 805 810 816 rVV 259110 449402 8.16% 1.525%
21 7.911 816 821 827 rVV 933293 1503714 27.31% 5.102%
22 7.958 827 829 836 rVB4 37945 63392 1.15% 0.215%
23 8.076 843 849 857 rVB4 76186 161573 2.93% 0.548%
24 8.275 872 883 888 rvv 295460 526385 9.56% 1.786%
25 8.322 888 891 898 rvB3 74983 115898 2.11% 0.393%
26 8.387 898 902 909 rBvie 10837 24818 0.45% 0.084%
27 8.493 915 920 924 rVB4 17394 30754 0.56% 0.104%
28 8.645 941 946 952 rVB6 26051 52742 0.96% 0.179%
29 8.969 993 1001 1007 rVvv3 72410 143730 2.61% 0.488%
30 9.080 1016 1020 1025 rVB5 21818 35174 0.64% 0.119%
31 9.168 1027 1035 1041 rBV3 107710 249415 4.53% 0.846%
32 9.274 1048 1053 1057 rBV5 29475 56316 1.02% 0.191%
33 9.427 1074 1079 1083 rVvv3 58533 87981 1.60% 0.299%
34 9.562 1098 1102 1109 rVB 54358 92837 1.69% 0.315%
35 9.638 1111 1115 1119 rBV2 47617 65416 1.19% 0.222%
36 9.697 1120 1125 1129 rBV3 123366 221842 4.03% 0.753%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acq On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vial : 28 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-BG092524.MA.M
Title : SVOA CALIBRATION
37 9.785 1135 1140 1145 rBv4 95006 152161 2.76% ©.516%
38 9.838 1145 1149 1153 rVB3 26061 37851 0.69% 0.128%
39 10.073 1186 1189 1194 rVv4 14641 19664 0.36% 0.067%
40 10.167 1198 1205 1209 rVB5 29091 48300 0.88% 0.164%
41 10.267 1219 1222 1229 rVV9 27105 57884 1.05% ©.196%
42 10.338 1229 1234 1237 rVV6 23703 38391 0.70% 0.130%
43 10.402 1240 1245 1254 rVWW2 86145 151606 2.75% ©.514%
44 10.520 1258 1265 1269 rVv3 55648 103244 1.88% 0.350%
45 10.573 1271 1274 1278 rVV5 34275 58249 1.06% ©.198%
46 10.637 1279 1285 1291 rVV 400621 752275 13.66%  2.553%
47 10.690 1291 1294 1302 rVV5 58119 107466  1.95% 0.365%
48 10.761 1302 1306 1313 rVV6 37861 81152 1.47% ©.275%
49 10.908 1326 1331 1335 rBV4 47906 80375 1.46% ©.273%
50 10.955 1337 1339 1344 rVWW4 22946 37315 0.68% ©0.127%
51 11.019 1344 1350 1358 rVB2 159383 277303 5.04% 0.941%
52 11.148 1365 1372 1376 rBV7 15473 31211 ©.57% ©.106%
53 11.207 1378 1382 1386 rVV6 10594 20205 0.37% ©0.069%
54 11.260 1386 1391 1396 rVB4 39193 64375 1.17% ©0.218%
55 11.395 1410 1414 1419 rVB7 19173 35114 0.64% ©.119%
56 11.601 1443 1449 1454 rVB6 23636 53795 ©0.98% 0.183%
57 11.900 1493 1500 1506 rBV 151694 232567 4.22% ©.789%
58 11.989 1510 1515 1522 rBV10 18666 36193 0.66% 0.123%
59 12.100 1529 1534 1539 rVB2 88797 130517 2.37% 0.443%
60 12.171 1542 1546 1553 rVB7 38877 73967 1.34% 0.251%
61 12.247 1553 1559 1563 rBV4 21226 38364 0.70% ©0.130%
62 12.300 1563 1568 1572 rBV5 26130 50139 0.91% 0.170%
63 12.400 1580 1585 1589 rBV2 38581 61927 1.12% 0.210%
64 12.465 1592 1596 1602 rVV8 28965 51998 0.94% 0.176%
65 12.576 1611 1615 1620 rVBS5 26698 42411 0.77%  0.144%
66 12.723 1638 1640 1645 rBVS5 13513 24055 0.44% 0.082%
67 12.770 1645 1648 1654 rVB5 48038 81475 1.48% 0.276%
68 12.899 1665 1670 1676 rVB 118579 195902 3.56% ©.665%
69 12.993 1681 1686 1691 rBV9 18604 29179 ©.53% 0.099%
70 13.052 1692 1696 1699 rVB3 31075 42193 0.77% 0.143%
71 13.228 1720 1726 1731 rVB 211161 297673 5.41% 1.010%
72 13.328 1736 1743 1749 rVB6 46062 95548 1.74% 0.324%
73 13.405 1753 1756 1758 rBV3 17853 20375 ©0.37% 0.069%
74 13.440 1758 1762 1766 rBV 211420 277469 5.04% 0.942%
75 13.528 1772 1777 1784 rVB2 36187 67905 1.23% 0.230%
76 13.628 1789 1794 1795 rBV4 24430 30190 0.55% 0.102%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acq On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vial : 28 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-BG092524.MA.M
Title : SVOA CALIBRATION
77 13.745 1808 1814 1822 rBV 411410 631891 11.48% 2.144%
78 13.833 1826 1829 1831 rBV4 39509 56741 1.03% ©0.193%
79 13.986 1850 1855 1860 rBV2 82871 115848 2.10% ©.393%
80 14.180 1882 1888 1890 rBV2 33466 64451 1.17% 0.219%
81 14.245 1890 1899 1904 rVV3 141672 340014 6.18% 1.154%
82 14.398 1922 1925 1929 rVB6 15250 22843 0.41% ©0.078%
83 14.486 1931 1940 1948 rVV 805189 1271962 23.10% 4.316%
84 14.791 1984 1992 1997 rBV3 183418 426624  7.75%  1.448%
85 15.032 2028 2033 2036 rBV4 46816 76009 1.38% ©.258%
86 15.114 2041 2047 2058 rVB 1090112 1699388 30.87% 5.766%
87 15.473 2105 2108 2113 rVB 46821 66107 1.20% ©.224%
88 16.201 2227 2232 2234 rBV6 19069 28746  0.52% ©0.098%
89 16.301 2245 2249 2253 rVB2 101897 134050 2.43%  0.455%
90 16.542 2288 2290 2297 rVB8 25869 47492 0.86% ©0.161%
91 16.754 2322 2326 2329 rBVS 21440 28622 0.52% ©0.097%
92 16.889 2342 2349 2359 rBV 3618798 5505328 100.00% 18.681%
93 17.235 2402 2408 2417 rVB 1339364 2014154 36.59% 6.834%
94 17.329 2421 2424 2429 rVB2 42596 60314 1.10% ©0.205%
95 17.523 2453 2457 2462 rBV8 29613 47146 0.86% 0.160%
96 17.717 2488 2490 2494 rVBS5 18707 22143  0.40% 0.075%
97 18.522 2623 2627 2631 rBV5 26163 51322 0.93% 0.174%
98 19.633 2811 2816 2820 rVB 91277 140906 2.56% 0.478%
99 21.483 3125 3131 3138 rBV 2141921 3238072 58.82% 10.987%
100 24.521 3638 3648 3664 rBV 1329577 3490448 63.40% 11.844%

Sum of corrected areas: 29470604
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG063059.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000 7.911

500000

4088315 4967 5 5eammr2 5-3p4am

O e e e
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063059.D\data.ms

3500000 16.889

3000000
2500000
21.483
2000000
1500000 17.235

1000000

500000

o IEAERI Y aces |15 03215 25675y 119282317 18522 1953

R e e e e e e e e B e e e e e e e e R i B e e e e e e
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG063059.D\data.ms

3500000

3000000

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 3,3-Dimethyl-2-pentanol Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
4.967 4.16 ng/ul 93461 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 59
2 Pyrrolidine 71 C4HOSN 000123-75-1 53
3 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Pyrrolidine 71 C4HSN 000123-75-1 53
Abundance Scan 320 (4.967 min): BG063059.D\data.ms (-316) (-) m/z 43.10 100.00%
43.1
5000
0 le71 28083100 4203 516 4:00.4.805.005.20
0 _m“‘"”wu‘\““mu“m‘}m‘mf‘mu\m_m'_m‘m m/z 70.20 45.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9502: 3,3-Dimethyl-2-pentanol
43.0
5000
4.60 4.80 5.00 5.20
m/z 71.10 44.76%
1.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
\‘\\\\‘\\\\‘\\\\N‘M\\\\‘\
4.60 4.80 5.00 5.20
5000 m/z 55.10 44 .56%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\
m/z-->
Abundance #5001: 1-Pentanol, 2-methyl-
m/z 41.05 29.07%
I h ‘ l J@M
‘\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09

Operator : RC/JU

Sample : P3879-04DL2 50X

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 unknown-01 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
Cs.se2 243 mgul S4643  1,4-Dichlorobenzene-d4  7.852
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethylbenzene 106 csite 000100-41-4 38

2 Ethylbenzene 106 C8H10 000100-41-4 35
3 Ethylbenzene 106 C8H10 000100-41-4 35
4 Ethylbenzene 106 C8H10 000100-41-4 35
5 p-Xylene 106 C8H10 000106-42-3 30
Abundance Scan 411 (5.502 min): BG063059.D\data.ms (-405) (-) m/z 91.10 100.00%
91.1
5000 ﬂ
L]y 252 27‘14 29 504.3 5.20 5.40 5.60 5.80
0 ww‘ww‘mwmwh‘Mmwmwuw“w‘ m/z 106.10  60.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5732: Ethylbenzene
91.0
5000
5.20 5.40 5.60 5.80
m/z 92.10 19.62%
27.
0 ‘H‘ﬂﬂi P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91.0
5.20 5.40 5.60 5.80
5000 m/z 77 .90 15.30%
‘\\\\ TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT TTTT
m/z-->
Abundance #5731: Ethylbenzene
m/z 39.10 12.51%
i MMMMMM
‘\\\\‘\\\ ‘\\\\ TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
5.872 2.41 ng/ul 54076 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethylbenzene 106 C8H1e 000100-41-4 43
2 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 43
3 Ethylbenzene 106 C8H1e 000100-41-4 43
4 o-Xylene 106 C8H1e 000095-47-6 38
5 Ethylbenzene 106 C8H1e 000100-41-4 38
Abundance Scan 474 (5.872 min): BG063059.D\data.ms (-469) (-) m/z 91.00 100.00%
91.0 ﬁ
5000
M “ | 9912 2975  396.9 1 5.60 5.80 6.00 6.20
O b o e e e e m/z 106.10  44.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5734: Ethylbenzene
91.0
5000
5.60 5.80 6.00 6.20
m/z 51.10 21.39%
0 ‘?FPMUNfuu‘_‘H“H‘_“W‘H‘_“W‘H“H‘w“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91.0
5.60 5.80 6.00 6.20
5000 m/z 77.10 17.32%
‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #5732: Ethylbenzene
m/z 79.00 17.09%
| l \\ Lh
‘\\\\‘\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Hexane, 1,1'-oxybis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.354 7.84 ng/ul 176138 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 53
3 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 53
4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47

Abundance Scan 556 (6.354 min): BG063059.D\data.ms (-550) (-) m/z 43.20 100.00%

43.2
5000 J
NG, R " 1.
‘ 71 1603 2810 2010 6.00 6.20 6.40 6.60
ol bl iy, 1693 2810 3406 2DL0 456 n/z se.10  46.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #61058: Hexane, 1,1'-oxybis-
43.0
5000
6.00 6.20 6.40 6.60
m/z 41.05 40.81%
ol 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
6.00 6.20 6.40 6.60
5000 m/z 85.20 40.13%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
Abundance #9457: 2-Methyl-1-hexanol
m/z 69.10 37.18%
‘1 L I B M‘VA‘L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Butanoic acid, butyl ester Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.671 2.74 ng/ul 61650 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
2 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 64
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 64
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 64
5 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 64
Abundance Scan 610 (6.671 min): BG063059.D\data.ms (-605) (-) m/z 71.10 100.00%
71.1
5000
1] 1845 2881 38404491 548 6.406.60 6.80 7.00
O e e e m/z 43.10 87.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24131: Butanoic acid, butyl ester
71.0
5000 \‘\u‘uu‘uu‘\”\'ﬁ/‘\hu
6.40 6.60 6.80 7.00
l m/z 89.95 72.92%
oﬁmJﬂ!‘w‘uw‘u‘wu‘_‘H_‘H‘H‘WH‘W‘HW‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
\\\‘\\\\‘\\\\‘A\\\M\\M‘\\\M\\
6.40 6.60 6.80 7.00
5000 m/z 41.10 68.65%
‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester
m/z 56.10 43.00%
}J
m/z-->

SFAM-EPA-BG@92524 .MA.M Fri Sep 27 01:53:13 2024 Page: 9



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\

BGO63059.D

: 26 Sep 2024 11:09
: RC/JU
: P3879-04DL2 50X

: 28 Sample Multiplier: 1

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.MA.M

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number

7 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
6.942 2.83 ng/ul 63631 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 64
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 64
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 58
Abundance Scan 656 (6.942 min): BG063059.D\data.ms (-651) (-) m/z 105.10 100.00%
106.1
5000 JL\
660680700720
220.7 356.9 437.9 . 28 008 LAY L
ol ALt 2200 ST ST M8 hz 120010 30.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\‘/\\\\\‘\\\\‘v\\M‘\\\\‘\
6.60 6.80 7.00 7.20
m/z 106.10  12.37%
39.0
T N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 10.77%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #10720: Benzene, 1-ethyl-3-methyl-
m/z 79.00 8.90%
wLM\“ u u
‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 4-Heptanone, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.000 4.74 ng/ul 106619 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 50
2 5-Nonanone 142 C9H180 000502-56-7 50
3 5-Nonanone 142 C9H180 000502-56-7 50
4 2H-Pyran, 2-butoxytetrahydro- 158 C9H1802 001927-68-0 47
5 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 43
Abundance Scan 666 (7.000 min): BG063059.D\data.ms (-661) (-) m/z 85.10 100.00%
85.1
5000
R I
N || pe 65065 7.00 750 7.0
187.0 280.6 ‘ . : : : :
(- ““mﬂw plil ] 1870 2806 3535 416 oo lp  g7.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23065: 4-Heptanone, 2,6-dimethyl-
57.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 41.10 48.50%
‘ 142.0
)2 T N ——
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 105.00 26.76%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\
m/z--> /\
Abundance #22978: 5-Nonanone [T T T T T T T
m/z 120.05 22.09%
‘ M bt M

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 1-Hexanol, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.218 6.75 ng/ul 151707 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 45
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 45

Abundance Scan 703 (7.218 min): BG063059.D\data.ms (-699) (-) m/z 57.15 100.00%
57.1

=

5000
\ ‘ 1052 169.4 22262708 3407 413 0.807.007.20 740 7.50
Ob b LAL T SPPS SR E RS SR m/z 41.e5 43.97%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
6.80 7.00 7.20 7.40 7.60
m/z 43.15 29.04%
oz
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
6.80 7.00 7.20 7.40 7.60
5000 m/z 56.10 26.68%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
m/z 55.10 22.39%
h‘\ H ‘\ i ﬁ‘@“"&iﬂ
\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 11 2-Heptanone, 4,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.276  11.44 ng/ul 256989 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 80
2 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 72
3 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 43
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 40
5 Pyrrolidine, 3-methyl- 85 C5H11IN 034375-89-8 35

Abundance Scan 713 (7.276 min): BG063059.D\data.ms (-709) (-) m/z 43.10 100.00%

43.1
5000
A

‘l 091 108 s Jos0 7.00 7.20 7.40 7.60
oAl L 1703 28313401 4305 4989 .., 5g.10  53.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000

7.00 7.20 7.40 7.60
m/z 85.10 41.12%

“ 09.0

Il

Al
R o B N A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0

7.00 7.20 7.40 7.60
5000 m/z 84.05 37.85%

2> L
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]{ | =ipadia

[ L L DL B R R R R R R A R
TTT[Tf T[T T T[T rtot

o

m/z 69.10 37.44%

" %L@
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 12 Butanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.365 14.17 ng/ul 318464 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 86
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59

Abundance Scan 728 (7.365 min): BG063059.D\data.ms (-723) (-) m/z 71.10 100.00%
71.1

5000
e e
l \ 132.1 213.0 282.4 399.7 482.6 700720740 7.50
ol Al 2321 2130 28243358 399.7 4826 ./, 89 19 57.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24131: Butanoic acid, butyl ester
71.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘A/\’\
7.00 7.20 7.40 7.60
MP m/z 43.15 48.61%
|

O

| [
‘mw R R AN R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71.0

7.00 7.20 7.40 7.60
5000 m/z 41.10 42.53%

‘ TT T TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT L
m/z-->
Abundance #15466: Butanoic acid, propyl ester

m/z 56.10 37.45%

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 13 2-Hexenal, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.488 12.70 ng/ul 285285 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 81
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 74
3 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 64
4 3-Hepten-2-one, 5-methyl- 126 C8H140 005090-16-4 46
5 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 46

Abundance Scan 749 (7.488 min): BG063059.D\data.ms (-741) (-) m/z 105.10 100.00%
55.0 105.1

L1 D & U
186.8 7.20 7.40 7.60 7.80
3412 408.9 465,
Wl 2384 PAhe 4089465 /2 ss.es  94.91%

M’ \J j\

o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #12992: 2-Hexenal, 2-ethyl-
55.0
126.0
5000 \H‘/\\j\\“\\‘uu‘uu‘uu

7.20 7.40 7.60 7.80
m/z 41.20 84.91%

I

M

Ok
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
97.0
41.0
7.20 7.40 7.60 7.80
5000 m/z 97.10 81.04%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
Abundance #12991: 2-Hexenal, 2-ethyl-
m/z 39.10 54.67%
\\H L“T‘“ TTTT TTTT TTTT TTTT TTTT T /\\/\/\‘/\‘/\J\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 14 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.911 66.92 ng/ul 1503710 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72

Abundance Scan 821 (7.911 min): BG063059.D\data.ms (-816) (-) m/z 57.10 100.00%

57.1
5000

H 7.60 7.80 8.00 8.20
1118.8177.7 245.0 38534426 545, 1110 48 38%

(O R e e R RN REans R R s e e m/z
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘

7.60 7.80 8.00 8.20
m/z 55.10 30.02%

\”“‘H‘\‘!‘M””‘\‘”w””\””\‘”w‘”w””\””\‘”w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0 jL

7.60 7.80 8.00 8.20
5000 m/z 43.10 30.00%

‘HHHH‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH\H\\
m/z-->
Abundance #15691: 1-Hexanol, 2-ethyl-

m/z 83.10  25.28%

s, M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09

Operator : RC/JU

Sample : P3879-04DL2 50X

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92524.MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 15 unknown-04 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
7.958  2.82 mg/ul 63392 1,4-Dichlorobenzene-d4  7.852
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, l-ethyl-d-methyl- 120 com2 000622-96-8 46

000611-14-3 46
114950-86-6 43
000095-63-6 43
000098-82-8 43

2 Benzene, 1-ethyl-2-methyl- 120 C9H12
3 2-Aziridinecarbothioic acid, 1-(... 283 C17H17NOS
4 Benzene, 1,2,4-trimethyl- 120 C9H12
5 Benzene, (1-methylethyl)- 120 C9H12

Abundance Scan 829 (7.958 min): BG063059.D\data.ms (-827) (-) m/z 105.10 100.00%

105.1
5000
7.60 7.80 8.00 8.20
38.1 ‘ ‘ 227.1 298.1 ‘
Of ot alol A 3018 220 SO0 32wz 120,10 24.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
5000 LI L L L L L LA L
7.60 7.80 8.00 8.20
m/z 82.90 22.79%
9.0 Ll
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
7.60 7.80 8.00 8.20
5000 m/z 106.05 14.10%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #177370: 2-Aziridinecarbothioic acid, 1-(1-phenylethyl)-,

m/z 77.00 11.70%

E

T R
RN RN R R R R

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 16 unknown-05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.076 7.19 ng/ul 161573 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 47
2 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 38
3 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 25
4 N,N'-Bis(2,6-dimethyl-6-nitrosoh... 338 C18H30N204 066737-12-0 23
5 4H-1,2,4-Triazole, 4-methyl- 83 C3H5N3 010570-40-8 9

Abundance Scan 849 (8.076 min): BG063059.D\data.ms (-843) (-) m/z 83.10 100.00%

83.1
5000
141.2
T T
L1l 1064 354.9  443.3496.¢ 780 8.00 8.20 840
O ilidy L) 3964 3949 443.3496C . 4310 50.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1448: 1H-Imidazol-2-amine
83.0
5000 L L L L B R
7.80 8.00 8.20 8.40
m/z 56.20 30.45%
RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.80 8.00 8.20 8.40
5000 m/z 141.20 29.21%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
Abundance #46991: 1,1-Hexylenedioxybutane T
m/z 55.05 19.14%
\‘\ ’\ .ﬂ | “
‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 17 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.275 23.43 ng/ul 526385 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90

4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50

Abundance Scan 883 (8.275 min): BG063059.D\data.ms (-872) (-) m/z 83.05 100.00%

83.0
5000
140.2 \\\‘\\\\‘\\\\‘\\\\‘\\\\
N ’ ‘ 8.00 8.20 8.40 8.60
or L ms bl 2474 3413 42974908 ., 69,10  41.98%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- /\
83.0
5000 L L B L R L B
8.00 8.20 8.40 8.60
140.0 m/z 55.10 29.07%

o

29# \
\"”“'\Jl““w”l‘w””\””\‘”w‘”w”‘w”‘w”‘w”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

83.0

8.00 8.20 8.40 8.60
5000 m/z 41.05 25.81%

‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT T
m/z-->
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-

m/z 56.05 25.45%

y J’ i J\

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.322 5.16 ng/ul 115898 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octene, 4-methyl- 126 CO9H18 013151-12-7 47
2 Octane, 3,4-dimethyl- 142 C1OH22 015869-92-8 47
3 Octane, 4-methyl- 128 C9H20 002216-34-4 38
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 35
5 Octane 114 C8H18 000111-65-9 35
Abundance Scan 891 (8.322 min): BG063059.D\data.ms (-888) (-) m/z 43.10 100.00%
43.1
- /h
13 250.4 386.4 541. PR
om‘ ‘J m‘u \‘“ b SO0 3174 SO ATOT SAL hyz 4118 25.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13184: 1-Octene, 4-methyl-
43.0
5000 T T T T[T T [T T Ty
8.00 8.20 8.40 8.60
m/z 56.10 24.33%
OHU“‘“‘M" mwm‘m""H‘HH‘HH_m‘mwm‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.00 8.20 8.40 8.60
5000 m/z 85.10 23.21%
\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\

m/z-->

Abundance #14526: Octane, 4-methyl-

m/z 58.10 22.87%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 19 unknown-06 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.645 2.35 ng/ul 52742 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diglycolic acid, isohexyl 2-octy... 330 C18H3405 1010382-32-0 37
2 Diglycolic acid, isohexyl oct-4-... 330 C18H3405 1000382-02-2 37
3 Propane-1,2-diyl bis(2-methylbut... 244 C13H2404 1000372-70-9 35
4 2-Propoxy-tetrahydropyran 144 C8H1602 006581-64-2 27
5 1,3-Dimethyl-4,8-dioxatricyclo[5... 172 C8H1204 1000186-19-0 22

Abundance Scan 946 (8.645 min): BG063059.D\data.ms (-941) (-) m/z 85.20 100.00%

85.2
5000
3.0
207.2265.9322.8 4308 490.0 8.40 8.60 8.80 9.00
0 m/z 58.10 54.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #236690: Diglycolic acid, isohexyl 2-octyl ester
85.0
5000
8.40 8.60 8.80 9.00
)
218.0 m/z 105.20 54.07%
290 | a0 "
oS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
85.0
8.40 8.60 8.80 9.00
5000 m/z 57.05 44 .59%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
Abundance  #127991: Propane-1,2-diyl bis(2-methylbutanoate)

m/z 134.05 41.68%

=

L

bl L1 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\

m/z-->

SFAM-EPA-BG@92524 .MA.M Fri Sep 27 01:53:25 2024 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 20 unknown-07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.969 6.40 ng/ul 143730 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Neopentyl isothiocyanate 129 C6H11INS 000597-97-7 47
2 1-Butoxy-1-isobutoxy-butane 202 C12H2602 020266-12-0 45
3 Butane, 1,1-dibutoxy- 202 C12H2602 005921-80-2 45
4 1,1-Diisobutoxy-isobutane 202 C12H2602 013262-24-3 40
5 Butane, 1,1-dibutoxy- 202 C12H2602 005921-80-2 28
Abundance Scan 1001 (8.969 min): BG063059.D\data.ms (-993) (-) m/z 57.10 100.00%
57.1
5000
1292 o
e e
| ‘ 222.0 304.6 438.0 547 860 8.809.00 9.20
0 _HJ““'W'W"\ R e RARAEERTIRE e m/z 73.10 51.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14794: Neopentyl isothiocyanate
57.0
5000
129.0 8.60 8.80 9.00 9.20
l m/z 41.10 45.67%
0 ‘\‘\}H“‘dul\‘\‘\‘\\l\‘\\u‘\\u‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.60 8.80 9.00 9.20
5000 m/z 55.10 32.87%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z--> WVW\I’M
Abundance #77817: Butane, 1,1-dibut0xy- T T T T T T T T T T
m/z 129.20 29.03%
I‘\ \ ‘ ‘ ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 21 Hexanoic acid, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.168 11.10 ng/ul 249415 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 47
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 47

Abundance Scan 1035 (9.168 min): BG063059.D\data.ms (-1027) (-) m/z 73.05 100.00%

73.0
5000
‘1433.1 206.9 266.9 349.1403.1 488

w““_““u““‘u“
“‘WMW LA331 2009 CO05 349.14031 488 ./, 88.10  68.77%

8.80 9.00 9.20 9.40
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0

5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.80 9.00 9.20 9.40

m/z 41.10 32.25%

1b“\'J’1[290
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0

8.80 9.00 9.20 9.40
5000 m/z 57.10 29.84%

o

o

L B B L B B
m/z-->
Abundance #24101: Hexanoic aCid,Z-ethyI- FT A T T T T T T

m/z 101.10  23.47%

iR JW
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09

Operator : RC/JU

Sample : P3879-04DL2 50X

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M

Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 22 6-Ethyl-2,3-dihydropyran-2,... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

0.427  2.34ng/ul 87081 Naphthalene-ds 16.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 6-Ethyl-2,3-dihydropyran-2,4-dione 140 C7H803

2 Flamenol 140 C7H803
3 Cyclohexane, 1l-ethyl-1,4-dimethy... 140 C10H20
4 2-Octene, 2,6-dimethyl- 140 C1leH20

5 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20

004435-30-7 52
002174-64-3 43
062238-32-8 35
004057-42-5 35
062238-30-6 35

Abundance Scan 1079 (9.427 min): BG063059.D\data.ms (-1074) (-)

m/z 69.10 100.00%

9.20 9.40 9.60 9.80

69.1
140.1
5000
ull |‘\ } 2070 2875 355.0 4324 540,
O‘HHH H‘“M“H‘MH“"‘MwuwhH"m“HH‘HHWM“HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21122: 6-Ethyl-2,3-dihydropyran-2,4-dione
69.0
5000
‘ 140.0
o‘u“m_ ‘l

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

m/z 41.10 84.67%

i

9.20 9.40 9.60 9.80

Abundance
140.0

5000

m/z-->

m/z 83.10 68.28%

-

9.20 9.40 9.60 9.80

Abundance  #20780: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans-

m/z 96.20 66.77%

-

m/z 55.10  65.47%

.

m/z-->

T T T T T T[T I T T[T TT T TrT
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 23 unknown-08 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.697 5.90 ng/ul 221842 Naphthalene-d8 10.637

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D-Mannotridecane-1,2,3,4,5-pentaol 264 C13H2805 1000160-55-1 32
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 27
3 Butanoic acid, 3-(1-ethoxyethoxy... 218 C11H2204 086845-49-0 25
4 D-Mannodecane-1,2,3,4,5-pentaol 250 C12H2605 188436-15-9 23
5 Pentane, 2-methoxy-2,4,4-trimethyl- 144 C9H200 062108-41-2 23

Abundance Scan 1125 (9.697 min): BG063059.D\data.ms (-1120) (-) m/z 73.10 100.00%

73.1
5000
129.2

9 50 lO OO

it

221.7
0 "‘M'Mw‘Hw"""_m_m_ﬁf’?z"?wmj“?‘?: m/z 55.10 58.18%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152682: D-Mannotridecane-1,2,3,4,5-pentaol
73.0
5000

950 10 00
m/z 41.10 38.90%

T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0

950 10 00
5000 m/z 57.10 38.52%

TTrT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
m/z-->
Abundance #96140: Butanoic acid, 3-(1-ethoxyethoxy)-2-methyl-, eth ol

T

o

m/z 129.15 34.90%

—

M\lm ” ‘ | JAW! u

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 24 2-Ethylthiolane, S,S-dioxide Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
9.785 4.05 ng/ul 152161 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethylthiolane, S,S-dioxide 148 C6H1202S 010178-59-3 50
2 6-Dodecanol 186 C12H260 006836-38-0 38
3 4-Isopropyldicyclohexylmethane 222 C16H30 054965-61-6 35
4 5-Nonanol, 2,8-dimethyl- 172 C11H240 019780-96-2 27
5 5-Cyano-1,2,3-thiadiazole 111 C3HN3S 057352-02-0 25
Abundance Scan 1140 (9.785 min): BG063059.D\data.ms (-1135) () ' m/z 83.10 100.00%
83.1
5000
371.2 4621 9.50 10.00
0° m/z 56.15 89.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #26560: 2-Ethylthiolane, S,S-dioxide
56.0
5000 g s A
9.50 10.00
m/z 55.10 76.46%
o‘“‘pdJ‘_‘%4?9“‘H““H“‘H“‘H“‘H““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
T ‘ T T ‘ T
9.50 10.00
5000 m/z 97.20 52.56%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\
m/z-->
Abundance #102194: 4-1sopropyldicyclohexylmethane
m/z 43.00 38.03%
| | MMAWA
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\ ‘\\
m/z-->

SFAM-EPA-BG@92524 .MA.M Fri Sep 27 01:53:30 2024

Page: 26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 25 Butanoic acid, 2-methyl-, 1... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.402 4.03 ng/ul 151606 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, 1-meth... 158 C9H1802 000869-08-9 64
2 Butyl 2-methylbutanoate 158 C9H1802 015706-73-7 50
3 Propanoic acid, 2,2-dimethyl-, p... 172 C10H2002 002313-68-0 50
4 1,3-Propylene glycol, 0,0-di(piv... 244 C13H2404 1000308-76-6 45
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
Abundance Scan 1245 (10.402 min): BG063059.D\data.ms (-1240) (- m/z 57.10 100.00%
57.1
5000
pepaan il b U
10.00 10.50
133.0
o"HHWAMwA‘HM"H??%Q‘_?93?‘H‘3§3?‘f4??“§?9‘ m/z 41.10  39.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35485: Butanoic acid, 2-methyl-, 1-methylpropyl ester
57.0
5000 W‘M ‘
10 00 10 50
m/z 69.10 37.70%
s
0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
)W‘/\‘ T T T ‘ T
10.00 10.50
5000 m/z 85.20 36.03%
‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance  #47147: Propanoic acid, 2,2-dimethyl-, pentyl ester
m/z 56.05 27.14%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 26 unknown-09 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

10.520 2.74 ng/ul 103244  Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, 2-methyl-2-pentyl- 128 C8H160 053907-75-8 38
2 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 35
3 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 35
4 N1,N1-Dimethyl-N3,N3-bis(trimeth... 246 C11H3ON2Si2 1010473-37-9 35
5 3,3-Dimethylbutan-2-yl isobutyl ... 202 C11H2203 1000372-76-5 35

Abundance Scan 1265 (10.520 min): BG063059.D\data.ms (-1258) (- m/z 57.10 100.00%
1

57.
5000

T \
1 10.50
208.4 295.3 4246 5231
O‘M‘“"“!Luu”wr“w‘um“‘um‘mH“mu‘mu‘mm‘um‘mw m/z 69.20 59.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14469: Oxirane, 2-methyl-2-pentyl-
85.0
5000
10.50
m/z 41.20 58.05%
0y ‘J\“J‘Jw“mwmWm‘m"mwmWm‘mwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0 uw/"\
T T ‘ T ‘
10.50
5000 m/z 85.10 56.90%

‘HH\\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH\\H\
m/z-->
Abundance #14388: 4-Heptanone, 2-methyl-

m/z 58.00 40.40%

=

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 27 (DEL) Alkane: Cyclic1e.761 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.761 2.16 ng/ul 81152 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 47
2 Cyclopentane, (2-methylbutyl)- 140 C1leH20 053366-38-4 47
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 47
4 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 38
5 4-Hexen-1-o0l, 5-methyl-2-(1-meth... 154 C10H180 058461-27-1 38

Abundance Scan 1306 (10.761 min): BG063059.D\data.ms (-1302) (- m/z 69.10 100.00%

69.1
5000
37.0 o R
214.6 336.4 407.6 480.3 10.50 11.00
0 ‘U‘\ e UL 1 m/z 55.00 78.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0
5000 & T T 7
106.0 10.50 11.00
' m/z 56.10 74.94%
OJHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
10.50 11.00
5000 m/z 111.05 48.50%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z-->
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.

m/z 57.00 40.73%

5

Il

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 29 unknown-10 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.019 7.37 ng/ul 277303 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
2 2H-Pyran-2-one, tetrahydro-3,5-d... 128 C7H1202 003290-57-1 27
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 27
4 1-Octene, 2-methyl- 126 C9H18 004588-18-5 27
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 16
Abundance Scan 1350 (11.019 min): BG063059.D\data.ms (-1344) (- m/z 56.20 100.00%
56.2
- s W\MA
e
199.2 11. OO
ol ! M‘w‘u‘ ! nm b 2905 3963 4Bl 69.10  54.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0 ”/\/\WM
5000
11 OO
111.0 m/z 71.10 42.71%
‘mwmwm e e o A REA
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
56.0
11.00
5000 m/z 41.10 39.83%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #1682: Cyclopentane, methyl- I I
m/z 55.05 37.69%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 30 unknown-11 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.900 6.18 ng/ul 232567 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 37
2 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 35
3 2-Pyrrolidinone, 1-ethenyl- 111 C6HONO 000088-12-0 27
4 Oct-3-enoic acid, oct-3-en-2-yl ... 252 C16H2802 1010406-95-0 25
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 25
Abundance Scan 1500 (11.900 min): BG063059.D\data.ms (-1493) (- m/z 55.05 100.00%
558.0
5000 111.2157.2
— e
‘ 11.50 12.00
ol Ml bpu L, L] 206925603081 367.4416. " 5o o5 og.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5050: (S)-(+)-3-Methyl-1-pentanol
56.0
5000 ‘ﬁ/‘\« ol
11.50 12.00
m/z 69.05 95.77%
oo
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
\A‘N“/Wj\\ T T ‘ T
11.50 12.00
5000 m/z 73.10 85.98%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #6908: 2-Pyrrolidinone, 1-ethenyl-
m/z 41.15 53.61%
Ll |
\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 31 (DEL) Alkane: Cyclicl2.100 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.100 3.47 ng/ul 130517 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclooctane, butyl- 168 C12H24 016538-93-5 43
2 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 38
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38
5 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 38
Abundance Scan 1534 (12.100 min): BG063059.D\data.ms (-1529) (- m/z 56.05 100.00%
56.0
5000 1111

:

‘ ‘
1200 1250

199.1
b abl T, 3008 STLL 4689526 oo o g6.87%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #43496: Cyclooctane, butyl-
69.0

5000 e, e
12.00 12.50
m/z 69.10  95.19%

HHJJJ$J_M‘w“‘w“u“‘u“u“u“‘H“_“w“‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
\

o

o

T T ‘ T T ‘ //K
12.00 12.50
5000 m/z 73.10 79.33%

-

m/z-->
Abundance #43578: Cyclooctane, (1-methylpropyl)-
m/z 41.10 49.64%
l‘\lll‘\'\‘ WJLM\
\\\\‘\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 32 Propanoic acid, 2-methyl-, ... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.899 3.08 ng/ul 195902  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 59
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 47
4 Isopropyl butyrate 130 C7H1402 000638-11-9 43
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 43

Abundance Scan 1670 (12.899 min): BG063059.D\data.ms (-1665) (-~ m/z 71.10 100.00%

71.1
5000
12‘56 ‘13‘00‘
143.2106.0 . .
O bbb 00 3694 4832 . 4310 71.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24225: Propanoic acid, 2-methyl-, butyl ester
43.0
5000 - kel
12.50 13.00
m/z 69.10 61.43%
|

“ 101.0
O e e T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
v

T ‘ T
12.50 13.00
5000 m/z 56.10 39.16%

TT T ‘ TTTT ‘ TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z-->
Abundance #94128: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex:

-

m/z 41.15 37.12%

-

J‘ \‘ JH L

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 33 Propanoic acid, 2-methyl-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.228 4.68 ng/ul 297673  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 56
3 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 50
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 50
5 Propanoic acid, 2-methyl-, octyl... 200 C12H2402 000109-15-9 50

Abundance Scan 1726 (13.228 min): BG063059.D\data.ms (-1720) (- m/z 56.05 100.00%

56.0
5000

el UANOW
143.2 13.00 13.50

Ml | 12068 2823 3735 462 "gg o o740

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #24133: Butanoic acid, butyl ester
71.0
5000

13.00 13.50
m/z 71.10 80.18%

15-¢L\ L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
89.0

T ‘ T T ‘ T
13.00 13.50

5000 m/z 43.10 64.84%

TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z-->
Abundance #47131: Propanoic acid, 2-methyl-, hexyl ester

m/z 41.10 34.13%

o

o

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 34 Propanoic acid, 2-methyl-, ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.440 4.36 ng/ul 277469  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 53
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 47
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
Abundance Scan 1762 (13.440 min): BG063059.D\data.ms (-1758) (- m/z 71.10 100.00%
71.1
- JM
=
\ ‘ 143.0 1350
o dlb 1, 221827783344 41814769  n/; se.10  46.82%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24296: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
5000
13.50
m/z 43.10 44.94%
AR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
71.0
T ‘ T
13.50
5000 m/z 69.15 33.33%
‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z-->
Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester ‘
m/z 89.10 29.57%
| I ‘ |
‘\\\\‘\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 35 Butanoic acid, hexyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.745 9.94 ng/ul 631891  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 74
2 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 72
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 56
Abundance Scan 1814 (13.745 min): BG063059.D\data.ms (-1808) (  m/z 56.05 100.00%
56.0
5000
| 14’3'2 13.50 14.00
Of Wbl L 2391 3094 4072 516 .. g9 95  84.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24236: Propanoic acid, 2-methyl-, butyl ester
43.0
5000
13.50 14.00
m/z 71.10 83.51%
101.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 43.10 56.86%
‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester j ‘
m/z 55.15  34.24%
‘\\\“‘\‘\}“\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ W
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09

Operator : RC/JU

Sample : P3879-04DL2 50X

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Concentration Rank 16

Peak Number 36 Butanoic acid, decyl ester

R.T. EstConc Area Relative to ISTD R.T.
14.245 5.35 ng/ul 340014  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Propanoic acid, 2-methyl-, 2-eth...
2 Butanoic acid, decyl ester

3 Butanoic acid, butyl ester

4 Butyric acid, hexadecyl ester

5 Butanoic acid, butyl ester

216 C12H2403
228 (C14H2802
144 C8H1602
312 C20H4002
144 C8H1602

074367-31-0 74
005454-09-1 64
000109-21-7 64
006221-99-4 64
000109-21-7 64

Abundance Scan 1899 (14.245 min): BG063059.D\data.ms (-1890) (-  m/z 89.10 100.00%
89.1
5000
A
3#4 | 143.0 14.00 14.50
obrr bl dhy oy L 2025 2616 366.04218 - nsy 7110 79.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94128: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
71.0
5000
14.00 14.50
m/z 43.10 39.90%
143.0
0 i MO0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
71.0
T ‘ T T ‘ T
14.00 14.50
5000 m/z 56.10 35.28%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\
m/z--> M/\
Abundance #24132: Butanoic acid, butyl ester R I
m/z 55.15 25.95%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acqg On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.791 6.71 ng/ul 426624  Acenaphthene-dile 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Undecene, 9-methyl-, (E)- 168 C12H24 074630-54-9 50
2 2-Decene, 8-methyl-, (Z)- 154 C11H22 074630-25-4 50
3 1-Decene, 8-methyl- 154 C11H22 061142-79-8 49
4 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 46
5 5-Undecene, 3-methyl-, (Z)- 168 C12H24 074630-64-1 43

Abundance Scan 1992 (14.791 min): BG063059.D\data.ms (-1984) (- m/z 55.15 100.00%
55.1

5000

=

155.1 ‘ ‘
14.50 15.00

0l “uWMMMMLM‘ L2811 86274242 8311, 7e.10  81.92%

\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43559: 3-Undecene, 9-methyl-, (E)-
70.0
destbin I

5000 T

‘ 168.0
O \J“J‘M“”\‘\“‘”\""\”"\‘”w”‘w””\””\‘”w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

55.0

T ‘ T T ‘ T
14.50 15.00

5000 m/z 41.05 56.22%
L TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT
m/z-->
Abundance #31424: 1-Decene, 8-methyl- ‘ I
m/z 57.20 54.98%
WL wwwjkﬂw
L ‘ T TT ‘ TTTT ‘ TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63059.D

Acq On : 26 Sep 2024 11:09
Operator : RC/JU

Sample : P3879-04DL2 50X
Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.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|
3,3-Dimethyl-2-... 4.967 4.2 ng/ul 93461 1 7.852 449402 20.0
unknown-01 5.502 2.4 ng/ul 54643 1 7.852 449402 20.0
unknown-02 5.872 2.4 ng/ul 54076 1 7.852 449402 20.0
Hexane, 1,1'-ox.. 6.354 7.8 ng/ul 176138 1 7.852 449402 20.0
Butanoic acid, .. 6.671 2.7 ng/ul 61650 1  7.852 449402 20.0
Benzene, 1-ethy.. 6.942 2.8 ng/ul 63631 1 7.852 449402 20.0
4-Heptanone, 2,.. 7.000 4.7 ng/ul 106619 1 7.852 449402 20.0
1-Hexanol, 2-et.. 7.218 6.8 ng/ul 151707 1 7.852 449402 20.0
2-Heptanone, 4,.. 7.276 11.4 ng/ul 256989 1 7.852 449402 20.0
Butanoic acid, 7.365 14.2 ng/ul 318464 1 7.852 449402 20.0
2-Hexenal, 2-et... 7.488 12.7 ng/ul 285285 1 7.852 449402 20.0
unknown-03 7.911 66.9 ng/ul 1503710 1 7.852 449402 20.0
unknown-04 7.958 2.8 ng/ul 63392 1 7.852 449402 20.0
unknown-05 8.076 7.2 ng/ul 161573 1 7.852 449402 20.0
Cyclohexanone, ... 8.275 23.4 ng/ul 526385 1 7.852 449402 20.0
(DEL) Alkane: S... 8.322 5.2 ng/ul 115898 1 7.852 449402 20.0
unknown-06 8.645 2.4 ng/ul 52742 1 7.852 449402 20.0
unknown-07 8.969 6.4 ng/ul 1437306 1 7.852 449402 20.0
Hexanoic acid, ... 9.168 11.1 ng/ul 249415 1 7.852 449402 20.0
6-Ethyl-2,3-dih... 9.427 2.3 ng/ul 87981 2 10.637 752275 20.0
unknown-08 9.697 5.9 ng/ul 221842 2 10.637 752275 20.0
2-Ethylthiolane... 9.785 4.0 ng/ul 152161 2 10.637 752275 20.0
Butanoic acid, 10.402 4.0 ng/ul 151606 2 10.637 752275 20.0
unknown-09 10.520 2.7 ng/ul 103244 2 10.637 752275 20.0
(DEL) Alkane: C... 10.761 2.2 ng/ul 81152 2 10.637 752275 20.0
unknown-10 11.019 7.4 ng/ul 277303 2 10.637 752275 20.0
unknown-11 11.900 6.2 ng/ul 232567 2 10.637 752275 20.0
(DEL) Alkane: C... 12.1e00 3.5 ng/ul 130517 2 10.637 752275 20.0
Propanoic acid,... 12.899 3.1 ng/ul 195902 3 14.486 1271960 20.0
Propanoic acid,... 13.228 4.7 ng/ul 297673 3 14.486 1271960 20.0
Propanoic acid,... 13.440 4.4 ng/ul 277469 3 14.486 1271960 20.0
Butanoic acid, 13.745 9.9 ng/ul 631891 3 14.486 1271960 20.0
Butanoic acid, 14.245 5.3 ng/ul 340014 3 14.486 1271960 20.0
(DEL) Alkane: S... 14.791 6.7 ng/ul 426624 3 14.486 1271960 20.0
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