LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM048021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc :

ALS Vvial : 12 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-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48021.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.046 6 10 33 rVB 7629374 11844751 100.00% 26.685%
2 3.240 40 43 48 rVB 20380 27270 0.23% 0.061%
3  3.669 113 116 123 rVB2 21064 30136 ©0.25% 0.068%
4 3,757 128 131 136 rVB2 24767 30319 0.26% ©0.068%
5 3.981 165 169 173 rVB 16734 21420 0.18% 0.048%
6 4.228 207 211 216 rBV5 24475 37818 0.32% 0.085%
7 4.434 242 246 248 rVB2 10162 12565 0.11% 0.028%
8 4.510 253 259 269 rVB 463448 677246 5.72% 1.526%
9 4.781 301 305 309 rVvB3 14766 21632 0.18% 0.049%
106 4.904 320 326 336 rVB2 88858 154431 1.30% 0.348%
11 5.681 455 458 461 rBV5 11668 16984 0.14% 0.038%
12 5.728 461 466 472 rVB2 46795 74847 0.63% 0.169%
13 5.834 479 484 490 rVB7 10626 18857 0.16% 0.042%
14 6.045 512 520 529 rBv4 31821 70945 0.60% 0.160%
15 6.410 576 582 593 rBV 472975 773857 6.53% 1.743%
16 6.957 666 675 686 rBV 263046 468261 3.95% 1.055%
17 7.11@ 695 701 713 rBV 229263 381215 3.22% 0.859%
18 7.316 730 736 746 rVB 302970 489230 4.13% 1.102%
19 7.498 762 767 773 rBV9 7005 16453 0.14% 0.037%
20 7.781 808 815 824 rBV 775908 1247796 10.53% 2.811%
21 7.851 825 827 832 rVB6 8796 12635 0.11% 0.028%
22 7.957 840 845 851 rvVvB2 28987 50249 0.42% 0.113%
23 8.039 852 859 862 rBv4 22105 40529 0.34% 0.091%
24 8.098 863 869 876 rVW 282291 467164 3.94% 1.052%
25 8.151 876 878 883 rVB6 12645 14150 0.12% 0.032%
26 8.492 927 936 944 rBvV 273084 495407 4.18% 1.116%
27 8.551 944 946 951 rVWW5 19020 33598 0.28% 0.076%
28 8.604 951 955 963 rVB2 28617 54202 0.46% 0.122%
29 8.763 979 982 988 rVB6 8166 14893 0.13% 0.034%
30 8.934 1005 1011 1022 rBV 248565 450908 3.81% 1.016%
31 9.028 1022 1027 1031 rVV2 38534 65856 ©.56% 0.148%
32 9.069 1031 1034 1039 rVB6 17143 28021 0.24% 0.063%
33  9.369 1080 1085 1090 rBV2 13673 21757 0.18% 0.049%
34 9.657 1127 1134 1147 rBV 197245 350158 2.96% 0.789%
35 10.198 1217 1226 1232 rBV 314152 585182 4.94%  1.318%
36 10.251 1233 1235 1243 rVB 52542 73562 0.62% 0.166%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM048021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc :

ALS Vvial : 12 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-BM092724.MA.M
Title : SVOA CALIBRATION
37 10.439 1262 1267 1272 rVB6 10630 20065 0.17% 0.045%
38 10.575 1282 1290 1304 rBV 1018429 1754296 14.81%  3.952%
39 10.710 1304 1313 1330 rBV 169332 383510 3.24% 0.864%
40 11.028 1362 1367 1376 rBV2 41831 77837 0.66% 0.175%
41 11.392 1421 1429 1435 rBV9 8418 19226 0.16% 0.043%
42 12.533 1619 1623 1631 rVB2 20837 33265 0.28% 0.075%
43 12.633 1636 1640 1643 rVV3 9294 14243 0.12% 0.032%
44 13.827 1834 1843 1853 rBV 541495 812186 6.86% 1.830%
45 14.110 1882 1891 1906 rBV 693078 1072424 9.05% 2.416%
46 14.416 1935 1943 1951 rBV 1448119 2235756 18.88% 5.037%
47 14.480 1951 1954 1959 rVV3 14449 22478 0.19% 0.051%
48 14.627 1973 1979 1991 rBV 100256 264289 2.23% 0.595%
49 14.827 2008 2013 2014 rBV5 8507 12382 0.10% 0.028%
50 15.163 2065 2070 2074 rBV3 17881 26890 0.23% 0.061%
51 15.210 2074 2078 2085 rVB5 15555 25735 0.22% 0.058%
52 15.410 2105 2112 2118 rBV 871420 1319255 11.14% 2.972%
53 15.463 2119 2121 2127 rVB 16486 22076 0.19% 0.050%
54 15.527 2127 2132 2141 rBV 100717 161683 1.37% 0.364%
55 15.674 2151 2157 2161 rVB6 10333 19464 0.16% 0.044%
56 15.774 2167 2174 2180 rBV 208050 309991 2.62% 0.698%
57 16.068 2219 2224 2231 rBV2 39657 62524 0.53% 0.141%
58 16.133 2231 2235 2241 rVB7 10661 18529 0.16% 0.042%
59 16.815 2346 2351 2353 rBV5 12042 19876 0.17% 0.045%
60 16.851 2353 2357 2365 rVB8 25929 47488 0.40% 0.107%
61 16.980 2376 2379 2385 rVB2 14430 20063 0.17% 0.045%
62 17.157 2402 2409 2413 rBV 1833081 2660347 22.46% 5.993%
63 17.198 2413 2416 2420 rW 230421 319578 2.70% 0.720%
64 17.257 2420 2426 2437 rVB 964836 1499233 12.66% 3.378%
65 17.562 2476 2478 2482 rVB 12878 14426 0.12% 0.032%
66 18.051 2554 2561 2576 rBV2 277344 590511 4.99% 1.330%
67 18.227 2587 2591 2595 rBV2 42435 65054 ©.55% 0.147%
68 18.533 2640 2643 2646 rBV 19266 23917 0.20% 0.054%
69 18.574 2647 2650 2655 rVB3 25898 35974 0.30% 0.081%
70 19.209 2753 2758 2764 rVB 512451 681779 5.76% 1.536%
71 19.327 2774 2778 2789 rBV2 128046 243934  2.06%  0.550%
72 19.545 2809 2815 2818 rBV 1265834 1860572 15.71% 4.192%
73 20.468 2969 2972 2975 rVB 74825 76438 0.65% 0.172%
74 21.062 3069 3073 3080 rVB4 234225 361455 3.05% 0.814%
75 21.380 3121 3127 3132 rBV 2180440 3358954 28.36% 7.567%

76 24.162 3594 3600 3608 rVB 475002 1048281 8.85%  2.362%

SFAM-EPA-BM092724.MA.M Mon Oct 14 04:40:21 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS Vvial : 12 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-BM@92724.MA.M
Title : SVOA CALIBRATION
77 24.368 3628 3635 3649 rVB 1358035 3597718 30.37%  8.105%

Sum of corrected areas: 44388006
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance 0 TIC: BM048021.D\data.ms
46

7000000
6000000
5000000
4000000
3000000

2000000

1000000 7.781 10575
4.510 6.410

: 16
| 8:240 3B68REL22BEH F04 geBoss | & %5%1% 4987%%%%% 369557 0@3@4@7&% 0281.392 125833

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM048021.D\data.ms

7000000
6000000
5000000
4000000
3000000 21.380

2000000 17.157
14.416 19.545

17.257
1000000 13654110 15.410 19.209

21.062
U osmvommbiTiton st o Frmsm 195212040

L e R e L = e e

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: BM048021.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000 24.368

24.16
1000000

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_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Cyclobutane, ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.046 189.85 ng/ul 11844800 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
2 Cyclohexene 82 C6H10 000110-83-8 93
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 87
Abundance  Scan 10 (3.046 min): BM048021.D\data.ms (-6) (-) m/z 67.10 100.00%
67.1
5000
380 3.103.203.303.403.50
0 L1050 1391 1782 2171 2671 m/z 54.10  71.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1385: Cyclobutane, ethenyl-
67.0
5000
3.103.203.303.403.50
m/z 82.10 41.77%
27.0‘
\H‘\‘{\\‘}‘\\‘h“\’”\\M"‘\\H‘HH‘H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1359: Cyclohexene
67.0
3.103.203.303.403.50
5000 m/z 39.10 32.31%
27.0
‘HWMwNMMMWHH_HWHH_HWHH“HWHH_HWHH_Hw‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1358: Cyclohexene R AREEEE R
67.0 3.103.203.303.403.50
m/z 41.10  28.82%
5000
27.0‘
H‘_anNMM%JW‘H_‘H_‘H‘HH‘HH,HH,H‘WH‘WH‘wu‘w“ AR
m/z--> 20 40 60 80 100120140160180200220240260280 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.904 2.48 ng/ul 154431 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 35
5 3-Hexanol 102 C6H140 000623-37-0 33
Abundance Scan 326 (4.904 min): BM048021.D\data.ms (-320) (-) m/z 43.10 100.00%
43.1
5000
73.0 i\
1011 LI L A L L I B
‘ ‘ 0 2071 4.60 4.80 5.00 5.20
e 2470 207, 59.05  50.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B LR R L R
4.60 4.80 5.00 5.20
101.0 m/z 73.05 37.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
e S RREEE A A
4.60 4.80 5.00 5.20
5000 m/z 101.10 17 .80%
15.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- T amm e A RRAS
43.0 4.60 4.80 5.00 5.20
m/z 58.10 15.13%
5000
‘ 101.0
SN P .71 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 2-Cyclohexen-1-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.410 12.40 ng/ul 773857 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 47
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 12
Abundance Scan 582 (6.410 min): BM048021.D\data.ms (-576) (-) m/z 68.10 100.00%

68.1
5000
39.0 %81

6‘006‘206‘406%06.‘80
bt b 880 2071 /7 96.10  29.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3153: 2-Cyclohexen-1-one /\
68.0
5000 DA RABAR AR RARRE A
96.0 6.00 6.20 6.40 6.60 6.80
40.0 m/z 39.05 22.87%
180”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3151: 2-Cyclohexen-1-one
68.0
6‘006‘206‘406’606‘80
5000 m/z 40.05 17.48%
39.0 96.0
M;v mWANMNVAMJ\WJWWW\AM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3152: 2-Cyclohexen-1-one R ER
68.0 6.00 6.20 6.40 6.60 6.80

m/z 42.05 9.13%

5000
96.0
40.0
HH i i

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 2-Chlorocyclohexanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.098 7.49 ng/ul 467164  1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 94
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 87
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 64
Abundance Scan 869 (8.098 min): BM048021.D\data.ms (-863) (-) m/z 57.05 100.00%
57.0
5000
80.0
AP
7.80 8.00 8.20 8.40
134 1
S W L T }9‘?9 e L0 m/z se.e5  28.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 UL L B R B B
80.0 7.80 8.00 8.20 8.40
m/z 81.10 18.16%
290 ‘ 1060 1340
\\\‘\U‘\\‘iH\\‘\H‘\“‘\“\hu\H“\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17288: 2-Chlorocyclohexano
57.0
o PR TR
7.80 8.00 8.20 8.40
5000 m/z 41.10 16.31%
80.0
29.0 ‘ 134.0
A e BE0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17287: 2-Chlorocyclohexanol ARG S
57.0 7.80 8.00 8.20 8.40
m/z 44.05 16.31%
5000
80.0
29.0
140
“‘_LM‘,HNW‘mW“‘m‘u"H“‘m““w“‘w““_“‘ R ARARES
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53

Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 6 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.774 2.77 ng/ul 309991 Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Azobenzene 182 C12H1ON2 000103-33-3 64

Abundance Scan 2174 (15.774 min): BM048021.D\data.ms (-2167) (- | m/z 105.05 100.00%
105.1
i 182.1
5000
51.0
1550 1600
e 1272292 | 2080 7 10 63.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 15.50 16.00
510 m/z 182.10  58.45%
210 | | | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0 15 50 16 00
5000 ITI z 51.05 23.70%
51.0
2T b 22703520
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0 1550 1600
m/z 181.10 9.20%
77.0 182.0
5000
51.0
SOV N SO [ 1 o s NND NNNUON B Y L I VY
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

SFAM-EPA-BM@92724.MA.M Mon Oct 14 04:40:26 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM@48021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

VOA CALIBRATION

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
. S

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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.051 4.44 ng/ul 590511 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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2561 (18.051 min): BM048021.D\data.ms (-2554) (- m/z 73.10 100.00%
5000 1290 MvNMMWﬁMA\%WMMAMM
213.2 e :
391 | ‘17‘1-1 ‘ 256.3 18.00
0 M Lp Ll 3400 66,10 86.85%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
1710 213.0 256.0 m/z 43.10 83.57%
‘ﬁ‘h‘P‘\““‘\w \‘ ‘ ‘\ \‘ \‘\ " \“\‘\ T “‘\ LI ‘ L
miz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
T :
129.0 256.0 18.00
m/z 57.10 71.99%
5000 213.0
29.0 ‘ ‘ ‘171'0
" Hh“\ \\“\H‘u\‘\l \‘w‘\‘ L “‘ ‘\‘\" ‘\‘ “ . “‘ T
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid T ‘
43.0 18.00
m/z 55.10 71.47%
5000 256.0
129.0
33.0
‘ 171.0
“Hh“w “‘H‘\‘H} l ‘ “ “ “‘m’ - \‘ . “‘ T ; I .
m/z--> 50 100 150 200 250 300 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM101124\

BM048021.D

: 11 Oct 2024 21:53
: RC/JU
: P4239-19

12

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.062 2.15 ng/ul 361455 Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 87
2 Cyclohexadecane 224 C16H32 000295-65-8 87
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 74
5 1-Eicosene 280 C20H40 003452-07-1 70

Abundance Scan 3073 (21.062 min): BM048021.D\data.ms (-3069) (- | m/z 57.10 100.00%
57.1

5000

%

226.1
111.2
163.1 21.00
ol LAk sl b 22513371 4082 460 0 4310 83.27%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #173727: 1-Eicosene
43.0
97.0
5000 —— ‘
21.00
280.0 m/z 55.10 61.68%
\\‘\ J!'!}]-ITIIT.l
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.
—— ‘
21.00
5000 ITI/Z 71.10 61.15%
11.0
||| gero 2280
HHWJ ku‘mm N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)- —
53.0 21.00
m/z 83.10 57.16%
5000
11.0
M | ’M\AG?O 223.0 280.0
e ] I L B e e R ——
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101124\
Data File : BM048021.D

Acqg On : 11 Oct 2024 21:53
Operator : RC/JU

Sample : P4239-19

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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|
Cyclobutane, et... 3.046 189.8 ng/ul 11844800 1 7.781 1247800 20.0
2-Pentanone, 4-... 4.904 2.5 ng/ul 154431 1 7.781 1247800 20.0
2-Cyclohexen-1-one 6.410 12.4 ng/ul 773857 1 7.781 1247800 20.0
2-Chlorocyclohe... 8.098 7.5 ng/ul 467164 1 7.781 1247800 20.0
Benzophenone 15.774 2.8 ng/ul 309991 3 14.416 2235760 20.0
n-Hexadecanoic ... 18.051 4.4 ng/ul 590511 4 17.157 2660350 20.0
(DEL) Alkane: S... 21.062 2.1 ng/ul 361455 5 21.380 3358950 20.0
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