LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On i 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc :

ALS Vvial : 32 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47014.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.987 13 17 22 rBV 247614 320462 10.22% 1.042%
2 3.281 64 67 74 rBvV 48007 70636 2.25% 0.230%
3 3.505 101 105 112 rVB 31884 42416 1.35% 0.138%
4 3.710 136 140 145 rVB 22955 32092 1.02% 0.104%
5 4.057 197 199 206 rVB9 10556 15585 ©0.50% 0.051%
6 4.469 262 269 273 rBV9 9155 15435 0.49% 0.050%
7 4.587 284 289 297 rBV3 27212 52492 1.67% 0.171%
8 5.693 471 477 482 rBV7 10452 17565 0.56% 0.057%
9 6.557 617 624 627 rBvV 60275 99839 3.18% 0.325%
106 6.598 627 631 643 rVB 362785 592324 18.89% 1.927%
11 6.751 649 657 667 rBV 310275 460012 14.67% 1.496%
12 6.940 683 689 697 rVB 369765 576864 18.40% 1.876%
13 7.034 700 705 712 rBV3 29014 53977 1.72% 0.176%
14 7.393 759 766 775 rBV 1043790 1587059 50.61% 5.162%
15 7.475 775 780 788 rVB5 13097 26759 0.85% 0.087%
16 7.640 798 808 819 rBV 540009 904245 28.84% 2.941%
17 8.116 880 889 898 rBV 304158 486031 15.50% 1.581%
18 8.210 898 905 917 rVB 197346 322600 10.29% 1.049%
19 8.492 946 953 955 rBVe6 8439 15049 0.48% 0.049%
20 8.540 955 961 968 rVW 353506 567032 18.08%  1.844%
21 8.616 971 974 979 rBVS 9402 13515 0.43% 0.044%
22 8.722 985 992 998 rVB5 8652 19117 0.61% 0.062%
23 9.122 1054 1060 1070 rVB 29597 51665 1.65% 0.168%
24  9.251 1072 1082 1090 rBV 261101 434370 13.85% 1.413%
25 9.439 1107 1114 1121 rBV 28264 54004 1.72% 0.176%
26 9.616 1139 1144 1149 rBvV3 18186 29244 0.93% 0.095%
27 9.786 1166 1173 1181 rBV 409405 663255 21.15% 2.157%
28 10.028 1207 1214 1220 rVBS8 9253 19654 0.63% 0.064%
29 10.151 1225 1235 1241 rBV 1298601 2091599 66.70% 6.803%
30 10.198 1241 1243 1249 rVB2 16076 22208 0.71% 0.072%
31 10.304 1252 1261 1274 rBV 261687 471107 15.02% 1.532%
32 10.728 1324 1333 1338 rBvVS8 18999 43863 1.40% 0.143%
33 10.910 1357 1364 1374 rBV 125296 241303 7.70% 0.785%
34 11.198 1408 1413 1417 rBV9 13371 24105 0.77% 0.078%
35 11.533 1464 1470 1475 rBV7 9037 14646 0.47% 0.048%
36 11.610 1478 1483 1491 rVV3 24367 41103 1.31% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On i 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc :

ALS Vvial : 32 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION
37 11.751 1503 1507 1513 rVB4 15472 23675 ©0.75% 0.077%
38 11.828 1515 1520 1526 rBV3 18540 31738 1.01% 0.103%
39 12.051 1555 1558 1564 rVB2 12349 17042 0.54% 0.055%
40 12.457 1622 1627 1633 rVBS8 11970 19378 0.62% 0.063%
41 12.539 1635 1641 1643 rBvV7 8831 15176 ©0.48% 0.049%
42 12.592 1646 1650 1654 rvV 16922 23304 0.74% 0.076%
43 12.816 1683 1688 1694 rBV8 17845 47364 1.51% 0.154%
44 12.892 1696 1701 1707 rVV2 70568 112686 3.59% 0.367%
45 12.975 1711 1715 1719 rVWW7 12429 20157 0.64% 0.066%
46 13.210 1750 1755 1760 rBVS 14066 33489 1.07% 0.109%
47 13.369 1777 1782 1786 rBV3 35541 52236 1.67% 0.170%
48 13.474 1794 1800 1807 rBV 778802 1112563 35.48% 3.619%
49 13.563 1812 1815 1818 rVv3 19827 24884 0.79% 0.081%
50 13.739 1838 1845 1850 rBV 867295 1322371 42.17% 4.301%
51 13.880 1865 1869 1874 rVB3 54401 67557 2.15% ©0.220%
52 13.957 1878 1882 1883 rBv4 19177 24155 0.77% 0.079%
53 13.986 1883 1887 1890 rvwv 94256 122800 3.92% 0.399%
54 14.051 1890 1898 1905 rVV 1863467 2715311 86.59% 8.832%
55 14.116 1905 1909 1911 rvv2 28772 44164 1.41% 0.144%
56 14.139 1911 1913 1919 rVB3 28769 47347 1.51% 0.154%
57 14.286 1931 1938 1939 rBV3 176278 225492 7.19% 0.733%
58 14.457 1960 1967 1972 rBV3 73128 154368 4.92% 0.502%
59 14.539 1979 1981 1985 rVB3 34530 41827 1.33% 0.136%
60 14.610 1990 1993 1997 rVB4 46468 56334 1.80% 0.183%
61 14.686 2003 2006 2009 rBV4 37384 44114 1.41% 0.143%
62 14.786 2019 2023 2029 rVB9 30665 50574 1.61% 0.164%
63 14.851 2029 2034 2039 rBv2 117750 182777 5.83% 0.594%
64 14.951 2047 2051 2054 rBV 99282 131289 4.19% 0.427%
65 15.057 2063 2069 2075 rBV 1203128 1686975 53.80% 5.487%
66 15.833 2195 2201 2206 rVB3 272213 504577 16.09% 1.641%
67 15.921 2211 2216 2222 rBV 541376 801903 25.57% 2.608%
68 15.980 2222 2226 2232 rVB2 459746 813655 25.95%  2.646%
69 16.045 2232 2237 2241 rBV2 453585 720976 22.99% 2.345%
70 16.086 2241 2244 2247 rVB 273992 278081 8.87% 0.904%
71 16.127 2247 2251 2255 rBV2 264366 427328 13.63% 1.390%
72 16.186 2259 2261 2265 rVB 217379 220585 7.03% 0.717%
73 16.239 2265 2270 2277 rBV3 454423 881113 28.10% 2.866%
74 16.310 2278 2282 2285 rBV 615986 802400 25.59% 2.610%
75 16.380 2291 2294 2300 rVB 371231 528820 16.86% 1.720%

76 16.810 2362 2367 2371 rBV 2201908 3135771 100.00% 10.199%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 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_M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION

77 16.851 2371 2374 2379 rVWW 567275 749604 23.90%  2.438%
78 16.910 2379 2384 2394 rVV 1301234 1936177 61.74% 6.297%

Sum of corrected areas: 30745369
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Aug 2024 06:52
: RC/JU
: P3382-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
BMo47014.D

: 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BM047014.D\data.ms

10.151

0/983.2815057101.057 4,467 5603 G5EmRHe, 7}@640 83@@%@&29 %@991'%?06‘71 40/0010.1 98 BRFA2DS51 TR

3.00 350 400 450 5.00 550 6.00 6.50 700 750 8.00 850 900 9.50 10.00 1050 lLOO 11.50 12.00 12.50
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1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM047014.D\data.ms

Time-->

0 G e T T AT T At T

13.00 13.50 1400 1450 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

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM047014.D\data.ms

Time-->

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

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_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Benzyl alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.640  11.40 ng/ul 904245 1,4-Dichlorobenzene-d4 7.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 98
2 Benzyl alcohol 108 C7H80 000100-51-6 98
3 Benzyl alcohol 108 C7H80 000100-51-6 97
4 Benzyl alcohol 108 C7H80 000100-51-6 96
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 808 (7.640 min): BM047014.D\data.ms (-798) (-) m/z 79.05 100.00%
79.0
108.1
5000
A
5‘1-0 ¥ 7.40 7.60 7.80 8.00
Ol ol L4 1650 2090 28LC .. 168,10  72.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6065: Benzyl alcohol
79.0
108.0
5000 UL L B L LN L
7.40 7.60 7.80 8.00
STO m/z 77.05 66.36%
O \]\-\9‘.9‘\\“‘H‘U\"‘U\\MHHH‘H‘\‘\‘H‘HH‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6066: Benzyl alcohol
79.0 108.0
T
7.40 7.60 7.80 8.00
5000 m/z 107.10 51.54%
39.0
0“WH‘ﬂ;MWMJN‘Mwﬁﬁ‘_H‘_H‘VH‘“‘H_‘H_‘H‘HH‘HH,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6064: Benzyl alcohol R REma e
79.0 108.0 7.40 7.60 7.80 8.00
m/z 51.05 24.98%
5000
5%0 ‘
Orerpatebe b el b e pererere e L
m/z--> 20 40 60 80 100120140160180200220240260280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 1-Phenoxypropan-2-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.910 2.31 ng/ul 241303  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
Abundance Scan 1364 (10.910 min): BM047014.D\data.ms (-1357) (- | m/z 94.00 100.00%
94.0
5000 j\\
152.1
51‘0 | o1 | 11.00
Ob et ol B2 L1910 77.00  28.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: l-Phenoxypropan -2-0
94.0
5000
1100
152.0 m/z 152.05 17.54%
45.0
sl M‘\‘ ‘ ‘1190
O\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
ey
11.00
5000 m/z 78.05 15.66%
66.0 152.0
o150 B0 10 L mso P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30123: 1-Phenoxypropan-2-o
94.0 1100
m/z 108.00  15.34%
5000
152.0
'\N M‘J\ ‘ ﬁ190 ‘
0"Hw“‘qh“‘_‘“W“‘_M‘“H“‘H“‘H““H“‘H‘ . (s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 3 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.833 3.22 ng/ul 504577  Phenanthrene-d10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Pyridinyl)piperazine 163 C9H13N3 001008-91-9 49
2 1-(Isocyanatomethyl)-4-(methylox... 163 C9HINO2 056651-60-6 47
3 Acetamide, N-(2,4-dimethylphenyl)- 163 C10H13NO 002050-43-3 46
4 Anisole, p-octyl- 220 C15H240 003307-19-5 38
5 1-Chloro-1-cyclopropyl-2-(4-meth... 226 C12H15C102 1000486-82-8 38

Abundance Scan 2201 (15.833 min): BM047014.D\data.ms (-2195) (- | m/z 121.10 100.00%
121.1

=

5000
57.1 163.1
H 85.0 ) 15,50 16.00
Obrrrrerrehedb bl bbbl 1 1921220.2 25250107 00 se.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39000: 1-(4-Pyridinyl)piperazine MJ\N\/VAJ\/\
121.0
5000 ™ ——
15.50 16.00
163.0 m/z 57.10  33.90%

O b b ‘
\\\‘\\\\‘1\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39110: 1-(Isocyanatomethyl)-4-(methyloxy)benzene
121.0

o
l
[
o
~
©
=}

‘\ \ \
15.50 16.00

5000 ITI/Z 163.10 31.22%
163.0
77.0
5]\"0\\\ h | ‘ L ‘\
Ot bttt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38673: Acetamide, N-(2,4-dimethylphenyl)- — —
121.0 15.50 16.00
m/z 71.10 29.34%
163.0
5000
43.0 77.0
3N VPR N 0 IS R - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Phenol, 2-(1,1,3,3-tetramet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.921 5.11 ng/ul 801903  Phenanthrene-di10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 86
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
Abundance Scan 2216 (15.921 min): BM047014.D\data.ms (-2211) (- | m/z 135.05 100.00%
135.1
16.00
41.1 91.1 .
: 220.2
Ol bbb 4881 220225032810 o 167 10 16.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
5000 R
16.00
m/z 136.05 10.57%
ob2zo ) 910 | 17502060
\H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
——
16.00
5000 m/z 41.10 8.03%
57.0
o270, 17 910 | 17502060 WMM
N B e Ak Aadasnasnany
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82772: Phenol, 4-(1,1,3,3-tetramethylbutyl)- ——
135.0 16.00
m/z 121.10 6.44%
5000
‘4%0‘ 91.0 20§D
O brrrprtrrfirtprrre b e e —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.980 5.19 ng/ul 813655  Phenanthrene-di10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(4-methylphenyl)- 149 C9H11INO 000103-89-9 43
2 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 38
3 2-tert-Butyl-6-methylphenol, 2-m... 220 C15H240 1000395-19-4 35
4 Phthalic acid, phenyl propyl ester 284 C17H1604 1000314-86-9 35
5 Benzene, 1-butyl-4-methoxy- 164 C11H160 018272-84-9 35
Abundance Scan 2226 (15.980 min): BM047014.D\data.ms (-2222) (- | m/z 149.05 100.00%
107.1 149.1
5000
191.1
oad ‘ ‘ 16.00
220.2 :
ol p‘uu b LT 8L de7.05 92.39%
miz-> 50 100 150 200 250
Abundance #27375: Acetamide, N-(4-methylphenyl)-
10[7.0
5000 1
149.0 16.00
430 770 m/z 121.10 61.62%
O T T T ‘\‘ i”‘ \”\ ‘Hi \‘ “‘\ T T T } T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #66104: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamin
43.0 149.0
——
16.00
5000 m/z 135.05 27.70%
120.0 191.0
80.0 ‘
bt o b 4
miz--> 50 100 150 200 250
Abundance #99268: 2-tert-Butyl-6-methylphenol, 2-methylpropyl ethe 7
149.0 16.00
m/z 191.10 26.54%
5000
41.0
‘ 105.0‘ 220.0
BRI B .  E ~a4
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 4-(7-Methyloctyl)phenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.045 4.60 ng/ul 720976  Phenanthrene-di10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 95
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
4 Hexestrol, O-methoxycarbonyl- 328 C20H2404 1000487-66-3 59
5 4-(1,1-Dimethylheptyl)phenol 220 C15H240 1000384-80-3 59
Abundance Scan 2237 (16.045 min): BM047014.D\data.ms (-2232) (- | m/z 135.05 100.00%
135.1
411 16.00 |
91.1 -
191.1220.2
O bbb e 02502280 s 167 10 37.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 — :
16.00
m/z 121.10  36.30%
41.0
L ‘ 191.0220.0
OH\‘\H\‘\H\"\‘\H“H‘\‘\‘HH“‘\H“\‘H‘H’\\H‘H‘H‘HH}\H\’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
16.00
5000 m/z 149.05 28.86%
164.0
41.0 gﬁo |
O rrrprtreret b e e et b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)- P
135.0 16.00
m/z 41.10 12.30%
o W/\/\/\A\/\/\J\AM
41.0 95.0 164.0
Y N 1 Y A S ——— S—
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.127 2.73 ng/ul 427328  Phenanthrene-d10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 93
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 64
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 43
4 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 42
5 2-Oxa-1,3-disilacyclohexane, 1,1... 236 C12H200Si2 1010308-85-9 38

Abundance Scan 2251 (16.127 min): BM047014.D\data.ms (-2247) (- m/z 221.10 100.00%
221.1

-

5000 143.1
91.1
P
510 ‘ ‘ ‘ 77.1 16.00 16.50
o‘_uupmuwu$_mwﬂuhJNWM‘nW‘MJmeH‘HA?§%E‘?§5§ m/z 143.05  40.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118912: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0
5000 = -
16.00 16.50
910 1430 m/z 91.10  27.44%
S0 e |
0\‘\WH“‘\\‘\\“\‘\\}“\\‘\\‘H‘\‘\\‘\"\‘\‘\\’w\\\“ \‘\\\h‘\\‘h\‘H\H\H‘\H\“H\\‘H\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118914: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0
—— —
16.00 16.50
5000 m/z 128.00 22.57%

o

143.0
91.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #118915: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen — —
221.0 16.00 16.50

m/z 222.20  18.03%

5000
143.0
91.0 ‘
ol..4L0 ﬂ [ 191.0 ‘ ‘

\‘\\H‘\H\‘H\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HH f T ]

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 8 unknown-03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.239 5.62 ng/ul 881113  Phenanthrene-di10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(2-methylphenyl)- 149 C9H11INO 000120-66-1 46
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 46
3 Phenol, 4-(2-methylpropyl)- 150 C1@H140 004167-74-2 42
4 3,4-Methylenedioxypropiophenone 178 C10H1003 028281-49-4 35
5 Phthalic acid, 5-methylhex-2-yl ... 292 C17H2404 1000371-09-3 35
Abundance Scan 2270 (16.239 min): BM047014.D\data.ms (-2265) (- | m/z 149.05 100.00%
149.1
107.1
5000
= =
55.1 238.2 16.00 16.50
obdbu b A | | 1981 2382 355 167 16 84.06%
m/z--> 50 100 150 200 250 300 350
Abundance #27374: Acetamide, N-(2-methylphenyl)-
107.0
5000 —r— —_—
149.0 16.00 16.50
43.0 m/z 121.10  46.81%
O\\\‘\‘h\‘\‘“\” “\\\\i\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0
—— —
16.00 16.50
5000 ITI/Z 177.10 12.87%
149.0
43.0
obrrtbpi b A 4
m/z--> 50 100 150 200 250 300 350
Abundance #27501: Phenol, 4-(2-methylpropyl)- — —
107.0 16.00 16.50
m/z 55.10 12.34%
5000 NW
390 15‘0.0
O O O SN
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.310 5.12 ng/ul 802400  Phenanthrene-di10 16.810
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-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78

Abundance Scan 2282 (16.310 min): BM047014.D\data.ms (-2278) ({ | m/z 135.85 100.00%

135.1
5000
TR —r
41.1 95.1 , 16.00 16.50
Ob et b 1711 220.1250.1 2830 /7 197 10 18.08%
miz--> 50 100 150 200 250
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000

— ‘ ‘
16.00 16.50
m/z 136.00  10.29%

57.0
270, °17 90| | 17502060
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #82771: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0

“
16.00 16.50

o

5000 m/z 41.10 8.23%
41‘~° 91.0 206.0
b b e b
m/z--> 50 100 150 200 250
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)- — ——
135.0 16.00 16.50
m/z 95.10 5.01%
5000 WW
57.0
oL2r0 " 910/ | 1750206.0
et P P
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On : 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1@ Tricyclo[4.3.1.1(3,8)]undec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.380 3.37 ng/ul 528820 Phenanthrene-d10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.3.1.1(3,8)]undecane-3... 208 C13H2002 031061-61-7 59
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 58
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 53
4 2-tert-Butyl-6-methylphenol, n-p... 234 C16H260 1000395-18-9 47
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 43
Abundance Scan 2294 (16.380 min): BM047014.D\data.ms (-2291) (- | m/z 149.05 100.00%
149.1
107.1
5000
— =
55"-1 16.00 16.50
ol b b ud Ll | 1801 227.2260.1 m/z 107.10  53.73%
miz--> 50 100 150 200 250
Abundance #85149: Tricyclo[4.3.1.1(3,8)Jundecane-3-carboxylic acid
149.0
5000 — —
16.00 16.50
93.0 m/z 135.05 34.44%
450,y || =80
O-—— ‘im““”\””“i‘hi”‘\”““”\ il “ LI "\ L B B B B
miz--> 50 100 150 200 250
Abundance #27379: Acetamide, N-(3-methylphenyl)-
107.0
S —F==
16.00 16.50
5000 149.0 m/Z 55.10 13.69%
43.0
77.0 W
ob——bp e by
m/iz--> 50 100 150 200 250
Abundance #27370: Acetamide, N-(3-methylphenyl)- “ —
107.0 16.00 16.50
m/z 150.05 11.45%
5000
149.0
430 77.0
(O ‘\MWN‘M Jp“ i T — —
m/z--> 50 100 150 200 250 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@47014.D

Acqg On . 06 Aug 2024 06:52
Operator : RC/JU

Sample : P3382-01

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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|
Benzyl alcohol 7.640 11.4 ng/ul 904245 1 7.393 1587060 20.0
1-Phenoxypropan... 10.910 2.3 ng/ul 241303 2 10.151 2091600 20.0
unknown-01 15.833 3.2 ng/ul 504577 4 16.810 3135770 20.0
Phenol, 2-(1,1,... 15.921 5.1 ng/ul 801903 4 16.810 3135770 20.0
unknown-02 15.980 5.2 ng/ul 813655 4 16.810 3135770 20.0
4-(7-Methylocty... 16.045 4.6 ng/ul 720976 4 16.810 3135770 20.0
1H-Indene, 2,3-... 16.127 2.7 ng/ul 427328 4 16.810 3135770 20.0
unknown-03 16.239 5.6 ng/ul 881113 4 16.810 3135770 20.0
Phenol, 4-(1,1,... 16.310 5.1 ng/ul 802400 4 16.810 3135770 20.0
Tricyclo[4.3.1.... 16.380 3.4 ng/ul 528820 4 16.810 3135770 20.0
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