LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc :

ALS Vvial : 18 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_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18041.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.499 65 70 79 rBV 3148641 3926897 14.50% 1.489%
2 4.211 185 191 201 rVV 2662243 3832858 14.15% 1.453%
3 4.311 201 208 219 rVB 4039107 5064943 18.70% 1.921%
4 5.399 380 393 396 rBV2 193720 651976  2.41% 0.247%
5 5.734 443 450 458 rBV3 624908 1071070 3.96% 0.406%
6 6.128 512 517 527 rVB 1327371 1860661 6.87% 0.706%
7 6.605 592 598 605 rBV 608599 934093 3.45% 0.354%
8 6.864 632 642 647 rBV3 200603 392905 1.45% 0.149%
9 7.040 666 672 678 rvVv 640279 1013722 3.74% 0.384%
106 7.165 678 683 692 rVB 1042855 1613896 5.96% 0.612%
11 7.199 693 699 704 rBV 253263 409026 1.51% ©.155%
12 7.258 704 709 713 rBV2 302688 511778 1.89% 0.194%
13 7.328 713 721 726 rVV5 216480 749720 2.77% 0.284%
14 7.381 726 730 734 rVW 331039 618311 2.28% 0.234%
15 7.428 734 738 742 rVW 366896 622996 2.30% 0.236%
16 7.481 742 747 756 rVB2 216994 460665 1.70% 0.175%
17 7.605 762 768 776 rBvV2 199203 382659 1.41% 0.145%
18 7.740 784 791 797 rVB2 779557 1336778 4.94% 0.507%
19 7.846 805 809 814 rVB2 490809 734132 2.71% 0.278%
20 7.934 814 824 825 rBV2 1087718 1989094 7.35% 0.754%
21 8.152 855 861 866 rBv3 785719 1545367 5.71% 0.586%
22 8.205 866 870 874 rBV2 560223 1004879 3.71% 0.381%
23 9.269 1046 1051 1053 rBV4 306900 378897 1.40% 0.144%
24  9.316 1053 1059 1062 rVV2 2039916 2737518 10.11% 1.038%
25 9.575 1074 1103 1105 rBV2 4624528 27080500 100.00% 10.269%
26 9.775 1136 1137 1140 rVB2 1190371 928509 3.43% 0.352%
27 9.811 1140 1143 1144 rVV2 649678 439445 1.62% 0.167%
28 9.840 1144 1148 1151 rVB2 1670608 2158760 7.97% 0.819%
29 9.887 1151 1156 1158 rBV3 1256224 1708148 6.31% 0.648%
30 9.946 1162 1166 1168 rBv2 327322 430379 1.59% 0.163%

31 10.046 1168 1183 1189 rVB4 3454164 11699893 43.20%
32 10.140 1189 1199 1203 rBV3 976698 2525843  9.33%
33 10.181 1203 1206 1208 rVB2 810035 818669  3.02%
34 10.246 1208 1217 1219 rBV2 926243 2050596  7.57%
35 10.340 1223 1233 1239 rVB6 858145 3127595 11.55%
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36 10.405 1239 1244 1248 rBV3 872225 1333186 4.92%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc :

ALS Vvial : 18 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_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION
37 10.540 1263 1267 1270 rBV 333102 592990 2.19% 0.225%
38 10.716 1281 1297 1306 rBV8 1802774 7807314 28.83% 2.960%
39 10.834 1313 1317 1319 rBV2 275105 433379 1.60% 0.164%
40 10.957 1332 1338 1346 rVB6 695510 1906956 7.04% 0.723%
41 11.105 1351 1363 1368 rBV5 1350690 4409508 16.28% 1.672%
42 11.293 1388 1395 1400 rBV3 798489 1836934 6.78% 0.697%
43 11.505 1400 1431 1435 rVV2 3386226 19871034 73.38% 7.535%
44 11.587 1442 1445 1452 rVB3 930179 1487776 5.49% 0.564%
45 11.675 1453 1460 1461 rBV4 683404 1337230 4.94% 0.507%
46 11.816 1470 1484 1487 rBV8 1389797 4253996 15.71% 1.613%
47 11.910 1494 1500 1508 rVB 1715036 4302358 15.89% 1.631%
48 12.005 1508 1516 1522 rVB2 1839027 4102014 15.15%  1.555%
49 12.116 1527 1535 1538 rBV5 1054224 2626429 9.70% 0.996%
50 12.340 1564 1573 1581 rVB4 1754262 5900076 21.79% 2.237%
51 12.440 1583 1590 1599 rBV6 1359547 4580429 16.91% 1.737%
52 12.534 1600 1606 1612 rVV2 3435148 6722307 24.82% 2.549%
53 12.604 1612 1618 1623 rVV4 1410684 3237426 11.95% 1.228%
54 12.693 1623 1633 1638 rVB2 1646742 5091445 18.80% 1.931%
55 12.752 1638 1643 1649 rBV3 1445285 3405294 12.57% 1.291%
56 12.940 1671 1675 1679 rVB2 1401401 2208751 8.16% 0.838%
57 12.993 1679 1684 1685 rBV 1031313 1504490 5.56% ©0.570%
58 13.022 1686 1689 1692 rVV2 1354094 2242763 8.28% 0.850%
59 13.057 1692 1695 1699 rVV3 1062155 1866415 6.89% 0.708%
60 13.093 1699 1701 1705 rVB2 771327 963271 3.56% 0.365%
61 13.216 1717 1722 1727 rVB4 1400747 2705164 9.99% 1.026%
62 13.322 1737 1740 1743 rBV2 363744 431622 1.59% 0.164%
63 13.369 1743 1748 1754 rVB3 1163754 2107513 7.78% 0.799%
64 13.434 1755 1759 1762 rBV3 609643 860699 3.18% 0.326%
65 13.481 1762 1767 1770 rBV2 1270136 2006733 7.41% 0.761%
66 13.534 1772 1776 1780 rVV3 853239 1459505 5.39% 0.553%
67 13.716 1802 1807 1811 rBV3 1102443 1957258 7.23% 0.742%
68 13.869 1828 1833 1837 rBV5 1849974 3795667 14.02% 1.439%
69 13.963 1846 1849 1854 rVB 1117808 1590301 5.87% 0.603%
70 14.022 1854 1859 1863 rBV3 1004781 1948323 7.19% 0.739%
71 14.175 1878 1885 1889 rBV2 781649 2009955 7.42% 0.762%
72 14.240 1892 1896 1902 rVV 1790173 3269321 12.07% 1.240%
73 14.298 1903 1906 1910 rVB 870345 1249047 4.61% 0.474%
74 14.369 1910 1918 1924 rVB2 1663355 3600256 13.29%  1.365%
75 14.469 1930 1935 1942 rVB3 1876578 4116582 15.20% 1.561%

76 14.540 1942 1947 1951 rBV2 1090348 1859223 6.87% 0.705%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc :

ALS Vvial : 18 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_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

77 14.634 1959 1963 1968 rBV6 775967 1138203 4.20% 0.432%
78 14.763 1982 1985 1988 rBV2 638556 875240  3.23% 0.332%
79 14.869 1999 2003 2005 rBv4 1055108 1573848 5.81% 0.597%
80 15.151 2037 2051 2057 rBV4 1610086 6381197 23.56%  2.420%

81 15.275 2066 2072 2081 rVB1O 2368322 6386377 23.58% 2.422%

82 15.387 2088 2091 2095 rBV5 536099 987703 3.65% 0.375%
83 15.463 2101 2104 2108 rVB 1199808 1661664 6.14% 0.630%
84 15.540 2113 2117 2121 rVV2 1299257 1932183 7.13% 0.733%
85 15.698 2141 2144 2145 rBV 572765 598119 2.21%  ©.227%
86 15.998 2192 2195 2199 rBV7 716429 1188133 4.39% 0.451%
87 16.104 2209 2213 2225 rBv4 1259407 3805422 14.05% 1.443%
88 16.540 2284 2287 2293 rVB5 1128532 1810309 6.68% 0.686%
89 16.598 2294 2297 2303 rVB3 879476 1425413 5.26% 0.541%
90 16.734 2316 2320 2327 rVB3 1653989 2620913 9.68%  0.994%
91 17.134 2385 2388 2392 rVB 721027 909693 3.36% ©.345%
92 17.416 2433 2436 2441 rVB 1495483 1985796  7.33% 0.753%
93 17.845 2506 2509 2512 rBV 829448 1099165 4.06% 0.417%
94 18.192 2565 2568 2576 rVB5 1980346 3407138 12.58%  1.292%
95 19.669 2815 2819 2830 rVB 2029705 2857680 10.55% 1.084%
96 21.092 3058 3061 3066 rVB 440359 505722 1.87% 0.192%
97 21.439 3116 3120 3127 rVB 759817 1053452 3.89% ©.399%
98 22.645 3322 3325 3333 rVB 270612 370725 1.37% 0.141%
99 23.774 3511 3517 3525 rVB2 1148843 2314419 8.55% 0.878%
100 23.939 3540 3545 3556 rVB 491502 1025525 3.79% ©.389%

Sum of corrected areas: 263718157
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2023 00:32
: MA/JU
. 05044-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18041.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP018041.D\data.ms
1le+07
8000000
6000000
4000000 4311
3.499
4.211
2000000 6.128 2105 3
5.734 6.608 7.0 7
SéggL AA;86 A
0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150
Abundance TIC: BP018041.D\data.ms
1le+07
8000000
6000000
12.534 18.192
15.275 16.734 17.416 19.669
4000000 13.8644,7 469 15 1he 5§10 15.69%4 16 54 17184 | 17.845
I" l(ﬂ ’/‘ 3’" i Al' 47 !05:' ‘! |‘” . ' ‘ﬂ'r 498 ;
.I|v-1 ' A ‘:‘ d O
2000000 i ‘ Wicw:
Ui '
O e A A e A o B L e o e o A A L e o B e A B LA
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP018041.D\data.ms
1le+07
8000000
6000000
4000000
2000000 21.0921.439 23.774
22.645 3.939
TTT———— A
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.499 106.98 ng/ul 3926900 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 64
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
Abundance  Scan 70 (3.499 min): BP018041.D\data.ms (-65) (-) m/z 59.05 100.00%
59.0
5000 j{

}’ 3.20 3.40 3.60 3.80
il | 1350 207.2065.1  360.4427.948835461 ./, g7 95  33.30%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5047 2-Butanol, 2,3-dimethyl-
59.0
5000 L L L
3.20 3.40 3.60 3.80
m/z 43.05 28.94%
0 \J'JJ” . ‘

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%’

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
O e
3.20 3.40 3.60 3.80
5000 m/z 41.05 28.16%
om“',,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5025: 2-Pentanol, 2-methyl- A
59.0 3.20 3.40 3.60 3.80
m/z 69.10 27.02%
5000 jk
o

3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Pentanol, 2,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4,211 104.42 ng/ul 3832860 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 83
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 83
3 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 78
4 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 64
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 56
Abundance Scan 191 (4.211 min): BP018041.D\data.ms (-185) (-) m/z 59.10 100.00%
59.1
5000
” ‘ ‘ 3.80 4.00 4.20 4.40 4.60
OLorrhih, ) [133.0 207.1 2954 363.0426.0490.3548; 1/, 43.95 25.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9510: 2-Pentanol, 2,4-dimethyl-
59.0
3.80 4.00 4.20 4.40 4.60
m/z 41.05 17.85%
()1hd \\l\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
R e AAREER
3.80 4.00 4.20 4.40 4.60
5000 m/z 57.05 14.02%
o_m«‘k”‘p e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24208: 2-Hexanone, 3-hydroxy-3,5-dimethyl-
59.0 3.80 4.00 4.20 4.40 4.60
m/z 101.15 12.02%
5000 AK
o_m\“‘ ‘,‘““““‘ R RA R Raat R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 3 3-Pentanone, 2,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4,311 137.99 ng/ul 5064940 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 80
2 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 72
3 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 64
4 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 59
5 3,4-Hexanedione 114 C6H1002 004437-51-8 58
Abundance Scan 208 (4.311 min): BP018041.D\data.ms (-201) (-) m/z 57.05 100.00%
57.0 ﬂ
5000
‘ 114.2 4.00 4.20 4.40 4.60
Ob il L2072 2831 3582418347935381 ./, 41 .05 36.16%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0

5000 PP
4.00 4.20 4.40 4.60

m/z 39.05 13.88%

114.0
0 ‘w\**‘*‘*\‘IH‘\HH\HHWHWH\HH\HH\HH\HHM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8565: 3-Pentanone, 2,2-dimethyl-
57.0

4.00 4.20 4.40 4.60

5000 m/z 114.15 10.51%
’ 114.0
0 *w\**‘*‘*\*\Hw”w”w”w””\Hw”w”w”w*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8500: 3-Hexanone, 4-methyl- PP A e
57.0 4.00 4.20 4.40 4.60

m/z 85.10 7.50%

5000

114.0
W

]
miz--> 50 100 150 200 250 300 350 400 450 500 550

A
L e N EREEEERmE

4.00 4.20 4.40 4.60

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:08 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.734  29.18 ng/ul 10710760 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 43

2 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 43

3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 43

4 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 38

5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38

Abundance Scan 450 (5.734 min): BP018041.D\data.ms (-443) (-) m/z 56.05 100.00%
56.0

%

5000
l } ]l 5.40 5.60 5.80 6.00
o dli31p1 221228013412 4153 4893548,  n/; 41.16  67.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7553: 1-Heptene, 2-methyl-
56.0
5000
5.40 5.60 5.80 6.00
m/z 55.10 56.99%
O‘\\“\L‘[\}\!‘!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7447: Cyclopentanone, 2,2-dimethyl-
56.0
T T T
5.40 5.60 5.80 6.00
5000 m/z 83.05 46.56%
oih\
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7552: 1-Heptene, 2-methyl- R A RARR ﬁ/‘\w

56.0 5.40 5.60 5.80 6.00
m/z 39.05 45.67%

5000

.

L)

0 bbb e N e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 trans-3,4-Dimethylcyclopent... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

6.128 56.69 ng/ul 1860666 1,4-Dichlorobenzene-d4  7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 52

2 3,4-Dimethylcyclopentanone 112 C7H120 058372-16-0 43
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 43
4 Vinyl crotonate 112 C6H802 014861-06-4 43
5 Cyclohexanone, 3-methyl-, (R)- 112 C7H120 013368-65-5 38
Abundance Scan 517 (6.128 min): BP018041.D\data.ms (-512) (-) m/z 42.10 100.00%
42.1
5000
112.2
J 5.80 6.00 6.20 6.40
obdiidi 2072 2811 3562 4636 5324 n/; 69.16  91.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7461: trans-3,4-Dimethylcyclopentanone
69.0
5000
5.80 6.00 6.20 6.40
m/z 41.10 49.12%
O ‘\‘\l‘\ ‘H\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7422: 3,4-Dimethylcyclopentanone
42.0
e ARENARSEEEE s are
5.80 6.00 6.20 6.40
5000 m/z 39.10 40.27%
112.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #656: Cyclopropane, ethyl- T T T
42.0 5.80 6.00 6.20 6.40
m/z 112.15 36.59%
5000 ‘/\
0 ‘“““ ,A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:10 2023

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 3,4-Dimethylcyclopentanone Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
6.605 25.45 ng/ul 934093 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcyclopentanone 112 C7H120 058372-16-0 94
2 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 83
3 1,2,4-Cyclopentanetrione 112 C5H403 015849-14-6 78
4 1,3-Cyclohexanedione 112 C6H802 000504-02-9 64
5 1-Pentene 70 C5H10 000109-67-1 59

Abundance Scan 598 (6.605 min): BP018041.D\data.ms (-592) (-)
42.0

m/z 42.05 100.00%

5000
112.1

\ 6.20 6.40 6.60 6.80 7.00
obrdlibi o 207:2266.1 3553 43034914 m/z 69.05 61.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #7422: 3,4-Dimethylcyclopentanone
42.0
5000 B AL B L R
6.20 6.40 6.60 6.80 7.00
112.0 m/z 41.05 43.58%
O‘\‘\‘\ ‘ll\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7461: trans-3,4-Dimethylcyclopentanone
69.0
T T
6.20 6.40 6.60 6.80 7.00
5000 ITI/Z 39.10 37.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7067: 1,2,4-Cyclopentanetrione REERABABRRRRRRRERERSS
42.0 112.0 6.20 6.40 6.60 6.80 7.00
m/z 112.10 31.84%
5000
O SN Y -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:11 2023

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Furan, 2-butyltetrahydro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.105 43.97 ng/ul 1613900 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 53
2 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 50
3 (+-)-3-Methyl-1-penten-3-ol 100 C6H120 1010238-75-4 47
4 2-Ethyltetrahydrofuran 100 C6H120 1010431-64-0 42
5 trans-2-Methyl-4-hexen-3-o0l 114 C7H140 096346-76-8 42

Abundance Scan 683 (7.105 min): BP018041.D\data.ms (-678) (-) m/z 71.10 100.00%

71.1
R A RRARNEREEE S S
\ \ 6.80 7.00 7.20 7.40
obrrrtdd L] 17722391 8552 43064930 m/z 43.10  32.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14438: Furan, 2-butyltetrahydro-
71.0
5000 I L AL R R
6.80 7.00 7.20 7.40
m/z 58.10 14.72%
02‘.9\“\4”"‘\‘\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14450: Furan, 2-butyltetrahydro-
71.0
6.80 7.00 7.20 7.40
5000 m/z 95.10 13.75%
0 bbb e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4408: (+-)-3-Methyl-1-penten-3-ol
71.0 6.80 7.00 7.20 7.40
m/z 41.10 13.45%
- UM
0 W“uJ"JHmmWm‘mWm‘mww‘mwwww S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:12 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 Ethanone, 1-cyclopropyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.740  36.42 ng/ul 1336780 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 58
2 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 53
3 3-Penten-2-one 84 C5H80 000625-33-2 52
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 52
5 1H-Pyrazole, 4,5-dihydro-5-methyl- 84 C4H8N2 001568-20-3 52
Abundance Scan 791 (7.740 min): BP018041.D\data.ms (-784) (-) m/z 69.10 100.00%
69.1
w MMM
R AARRASaEaE

‘ 7.40 7.60 7.80 8.00
oAl 1261 223.22822 355.2415.34738 5450  n/z 43.10  82.17%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #1622: Ethanone, 1-cyclopropyl-

43.0
5000 L L LR B B
7.40 7.60 7.80 8.00
m/z 41.10 55.52%
0\\\ “\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1620: Ethanone, 1-cyclopropyl-
43.0
A REEmEEE R S
7.40 7.60 7.80 8.00
5000 m/z 84.05 38.41%
O‘W e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1587 3-Penten-2-one ST e
69.0 7.40 7.60 7.80 8.00
m/z 113.10  35.25%
5000 /t
o o S R s a e w s s e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:14 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 2-Cyclopenten-1-one, 3,4-di... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.934 54.19 ng/ul 1989090 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 93
2 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 80
3 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 53
4 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 49
5 1-(3H-Imidazol-4-yl)-ethanone 110 C5HEN20 061985-25-9 43
Abundance Scan 824 (7.934 min): BP018041.D\data.ms (-814) (-) m/z 95.05 100.00%
95.0

-

5000
R AREERARENEE IS
W 1 7.60 7.80 8.00 8.20
o ML, 1931 28113412 4292 4997 L., 6710  94.46%
m/z--> 0 O 100 150 200 250 300 350 400 450 500 550
Abundance #6630: 2-Cyclopenten-1-one, 3,4-dimethyl-
95.0
5000 T T T[T T[T T [TTTT]
7.60 7.80 8.00 8.20
lg m/z 39.10 60.81%
O‘\\\\’“\i\l\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6769: 2,4-Hexadiene, 2,5-dimethyl-
95.0
e S A
7.60 7.80 8.00 8.20
50001 27. m/z 110.10 56.23%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #6770: 2,4-Hexadiene, 2,5-dimethyl- o AREEELEN RS
95.0 7.60 7.80 8.00 8.20
m/z 41.10 42.93%
- M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:15 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

8.152 42.10 ng/ul 1545376  1,4-Dichlorobenzene-dd  7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 62

2 Isopropenylcyclopropane 82 C6H10 004663-22-3 60
3 Cyclopropane, 1,2-dimethyl-3-met... 82 C6H10 062338-02-7 60
4 Cyclopropane, 1,2-dimethyl-3-met... 82 C6H10 004866-55-1 60
5 Spiro[2.4]heptan-4-one 116 C7H100 005771-32-4 58
Abundance Scan 861 (8.152 min): BP018041.D\data.ms (-855) (-) m/z 67.10 100.00%
67.1
- J\J\A/
P
H’t \ 7.80 8.00 8.20 8.40
ol hMLildRT2 207.12671 3553 4494 5196 7 110.10  53.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6629: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0
5000 B RN RN R R
7.80 8.00 8.20 8.40
H m/z 69.10 43.26%
O ‘\\“\“\“‘ll\‘\“\\\l"\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1397: Isopropenylcyclopropane
67.0
VT
7.80 8.00 8.20 8.40
5000 m/z 41.10 40.25%
o1"9“\““‘"«‘«{‘_HwH_m,w_‘H_m,w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1439: Cyclopropane, 1,2-dimethyl-3-methylene- R R ARR R
67.0 7.80 8.00 8.20 8.40
m/z 39.10 38.89%
5000 W
0 ‘“’M'“ N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:16 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.205 27.38 ng/ul 1004880 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 50
3 Butanoic acid, 2-methyl-, 1,2-di... 172 C10H2002 084696-83-3 50
4 Tetrahydropyran 12-tetradecyn-1-... 294 C19H3402 096249-40-0 38
5 Thiazole 85 C3H3NS 000288-47-1 38
Abundance Scan 870 (8.205 min): BP018041.D\data.ms (-866) (-) m/z 85.10 100.00%

858.1

%

5000
e T
H{ H W‘l 7.80 8.00 8.20 8.40 8.60
O dillih 8430 209.1 28113411 42924906549, /7 71,19  67.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
5000 | L R B R
7.80 8.00 8.20 8.40 8.60
m/z 43.10 54.84%
O‘\\”\l\"\‘f\‘\‘]_\q.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47383: Ether, hexyl pentyl
43.0
R e R
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 36.30%
| ipo
o+t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #47193: Butanoic acid, 2-methyl-, 1,2-dimethylpropyl este ST
85.0 7.80 8.00 8.20 8.40 8.60

m/z 39.10 19.78%

5000

i.

b, o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:18 2023 Page: 15



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_P\Data\BP111023\
BPO18041.D

: 11 Nov 2023 00:32
: MA/JU
. 05044-05

: 18 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

19 unknown-01

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.575 69.37 ng/ul 27080500 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 43
2 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 38
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 38
4 Methyl propionate 88 C4H802 000554-12-1 35
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 27
Abundance Scan 1103 (9.575 min): BP018041.D\data.ms (-1074) (-) m/z 41.10 100.00%
41.1
5000
T \
| ‘01 9.50
Ol M}y 193.2 267.1 34234009460.35223 ./, gg.10  84.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2216: Hydrazine, 1,2-diethyl-
31.0
5000 /‘\ﬁ ‘ A
9.50
4} m/z 59.10  82.03%
9.0
O‘\\‘ J“‘{\‘\ ‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2215: Hydrazine, 1,2-diethyl-
88.0
T \
9.50
5000 m/z 43.10 73.87%
30.
N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2217: Hydrazine, 1,2-diethyl- F ‘
59.0 9.50
m/z 57.10 68.77%
- /L\M
0 d‘,,‘ ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:20 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 Pentanoic acid, 2-methyl-, ... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.046  29.97 ng/ul 11699900 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 53
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 50
3 Methyl propionate 88 C4H802 000554-12-1 43
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
5 Butanoic acid, 2-methyl-3-oxo-, ... 130 C6H1003 017094-21-2 35

Abundance Scan 1183 (10.046 min): BP018041.D\data.ms (-1168) (- m/z 88.10 100.00%
88.1

5000

%

i
AUl ase2 223108303010 4162 asseses 5710 sa.an
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15553: Pentanoic acid, 2-methyl-, methyl ester
88.0

O

%

5000 A :
10.00
m/z 41.10 74.79%
O‘\‘\I‘\\\’ihf‘\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
88.0
T
10.00
5000 ITI/Z 43.10 52.13%
o“”\l%o
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2286: Methyl propionate R ‘
57.0 10.00
m/z 55.10 46.31%
) %
o_““‘a‘, R RSB L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:32:22 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 2-Pyrazoline, 1-isopropyl-5... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.505 50.90 ng/ul 19871000 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 72
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
3 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 64
4 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 64
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 50

Abundance Scan 1431 (11.505 min): BP018041.D\data.ms (-1400) (- m/z 111.20 100.00%
111.2

5000

%

41.
T I
‘ | 11.50
O hdlill | 170.2 237.2296.1356.3414.9473.1533.1 1/, g9.10  97.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12872: 2-Pyrazoline, 1-isopropyl-5-methyl-
111.0
5000 —— ‘
42.0 11.50
m/z 55.10 47.25%
O‘\\L\J\l‘l\ fl\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0

£

—
11.50

5000 m/z 41.10 37.31%

| ‘u\ |, 1pro

R e o o o o e B e SRR R R AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20772: Cyclohexane, 1-ethyl-1,3-dimethyl-, cis- ——
69.0 11.50

m/z 39.10  21.28%

o

.

5000

=

O\mem““w“”\”‘w‘H‘M‘H\H‘W‘H‘M‘H\H‘w‘”‘w o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 37 (DEL) Alkane: Cyclicl2.340 Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
12.340  15.11 ng/ul 5900080 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 055282-34-3 47
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-9 38
3 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 38
4 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 37
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 35

Abundance Scan 1573 (12.340 min): BP018041.D\data.ms (-1564) (- m/z 69.10 100.00%
69.1

5000

=

— —
“14?2 12.00 12.50
Wi ddsly, 2202 327.1 415348045441 . 4115 63.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #286437: Cyclohexane, 1,3,5-trimethyl-2-octadecyl-
125.0

o

:

5000 43.0 — —
12.00 12.50
m/z 125.20  59.42%

\J\ | J 183.0 252.0 335.0

‘\\\A\" H‘H\\‘HH‘HH‘\H\‘H\‘\‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #33007: (1,2,4-Trimethylcyclohexyl)methanol (isomer 2)
69.0

o

B

T ‘ ‘
12.00 12.50
5000 m/z 55.10 50.86%

NL“J'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33004: (1,2,4-Trimethylcyclohexyl)methanol (isomer 4) P P
69.0 12.00 12.50

m/z 88.10  45.29%

o

:

5000

L 138.0
O‘HWMAMUHwu‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_

T \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 40 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.605 34.83 ng/ul 3237430  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 60
2 1-Methylindan-2-one 146 C1@H1e0 035587-60-1 60
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 60
4 1-Decen-3-one, 5-hydroxy-4-penty... 316 C21H3202 959035-43-9 53
5 p-Propargyloxytoluene 146 C10H1e0 005651-90-1 47

Abundance Scan1618(12604num BP018041.D\data.ms (-1612) (-, | m/z 131.05 100.00%

3.1
5000 301
A al

=T
12.50 13.00

0 k“m‘2‘?‘1‘-‘1‘2‘5?-‘1‘?’4‘1‘-‘1"4‘1‘5‘-‘3"7“7‘5-‘1“54‘3‘? m/z 146.20  63.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0 jk/k

%

5000
1250 1300
\ } m/z 77.10  54.12%
O‘\II\LT”JLVWT\\f“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24910: 1-Methylindan-2-one
131.0
P e
12.50 13.00
5000 m/z 79.10 48.04%
51.0 ‘
owt,‘wmuu‘w‘m"HwH‘w_m_m_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- —— —
131.0 12.50 13.00

m/z 103.10  46.59%

5000

39.0
Tl

.

O g ol e e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Library Search Compound Report

Data File : BP@18041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 41 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.693 54.77 ng/ul 5091450  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hexenoic acid, methyl ester 128 C7H1202 002396-80-7 39
2 2-Cyclohexylpropanoic acid 156 C9H1602 003451-36-3 32
3 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 14
4 3-Penten-1-o0l, 2,2,4-trimethyl- 128 C8H160 005842-53-5 14
5 m-Menthane, (1S,3S)-(+)- 140 C1leH20 013837-67-7 12

Abundance Scan 1633 (12.693 min): BP018041.D\data.ms (-1623) (- m/z 74.10 100.00%

74.1
5000

A ——
‘ \ 1412 12.50 13.00
NM Lig 207.2267.1 336.1 415.3 489.3548. m/z 55.10  54.35%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #14048: 5-Hexenoic acid, methyl ester
74.0

5000 — e
12.50 13.00

m/z 97.15 43.17%

h A {\\
‘\\\1[ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33776: 2-Cyclohexylpropanoic acid
74.0

T —
12.50 13.00

5000 m/z 41.10  25.34%

15H L 156.0 MM
_mw‘,w‘w_m_m_Hwu_m‘www
miz--> 50 100 150 200 250 300 350 400 450 500 550

#7630: 2-Pentene, 3,4,4-trimethyl- T —
55.0 12.50 13.00

m/z 69.10 17.46%

s j\/\/\\m

o_‘H_H‘,‘HwHH_Hw‘m_H‘_m_wwww — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

o

o

o

O

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 42 6-Octen-1-0l, 3,7-dimethyl-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.752 36.63 ng/ul 3405290  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octen-1-0l1, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 52
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 43
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160 015358-88-0 43
4 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-8 43
5 Cyclohexanecarboxylic acid, 4-pr... 382 C23H30N203 075941-50-3 38

Abundance Scan 1643 (12.752 min): BP018041.D\data.ms (-1638) (- m/z 69.10 100.00%

69.1
5000

138.2

—
\ ‘ 12.50 13.00
“HML *“um‘_‘???%%6??§??1H‘4&§3‘ﬂ§%3§4? m/z 41.10  81.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58644: 6-Octen-1-ol, 3,7-dimethyl-, formate
69.0

o

5000 — —
12.50 13.00
1F8.0 m/z 55.10 63.32%
O‘\\n\‘h[ﬁ\“f\“}\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33004: (1,2,4-Trimethylcyclohexyl)methanol (isomer 4)
69.0
—r —
12.50 13.00
5000 m/z 125.20 55.85%

o

1L, 1B88.0

e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 M
Abundance i i

I LJ J
#29425: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a — —

e
69.0 12.50 13.00
m/z 39.10 52.21%

5000
\ 152.0
| IJ

1

Y AR — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 43 Cyclohexene,3-butyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.940  23.76 ng/ul 2208750  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 53
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 49
3 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 49
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 47
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 47
Abundance Scan 1675 (12.940 min): BP018041.D\data.ms (-1671) (- m/z 81.10 100.00%
81.1
——
‘ 168.2 13.00
0 Lo i 207 26713270 415347548418 . 67 16 31.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19413: Cyclohexene,3-butyl-
81.0
5000 T
13.00
m/z 55.10  30.27%
138.0
0\\“\\\l‘j‘\‘\\”\u\“\\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
——
13.00
5000 m/z 74.10 30.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3227 2,4-Heptadiene, (E,E)- —
81.0 13.00
m/z 96.10  28.30%
5000
OZMJJA AR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 50 unknown-@3 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.369 22.67 ng/ul 2107510  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 25
2 Benzoic acid, 4-methyl-, methyl ... 150 C9H1002 000099-75-2 25
3 Benzoic acid, 4-methyl-, 2-methy... 192 C12H1602 029240-30-0 25
4 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 25
5 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 20

Abundance Scan 1748 (13.369 min): BP018041.D\data.ms (-1743) (- m/z 74.10 100.00%
74.1

=

5000
164.2 - A
“ 13.00 13.50
0 gl 2811 355.2 431.4489.2549) /7 119.15  98.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39204: Ethyl 4-methylbenzoate
119.0
5000 5 =
13.00 13.50
m/z 95.10 89.15%
on |||
O‘\\U\Jf‘l\l\f%‘\ \\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28413: Benzoic acid, 4-methyl-, methyl ester
119.0
— —r
13.00 13.50
5000 m/z 41.10 75.75%
39.0 v&fﬁwquﬂﬂﬁﬂﬁWNv»/J
o'r—tt--trrrrrrrr

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #66737: Benzoic acid, 4-methyl-, 2-methylpropyl ester — —
119.0 13.00 13.50

m/z 81.10 63.08%

5000
56.0

oothid Lo

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 55 Decalin, syn-1-methyl-, cis- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.869 40.83 ng/ul 3795670  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 74
2 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 58
3 2H-Pyran-2-one, 6-pentyl- 166 C10H1402 027593-23-3 53
4 Bicyclo[2.2.1]heptane, 2-methyl-... 110 C8H14 000872-78-6 49
5 2H-Inden-2-one, octahydro-3a-met... 152 C10H160 013351-29-6 47
Abundance Scan 1833 (13.869 min): BP018041.D\data.ms (-1828) (- m/z 68.10 100.00%
68.1 152.2
5000
— ——
Mhh ‘M 13.50 14.00
i ‘w‘m299“12‘79‘9‘3‘4‘1_1‘49‘1‘9“4‘7‘5‘2_549‘4 nz 55.10  99.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0
152.0
5000 — ——
13.50 14.00
m/z 95.10  89.26%
O\\\IJU\\\“\fﬂf‘lw\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29500: Decalin, anti-1-methyl-, cis-
81.0
— ——
13.50 14.00
5000 152.0 m/z 152.20  88.35%
olm\w}w,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41128: 2H-Pyran-2-one, 6-pentyl- = e
95.0 13.50 14.00
m/z 39.10 84.53%
h \/WW\J\M
l| ‘1660
0‘:")"{*?uﬂueu‘m\_‘m‘H‘W‘H‘mwmwmwu‘mw — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 56 unknown-04 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.022 20.96 ng/ul 1948320  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl santolinate 182 C11H1802 053163-37-4 43
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 43
3 Santolina epoxide 152 C10H160 060485-45-2 43
4 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 38
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 38
Abundance Scan 1859 (14.022 min): BP018041.D\data.ms (-1854) (- m/z 95.10 100.00%
95.1
5000
164.2 14.00 |
o2 why 1 222.2281.1341.1 415.2 489.4549. ./, g7 19  55.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56593: Methyl santolinate
95.0
5000 —— :
14.00
m/z 81.10 46.54%
‘ 1610
0 “IWI\\[\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
T
14.00
5000 m/z 119.20 45 .,45%
27.
o‘wLJ;J*“‘“‘“[m_‘H,Hu,mWm_m_mwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29118: Santolina epoxide —
95.0 14.00
m/z 41.10 45.05%
5000
OML‘W,,‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 57 unknown-@5 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.175 21.62 ng/ul 2009960  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 46
2 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 43
3 Cyclohexene, 4-(2-bromoethyl)- 188 C8H13Br 063540-01-2 38
4 Cyclohexene,1-(2-propenyl)- 122 C9H14 013511-13-2 38
5 Cyclohexene,1-(2-propenyl)- 122 C9H14 013511-13-2 38
Abundance Scan 1885 (14.175 min): BP018041.D\data.ms (-1878) (- m/z 81.10 100.00%
81.1
5000
—— —
%h}" 78.2 14.00 14.50
0 A i MLIR. 2890 3572 43134915549, /o5 19 49.23%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #20293. Bicyclo[3.1.0]hexan-2-one, 5-(1-methylethyl)-
81.0
5000 —r— ——
14.00 14.50
m/z 67.10 45.22%
OIIUJWI! \l"“!]t‘;?\p’.(\)\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0
—— —
14.00 14.50
5000 m/z 41.10 39.13%
OPM' ‘,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #63189: Cyclohexene, 4-(2-bromoethyl)- T —
81.0 14.00 14.50
m/z 119.20  35.00%
5000
}l J 190.0
O‘HhUMdJmu‘W‘H‘,H‘W‘H‘_“W‘H‘_‘H“H‘_‘H“ . =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 59 trans-4-Phenyl-3-butenoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.369 38.73 ng/ul 3600260 Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Phenyl-3-butenoic acid 162 C10H1e02 001914-58-5 87
2 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 58
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
4 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 50
5 Benzene, (3-chloro-1-propenyl)- 152 C9H9C1 002687-12-9 50

Abundance Scan 1918 (14.369 min): BP018041.D\data.ms (-1910) (- m/z 117.10 100.00%
1171
- WV\A/\A//\/
P P
39.1 ’ %82 14.00 14.50
oL bk L W82 2811340.4401.2 47045810 /5 115,16 52.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37592: trans-4-Phenyl-3-butenoic acid
117.0
5000 - e
14.00 14.50
m/z 162.15 20.53%
39.0 \
O ‘\\\JIPWH\JWT“\ f\l‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
7 =
14.00 14.50
5000 m/z 91.10 19.86%
39.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72304: Benzene, (2-bromocyclopropyl)- — ——
117.0 14.00 14.50
m/z 116.10 17.85%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 60 4-Isopropylphenylacetic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.469  44.28 ng/ul 4116580  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Isopropylphenylacetic acid 178 C11H1402 004476-28-2 95
2 4-Pentenoic acid, 5-phenyl- 176 C11H1202 028525-69-1 46
3 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HONO2 007436-07-9 46
4 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HONO2 007436-07-9 43
5 Butyric acid, 4-bromo-4-phenyl- 242 C10H11Bro2 019078-75-2 38

Abundance Scan 1935 (14.469 min): BP018041.D\data.ms (-1930) (- m/z 163.20 100.00%

168.2
91.1
5000
1
il
oMbl bl L] 223.1283.1 35614161 5092 ;917 15 81.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52531: 4-Isopropylphenylacetic acid
163.0
5000 N
91.0 14.50

m/z 131.20 64.29%

20y

O‘\\\\[\\\\[\ !\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50665: 4-Pentenoic acid, 5-phenyl-
117.0
T
14.50
5000 176.0 ITI/Z 91.10 59.06%
45.0 }
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39085: 1H-Indene, 2,3-dihydro-5-nitro- ——
115.0 14.50
m/z 115.10 50.63%
5000
winin
0"H3+Jﬂ¢ﬂuj‘_“‘_“w“H“‘H“H“H“‘H“_“w‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 62 Methyl trans-4-methylcinnamate Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
14.869 16.93 ng/ul 1573850  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl trans-4-methylcinnamate 176 C11H1202 020754-20-5 50
2 Methyl 3-(4-methylphenyl)prop-2-... 176 C11H1202 050363-84-3 50
3 2-tert-Butylbenzoic acid 178 C11H1402 001077-58-3 46
4 Benzeneethanol, .beta.-methyl-4-... 176 C12H160 1000141-69-8 38
5 4-Quinolinol 145 C9H7NO 000611-36-9 25

Abundance Scan 2003 (14.869 min): BP018041.D\data.ms (-1999) (- m/z 119.20 100.00%
119.2

2

5000
55.1 192.2 - T
Wi }HH\ Ll 2821 3553 420.0480.050; oy o0
O L AL L £OE2 P998 BEPUASYRA m/z 145.15  91.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50673: Methyl trans-4-methylcinnamate
145.0
5000 o e
14.50 15.00
m/z 115.10 54.67%
65.0
O‘H\J\iH\”\“llJ\“m\\\\l\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50712: Methyl 3-(4-methylphenyl)prop-2-enoate

-

145.0
— —
14.50 15.00
5000 m/z 163.20 51.50%
65.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52510: 2-tert-Butylbenzoic acid — —
145.0 14.50 15.00
m/z 91.10 44.77%
o \j\AAA/JﬂJ\MA\f/\/\ﬂ
77.?
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 63 2(4H)-Benzofuranone, 5,6,7,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.151 68.64 ng/ul 6381200  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(4H)-Benzofuranone, 5,6,7,7a-te... 166 C10H1402 013341-72-5 64
2 (6R,7aR)-3,6-Dimethyl-5,6,7,7a-t... 166 C10H1402 038049-04-6 64
3 (6R,7aS)-3,6-Dimethyl-5,6,7,7a-t... 166 C10H1402 075684-66-1 64
4 Bicyclo[4.2.1]nona-2,4,7-triene,... 274 C15H14Se 072065-50-0 30
5 2,5-Cyclohexadiene-1,4-dione, 2-... 166 C9H1003 002913-43-1 25

Abundance Scan 2051 (15.151 min): BP018041.D\data.ms (-2037) (- m/z 55.10 100.00%

55.1 117.1 JUU\NNW
5000
—
1[76 2 15.00 15.50
I \‘Jh“\‘} ‘MI‘

Jhﬂw»ﬂ b, 28233411 429.2489.4549. ./ 117 19  87.77%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41289: 2(4H)-Benzofuranone, 5,6,7,7a-tetrahydro-3,6-d
166.0
67.0

5000 T
15.00 15.50
m/z 166.20 84.00%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41309: (6R,7aR)-3,6-Dimethyl-5,6,7,7a-tetrahydrobenzg
67.0 166.0

=
15.00 15.50
5000 m/z 67.10 61.10%

AL J\MMJW

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #41308: (6R,7aS)-3,6-Dimethyl-5,6,7,7a-tetrahydrobenzq T
67.0 166.0 15.00 15.50

m/z 115.10  55.56%

LJM"‘»‘x | fjkfkjkf]xj\mfaﬂﬂ\

ol ARRR L LY b — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 64 unknown-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.275 68.70 ng/ul 6386380  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pentenoic acid, 5-phenyl- 176 C11H1202 028525-69-1 38
2 6H-Purine-6-thione, 1,7-dihydro-... 166 C6H6N4S 038917-31-6 35
3 2(4H)-Benzofuranone, 5,6,7,7a-te... 166 C10H1402 013341-72-5 25
4 Hex-1-enylbenzene 160 C12H16 000828-15-9 18
5 Acetic acid, 2-(5-chloro-2-benzi... 210 C9H7C1N202 053350-32-6 15

Abundance Scan 2072 (15.275 min): BP018041.D\data.ms (-2066) (- m/z 117.10 100.00%

55.1 117.1
5000
178.2
— —
‘ 15.00 15.50
0 udly . 2509 856.24153 5046  m/z 55.10  86.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50665: 4-Pentenoic acid, 5-phenyl-
117.0
5000 T ——
176.0 15.00 15.50
45.0 m/z 166.20 74.52%
0 “m“‘“"iuhlo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #41808: 6H-Purine-6-thione, 1,7-dihydro-2-methyl-
166.0
=T ]
15.00 15.50
5000 ITI/Z 68.10 54.85%

o

42.0
\} 106.
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #41289: 2(4H)-Benzofuranone, 5,6,7,7a-tetrahydro-3,6-d T
166.0 15.00 15.50

m/z 39.10 52.09%

67.0
5000

HJ L

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 66 1,2,3,4-Tetrahydro-2-naphth... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
15.463 17.87 ng/ul 1661660  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4-Tetrahydro-2-naphthoic acid 176 C11H1202 053440-12-3 64
2 1-(p-Tolyl)cyclopropanecarboxyli... 176 C11H1202 083846-66-6 53
3 1,2,3,4-Tetrahydronaphthalen-1-y... 294 C13H11F502 1000417-37-9 50
4 Tolylpent-1-yn-4-o0l 174 C12H140 057355-73-4 47
5 Benzene, 1,3-diethenyl- 130 C10H10 000108-57-6 43

Abundance Scan 2104 (15.463 min): BP018041.D\data.ms (-2101) (-] ' m/z 130.20 100.00%

130.2
5000
—
55.1 15.50
obiliklyli) 1 196.3 20533563 43054893547 1y 131 20 70.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50691: 1,2,3,4-Tetrahydro-2-naphthoic acid
130.0
45.0
5000 17
15.50
‘ m/z 115.10 58.81%
O‘\\\fu"“\lh\l“\LJ‘\\J \“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #50710: 1-(p-Tolyl)cyclopropanecarboxylic acid
131.0

3

—
15.50
5000 m/z 176.20  49.44%

51.0

“‘n‘LJJ‘.‘Jn‘IL‘Il‘“L‘I‘”‘w“\‘l”“‘”"HH‘HH‘HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190843: 1,2,3,4-Tetrahydronaphthalen-1-yl 2,2,3,3,3-pe o
130.0 15.50

m/z 129.20  37.66%

o

-

5000

E

A T
[ | [ [ [ [ I I [ [ [ [

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 68 unknown-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.104  38.33 ng/ul 3805420  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 43
2 1H-Indene, 1l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 43
3 1,4-Ethanonaphthalene, 1,2,3,4-t... 158 C12H14 004175-52-4 38
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 144 C11H12 071721-26-1 38
5 (S,E)-3-Methyl-4-phenylbut-3-en-... 204 C13H1602 187736-05-6 38

Abundance Scan 2213 (16.104 min): BP018041.D\data.ms (-2209) (- m/z 129.20 100.00%

129.2
5000
190.2

—
451 “ 16.00 16.50
MLiatLbLA L 28113411 4303 5053 o175 50 60.22%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #34716: Benzene, 1,3-hexadienyl-
129.0

5000 — ainad
16.00 16.50

m/z 128.20  48.73%

39.0
\\A\J\“L‘\”\h\lj\“‘\l\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23568: 1H-Indene, 1-ethenyl-2,3-dihydro-
129.0

T
16.00 16.50
5000 m/z 131.20 35.09%

63.0
e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #34751: 1,4-Ethanonaphthalene, 1,2,3,4-tetrahydro- —— ——
129.0 16.00 16.50

m/z 115.10  31.18%

- V\N\/\M\Nﬂ”\

51.0
T P I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 69 unknown-08 Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
16.540 18.23 ng/ul 1816316 Phenanthrene-die 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1propofol 178 c12180 062078-54-8 38
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 38

3 2-Propanone, 1-(3,

5,5-trimethyl-... 178 C12H180

4 1,2,3,5-Tetramethylbenzene, 2-ox... 163 C10H13NO
5 2,6-Dimethylphenyl isothiocyanate 163 C9HONS

016695-72-0 38
1010127-21-8 38
019241-16-8 35

Abundance Scan 2287 (16.540 min): BP018041.D\data.ms (-2284) (-] ' m/z 163.20 100.00%
163.2

5000 91.1
T \
“ N‘ | ‘ I Hﬂ H}l I “} | ’ Iﬁz 2283.2341.3400.5_477.3537.3 22
O - AN s | (22295250 5A00> Q7195303 'm/z 91.10  44.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52793: Propofol
168.0
5000 e :
16.50
910{ l m/z 164.20 38.59%
O‘\\\\"\l\l“\\‘M\\\‘\A\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52527: Benzoic acid, p-tert-butyl-
168.0
T \
91.0 16.50
5000 m/z 79.10 33.44%
29. \
0 4Mhuqu‘W‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52938: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1- P ‘
163.0 16.50

m/z 81.10 33.11%

5000

43.0
105.0

0 u‘ i

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 71 unknown-09 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
16.734  26.40 ng/ul 2620910 Phenanthreme-dio 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo(3.3.1)nonane-2,6-dione 152 COH1202 016473-11.3 38

1000299-21-9 35
061142-23-2 35
000473-55-2 30

2 3-Chloropropionic acid, undec-2-... 260 C14H25C102
3 Cyclohexane, (2,2-dimethylcyclop... 180 C13H24
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18

5 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 27
Abundance Scan 2320 (16.734 min): BP018041.D\data.ms (-2316) (1 | m/z 55.10 100.00%
55.1
5000 W
12321802
‘ HH U‘} Ll 2502 3562 46145193 16 50 17.00
o"H\Mm“W‘M'm_m_m‘ 62 A46LAS193  nyz 37.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30204: Bicyclo(3.3.1)nonane-2,6-dione
580 1520
5000
1650 1700
‘ ’ } ‘ m/z 41.10  36.23%
Of}i‘fll\‘[
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #148058: 3-Chloropropionic acid, undec-2-enyl ester
55.0
P e
16.50 17.00
5000 ITI/Z 67.10 34.65%
124.0
o LIRS, 250
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55021: Cyclohexane, (2,2-dimethylcyclopentyl)- P ——
55.0 16.50 17.00
m/z 39.10 31.30%
5000
‘ 24.0
olu\~\10 SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP918041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 74 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.192  34.32 ng/ul 3407140  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 46
5 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 46
Abundance Scan 2568 (18.192 min): BP018041.D\data.ms (-2565) (- m/z 73.10 100.00%
73.1
132.2
5000
213.3 p— —
“\ 18.00 18.50
ob M um,mw??9;&34‘1_1”41‘5‘%"4‘59“3549 n/z 41.10  86.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 43.10 82.75%
O‘\\\“‘ \thh\“}\l\1!\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
— —
18.00 18.50
5000 256.0 m/z 55.10 82.53%
129.0
R N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid 7 —
3
43.0 256.0 18.00 18.50
m/z 132.15 81.63%
5000
129.0
0“JMH Mm““‘ﬂ}?ﬁb‘\‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Library Search Compound Report

Data File : BP@18041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 75 (DEL) Alkane: Straight-Chai... Concentration Rank 60

R.T. EstConc Area Relative to ISTD R.T.
21.092 9.60 ng/ul 505722  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 95

4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302
5 Heptafluorobutyric acid, pentade... 424 C19H31F702

959010-23-2 94
959261-23-5 94

Abundance Scan 3061 (21.092 min): BP018041.D\data.ms (-3058) (- m/z 55.10 100.00%
55.1
5000 \L
1p5.2 T \
‘ 207.2 21.00
oL b MAL o 5005, 2802 369.4427.5480.4548. ./, 43,10 93.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — :
21.00
1p5.0 m/z 83.18  91.42%
‘\ 336.0
O\\\\\"\“Wl\‘\\\ﬂi\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
LN \
21.00
5000 336.0 ITI/Z 69.10 83.86%
‘ 130 265.0 \
oLyt H"mJ*whmm;w‘AHu_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)- — ‘
57.0 21.00
m/z 57.10 82.99%
5000
I liw
ol ALlLLL), 160 2800 i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018041.D

Acqg On : 11 Nov 2023 00:32
Operator : MA/JU

Sample : 05044-05

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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|
2-Butanol, 2,3-... 3.499 107.0 ng/ul 3926900 1 7.852 734132 20.0
2-Pentanol, 2,4... 4.211 104.4 ng/ul 3832860 1 7.852 734132 20.0
3-Pentanone, 2,... 4.311 138.0 ng/ul 5064940 1 7.852 734132 20.0
(DEL) Alkane: S... 5.734 29.2 ng/ul 1071070 1 7.852 734132 20.0
trans-3,4-Dimet... 6.128 50.7 ng/ul 1860660 1 7.852 734132 20.0
3,4-Dimethylcyc... 6.605 25.4 ng/ul 934093 1 7.852 734132 20.0
Furan, 2-butylt... 7.105 44.0 ng/ul 1613900 1 7.852 734132 20.0
Ethanone, 1-cyc... 7.740 36.4 ng/ul 1336780 1 7.852 734132 20.0
2-Cyclopenten-1... 7.934 54.2 ng/ul 1989090 1 7.852 734132 20.0
2-Cyclopenten-1... 8.152 42.1 ng/ul 1545370 1 7.852 734132 20.0
(DEL) Alkane: S... 8.205 27.4 ng/ul 1004880 1 7.852 734132 20.0
unknown-01 9.575 69.4 ng/ul 27080500 2 10.675 7807310 20.0
Pentanoic acid,... 10.046 30.0 ng/ul 11699900 2 10.675 7807310 20.0
2-Pyrazoline, 1... 11.505 50.9 ng/ul 19871000 2 10.675 7807310 20.0
(DEL) Alkane: C... 12.3490 15.1 ng/ul 5900080 2 10.675 7807310 20.0
1H-Inden-1-one,... 12.605 34.8 ng/ul 3237430 3 14.534 1859220 20.0
unknown-02 12.693 54.8 ng/ul 5091450 3 14.534 1859220 20.0
6-Octen-1-o0l1, 3... 12.752 36.6 ng/ul 3405290 3 14.534 1859220 20.0
Cyclohexene,3-b... 12.940 23.8 ng/ul 2208750 3 14.534 1859220 20.0
unknown-03 13.369 22.7 ng/ul 2107510 3 14.534 1859220 20.0
Decalin, syn-1-... 13.869 40.8 ng/ul 3795670 3 14.534 1859220 20.0
unknown-04 14.022 21.0 ng/ul 1948320 3 14.534 1859220 20.0
unknown-05 14.175 21.6 ng/ul 2009960 3 14.534 1859220 20.0
trans-4-Phenyl-... 14.369 38.7 ng/ul 3600260 3 14.534 1859220 20.0
4-Isopropylphen... 14.469 44.3 ng/ul 4116580 3 14.534 1859220 20.0
Methyl trans-4-... 14.869 16.9 ng/ul 1573850 3 14.534 1859220 20.0
2(4H)-Benzofura... 15.151 68.6 ng/ul 6381200 3 14.534 1859220 20.0
unknown-06 15.275 68.7 ng/ul 6386380 3 14.534 1859220 20.0
1,2,3,4-Tetrahy... 15.463 17.9 ng/ul 1661660 3 14.534 1859220 20.0
unknown-07 16.104 38.3 ng/ul 3805420 4 17.316 1985800 20.0
unknown-08 16.540 18.2 ng/ul 1810310 4 17.316 1985800 20.0
unknown-09 16.734 26.4 ng/ul 2620910 4 17.316 1985800 20.0
n-Hexadecanoic ... 18.192 34.3 ng/ul 3407140 4 17.316 1985800 20.0
(DEL) Alkane: S... 21.092 9.6 ng/ul 505722 5 21.439 1053450 20.0
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