LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc :

ALS Vvial : 29 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_ N\Methods\SFAM-EPA-BN101624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34667.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.969 8 14 36 rVB 12357844 19286316 100.00% 15.155%
2 3.211 53 55 60 rvv 94841 120972 0.63% 0.095%
3 3.493 95 103 107 rBvV2 85951 165722 ©0.86% 0.130%
4 3.611 118 123 137 rBV 666035 993694 5.15% 0.781%
5 3.928 172 177 190 rVB 793710 1128679 5.85% ©0.887%
6 4.440 258 264 276 rBV 4517505 6973714 36.16% 5.480%
7 4.611 281 293 297 rVW 248220 582163 3.02% 0.457%
8 4.752 304 317 324 rBV 196833 435054  2.26% ©.342%
9 5.346 413 418 427 rBV 66136 117393 0.61% 0.092%
106 6.158 549 556 559 rBV 69482 119462 0.62% 0.094%
11 6.681 635 645 650 rBvV 60393 130661 ©0.68% 0.103%
12 6.840 665 672 675 rBvV 550562 997032 5.17% 0.783%
13 7.005 694 700 708 rVV 1428179 2163788 11.22% 1.700%
14 7.199 726 733 741 rVB 1619189 2502440 12.98% 1.966%
15 7.322 748 754 762 rVB3 55944 108493 0.56% 0.085%
16 7.575 792 797 805 rVV3 132756 232252 1.20% ©.183%
17 7.663 805 812 819 rVV 1351188 2144212 11.12% 1.685%
18 7.740 821 825 829 rVW 102534 180864 ©.94% 0.142%
19 8.157 891 896 907 rvV 457775 786105 4.08% 0.618%
20 8.369 925 932 937 rVV 1331366 2147905 11.14% 1.688%
21 8.434 937 943 947 rW 257657 499725  2.59% 0.393%
22 8.475 947 950 957 rVB2 67786 131124 0.68% 0.103%
23 8.552 957 963 971 rBv2 81727 174449 0.90% 0.137%
24 8.757 989 998 1001 rBV4 84784 167775 ©0.87% 0.132%
25 8.804 1001 1006 1012 rVV 1507657 2399767 12.44%  1.886%
26 8.875 1012 1018 1027 rVB3 178016 405492 2.10% 0.319%
27 9.075 1047 1052 1059 rVVv3 171317 286307 1.48% 0.225%
28 9.199 1068 1073 1078 rBV6 46904 111346 ©.58% 0.087%
29 9.263 1078 1084 1093 rVB5 84588 230258 1.19% 0.181%
30 9.369 1093 1102 1107 rBvV3 61954 159012 0.82% 0.125%
31 9.522 1122 1128 1136 rVB 1188159 1912323 9.92% 1.503%
32 9.628 1139 1146 1148 rBV2 154625 250611 1.30% 0.197%
33 9.657 1148 1151 1155 rVB 109777 150847 0.78% 0.119%
34 9.857 1179 1185 1190 rBV4 97448 214771 1.11% 0.169%
35 9.934 1193 1198 1203 rVV2 148484 281053 1.46% 0.221%

36 9.999 1203 1209 1213 rVV3 183321 310759 1.61% 0.244%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc :

ALS Vvial : 29 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_ N\Methods\SFAM-EPA-BN101624.MA.M
Title : SVOA CALIBRATION
37 10.063 1213 1220 1230 rVB 1782341 3225136 16.72% 2.534%
38 10.228 1243 1248 1254 rBV3 79785 138335 ©0.72% 0.109%
39 10.440 1274 1284 1288 rVV 1766975 2966262 15.38% 2.331%
40 10.487 1288 1292 1298 rVV 671809 1207422 6.26% 0.949%
41 10.569 1299 1306 1323 rVV2 1401404 2817147 14.61%  2.214%
42 10.998 1372 1379 1385 rVvV 229020 409469 2.12% 0.322%
43 11.246 1414 1421 1423 rBV2 202137 394599 2.05% 0.310%
44 11.369 1437 1442 1447 rVB3 129096 227295 1.18% 0.179%
45 11.440 1447 1454 1462 rBV3 185816 354124 1.84% 0.278%
46 11.569 1470 1476 1479 rVV3 174142 317350 1.65% 0.249%
47 11.610 1479 1483 1490 rVB2 111762 199360 1.03% 0.157%
48 11.798 1507 1515 1516 rBV3 52878 113182 ©.59% 0.089%
49 11.928 1532 1537 1546 rBV 325060 608906 3.16% 0.478%
50 12.034 1547 1555 1558 rVWW5 75746 198756 1.03% 0.156%
51 12.075 1558 1562 1563 rVV2 114714 161028 ©0.83% 0.127%
52 12.104 1563 1567 1575 rVB 261237 420615 2.18% 0.331%
53 12.269 1591 1595 1599 rVwV 78331 113093 0.59% 0.089%
54 12.322 1600 1604 1609 rVV 279330 408046  2.12% ©.321%
55 12.369 1609 1612 1616 rVB 114120 141885 ©0.74% 0.111%
56 12.440 1617 1624 1633 rBV4 215712 460562 2.39% 0.362%
57 12.593 1644 1650 1658 rBV7 145039 373517 1.94%  0.294%
58 12.657 1658 1661 1666 rVV6 59033 134907 ©0.70% 0.106%
59 12.834 1684 1691 1700 rVB5 270707 537154 2.79% 0.422%
60 13.034 1717 1725 1726 rBV2 107211 209803 1.09% 0.165%
61 13.169 1744 1748 1751 rVV2 183324 253476 1.31% 0.199%
62 13.210 1751 1755 1761 rVB 649192 943295 4.89% 0.741%
63 13.469 1794 1799 1806 rBV5 106172 216981 1.13% 0.171%
64 13.534 1806 1810 1813 rBV3 72802 110623 ©.57% 0.087%
65 13.622 1817 1825 1829 rVV3 191444 434223  2.25% 0.341%
66 13.669 1830 1833 1835 rVV 105522 154456 ©0.80% 0.121%
67 13.716 1835 1841 1848 rVB 2121461 3095615 16.05% 2.433%
68 13.934 1874 1878 1881 rBv4 72658 119503 0.62% 0.094%
69 13.987 1881 1887 1897 rVB 3236670 4871130 25.26% 3.828%
70 14.157 1911 1916 1926 rVB 1134478 1558087 8.08% 1.224%
71 14.292 1933 1939 1945 rBV 2177826 3374977 17.50%  2.652%
72 14.357 1946 1950 1956 rVV 458475 692651 3.59% 0.544%
73 14.498 1969 1974 1979 rVB2 522510 728604 3.78% 0.573%
74 14.575 1984 1987 1994 rVB8 90713 146655 ©.76% 0.115%
75 14.698 2005 2008 2016 rVB 158442 272818 1.41% 0.214%

76 14.775 2018 2021 2026 rVV6 91689 149043 0.77%  0.117%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc :

ALS Vvial : 29 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_ N\Methods\SFAM-EPA-BN101624.MA.M
Title : SVOA CALIBRATION
77 14.828 2026 2030 2036 rVV2 179477 347601 1.80% 0.273%
78 15.222 2094 2097 2101 rVB 93034 119191 0.62% 0.094%
79 15.292 2103 2109 2115 rVV 3878754 5373241 27.86% 4.222%
80 15.345 2115 2118 2123 rVB 222297 296880 1.54% 0.233%
81 15.404 2123 2128 2136 rBV 1008575 1445813 7.50% 1.136%
82 15.557 2151 2154 2159 rBV5 80883 116586 0.60% 0.092%
83 15.628 2163 2166 2169 rBV 143899 192033 1.00% 0.151%
84 15.745 2182 2186 2192 rVB 637636 783999 4.07% 0.616%
85 15.969 2221 2224 2226 rBV 86869 116326 ©0.60% 0.091%
86 16.351 2284 2289 2294 rVB 1380891 1892596 9.81% 1.487%
87 16.439 2301 2304 2314 rVB5 227852 389215 2.02% 0.306%
88 16.692 2344 2347 2355 rVB2 148120 248761 1.29% 0.195%
89 16.922 2383 2386 2393 rVB3 144578 234882 1.22% 0.185%
90 17.039 2399 2406 2410 rBV 2445818 3540009 18.36% 2.782%
91 17.081 2410 2413 2416 rVV 540317 638350 3.31% 0.502%
92 17.139 2417 2423 2431 rVV2 4100598 5877678 30.48% 4.619%
93 17.428 2466 2472 2481 rVB4 242194 664190 3.44% 0.522%
94 18.080 2581 2583 2591 rVB6 181333 306826 1.59% 0.241%
95 19.433 2807 2813 2820 rBV 4620629 6389254 33.13% 5.021%
96 20.222 2944 2947 2951 rBV 354010 384511 1.99% 0.302%
97 20.939 3065 3069 3082 rVB 644262 909066 4.71% 0.714%
98 21.263 3119 3124 3135 rVB2 2457033 3580534 18.57% 2.814%
99 23.957 3573 3582 3598 rVB 3011385 7124417 36.94% 5.598%
100 24.151 3607 3615 3626 rVB 1651565 4024800 20.87% 3.163%

Sum of corrected areas: 127259389
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034667.D\data.ms
1.2e+071{969

1le+07
8000000
6000000

4.440
4000000

2000000 7.004% 7663 53608804 o, 100684AA0,
3.618.928 6.84 8.1 10487 0 5o
3213493 | 152 5346 6.158 6.681 || 7.32250840 " GBRsIN225) | 10.9%

A e Sl O by o N TnA .
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 300 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN034667.D\data.ms

1.2e+07

1le+07

8000000

6000000 10.433
17.139

15.292

4000000

17.089 21.263

2000000 16.351

'.59691 .masg 428 18.080

e e T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BN034667.D\data.ms
1.2e+07

——— A

1le+07
8000000
6000000
4000000 23.957

2000000 4151

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 4 Butanoic acid, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.611 5.43 ng/ul 582163 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 56
Abundance Scan 293 (4.611 min): BN034667.D\data.ms (-281) (-) m/z 60.00 100.00%
60.0
5000 A
e o R
b 4.20 4.40 4.60 4.80 5.00
ol dlapy 968  147.0 1929 281U /7 43,05  38.67%
miz-> 50 100 150 200 250
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 k’fﬁ\u‘uu‘uu,uu‘u
4.20 4.40 4.60 4.80 5.00
m/z 41.00 33.50%
27.0 ‘ !
O T T “f U ‘H\H ‘\ T \o‘]-.\()\ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4825: Butanoic acid, 3-methyl-
60.0
R B ERREREEES S
4.20 4.40 4.60 4.80 5.00
5000 m/z 44.95 23.49%
27.0
ol by oo
miz--> 50 100 150 200 250
Abundance #4826: Butanoic acid, 3-methyl- RRRRREEREEEEIES SRR
60.0 4.20 4.40 4.60 4.80 5.00
m/z 39.00 17.41%
5000
27.0
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Butanoic acid, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.752 4.06 ng/ul 435054  1,4-Dichlorobenzene-d4 7.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72

Abundance Scan 317 (4.752 min): BN034667.D\data.ms (-304) (-) m/z 74.00 100.00%

74.0
5000 41.0

UL ‘1010 o 1650 4.40 4.60 4.80 5.00
Ol [191.0 127.9 1650 2068 sz 57.18  61.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4817: Butanoic acid, 2-methyl-
74.0
29.0

5000 ‘_“‘_“‘_“‘_““
4.40 4.60 4.80 5.00

m/z 41.05 49.73%

\\\‘\“\ $1’1020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4831: Butanoic acid, 2-methyl-
74.0

4.40 4.60 4.80 5.00

o

5000 ITI/Z 87.05 24 .55%
41.0
0’101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4829: Butanoic acid, 2-methyl- R o A RmmLas
74.0 4.40 4.60 4.80 5.00

m/z 45.00 16.81%

29.0
- \\j\\/\lw
0 10 ‘ 102.0

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 6 3-Methyl-hexanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.575 2.17 ng/ul 232252  1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 86
2 n-Decanoic acid 172 C10H2002 000334-48-5 25
3 1,3,5-Trithiane, 2,4,6-trimethyl- 180 C6H12S3 002765-04-0 23
4 .alpha.-L-Galactopyranoside, met... 178 C7H1405 014687-15-1 23
5 Heptanoic acid 130 C7H1402 000111-14-8 23

Abundance Scan 797 (7.575 min): BN034667.D\data.ms (-792) (-) m/z 60.00 100.00%

60.0
w ﬂm
R R RARRY
7.20 7.40 7.60 7.80
0 m/z 43.05 60.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15410: 3-Methyl-hexanoic acid
60.0
5000 LI L L L LA B R
7.20 7.40 7.60 7.80
m/z 41.10 42.24%
o ‘H |80 1290
\‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46963: n-Decanoic acid
60.0
T
7.20 7.40 7.60 7.80
5000/ 22 m/z 87.00  38.66%
129.0
172.0
0 p?.o”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55210: 1,3,5-Trithiane, 2,4,6-trimethyl- %¥“w“‘w“‘w“‘w‘
60.0 7.20 7.40 7.60 7.80
m/z 93.05 33.86%
180.0
5000
120.0
ol
NS R N Y S R —
m/z--> 20 40 60 80 100120140160180200220240260280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Benzaldehyde, 2-hydroxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.157 7.33 ng/ul 786105 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 96
2 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 95
3 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 94
4 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 89
5 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 89
Abundance Scan 896 (8.157 min): BN034667.D\data.ms (-891) (-) m/z 122.00 100.00%

122.0
5000
65.0

‘ ‘ ‘ ' 7.80 8.00 8.20 8.40
el w“‘w L2081 = 281 n/7 121.00 91.38%

0
m/z--> 50 100 150 200 250
Abundance #11277: Benzaldehyde, 2-hydroxy-
122.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\

65.0 7.80 8.00 8.20 8.40
m/z 65.00 34.81%

T T “\({ ‘H \“‘ \H\ \‘ ‘ ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #11271: Benzaldehyde, 2-hydroxy-
122.0

7.80 8.00 8.20 8.40
5000 m/z 39.00 26.35%

65.0
. ‘h‘ H ‘H\‘ “ “ . “‘ — T T
miz--> 100 150 200 250
Abundance #11282: Ben

zaldehyde, 3-hydroxy- R R EESEERERSE
122.0 7.80 8.00 8.20 8.40

m/z 93.00 21.17%

5000
65.0
0 zgd\mJ o | M

m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 10 Benzeneacetic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.999 2.76 ng/ul 409469 Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 Benzeneacetic acid 136 C8H802 000103-82-2 90
3 Benzeneacetic acid 136 C8H802 000103-82-2 90
4 Benzeneacetic acid 136 C8H802 000103-82-2 81
5 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 78
Abundance Scan 1379 (10.998 min): BN034667.D\data.ms (-1372) (- | m/z 91.05 100.00%
91.0
5000
136.0
e
39.0 67'0 | ‘ 11.00
Ol 1140 L 1649 1929 /7 136.00  28.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18695: Benzeneacetic acid
91.0
5000 \jx“ ilbd
136.0 92 06 17 .39
65.0 m/z . .39%
O‘\\\4\.]‘-.\9“\\“‘\‘\\\“\\“!\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18694: Benzeneacetic acid
91.0
AN
11.00
5000 m/z 65.00 14 .59%
136.0
390 65.0 ‘
Ottt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18692: Benzeneacetic acid M‘ T
91.0 11.00
m/z 39.00 7.72%
5000
136.0
65.0
39.0 ‘ ‘
0 M\\ﬂNWHphHw‘NH\M\\w\\m,\u\‘u\\w\\w\\u e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©6:35:03 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 11 Benzoic acid, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.246 2.66 ng/ul 394599 Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
3 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 93
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 78
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 70

Abundance Scan 1421 (11.246 min): BN034667.D\data.ms (-1414) (- m/z 91.00 100.00%
0

91.
136.0
5000

390 650 L AR
0 :“:‘Mw “‘!:““‘1“1“3‘1_‘1“%‘“1‘5‘?19”“19‘2;?”” m/z 136.00  64.35%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18706: Benzoic acid, 3-methyl-
91.0
136.0

5000 L T
11.00 11.50

m/z 119.00  37.49%

39.0 65.0
O\]-\5\.(‘)\‘\\\““\‘\H\\“‘}\\\“\\H!\‘\‘\\\w\\\‘\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18707: Benzoic acid, 3-methyl-
91.0

136.0 1 T
11.00 11.50
5000 m/z 129.00 25.51%
65.0
ol 80l
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18700: Benzoic acid, 3-methyl- T i
91.0 136.0 11.00 11.50

m/z 65.00 20.50%

5000
65.0
39.0 ‘ ‘
0 (N el

T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©06:35:04 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Indole Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.928 4.11 ng/ul 608906 Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 96
3 Indole 117 C8H7N 000120-72-9 94
4 Indolizine 117 C8H7N 000274-40-8 90
5 Indole 117 C8H7N 000120-72-9 90

Abundance Scan 1537 (11.928 min): BN034667.D\data.ms (-1532) (- | m/z 117.00 100.00%
117.0
5000 /\
—
67-0 12.00
ol L1880 2091 2810 /7 89.95  45.42%
miz--> 50 100 150 200 250
Abundance #9736: Indole
117.0
5000 T
12.00
m/z 89.00 33.45%
63.0
O T T T T i‘ ‘\““ T T ‘\‘ ‘ T H\ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9733: Indole
117.0
—
12.00
5000 m/z 63.00 14 .38%
63.0
280 I
ot P P
miz--> 50 100 150 200 250
Abundance #9735: Indole —
117.0 12.00
m/z 118.00 9.82%
5000
63.0
L T N — | W
m/z--> 50 100 150 200 250 12.00

SFAM-EPA-BN101624.MA.M Sat Oct 19 06:35:04 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Benzoic acid, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.440 2.73 ng/ul 460562  Acenaphthene-d10 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 98
2 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 96
3 Benzoic acid, 2,4-dimethyl- 150 C9H1002 000611-01-8 94
4 Benzoic acid, 2,3-dimethyl- 150 C9H1e02 000603-79-2 93
5 Benzoic acid, 2,4-dimethyl- 150 C9H1002 000611-01-8 93
Abundance Scan 1624 (12.440 min): BN034667.D\data.ms (-1617) (- | m/z 132.00 100.00%
132.0
5000 550 97.1
An. —5
Iy
ob— N il iyl L1670 207.9 2810 ) 956,05  82.07%
miz--> 100 150 200 250
Abundance #28341. Benzoic acid, 2,5-dimethyl-
104.0 |150.0
5000 iz%d
51.0 :
m/z 105.00 72.74%
0 "‘ “H“M H ‘\H“H\H‘ \L‘ . ‘\“‘ \‘ A e
miz--> 50 100 150 200 250
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 |150.0
—
12.50
5000 m/z 104.00 62.69%
51.0
01‘5‘0“ \“n‘ lH ‘\H“ I ‘\L‘ “\“ ‘ . P P
m/iz--> 50 100 150 200 250
Abundance #28330: Benzoic acid, 2,4-dimethyl- ——
132.0 12.50
m/z 133.00 45.65%
5000
77.0
39.0 ‘
ok “““”“HH“MM —— —— —r
m/z--> 50 100 150 200 250 12.50

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©6:35:05 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Benzoic acid, 3,4-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.592 2.21 ng/ul 373517  Acenaphthene-d10 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 95
2 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 95
3 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 91
4 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 91
5 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 83
Abundance Scan 1650 (12.593 min): BN034667.D\data.ms (-1644) (- | m/z 105.05 100.00%
105.1
T 150.1
5000 55.1
T \
2810 12.50
0 w‘w‘w“w“w 2080 % m/z 150.05  80.74%
miz-> 50 100 150 200 250
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 — :
12.50
510 m/z 55.10 44.88%
01‘5-‘0\‘ “m}‘\\ ‘\M‘m‘“ ! ‘M‘ . ‘h“ | I e
miz-> 50 100 150 200 250
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0 150.0
T \
12.50
5000 m/z 91.00 39.14%
51.0
oL “‘ u“m}‘\\ ‘\M\‘h‘“ 11 ‘M‘ ‘h“ \‘ ; — —
miz--> 50 100 150 200 250
Abundance #28327: Benzoic acid, 3,4-dimethyl- ——
105.0 150.0 12.50
m/z 41.10 34.33%
. W/\/\\/\\A/\/\/\/
51.0 ‘
ELY N N I S _
m/z--> 50 100 150 200 250 12.50

SFAM-EPA-BN101624.MA.M Sat Oct 19 06:35:06 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 18 Vanillin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.210 5.59 ng/ul 943295  Acenaphthene-dile 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1755 (13.210 min): BN034667.D\data.ms (-1751) (- m/z 151.00 100.00%
151.0
5000
81.0
— —
51”‘.0 1{1 do 13.00 13.50
ob il 130, ] 1910 2810 ;152,00 94.48%
miz-> 50 100 150 200 250
Abundance #29937: Vanillin
15p.0
5000 —— ——t
81.0 13.00 13.50
51.0 m/z 81.00 28.57%
01\5‘.\0‘“\ “‘\‘ }H“ \‘M‘\ H} \”‘ A\‘Ziwo“\ “\ L B B B B B
m/z--> 50 100 150 200 250
Abundance #29934: Vanillin
151.0
— —
13.00 13.50
5000 m/z 109.00 19.94%
81.0
51.0 &
miz--> 50 100 150 200 250
Abundance #29936: Vanillin T —
15p.0 13.00 13.50
m/z 123.00 16.54%
5000
81.0
51.0 ‘
m/z--> 50 100 150 200 250 13.00 13.50

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©6:35:07 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Naphthalene, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.622 2.57 ng/ul 434223  Acenaphthene-d10 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
Abundance Scan 1825 (13.622 min): BN034667.D\data.ms (-1817) (1 m/z 156.85 100.00%
156.1
115.0 DA =l
430 76.1 ‘ 13.50 14.00
0H“HH“‘H‘““‘“1H\‘U“M”uu”"Mm‘!‘ h‘“M,‘Mm,‘“2‘9‘7;9”“_”%?,1‘1‘ m/z 141.00  91.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 = e
13.50 14.00
m/z 157.10  31.96%
7
90 "1 1100] |
O\H‘H\\“\\“\\"‘h\‘\“\h‘\\‘H‘H\\‘\“\‘\\‘\\M’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
== —
13.50 14.00
5000 m/z 155.10 28.54%
115.0
39
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 1350 1400
m/z 115.00  22.30%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©6:35:08 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Apocynin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.157 9.23 ng/ul 1558090  Acenaphthene-d10 14.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 96
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
3 Apocynin 166 C9H1003 000498-02-2 95
4 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 93
5 Apocynin 166 CSH1e03 000498-02-2 90
Abundance Scan 1916 (14.157 min): BN034667.D\data.ms (-1911) (- | m/z 151.00 100.00%
151.0
5000
123.0
—— —
430 650 990 14.00 14.50
Ao 20 | 1731 2070 :
O L e T e AR m/z 166.05 43.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42057: Apocynin
151.0
5000 — A —
14.00 14.50
123.0 m/z 123.00 26.17%
43.
190 %9680 sg0 | |
0 H‘\‘\H\"‘\\“\M\“‘\‘”H\W\\\”\‘HH‘iHMHH‘\‘\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
—= —
14.00 14.50
5000 m/z 43.00 12.85%
123.0
43.0
om0 H0B0 00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42059: Apocynin T —
151.0 14.00 14.50
m/z 108.00 11.17%
5000
30 123.0
43.
0 150 \A‘WG%O\HQ%O | ‘ ]
L B R I A Ra R e ==
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©6:35:09 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Benzaldehyde, 4-hydroxy-3,5... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.745 4.43 ng/ul 783999  Phenanthrene-di10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 98
2 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 98
3 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 98
4 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 96
5 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 94
Abundance Scan 2186 (15.745 min): BN034667.D\data.ms (-2182) (- | m/z 182.05 100.00%
182.1
5000 ﬁMA\
.0 96‘0‘ 139.0 1550 16,00
Oberrrrorbile b sl g ALk 21702670 L Tigg 05 61.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #57564: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
5000 — ——r
15.50 16.00
1110 m/z 96.00 16.67%
53.
0 \H‘\H\“‘\\‘U‘\’\“”H““\HH‘\wH‘\H\"1\H\’\q\\\“\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #57565: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
—— —
15.50 16.00
5000 ITI/Z 111.00 16.65%
650 960 1390
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #57563: Benzaldehyde, 4-hydroxy-3,5-dimethoxy- P ——
182.0 15.50 16.00
m/z 65.00 13.53%
65.0
wlo) . Lo 180
o VRS O SR s E— S ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

SFAM-EPA-BN101624.MA.M Sat Oct 19 ©6:35:10 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Ethanone, 1-(4-hydroxy-3,5-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.351 10.69 ng/ul 1892600  Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 97
2 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 96
3 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 96
4 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 94
5 4,5-Dimethoxy-2- hydroxyacetophenone 196 C10H1204 020628-06-2 83
Abundance Scan 2289 (16.351 min): BN034667.D\data.ms (-2284) (- | m/z 181.10 100.00%
181.1
5000 K
430 T 7 T T
79.0 108.0138.0 16.00 16.50
) ST %‘9“ Ll 21212420 2804 ) 196 06 50.27%
miz--> 50 100 150 200 250
Abundance #70956: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0
5000 — —
16.00 16.50
43.0 m/z 43.00 16.51%
93.0 123.0
01\4.\0 T \ H‘ \M\ m\“ \h H \“‘ T H‘\ “ T T \‘ T “ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #70955: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0
— ——
16.00 16.50
5000 m/z 153.00 12.21%
43.0
‘ 93.0 123.0 ‘
ol, ‘JJN‘M\WJMJ¢JHﬁ“‘ L -
miz--> 50 100 150 200 250
Abundance #70957: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)- — —
181.0 16.00 16.50
m/z 182.10 10.40%
5000
43
93.0 123.0 ‘
L — P
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

16.439  2.20 ng/ul 389215 Phenanthrene-die 17.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 95
-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 60
-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 60
-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 49
-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 47

uih wNnPE

wwwh~
-

NN N A

Abundance Scan 2304 (16.439 min): BN034667.D\data.ms (-2301) (- | m/z 137.00 100.00%

137.0
180.1
5000 91.0
43.0

2231 2670 m/z 180.05  55.52%

m/z--> 20 40 60 80 100 120 140160 180 200220240260280
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0

5000 T
91.0 16.50

m/z 124.00  54.70%

55.
027:0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol
137.0

5000 m/z 91.00 51.00%

180.0
91.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #54474: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- ——
137.0 16.50

m/z 119.00 32.61%

5000
180.0
a0 90

0 I mm N ‘\\ il M\H ) ‘

T
m/z--> 20 40 60 80 100120140160180200220240260280 16.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06

Operator : RC/JU

Sample : P4380-08RX

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.MA.M
: 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 1-Phenanthrenecarboxylic ac... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.939 5.08 ng/ul 909066  Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenanthrenecarboxylic acid, 1...

2 Dehydroabietic acid

3 1-Phenanthrenecarboxylic acid, 1...

4 Dehydroabietic acid
5 Dehydroabietic acid

300 C20H2802
300 C20H2802
300 C20H2802
300 C20H2802
300 C20H2802

005155-70-4 99
001740-19-8 99
005155-70-4 94
001740-19-8 94
001740-19-8 94

Abundance Scan 3069 (20.939 min): BN034667.D\data.ms (-3065) (- | m/z 239.15 100.00%
239.2
285.1
5000
197.1
141.0
431 =
91.0 21.00
0 ddiad L) 3440 415 ogs 15 so.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
239.0
5000 LN
21.00
43.0 197.0 m/z 197.10  36.82%
141.0
‘ 91.0
oL “ “\‘ il “ ‘\‘\“ “‘H “\‘mum‘d\‘h ‘\h‘\ﬂ‘ e P “ R REREE R
m/z--> 50 100 150 200 250 300 350 400
Abundance #199993: Dehydroabietic acid
239.0 285.0
P
21.00
m/z 141.00 27.32%
5000 141.0 197.0 /
43.0
5.0 \
] T
m/z--> 50 100 150 200 250 300 350 400
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 P
285.0 21.00
239.0 ITI/Z 43.10 19.79%
5000
197.0
141.0
43.0 91.0 ‘ ‘ ‘
ok ‘W‘\‘ ety ik \Lh I m‘d\‘u\‘\ ‘\\\‘H\‘ p i ‘\‘\‘\ . e
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34667.D

Acqg On : 19 Oct 2024 03:06
Operator : RC/JU

Sample : P4380-08RX

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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|
Butanoic acid, 4.611 5.4 ng/ul 582163 1 7.663 2144210 20.0
Butanoic acid, ... 4.752 4.1 ng/ul 435054 1 7.663 2144210 20.0
3-Methyl-hexano... 7.575 2.2 ng/ul 232252 1 7.663 2144210 20.0
Benzaldehyde, 2... 8.157 7.3 ng/ul 786105 1 7.663 2144210 20.0
Benzeneacetic acid 10.999 2.8 ng/ul 409469 2 10.440 2966260 20.0
Benzoic acid, 3... 11.246 2.7 ng/ul 394599 2 10.440 2966260 20.0
Indole 11.928 4.1 ng/ul 608906 2 10.440 2966260 20.0
Benzoic acid, 2... 12.440 2.7 ng/ul 460562 3 14.298 3374980 20.0
Benzoic acid, 3... 12.592 2.2 ng/ul 373517 3 14.298 3374980 20.0
Vanillin 13.210 5.6 ng/ul 943295 3 14.298 3374980 20.0
Naphthalene, 2,... 13.622 2.6 ng/ul 434223 3 14.298 3374980 20.0
Apocynin 14.157 9.2 ng/ul 1558090 3 14.298 3374980 20.0
Benzaldehyde, 4... 15.745 4.4 ng/ul 783999 4 17.039 3540010 20.0
Ethanone, 1-(4-... 16.351 10.7 ng/ul 1892600 4 17.039 3540010 20.0
(E)-4-(3-Hydrox... 16.439 2.2 ng/ul 389215 4 17.839 3540010 20.0
1-Phenanthrenec... 20.939 5.1 ng/ul 909066 5 21.263 3580530 20.0
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