LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc :

ALS Vvial : 53 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20945.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.669 114 116 126 rBV 238231 402144 6.00% 0.263%
2 5.075 345 355 369 rVB2 298566 541666 8.08% 0.354%
3 5.393 403 409 417 rBV 426274 830146 12.39% 0.542%
4 5.752 463 470 476 rBV 745700 1104518 16.48% 0.721%
5 6.810 644 650 654 rBV 364469 549909 8.21% 0.359%
6 6.863 654 659 664 rVB 286202 417982 6.24% 0.273%
7 6.940 664 672 677 rVB2 511309 971574 14.50% 0.634%
8 7.057 684 692 696 rBV 177015 337469 5.04% 0.220%
9 7.105 696 700 706 rVB 437352 625357 9.33% 0.408%
10 7.263 721 727 732 rBV 322281 511372 7.63% 0.334%
11  7.363 739 744 751 rVB 781144 1270728 18.96% ©0.830%
12 7.669 790 796 799 rBV3 307228 502191 7.49% 0.328%
13 7.710 799 803 807 rVV 809213 1324488 19.76% ©0.865%
14 7.746 807 809 814 rVV2 273546 360389 5.38% 0.235%
15 7.816 815 821 829 rVB2 1124536 1931084 28.82% 1.261%
16 8.057 857 862 871 rVB2 994830 2030863 30.31% 1.326%
17 8.169 871 881 888 rBV2 960400 1960781 29.26% 1.280%
18 8.246 888 894 903 rVB3 303142 706312 10.54% 0.461%
19 8.334 903 909 915 rBV3 712119 1323679 19.75% 0.864%
20 8.434 921 926 930 rVW 379708 606486 9.05%  0.396%
21 8.499 930 937 945 rVB 2331756 4170569 62.24% 2.723%
22 8.640 955 961 966 rBV2 290852 519866 7.76% 0.339%
23 8.693 966 970 976 rVB 242720 395734 5.91% 0.258%
24 8.793 976 987 995 rBV2 622214 1249838 18.65% 0.816%
25 8.875 995 1001 1008 rBv4 523575 1276851 19.05% 0.834%
26 8.934 1008 1011 1017 rVB 512498 728701 10.87% 0.476%
27 9.034 1021 1028 1033 rVB4 359593 718740 10.73% 0.469%
28 9.122 1035 1043 1051 rBV3 409925 1045774 15.61% 0.683%
29 9.304 1071 1074 1079 rVB 367390 503314 7.51% 0.329%
30 9.363 1079 1084 1088 rBV 525811 792966 11.83% 0.518%
31 9.410 1088 1092 1099 rVB6 223205 435913 6.50% 0.285%
32 9.581 1114 1121 1129 rVB6 211721 627413 9.36% 0.410%
33  9.675 1129 1137 1140 rBV2 1303580 2303919 34.38% 1.504%
34 9.710 1140 1143 1155 rVB4 1160079 2056782 30.69% 1.343%
35 9.857 1161 1168 1173 rBV 2380712 4782853 71.37% 3.123%

36 9.981 1186 1189 1194 rVB 937293 1406484 20.99% 0.918%

SFAM-EPA-BP071024.MA.M Mon Jul 15 ©2:07:44 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc :

ALS Vvial : 53 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 10.028 1194 1197 1205 rVB5 201182 420933 6.28% 0.275%
38 10.122 1205 1213 1220 rBV5 754133 1843358 27.51% 1.204%
39 10.275 1231 1239 1247 rBV 160685 374909 5.59% 0.245%
40 10.369 1247 1255 1259 rBV 509763 960943 14.34% 0.627%
41 10.481 1269 1274 1278 rVV 1048348 1718191 25.64% 1.122%
42 10.534 1278 1283 1288 rVB 1277577 2088771 31.17% 1.364%
43 10.646 1295 1302 1307 rBV5 142781 368376 5.50% 0.241%
44 10.846 1330 1336 1345 rBv4 507536 1028159 15.34% 0.671%
45 11.028 1362 1367 1372 rVV5 291136 577241 8.61% 0.377%
46 11.098 1372 1379 1389 rVB 681314 1553979 23.19% 1.015%
47 11.228 1396 1401 1408 rBV2 462122 979496 14.62%  0.640%
48 11.322 1412 1417 1421 rVV 504711 1046423 15.62% 0.683%
49 11.381 1421 1427 1433 rVB 1085331 2236037 33.37% 1.460%
50 11.498 1440 1447 1454 rBV5 382182 927354 13.84% 0.605%
51 11.575 1455 1460 1465 rBV3 305946 607368 9.06% 0.397%
52 11.663 1471 1475 1482 rVB3 402630 644949 9.62% 0.421%
53 11.787 1491 1496 1501 rVV 1818990 2963437 44.22% 1.935%
54 11.828 1501 1503 1518 rVB3 385243 1083124 16.16% ©0.707%
55 12.098 1544 1549 1551 rVV4 310484 555925 8.30% 0.363%
56 12.140 1551 1556 1562 rVV 4587297 6701320 100.00% 4.376%
57 12.210 1563 1568 1579 rVB6 191552 491522  7.33% 0.321%
58 12.369 1587 1595 1604 rVB 2619490 5330381 79.54% 3.480%
59 12.528 1619 1622 1633 rVB4 353822 803592 11.99% 0.525%
60 12.675 1641 1647 1650 rBv2 251503 465696 6.95% 0.304%
61 12.787 1662 1666 1669 rVB2 307663 378619 5.65% 0.247%
62 13.163 1721 1730 1743 rVV5 819403 2411929 35.99% 1.575%
63 13.369 1760 1765 1773 rVB2 260487 587349 8.76%  0.383%
64 13.510 1782 1789 1794 rVB3 712033 1653246 24.67% 1.079%
65 13.645 1808 1812 1819 rBV 709851 1578642 23.56% 1.031%
66 13.710 1819 1823 1827 rBV 395282 498844 7.44% 0.326%
67 14.004 1867 1873 1874 rBV2 436782 664639  9.92% 0.434%
68 14.339 1925 1930 1937 rVV2 1810792 3540804 52.84% 2.312%
69 14.581 1962 1971 1977 rVV2 1372774 3531531 52.70% 2.306%
70 14.634 1977 1980 1986 rVB4 233912 401322 5.99% 0.262%
71 14.739 1994 1998 2005 rBV6 189653 353844 5.28% 0.231%
72 14.816 2007 2011 2017 rVB2 719195 1035107 15.45% 0.676%
73 14.910 2023 2027 2033 rVB2 333601 500644 7.47% 0.327%
74 15.034 2044 2048 2053 rVB3 271970 446414 6.66% 0.291%
75 15.110 2056 2061 2066 rBV 3823433 5366278 80.08% 3.504%

76 15.363 2098 2104 2110 rBV2 1077743 2152926 32.13% 1.406%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc :

ALS Vvial : 53 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-BP071024.MA.M
Title : SVOA CALIBRATION
77 15.492 2122 2126 2129 rBV5 240821 353192 5.27% 0.231%
78 15.769 2168 2173 2177 rBV3 346506 685189 10.22% 0.447%
79 16.122 2225 2233 2235 rBV2 709084 1431323 21.36% 0.935%
80 16.216 2244 2249 2253 rBV 2301427 3250124 48.50% 2.122%
81 16.269 2253 2258 2265 rVB2 2611773 5347289 79.79%  3.491%
82 16.333 2265 2269 2274 rBV2 2150355 3332468 49.73% 2.176%
83 16.381 2274 2277 2281 rVB 1002721 1366934 20.40% 0.893%
84 16.445 2283 2288 2289 rBV2 515966 781987 11.67% 0.511%
85 16.545 2299 2305 2311 rBV3 1592305 2817519 42.04%  1.840%
86 16.604 2311 2315 2319 rBV 1924617 2690276 40.15% 1.757%
87 16.681 2325 2328 2337 rVB 1064465 1755047 26.19% 1.146%
88 16.933 2367 2371 2378 rVB4 517720 933410 13.93% 0.609%
89 17.157 2404 2409 2414 rBV 2161639 3571879 53.30% 2.332%
90 17.257 2422 2426 2430 rVB2 683062 883841 13.19% 0.577%
91 17.586 2479 2482 2486 rVB 679837 902908 13.47%  0.590%
92 17.880 2529 2532 2545 rVB3 568964 1554918 23.20% 1.015%
93 18.039 2554 2559 2566 rBV 2177832 4089600 61.03% 2.670%
94 18.110 2566 2571 2583 rVB4 1959706 3410284 50.89%  2.227%
95 19.433 2793 2796 2801 rVB2 873822 1064602 15.89% 0.695%
96 19.645 2829 2832 2837 rVB 796959 1021564 15.24% 0.667%
97 21.263 3103 3107 3113 rVB 1014428 1398684 20.87% 0.913%
98 21.616 3161 3167 3173 rBV 2134369 3468299 51.76% 2.265%
99 24.715 3689 3694 3706 rVB2 484948 1163174 17.36% 0.759%
100 24.945 3724 3733 3743 rVB 1318019 3682460 54.95% 2.404%

Sum of corrected areas: 153155448
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020945.D\data.ms
12.140
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Abundance TIC: BP020945.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Benzene, 1,3-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.393 12.54 ng/ul 830146 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97

4 p-Xylene 106 C8H10 000106-42-3 97
5 p-Xylene 106 C8H10 000106-42-3 97

Abundance Scan 409 (5.393 min): BP020945.D\data.ms (-403) (-) m/z 91.05 100.00%

1.0

i

5.00 5.20 5.40 5.60 5.80

Obr bbby, 19332593 3640 4481 5215 | 106 10 43.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 [T T T T T T T T T

5.00 5.20 5.40 5.60 5.80
m/z 105.05 22.98%

27.
‘\\\\‘\P]AW‘“\‘! [“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5747: Benzene, 1,3-dimethyl-
91.0

5.00 5.20 5.40 5.60 5.80

o

5000 ITI/Z 77 .00 13.13%
OB e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5719: o-Xylene
91.0 5.00 5.20 5.40 5.60 5.80

m/z 51.05 10.33%

5000

02701

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60 5.80
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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\BP071124\

BP020945.D

: 12 Jul 2024 23:06
: MA/JU
. P3217-03

: 53  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
6.810 8.30 ng/ul 549909 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 650 (6.810 min): BP020945.D\data.ms (-644) (-) m/z 105.05 100.00%
105.1
T e e
391 6.40 6.60 6.80 7.00 7.20
obrtpublLd 2070 2810 35514169 8208 /. 129.05  31.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 (LR BN B
6.40 6.60 6.80 7.00 7.20
m/z 91.10 12.70%
39.0
O‘\\IWL“L‘\“\M\\‘l‘\”\\\’\\\\‘\\H‘H\\‘H\\‘\H\‘\\H‘H\\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
N aE R R o
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 12.42%
39.0 |
0t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl- ST T T
105.0 6.40 6.60 6.80 7.00 7.20
m/z 79.00 10.37%
5000
39.0 ]
Ol et e e e e PR T T

mlz--> 0 50

100 150 200 250 300 350 400 450 500

6.40 6.60 6.80 7.00 7.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\

Library Search Compound Report

BP020945.D

12
: MA/JU
: P3217-03

: 53

TIC Library

Jul 2024 23:06

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 8 Benzene, 1-methyl-3-propyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
8.246 10.67 ng/ul 706312 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 90
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 83

Abundance Scan 894 (8.246 min): BP020945.D\data.ms (-888) (-) m/z 105.10 100.00%
1

05.1

3

5000
39. ’ 8.00 8.20 8.40 8.60
of Lol 1711 2669 34664142 4967 /13405 25.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000
8.00 8.20 8.40 8.60
m/z 106.10 14.63%
39.0
0‘\\‘\‘\“L\“\J‘\\iﬂ\m\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17048: Benzene, 1-methyl-3-propyl-
P e ey
8.00 8.20 8.40 8.60
5000 m/z 77.00 12.37%
390\H
L S L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 \/\
Abundance #17051: Benzene, 1-methyl-3-propyl- R ARAENEEEEEY
105.0 8.00 8.20 8.40 8.60
m/z 69.10 11.98%
5000
2011l
R e aa

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.334 19.99 ng/ul 1323680 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 83
3 o-Cymene 134 C1leH14 000527-84-4 83
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
Abundance Scan 909 (8.334 min): BP020945.D\data.ms (-903) (-) m/z 119.05 100.00%
119.1
5000
57.0
W ‘ H“ 8.00 8.20 8.40 8.60
ol flikLil] 181.2 2810 852.3 4235 5124 = n/7 105.05  48.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 L L R R I R R
8.00 8.20 8.40 8.60
m/z 134.00  43.55%
39.0 l
O ‘\‘\L\L\‘h\ll\h\\‘ll\i \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 109.10 38.16%
39.0 l
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: 0-Cymene T e
119.0 8.00 8.20 8.40 8.60
m/z 91.05 34.56%
5000
41.0 l
OF o e e e e SRR e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
8.640 7.85 ng/ul 519866 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
2 o-Cymene 134 C10H14 000527-84-4 93
3 o-Cymene 134 C10H14 000527-84-4 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
Abundance Scan 961 (8.640 min): BP020945.D\data.ms (-955) (-) m/z 119.05 100.00%
119.1
57.1 SN AL VAVIWSIVE
| ‘ \ | 8.40 8.60 8.80 9.00
Ol kibillhugll | 1909 267133013959 5076 n/7 134.05  32.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00
m/z 57.10 23.58%
39.0
O ‘\hJ\L\‘L\“\JI\"J\U \‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: o-Cymene
119.0
NN
8.40 8.60 8.80 9.00
5000 m/z 91.05 18.84%
39.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: 0-Cymene RaRE RN
119.0 8.40 8.60 8.80 9.00
m/z 41.10 15.97%
5000
41.0 ‘ |
O v Do
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00

SFAM-EPA-BP071024.MA.M Mon Jul 15 02:07:51 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 o-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.793 18.87 ng/ul 1249840 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
4 p-Cymene 134 C10H14 000099-87-6 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 987 (8.793 min): BP020945.D\data.ms (-976) (-) m/z 119.10 100.00%
119.1
A
411 \ 8.40 8.60 8.80 9.00 9.20
ol bbb i 2069 316.4 383.2441.05030 1/, 134.00  29.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 91.05 22.88%
41.0 \
O‘\\‘\J\“H\A\L\‘\“"\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
R
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.05 19.36%
19,
O e Hr e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 105.10 10.71%
5000
bl \ | \
Ol e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\

Library Search Compound Report

Data File : BP©20945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 13 Fenchone Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
8.934 11.00 ng/ul 728701 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 94
2 Fenchone 152 C10H160 001195-79-5 91
3 Fenchone 152 C1@H160 001195-79-5 90
4 Fenchone 152 C10H160 001195-79-5 80

5 Cyclohexane, 1,3-dichloro-, trans- 152 C6H10Cl2 024955-62-2 33

Abundance Scan 1011 (8.934 min): BP020945.D\data.ms (-1008) (-) m/z 81.10 100.00%
81.1
- ML
 RRRENEEES Ean
152.1 8.60 8.80 9.00 9.20
O bl |, 2441 337.0307.0458.0 5355 . 69 10 52.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29063: Fenchone
81.0
5000 L R R R B B I R |
8.60 8.80 9.00 9.20
m/z 41.10 22.14%
152.0
Ol‘-\s\.lpL‘Hl\IWHJ\“\1\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29062: Fenchone
81.0
R A maaREE
8.60 8.80 9.00 9.20
5000 ITI/Z 80.05 11.75%
\ 152.0
o_‘*\ww‘“Hm‘luH‘w‘HHWH_wmwm,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A}\
Abundance #29056: Fenchone ST
81.0 8.60 8.80 9.00 9.20
m/z 39.10 11.57%
5000
152.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

SFAM-EPA-BP071024.MA.M Mon Jul 15 02:07:53 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Hexanoic acid, 2-ethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.034 10.85 ng/ul 718740 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 52
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 52
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 47

Abundance Scan 1028 (9.034 min): BP020945.D\data.ms (-1021) (-) m/z 73.00 100.00%
3.0

A e aRRaanasts.
\M‘lwl 8.80 9.00 9.20 9.40
of MLLLLL 22112021 3501 0277 5251 1 ag 05 70,51
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 U R B R B IR
20. 8.80 9.00 9.20 9.40
m/z 41.10 40.07%
0‘\\\“’\14\J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
e
8.80 9.00 9.20 9.40
5000 ITI/Z 119.05 33.83%
o”ﬁn[
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0 8.80 9.00 9.20 9.40
m/z 57.10 33.04%
- NJ\AM\JA\/&/A\kaVqVJ
b s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 15 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
9.122  12.17 ng/ul 1045776  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 92
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91

Abundance Scan 1043 (9.122 min): BP020945.D\data.ms (-1035) (-) m/z 119.05 100.00%
119.1

5000

8.80 9.00 9.20 9.40
177.0 267.0 373.2 443.1504.4 m/z 134.00 29.29%

41.1 ’ ‘
MMﬂmﬂ\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-

o

5000 L LI L I L L L R
8.80 9.00 9.20 9.40
m/z 91.05 28.87%
SLO\’ \
0‘\\“\“{‘\“\\‘1‘“\” f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
AR R R R
8.80 9.00 9.20 9.40
5000 m/z 107.00 23.83%
o),
Ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- R ARREERNEE
119.0 8.80 9.00 9.20 9.40

m/z 122.10  23.00%

5000 j\\
i A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP071024.MA.M Mon Jul 15 02:07:55 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
9.363 9.23 ng/ul 792966  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 1084 (9.363 min): BP020945.D\data.ms (-1079) (-) m/z 119.10 100.00%
119.1

-

5000
390 | || 207.7 280.9343.1 423.8481.8539.4 9009.20940960
O bbb bl 2907 260.9343.1  423.8401.89990  m/z 134.85  40.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /L\‘\\\\‘\\\\‘\\\\’\\\\‘\J
9.00 9.20 9.40 9.60
m/z 91.00 16.53%
39.0
O‘\\J\uih\m\h\f’“\\ f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
e
9.00 9.20 9.40 9.60
5000 m/z 120.05 9.39%
39.0
O‘HLMWNJW‘N‘H‘W‘H‘_‘H,H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 9.00 9.20 9.40 9.60
m/z 133.00 8.49%
5000
39.0
O‘HMMWﬂ‘wJJw‘H“H‘W‘H‘M“W‘H‘_“W‘H‘_‘H“ R R REE o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 Cyclohexanemethanol, .alpha... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.857 55.67 ng/ul 4782850 Naphthalene-d8 10.481

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 78
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 78
3 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 59
4 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 56
5 o-Menthan-8-o0l 156 C10H200 343855-44-7 50

Abundance Scan 1168 (9.857 min): BP020945.D\data.ms (-1161) (-) m/z 59.10 100.00%
59.1

5000

— —
1231 9.50 10.00

gL 206.9266.1 349.0407.7467.85258 ./, s55.16  11.69%

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

Abundance #33019: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0

o

5000 ~ —
9.50 10.00
m/z 58.05  8.57%

123.0
I

] 1\\‘!\\!“\H\’\\H‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33020: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy

o

o

59.0
— ="
9.50 10.00
5000 ITI/Z 43.10 8.46%
123.0
0 bbbkt e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9504: 2-Hexanol, methyl ether o 1
59.0 9.50 10.00
m/z 41.05 8.28%
] ~ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 Phenol, 3,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.981 16.37 ng/ul 1406480 Naphthalene-d8 10.481

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 97
2 Phenol, 2,5-dimethyl- 122 C8H1e0 000095-87-4 94
3 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 91
4 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 91

Abundance Scan 1189 (9.981 min): BP020945.D\data.ms (-1186) (-) m/z 122.10 100.00%
122.1

=

5000
39.1 H 10.00
Of bbbl | 2070 28093421 411.1 4774 5450 /7 167 65 93.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11326: Phenol, 3,5-dimethyl-
107.,0
5000
10.00
m/z 121.10 44.10%
39.0 H
0‘H‘\'Ll]‘“‘\'u‘\u‘[“\ L B B L B I I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11319: Phenol, 2,5-dimethyl-
122.0
10.00
5000 ITI/Z 77 .05 32.39%
39.0
O‘HLMWwLW R R R A Raaaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11325: Phenol, 2,5-dimethyl- —
107.0 10.00
m/z 91.05 20.28%
5000
39.0 ( l
O‘HM'L‘,““‘“M'H" T T T T T T T T T T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 23 Phenol, 3,4-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.369 11.19 ng/ul 960943  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 96
2 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 96
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 95
4 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 94
5 Phenol, 3,4-dimethyl-, methylcar... 179 C10H13NO2 002425-10-7 91

Abundance Scan 1255 (10.369 min): BP020945.D\data.ms (-1247) (-} | m/z 107.05 100.00%
107.1

-

5000
r— ——
39.1 “ 10.00 10.50
Oprrbbd b by, 1841 2809 354.8 424.54910  m/z 122.10  64.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11329: Phenol, 3,4-dimethyl-
107.0
5000 — —
10.00 10.50
m/z 121.05 36.64%
39.0 M
O‘\\HL“‘“{‘“\'\\I“\W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11328: Phenol, 3,4-dimethyl-
107.0
10.00 10.50
5000 ITI/Z 77.10 25.21%
390‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11317: Phenol, 3,4-dimethyl- — T
107.0 10.00 10.50
m/z 91.10 16.92%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 24 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.845 11.97 ng/ul 1028160 Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 25
2 p-Cumenol 136 C9H120 000099-89-8 25
3 Benzene, 1-ethyl-4-methoxy- 136 C9H120 001515-95-3 18
4 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 15
5 Acetophenone, 4'-hydroxy- 136 C8H802 000099-93-4 15

Abundance Scan 1336 (10.846 min): BP020945.D\data.ms (-1330) (- m/z 83.05 100.00%
83.0

1

5000
I
o LT 220.9 286.1347.8 413.9474.9 8409 /5 171 19 81.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18891: Phenol, 3-(1-methylethyl)-
121.0
5000
10.50 11.00
m/z 94.00 77.80%
O‘\\\\\l“\\\‘\\h‘h !‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18804: p-Cumenol
121.0
= =T
10.50 11.00
5000 ITI/Z 95.10 77 .53%
28.0 L
0 i
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18919: Benzene, 1-ethyl-4-methoxy- “ ——
121.0 10.50 11.00
m/z 55.10 70.65%
- W
0 51(\)‘l \\
[ e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 26 Benzeneacetic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.099 18.09 ng/ul 1553980  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzeneacetic acid 136 C8H802 000103-82-2 93
3 Benzeneacetic acid 136 C8H802 000103-82-2 76
4 Benzeneacetic acid 136 C8H802 000103-82-2 68
5 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 59

Abundance Scan 1379 (11.098 min): BP020945.D\data.ms (-1372) (- m/z 91.05 100.00%

91.0
5000

| Jnso 1100 1150
hdd  f180207.926593269  417.1476.0533.7 1/, 136,05  30.20%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid
91.0
5000

11.00 11.50
m/z 65.05 17.36%

\‘Jl\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0

T —
11.00 11.50

o

o

5000 m/z 92.05 16.76%
OWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid = ™
91.0 11.00 11.50

m/z 121.05 10.33%

OZIQH’\ ‘

\\\\\l\ \\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
| I I I I I I I I I I

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 27 1-Phenoxypropan-2-ol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.228 11.40 ng/ul 979496  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64

Abundance Scan 1401 (11.228 min): BP020945.D\data.ms (-1396) (- m/z 94.00 100.00%

94.0
5000

152.1

J”uml’mzm.s326.84‘16.1‘490.9 w2 77.00  25.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0

o

5000 T ——
11.00 11.50
152.0 m/z 152.05 16.73%
31 ’
0‘\\\‘1\”"1‘“\!!“1‘!\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
= =
11.00 11.50
5000 m/z 78.05 16.61%
SLﬁ ' 152.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol T ‘
94.0 11.00 11.50

m/z 95.10  15.04%

h ¢/\\,J\“J\”\JVA/NV
152.0
31'
‘ﬂﬁW\

ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 28 Phenol, 3-ethyl-5-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.322 12.18 ng/ul 1046420 Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl-5-methyl- 136 CS9H120 000698-71-5 55
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 55
3 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 50
4 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 50
5 Phenol, 3-ethyl-5-methyl- 136 CS9H120 000698-71-5 49

Abundance Scan 1417 (11.322 min): BP020945.D\data.ms (-1412) (- m/z 121.10 100.00%
1pl.1

3

5000
— =
371 M 11.00 11.50
ol kLA ) 180.1 _ 280.9340.74019460.0 8397 /7 167.00  96.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18883: Phenol, 3-ethyl-5-methyl-
121.0
5000 — A -
11.00 11.50
m/z 136.05 68.16%
390\1
0‘\\“\\\“‘“\'Jl\%\l‘“h‘ \J\‘H\\‘H\\‘HH‘HH‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0
— R
11.00 11.50
5000 ITI/Z 77 .00 34.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18859: Phenol, 2,4,6-trimethyl- = =T
121.0 11.00 11.50
m/z 91.05 26.49%
5000
39.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 29 Benzoic acid, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.381 26.03 ng/ul 2236040  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 92
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 91
3 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 83
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 70

Abundance Scan 1427 (11.381 min): BP020945 D\data.ms (-1421) (| | m/z 91.10 100.00%
91.1

F

5000
d l 11.00 11.50
Ol bphali JAPOO  240.1  330.9 4009 490.2549i ./, 131 .00  54.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18706: Benzoic acid, 3-methyl-
91.0
5000 = —
11.00 11.50
m/z 136.05 53.11%
O‘\\\‘\H"\A\\\ ‘l\\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18707: Benzoic acid, 3-methyl-
91.0
- e
11.00 11.50
5000 /Z 119.00 34.20%
0“H‘%MM A R o o o B e e S RA R RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18700: Benzoic acid, 3-methyl- ‘
136.0 lLOO 1150
m/z 65.05 19.77%
5000
65.0
o_m,'adu P e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Benzoic acid, 4-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.498 10.79 ng/ul 927354  Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 86
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 70
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 70
5 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 70
Abundance Scan 1447 (11.498 min): BP020945.D\data.ms (-1440) (- m/z 91.00 100.00%
91.0
- M
=
L
0 Ul 220.9280.9342.9 4084 491.0549. ' n/7 136.00  82.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18705: Benzoic acid, 4-methyl-
91.0
5000 L
11.50
m/z 119.05 71.91%
Op"ll" ‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18704: Benzoic acid, 4-methyl-
91.0
T
11.50
5000 m/z 55.10 27.96%
7,
O‘H“‘N,'M b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18697: Benzoic acid, 4-methyl- —
91.0 11.50
m/z 73.05 27.48%
h Kﬁﬁ%wfﬂﬂNJV\NVJﬂAVNW
O‘H‘ﬂJH — e ———— —
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\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 37 Benzoic acid, 3,4-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.163 13.62 ng/ul 2411930  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 97
2 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 95
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 95
4 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 94
5 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 94

Abundance Scan 1730 (13.163 min): BP020945.D\data.ms (-1721) (] ' m/z 105.10 100.00%
105.1

%

5000
39 “ 8.0 13.00 13.50
" hmw‘\m,‘H‘,‘?““7‘9"_“35““3““1‘?‘9““7‘5"?‘5?5“2‘ m/z 150.00  76.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
5000 T T

13.00 13.50
m/z 91.10 37.19%

| \ | h N
‘\\\1[\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28327: Benzoic acid, 3,4-dimethyl-
105.0

T 7
13.00 13.50

o

5000 ITI/Z 77 .00 31.06%
i
OWW“HH"MH‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28326: Benzoic acid, 3,5-dimethyl- —— —
105.0 13.00 13.50
m/z 133.05 31.05%
5000
39.0
o‘H‘uiw;H\atu“‘ﬂ‘m‘,mwH_m_Mw_ww_ = St
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 39 Naphthalene, 1,7-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.510 9.34 ng/ul 1653250  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
Abundance Scan 1789 (13. 510 min): BP020945.D\data.ms (-1782) (- m/z 156.10 100.00%
156.
LN f
77.0 13.50
0 I 219.2282.0 3552 4511 5298 = 'n/z 141.05 72.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000 =L
13.50
m/z 155.10  35.61%
770\
O]‘-TE)\\A 1\”“\‘\“\\1\\‘\‘|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
\
13 50
5000 m/z 115.05 19.40%
76.0
0lrrerk bbbl e g
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33163: Naphthalene, 1,6-dimethyl- ‘
156.0 13.50
m/z 77.00 15.11%
5000
77.0 l
a1 E—— -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 41 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.581 19.95 ng/ul 3531530  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nitro-3-oxobutyric acid, methy... 161 C5H7NO5 087730-77-6 14
2 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 10

Abundance Scan 1971 (14.581 min): BP020945.D\data.ms (-1962) (- m/z 43.10 100.00%
43.1

5000 101.1

—

‘H“} ‘197225573141 401.2461.0 529.6 1450
o_u‘uhH‘Muwm_wm‘m_HHWW_W m/z 57.10  56.94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37168: 4-Nitro-3-oxobutyric acid, methyl ester
43.0

%

5000 101.0 1450

m/z 97.10  48.39%

JMJ i

Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta;
57.0 14.50

m/z 137.05  44.80%

O‘\\\‘l‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168310: Tetradecane, 1-bromo-
310 135.0
T T
14.50
5000 m/z 101.10 47 .62%
0 “ | “ iyl \H 197.0 276.0
A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
1 T

5000

H’ I JL-5.0 227.0
o) SR < Y £t —

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\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 45 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.110  30.31 ng/ul 5366280  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Diethyltoluamide 191 C12H17NO 000134-62-3 95
3 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
5 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 76
Abundance Scan 2061 (15.110 min): BP020945.D\data.ms (-2056) (- m/z 119.10 100.00%
119.1
5000 190.1
A —
39 O’ 15.00 15.50
ol ek b 250.0307.9  404.4464.55251  p/7 190.10  41.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T ——
15.00 15.50
m/z 91.05 40.92%
0 3901 I |
‘\\1\‘\\\1‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65681: Diethyltoluamide
119.0
== =
15.00 15.50
5000 m/z 191.10 15.27%
190.0
ol ey |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #65774: Benzamide, 3-methyl-N-methyl-N-propyl- — —
119.0 15.00 15.50
m/z 65.05 14.60%
5000
41.0 190.0
Y O O I SNV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 48 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.216  18.20 ng/ul 3250120 Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
2 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
3 Phenol, 2-methyl-5-(1-methylethyl)- 150 C1@H140 000499-75-2 78
4 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 78
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78

Abundance Scan 2249 (16.216 min): BP020945.D\data.ms (-2244) (-] | m/z 135.05 100.00%

135.1
5000

—T
1.1 16.00 16.50

220.2
Ottt 202 283.0 382444094990 n/z 107.00  16.11%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 — —
16.00 16.50

m/z 136.05 9.98%

0 ?Z.OL T 20.60

‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #82771: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0

T
16.00 16.50

5000 m/z 41.10 6.52%
a0 206.0
O bk et e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27579: Phenol, 2-methyl-5-(1-methylethyl)- —— ——
135.0 16.00 16.50

m/z 121.10 5.88%

5000
39.0
1mmu\um

O bbb el — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50

SFAM-EPA-BP071024.MA.M Mon Jul 15 02:08:10 2024 Page: 28



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 49 Acetamide, N-(3-methylphenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.269 29.94 ng/ul 5347290  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 58
2 Benzene, [1-(1-methylethoxy)-3-b... 190 C13H180 098088-47-2 53
3 Acetamide, N-(3-methylphenyl)- 149 CO9H11NO 000537-92-8 43
4 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 43
5 2-tert-Butyl-6-methylphenol, 2-m... 220 C15H240 1000395-19-4 35

Abundance Scan 2258 (16.269 min): BP020945.D\data.ms (-2253) (- m/z 149.05 100.00%
1

49.1
5000

55.0 il
‘ l 920.2 16.00 16.50
Lol b L 326.7 415.0474.9 538.8 m/z 107.05  95.11%

L |
BB B s ey e e R R R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0

o

5000 — L
16.00 16.50
43.0 m/z 121.10 64.10%
O‘\\\\“h\‘\h\\“\\\\]‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64815: Benzene, [1-(1-methylethoxy)-3-butenyl]-
107.0
= e
16.00 16.50
5000 m/z 191.10 30.46%
43.0 ‘
0‘Hﬂm‘mﬁﬁwhM‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27370: Acetamide, N-(3-methylphenyl)- = T
107.0 16.00 16.50

m/z 135.05  23.21%

5000
43.0
0 1’h i ‘l‘ | I

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 4-(7-Methyloctyl)phenol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.334 18.66 ng/ul 3332470  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 98
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 58
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 52
5 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 52

Abundance Scan 2269 (16.333 min): BP020945.D\data.ms (-2265) (- m/z 135.05 100.00%

135.1
5000
411 2202 1600 1650
Ol bdublld ) f777282.1 361.9420.04795537.7 1/, 167 00 48.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 = —
16.00 16.50
m/z 121.10 47.63%
41.0
l\ | 220.0
O‘\\“\‘\“”\‘\L\\l‘“‘\l\\\‘\‘l\\Hl’\\l\\’H\\‘HH‘HH‘HH‘\\H‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
= —r—
16.00 16.50
5000 ITI/Z 149.05 44 .06%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl- = =
135.0 16.00 16.50
m/z 41.10 11.50%
- M
77.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 53 unknown-@3 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.545 15.78 ng/ul 2817520  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 43
2 2-tert-Butyl-6-methylphenol, iso... 206 C14H220 1000395-19-3 35
3 Methyl (1s,3s,5R,7S)-3-methylada... 208 C13H2002 1010504-39-1 35
4 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 35
5 3,4-(methylenedioxy)-phenylbutan... 192 C11H1203 1000378-99-2 35
Abundance Scan 2305 (16.545 min): BP020945.D\data.ms (-2299) (- m/z 149.05 100.00%
149.1
w M
T \
55.1 \ ‘ \ 2202 16.50
O bdeb Ldyd )|, 2202 20493550 4290 5219 ./, 197.65 85.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27370: Acetamide, N-(3-methylphenyl)-
107.0
5000 R :
16.50
43.0 m/z 121.10  46.08%
O‘\\\Jih“\kl”\\f\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #82782: 2-tert-Butyl-6-methylphenol, isopropyl ether

N

149.0
1T I
16.50
5000 m/z 135.05 26.88%
41.0
o"M“M‘\‘M ‘IHZ‘??:QWH‘,m‘,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

T \
16.50

m/z 163.10  20.06%

Abundance #85112: Methyl (1s,3s,5R,7S)-3-methyladamantane-1-ca
149.0

5000

-

91{-0 208.0
0“2‘9"‘9““‘\‘\11\ J l |

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\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 54 Phenol, 2-(1,1,3,3-tetramet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.604 15.06 ng/ul 2690280  Phenanthrene-die 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
3 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
4 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 78
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78

Abundance Scan 2315 (16.604 min): BP020945.D\data.ms (-2311) (] | m/z 135.05 100.00%

135.1
5000

=
411 16.50 17.00

et 220,2283.6 398445675157 /s 197.00  18.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0

5000 ]
16.50 17.00
m/z 136.05 10.23%

°19 1, 2060
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82772: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0

o

o

5000 m/z 41.10 7.19%
4%? | 206.0
O s S L S LA AR AR AR AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)- P e
135.0 16.50 17.00

m/z 95.10 4.84%

57.0

0 AL u\\ 2060
(LA AL B B L B B L B I BB M B [ -
m/z--> 0 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\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 59 Pentanoic acid, 5-hydroxy-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.039  22.90 ng/ul 4089600 Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 72
2 2-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-37-9 72
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 72
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
5 Hexestrol 270 C18H2202 000084-16-2 64

Abundance Scan 2559 (18.039 min): BP020945.D\data.ms (-2554) (- m/z 135.05 100.00%

1351
5000
T I
411 yoo1 18.00
Ot by d 2522 283.0342.9 415.0472.95309  p/7 107.10  24.75%

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

Abundance #135794: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl este
135.0

-

5000 T
18.00
m/z 136.05 10.40%

41.0
mi Lot \M‘ 250.0

Trirrprrrr T T T (T T rr [ T r [ rrrr [T [ rrrr [T rrr i rrrrT
T I \ I I I I I \ I \

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #118426: 2-tert-Butylphenol, O-(n-propyloxycarbonyl)-

o

—

135.0
RN \
18.00
5000 m/z 41.10 8.28%
43.0
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66601: 4-tert-Butylphenyl acetate T ‘
135.0 18.00
m/z 95.10 7.29%
5000 jVMJMM/NW}\AMN%MMA“N
43.0
o980 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.110  19.10 ng/ul 3410280  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2571 (18.110 min): BP020945.D\data.ms (-2566) (- m/z 73.00 100.00%
73.0
5000
165.1
= —
| “H | Im H 18.00 18.50
0l A L L lmm???‘?‘“4‘1‘4‘9414‘5“5?5“1‘ m/z 43.10  86.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R ]
18.00 18.50
“ 213.0 m/z 60.00 86.67%
O‘\\\ ‘H \L"“\L“}\‘ \1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
— =
18.00 18.50
5000 m/z 55.10 71.68%
129.0
A1 TAEEE)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50
m/z 41.10 71.34%
5000 256.0
129.0
o Ll 3000 B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020945.D

Acqg On : 12 Jul 2024 23:06
Operator : MA/JU

Sample : P3217-03

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
Benzene, 1,3-di... 5.393 12.5 ng/ul 830146 1 7.710 1324490 20.0
Benzene, 1l-ethy... 6.810 8.3 ng/ul 549909 1 7.710 1324490 20.0
Benzene, 1-meth... 8.246 10.7 ng/ul 706312 1 7.710 1324490 20.0
Benzene, 1-ethy... 8.334 20.0 ng/ul 1323680 1 7.710 1324490 20.0
Benzene, 2-ethy... 8.640 7.8 ng/ul 519866 1 7.710 1324490 20.0
o-Cymene 8.793 18.9 ng/ul 1249840 1 7.710 1324490 20.0
Fenchone 8.934 11.0 ng/ul 728701 1 7.710 1324490 20.0
Hexanoic acid, 9.034 10.9 ng/ul 718740 1 7.710 1324490 20.0
Benzene, 1-ethy... 9.122 12.2 ng/ul 1045776 2 10.481 1718190 20.0
Benzene, 1,2,4,... 9.363 9.2 ng/ul 792966 2 10.481 1718190 20.0
Cyclohexanemeth... 9.857 55.7 ng/ul 4782850 2 10.481 1718190 20.0
Phenol, 3,5-dim... 9.981 16.4 ng/ul 1406480 2 10.481 1718190 20.0
Phenol, 3,4-dim... 10.369 11.2 ng/ul 960943 2 10.481 1718190 20.0
unknown-01 10.845 12.0 ng/ul 1028160 2 10.481 1718190 20.0
Benzeneacetic acid 11.099 18.1 ng/ul 1553980 2 10.481 1718190 20.0
1-Phenoxypropan... 11.228 11.4 ng/ul 979496 2 10.481 1718190 20.0
Phenol, 3-ethyl... 11.322 12.2 ng/ul 1046420 2 10.481 1718190 20.0
Benzoic acid, 3... 11.381 26.0 ng/ul 2236040 2 10.481 1718190 20.0
Benzoic acid, 4... 11.498 10.8 ng/ul 927354 2 10.481 1718190 20.0
Benzoic acid, 3... 13.163 13.6 ng/ul 2411936 3 14.339 3540800 20.0
Naphthalene, 1,... 13.510 9.3 ng/ul 1653250 3 14.339 3540800 20.0
unknown-02 14.581 19.9 ng/ul 3531530 3 14.339 3540800 20.0
Diethyltoluamide 15.110 30.3 ng/ul 5366280 3 14.339 3540800 20.0
Phenol, 4-(1,1,... 16.216 18.2 ng/ul 3250120 4 17.157 3571880 20.0
Acetamide, N-(3... 16.269 29.9 ng/ul 5347290 4 17.157 3571880 20.0
4-(7-Methylocty... 16.334 18.7 ng/ul 3332470 4 17.157 3571880 20.0
unknown-03 16.545 15.8 ng/ul 2817520 4 17.157 3571880 20.0
Phenol, 2-(1,1,... 16.604 15.1 ng/ul 26906280 4 17.157 3571880 20.0
Pentanoic acid,... 18.039 22.9 ng/ul 4089600 4 17.157 3571880 20.0
n-Hexadecanoic ... 18.110 19.1 ng/ul 3410280 4 17.157 3571880 20.0
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