LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acq On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vial : 27 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: BGO63058.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.635 89 93 96 rBV4 7370 12243 0.32% 0.060%
2 3.952 144 147 149 rBV2 12987 13586 0.35% 0.067%
3 4.058 161 165 172 rVB2 20239 34631 0.89% 0.170%
4 4.316 205 209 214 rVB2 30256 37825 0.97% 0.186%
5 4.857 293 301 305 rBVv6 9781 19764 0.51% 0.097%
6 4.968 315 320 326 rVB2 52685 77179 1.99% 0.379%
7 5.356 383 386 387 rBV3 9726 10657 0.27% 0.052%
8 5.368 387 388 392 rVB3 12433 9938 0.26% 0.049%
9 5.497 407 410 414 rBV5 12718 18537 0.48% 0.091%
10 5.861 469 472 475 rBV3 13584 17629 0.45% 0.087%
11 6.161 519 523 527 rBv4 14102 20271 0.52% 0.099%
12 6.355 550 556 564 rVB4 54667 94400 2.43% 0.463%
13 6.537 583 587 591 rvvé 9109 14986 0.39% 0.074%
14 6.666 604 609 615 rvVB3 15421 23266 0.60% 0.114%
15 6.943 651 656 661 rBV2 33940 52464 1.35% 0.257%
16 7.001 661 666 672 rVB3 41861 71405 1.84% 0.350%
17 7.078 672 679 683 rBV2 22341 34857 0.90% 0.171%
18 7.219 698 703 704 rBV2 28030 36524 0.94% 0.179%
19 7.272 709 712 717 rVB2 97280 145838 3.76% 0.716%
20 7.366 722 728 738 rVB3 43804 82001 2.11% 0.402%
21 7.489 743 749 758 rBv4 91531 204719 5.27% 1.005%
22 7.583 762 765 769 rWw5 8843 13038 0.34% 0.064%
23 7.847 803 810 815 rBV 261066 444463 11.44% 2.181%
24 7.912 815 821 826 rVvV 294982 471813 12.15% 2.315%
25 7.959 826 829 835 rvVB3 37392 62267 1.60% 0.306%
26 8.082 844 850 854 rBV5 25927 44332 1.14% 0.218%
27 8.229 871 875 877 rWw3 12159 16601 0.43% 0.081%
28 8.270 877 882 887 rvV 155162 251788 6.48% 1.236%
29 8.317 887 890 897 rVB6 44727 80665 2.08% 0.396%
30 8.400 897 904 907 rBVS5 13024 22761 0.59% 0.112%
31 8.488 913 919 924 rVB4 26596 44383 1.14% 0.218%
32 8.535 924 927 931 rVV5 6073 10973 0.28% 0.054%
33 8.646 940 946 951 rVB6 21643 40385 1.04% 0.198%
34 8.799 968 972 976 rBv4 17792 30038 0.77% 0.147%
35 8.846 976 980 985 rVB5 15301 27080 0.70% 0.133%
36 8.975 992 1002 1008 rBV5 29775 82092 2.11% 0.403%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acq On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vial : 27 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 9.146 1026 1031 1036 rBv4 34362 62229 1.60% ©.305%
38 9.422 1074 1078 1084 rVBS5 33613 56246 1.45% 0.276%
39 9.534 1091 1097 1098 rBV6 18514 23630 0.61% 0.116%
40  9.557 1099 1101 1107 rVB2 21532 33174 0.85% ©0.163%
41  9.639 1111 1115 1119 rVB3 42252 56604 1.46% ©0.278%
42  9.692 1121 1124 1128 rBV3 41842 68624 1.77% ©.337%
43 9.786 1135 1140 1145 rBV3 44719 76648 1.97% 0.376%
44  9.886 1153 1157 1163 rVB6 15815 27169 0.70% ©.133%
45 10.045 1180 1184 1187 rBV5 8235 13193 0.34% 0.065%
46 10.145 1194 1201 1202 rBV4 7969 12964 ©0.33% 0.064%
47 10.262 1217 1221 1225 rVWW6 13946 25941 0.67% ©0.127%
48 10.339 1228 1234 1238 rVB6 15413 28020 0.72% ©.138%
49 10.403 1241 1245 1249 rVB3 27055 39120 1.01% ©.192%
50 10.515 1259 1264 1269 rBv4 22123 36352 0.94% 0.178%
51 10.574 1269 1274 1277 rVB4 14489 21766  0.56% ©.107%
52 10.638 1277 1285 1290 rBV 384530 688974 17.74%  3.381%
53 10.762 1301 1306 1313 rVB6 22144 48789 1.26% ©.239%
54 10.838 1313 1319 1323 rBVv4 18725 36292 0.93% 0.178%
55 10.920 1325 1333 1344 rVB4 47637 146013 3.76% ©.717%
56 11.014 1344 1349 1354 rBV3 87304 148290 3.82% 0.728%
57 11.149 1367 1372 1379 rVB5 20133 37697 0.97% 0.185%
58 11.238 1384 1387 1388 rBV2 9427 10225 0.26% ©.050%
59 11.261 1388 1391 1395 rVB6 11612 19547 0.50% ©0.096%
60 11.672 1453 1461 1463 rBV6 15561 21142 0.54% 0.104%
61 11.967 1497 1501 1504 rVB5 16995 17716 0.46% 0.087%
62 12.101 1529 1534 1538 rVB3 23293 32135 0.83% 0.158%
63 12.172 1543 1546 1549 rBV3 11872 15376 0.40% 0.075%
64 12.307 1561 1569 1572 rBV3 26726 50849 1.31% 0.250%
65 12.401 1581 1585 1591 rVB3 12967 18694 0.48% 0.092%
66 12.471 1594 1597 1599 rVV4 14134 18469 0.48% 0.091%
67 12.524 1599 1606 1608 rVB4 16738 25753 0.66% ©0.126%
68 12.730 1638 1641 1644 rVB4 7573 10454 0.27% ©0.051%
69 12.783 1644 1650 1652 rBVS5 7483 13284 0.34% 0.065%
70 12.894 1667 1669 1674 rVB3 11305 14997 0.39% 0.074%
71 13.047 1693 1695 1701 rVB6 10152 14089 0.36% 0.069%
72 13.229 1720 1726 1731 rVB4 34812 55654  1.43% 0.273%
73 13.435 1758 1761 1766 rBV4 19555 27465 0.71% ©.135%
74 13.529 1773 1777 1784 rVB4 21020 34441 0.89% 0.169%
75 13.658 1795 1799 1805 rVB6 15503 32435 0.84% 0.159%
76 13.740 1809 1813 1819 rBV3 44406 71205 1.83% 0.349%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acq On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vial : 27 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 13.887 1836 1838 1843 rVB 14429 18400 0.47% ©0.090%
78 14.169 1881 1886 1891 rBV2 18110 34847 0.90% 0.171%
79 14.211 1891 1893 1896 rBV3 12979 14561 ©0.37% 0.071%
80 14.481 1933 1939 1947 rVV 739571 1155822 29.76% 5.672%
81 14.792 1985 1992 1996 rBV5 53952 118657 3.06% ©.582%
82 15.027 2029 2032 2036 rBV6 22468 32413 0.83% 0.159%
83 15.109 2038 2046 2058 rVB 591723 957723 24.66% 4.700%
84 15.297 2075 2078 2081 rBV4 8319 12349 0.32% 0.061%
85 15.480 2102 2109 2114 rVB4 25788 53213 1.37% 0.261%
86 15.668 2139 2141 2148 rVB5 14860 23697 0.61% 0.116%
87 15.732 2148 2152 2154 rBV3 9792 13426 0.35% ©0.066%
88 16.132 2217 2220 2223 rBV4 7455 12236 0.32% ©.060%
89 16.302 2245 2249 2252 rVB4 16836 20772  0.53% 0.102%
90 16.890 2342 2349 2361 rBV 2497058 3883666 100.00% 19.058%
91 17.236 2401 2408 2414 rBV 1225868 1881613 48.45% 9.234%
92 17.336 2420 2425 2430 rVB3 36647 64351 1.66% ©.316%
93 17.530 2454 2458 2459 rBV3 8195 9439  0.24% 0.046%
94 17.589 2465 2468 2469 rBV3 10717 9347 0.24% 0.046%
95 18.617 2641 2643 2648 rVB4 10911 12535 0.32% 0.062%
96 18.999 2705 2708 2713 rBVS5 5269 9826 0.25% 0.048%
97 19.628 2809 2815 2819 rBV 53047 88323 2.27% ©0.433%
98 20.468 2956 2958 2960 rBV3 11408 10151 0.26% ©.050%
99 21.484 3125 3131 3142 rBV 2107537 3300468 84.98% 16.197%
100 24.522 3639 3648 3663 rBV 1372954 3772718 97.14% 18.514%

Sum of corrected areas: 20377617
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 : . .
ndance, TIC: BG063058.D\data.ms
2000000
1500000
1000000
500000
778932
8.270
3.63398858316 4 49985 36075 866,18 75 B0 LA AEL 1 s ot GmmE 5469 ,, )
i e e e e e L T B e B L R R e e e e R e e
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063058.D\data.ms
2500000 16.890
21.484
2000000
1500000
17.236
1000000
14.481
15.109
500000
ok biﬁ&é%ﬁ@ 14. 192093 o8 BP82 6 18302 11 18.6178.999 19628 204
R e e e e B B e e e e e o e e e e e o e e T T B o e A
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 : . .
ndance. TIC: BG063058.D\data.ms
2000000
Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.968 3.47 ng/ul 77179  1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 53
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
3 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 50
4 Pyrrolidine 71 C4HSN 000123-75-1 49
5 Butanoic acid, 3-methylbutyl ester 158 C9H1802 000106-27-4 47
Abundance Scan 320 (4.968 min): BG063058.D\data.ms (-315) (-) m/z 43.10 100.00%
43.1
5000
\‘ O g5 2212 o574 38384500 510, | 400480500520
0 “‘; Mum_FH‘ml‘uH;mWm"uui(uwu( m/z 70.10 55.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7528: 1-Hexene, 4-ethyl-
43.0
5000
4.60 4.80 5.00 5.20
m/z 41.10 42.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
4.60 4.80 5.00 5.20
5000 m/z 71.10 41.71%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\

m/z-->

Abundance #8673: Pentane, 3-ethyl-2-methyl-

m/z 55.10  38.12%
WL
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.355 4.25 ng/ul 94400 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 47
2 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 43
3 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 43
4 Cyanic acid, 2-methylpropyl ester 99 C5HONO 001768-25-8 43
5 1-Decene 140 C1leH20 000872-05-9 35
Abundance Scan 556 (6.355 min): BG063058.D\data.ms (-550) (-) m/z 43.10 100.00%
43.1
5000
051 6.00 6.20 6.40 6.60
\H 168.9 2381 308.9 4105 4813 00 6.20 6.40 6. }
O‘HM' u”“”u'mwwm pre e e e m/z 41.10 83.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9471: 1-Pentanol, 2-ethyl-
43.0
5000
6.00 6.20 6.40 6.60
m/z 69.10 56.73%
H‘ J \8\-0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
6.00 6.20 6.40 6.60
5000 m/z 55.05 46.58%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\

m/z-->

Abundance #71735: 3-Tetradecene, (2)-

m/z 56.10 44.11%
MM
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.943 2.36 ng/ul 52464 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 81
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 81
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 76

4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 656 (6.943 min): BG063058.D\data.ms (-651) (-) m/z 105.10 100.00%

105.1
5000
6560660700720
39.2 187.0 336.4 SR e
Ob bkl 1870 2520 3304 4515 2L\ 7159 10 43.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 R EE R s s n
6.60 6.80 7.00 7.20
m/z 77.00 16.13%
3991
) N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 12.83%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\
m/z-->
Abundance #10723: Benzene, 1-ethyl-3-methyl-
m/z 103.10 12.40%
| L bl ‘I ‘\ o d
‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 12
R.T. EstConc Area Relative to ISTD R.T.
7.001 3.21 ng/ul 71405 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hydroxy-5,5-dimethyl-hex-2-en-... 142 C8H1402 1000144-68-4 46
2 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 43
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 43

4 5-Nonanone 142 C9H180 000502-56-7 43
5 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 38

Abundance Scan 666 (7.001 min): BG063058.D\data.ms (-661) (-) m/z 105.10 100.00%

105.1
5000 412
e R
‘ 1\59 299102811 347.9 452.4 516. 6.60 6.80 7.00 7.20 7.40
O‘H‘“‘;‘““““'\“““‘M‘H‘\m“ M“_M“N“mWm_m_m‘m m/z 57.10 93.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22809: 2-Hydroxy-5,5-dimethyl-hex-2-en-4-one

85.0
5000
29. 142.0 6.60 6.80 7.00 7.20 7.40
\ m/z 85.10 87.48%
o‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
A‘\A\\\‘\\\\‘\A\\\‘A\\\\‘\[\\
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.20 48.25%
‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTT
m/z-->
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
m/z 120.20 42.27%
J \\‘\\“\\\\ TTTT TTTT TTTT TTTT TTTT TTTT TTT M'\A/\A/k
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.272 6.56 ng/ul 145838 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 53
2 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 47
3 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 38

4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 35
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 35

Abundance Scan 712 (7.272 min): BG063058.D\data.ms (-709) (-) m/z 43.10 100.00%

43.1
5000
R AR MR e
109.3 7.00 7.20 7.40 7.60
391.1
0 H“‘J‘NU‘H‘ L 2000, 2821 SOl m/z 85.10  46.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 \\\‘\)\\\‘AH\\‘V[\\H‘HH
7.00 7.20 7.40 7.60
m/z 58.10  45.84%
1 H 109.0
bbb L i
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0

7.00 7.20 7.40 7.60
5000 m/z 69.10 40.37%

TT T ‘ T TT ‘ L T TT ‘ L ‘ T TT ‘ L ‘ L ‘ T TT
m/z-->
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]

m/z 41.00 39.74%

Ll
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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, 2-methylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.366 3.69 ng/ul 82001 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 50
2 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 47
3 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 47
4 Butanoic acid, decyl ester 228 C14H2802 005454-09-1 47
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 47
Abundance Scan 728 (7.366 min): BG063058.D\data.ms (-722) (-) m/z 71.10 100.00%
71.1
5000
7.00 7.20 7.40 7.60
23.6 178 7 289 O
0 ‘ ‘m)‘m Mﬁwu A e 3 “‘1‘7‘0‘(‘5‘ m/z 89.10 51.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24219: Butanoic acid, 2-methylpropyl ester
71.0
5000
7.00 7.20 7.40 7.60
m/z 43.10  44.35%
Y ‘Mm“mWm‘mWm_m_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
71.0
\/‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.00 7.20 7.40 7.60
5000 m/z 41.10 34.32%
\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #47011: Butanoic acid, hexyl ester
m/z 56.00 27.11%
T MMW
\\\\‘\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 7 Benzene, 1,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.489 9.21 ng/ul 204719 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 50
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 50
3 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 50
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 50
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 45

Abundance Scan 749 (7.489 min): BG063058.D\data.ms (-743) (-) m/z 105.10 100.00%

105.1
5000 U\
M o0 T 180 7h0
206.0 295.1 367. '

ol ";“JM“I‘“‘H%‘_me?fw 36704317 | SMT h/7 120.20  40.45%
tizes 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10723: Benzene, 1-ethyl-3-methyl-

105.0

A

5000 e b e e
7.20 7.40 7.60 7.80

m/z 55.20 28.43%

39.0

\"I‘J"i\”‘“‘h“\””\‘”w”‘w””\‘”w‘”w””\‘”w‘”w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

o

105.0

7.20 7.40 7.60 7.80
5000 m/z 41.10 23.28%

‘\H\HH‘HH‘\H\‘HHHH‘\H\‘\H\‘HH‘\H\\H\\
m/z-->
Abundance #10720: Benzene, 1-ethyl-3-methyl-

m/z 39.10 20.87%

A )
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.912  21.23 ng/ul 471813 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 47

Abundance Scan 821 (7.912 min): BG063058.D\data.ms (-815) (-) m/z 57.05 100.00%

57.0
5000

anz 7.60 7.80 8.00 8.20
oAbl 1122 1797 2811 3483 439.949%. .. 41 05  43.62%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000

7.60 7.80 8.00 8.20
m/z 43.05 33.75%

AR

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

o

57.0

7.60 7.80 8.00 8.20
5000 m/z 55.10 33.01%

TT T TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT T
m/z-->
Abundance #15695: 1-Hexanol, 2-ethyl-

m/z 83.10 24.47%

l, " /\

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.959 2.80 ng/ul 62267 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 60
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 53
3 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 53
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 53
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 53

Abundance Scan 829 (7.959 min): BG063058.D\data.ms (-826) (-) m/z 105.05 100.00%
105.1

5000
39.1 7.60 7.80 8.00 8.20
166.9221.7 380.5 496.0
Obr b L) 22P022L 72771 | SEES 4960 L 120.00  42.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 R Bt o e RN
7.60 7.80 8.00 8.20
m/z 91.15 12.54%
39.0 \
R
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 77.10 10.91%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\
m/z-->
Abundance #10728: Benzene, 1-ethyl-4-methyl-
m/z 39.10 9.94%
kit ﬁé&w#ﬁﬁﬂ&ﬁ&w%ﬂ&ﬁ*
\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.270 11.33 ng/ul 251788 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 86
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 78
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 78
4 (E)-2-Hexenyl tiglate 182 C11H1802 1000131-83-6 47
5 Undecenyl tiglate, 2E- 252 C16H2802 1000383-56-5 47

Abundance Scan 882 (8.270 min): BG063058.D\data.ms (-877) (-) m/z 83.10 100.00%

83.1
5000 1402

”\ 8.00 8.20 8.40 8.60
L

ot ol 2003 35504113 4913 6o 05 51.88%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\

8.00 8.20 8.40 8.60
m/z 55.20 42.09%

140.0
\“*H“\J””w”“‘l\”‘w‘”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 140.20 37.60%

o

‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTT1
m/z-->
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- ATt

m/z 41.20 29.45%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.317 3.63 ng/ul 80665 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 38
2 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 38
3 5-Decanone, 2-methyl- 170 C11H220 054410-89-8 38
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 25
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 25

Abundance Scan 890 (8.317 min): BG063058.D\data.ms (-887) (-) m/z 43.10 100.00%
43.1

5000

3

7.2
o RS S b m/z 55.10  44.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
8.00 8.20 8.40 8.60
m/z 71.05 43.07%
L), fopo
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
8.00 8.20 8.40 8.60
5000 m/z 58.10 38.89%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\
m/z-->
Abundance #45403: 5-Decanone, 2-methyl-
m/z 84.05 32.62%
M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.975 3.69 ng/ul 82092 1,4-Dichlorobenzene-d4 7.847

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(2-Butoxyethoxy)ethyl pentanoate 246 C13H2604 1000367-00-4 23
2 2-Propenoic acid, 2-[(trimethyls... 202 C9H1803Si 033606-36-9 23
3 2-Oxovaleric acid, TBDMS derivative 230 C11H2203Si 1000332-35-4 23
4 1-Trimethylsilyloxy-n-octene 200 C11H240Si 070109-89-6 9
5 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 7

Abundance Scan 1002 (8.975 min): BG063058.D\data.ms (-992) (-) m/z 57.15 100.00%
57.1

5000 129.2

%

H | 2068 3155 4140 499.8 8.60 8.80 9.00 9.20
MLyl T m/z 55,10 61.98%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130490: 2-(2-Butoxyethoxy)ethyl pentanoate
57.0
5000
129.0 8.60 8.80 9.00 9.20
m/z 73.10 61.42%
o’““h'19
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0 129.0
8.60 8.80 9.00 9.20
5000 m/z 41.20 51.35%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ M
m/z--> M

Abundance #110989: 2-Oxovaleric acid, TBDMS derivative R B A A RRAE

m/z 129.20 44.41%

S

L lmJ J‘n Lo “.

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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-Ethyl-4-methylpentanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.146 2.80 ng/ul 62229 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 64
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50

Abundance Scan 1031 (9.146 min): BG063058.D\data.ms (-1026) (-) m/z 73.10 100.00%
73.1

5000
8.80 9.00 9.20 9.40
o hblgzo 2ors  wman mes we  SOTORRED.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
5000 \‘\\\\‘\\\\‘\\/‘(\M\\AH‘A(

8.80 9.00 9.20 9.40
m/z 41.10 33.49%

|

150/ ||

il

o e e

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

Abundance

88.0 kNNWW
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.80 9.00 9.20 9.40
5000 m/z 101.20 20.95%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #24093: Hexanoic acid, 2-ethyl-

m/z 114.90 19.95%

| \! ”\ |

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 (DEL) Alkane: Cyclic9.786 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.786 2.22 ng/ul 76648  Naphthalene-d8 10.638

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 47
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 47
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
5 2-Methyl-1-nonene 140 C10H20 002980-71-4 27

Abundance Scan 1140 (9.786 min): BG063058.D\data.ms (-1135) (-) m/z 56.10 100.00%
56.1

5000

=

9.50 10.00
m/z 97.20 67.91%

253.6

0 354.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0

-

5000
9.50 10.00
m/z 83.10 59.70%
H \ ‘ 125.0
0 ‘““\J““”‘\“\‘“"\“‘w“‘w““\”“\“”\”“\“‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
56.0
9.50 10.00
5000 m/z 55.15 55.12%

TTTT TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TT 1T ‘ TT T T ‘ TT 1T TT T T T 1T
Abundance #3741 1-Hexene, 2-methyl- ‘ | Ay

m/z 41.10 49.22%

e W‘/W\M\“\MW

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 15 1,3-Hexanediol, 2-ethyl- (i... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.920 4.24 ng/ul 146013 Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 50
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
3 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 50
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 50

Abundance Scan 1333 (10.920 min): BG063058.D\data.ms (-1325) (- m/z 56.20 100.00%
56.2

5000
139.2 11.00
267.3 366.8 534.
0Jh ”“‘H“‘m‘m“‘m“m‘uu“m‘uu‘mw m/z 55.05 76.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25583: 1,3-Hexanediol, 2-ethyl- (isomer 1)
56.0
5000 \J\/Mm T T ‘ T

11.00
m/z 43.20 49.53%

130

\” h\

0"""mwm‘mwu""‘H“m‘mwm‘mwm‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56.0
T ‘ T
11.00
5000 m/z 57.10 48.44%
‘\\\\ H\\‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘H\\‘\\H‘\\\\ TTTT
m/z-->
Abundance #25555: 1,3-Hexanediol, 2-ethyl- | T
m/z 73.10 46.76%
“‘ldl\ TTTT TTTT TTTT TTTT TTTT TTTT TTTT ﬁmﬂ%\/f\/"\Mm\mﬂﬂm
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.014 4.30 ng/ul 148290 Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Hexanediol, 2-ethyl- (isomer 2) 146 C8H1802 1000484-18-1 47
2 2,2,5,5,6-Pentamethyl-4,7,9-trio... 200 C11H2003 062759-70-0 45
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
5 1-Decene, 2-methyl- 154 C11H22 013151-27-4 35
Abundance Scan 1349 (11.014 min): BG063058.D\data.ms (-1344) (- m/z 56.10 100.00%
56.1
5000
111.2
199.2 11.00
283.0 . 475.6
OHJW. w2 69.15  52.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25582: 1,3-Hexanediol, 2-ethyl- (isomer 2)
56.0
5000
11.00
m/z 71.10 51.93%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56.0
11.00
5000 m/z 55.05 48.87%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z--> M
Abundance #3741: 1-Hexene, 2-methyl- (i ‘ ‘ ‘
m/z 41.10 41.70%
| MVNJ%NAJ\MQJMMMW
‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acqg On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vvial : 27 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.792 2.05 ng/ul 118657  Acenaphthene-di10 14.481
Hit# of 5 Tentative ID MW MolForm CAS# Qual
-Undecene, 9-methyl-, (E)- 168 C12H24 074630-54-9 38
-Undecene, 9-methyl-, (E)- 168 C12H24 074630-46-9 38
168 C12H24 074630-41-4 35

073286-69-8 30
074630-64-1 30

cetamide, N-(3-methyl-2-buten-1... 127 C7H13NO

13
22
3 1-Undecene, 9-methyl-
4 A
55 168 C12H24

-Undecene, 3-methyl-, (Z)-

Abundance Scan 1992 (14.792 min): BG063058.D\data.ms (-1985) (- m/z 55.10 100.00%

55.1
5000
127.2
‘ || 1986 2771 357.9  ass, 14.50 15.00
01l MMHMHM‘\HJ‘lwhw“‘uH‘U“!ﬂH“H m/z 70.20 85.70%
miz--> 50 100 150 200 250 300 350 400
Abundance #43559: 3-Undecene, 9-methyl-, (E)-
70.0
5000
14.50 15.00
m/z 41.20 80.69%
168.0
024"M‘N‘\uwh“M“_“““H“““H“““
m/z--> 50 100 150 200 250 300 350 400
Abundance
70.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 57.05 66.73%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z--> /\W
Abundance #43523: 1-Undecene, 9-methyl- e -
m/z 69.10 64.03%
I WW/\ (LN
T ‘ T

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63058.D

Acq On : 26 Sep 2024 10:30
Operator : RC/JU

Sample : P3879-03DL2 100X
Misc :

ALS Vial : 27 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|
(DEL) Alkane: S... 4.968 3.5 ng/ul 77179 1 7.847 444463 20.0
unknown-01 6.355 4.3 ng/ul 94400 1 7.847 444463 20.0
Benzene, 1-ethy... 6.943 2.4 ng/ul 52464 1 7.847 444463 20.0
unknown-02 7.001 3.2 ng/ul 71405 1 7.847 444463 20.0
2-Heptanone, 4,.. 7.272 6.6 ng/ul 145838 1 7.847 444463 20.0
Butanoic acid, .. 7.366 3.7 ng/ul 82001 1 7.847 444463 20.0
Benzene, 1,2,4-.. 7.489 9.2 ng/ul 204719 1 7.847 444463 20.0
1-Hexanol, 2-et.. 7.912 21.2 ng/ul 471813 1 7.847 444463 20.0
Benzene, 1,2,3-.. 7.959 2.8 ng/ul 62267 1 7.847 444463 20.0
Cyclohexanone, 8.270 11.3 ng/ul 251788 1 7.847 444463 20.0
unknown-03 8.317 3.6 ng/ul 80665 1 7.847 444463 20.0
unknown-04 8.975 3.7 ng/ul 82092 1 7.847 444463 20.0
2-Ethyl-4-methy... 9.146 2.8 ng/ul 62229 1 7.847 444463 20.0
(DEL) Alkane: C... 9.786 2.2 ng/ul 76648 2 10.638 688974 20.0
1,3-Hexanediol,... 10.920 4.2 ng/ul 146013 2 10.638 688974 20.0
unknown-05 11.014 4.3 ng/ul 148290 2 10.638 688974 20.0
(DEL) Alkane: S... 14.792 2.0 ng/ul 118657 3 14.481 1155820 20.0
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