LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc :

ALS Vvial : 15 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-BP071223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16332.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.281 12 16 21 rvB3 11507 17082 0.76% 0.073%
2 3.746 93 95 107 rBvV 79019 183191 8.16% 0.780%
3 4.040 141 145 149 rBV 20224 29796 1.33% 0.127%
4 4,258 178 182 183 rBV3 18359 22899 1.02% 0.097%
5 4.581 234 237 243 rVB6 6744 8619 ©.38% 0.037%
6 5.152 333 334 338 rVB4 2068 2383 0.11% 0.010%
7 5.193 338 341 342 rBV3 2813 2403 0.11% 0.010%
8 5.3065 358 360 362 rBV3 2186 2695 0.12% 0.011%
9 5.363 366 370 373 rVB5 5331 7880 0.35% 0.034%
10 5.822 438 448 459 rBV2 133606 335634 14.95%  1.429%
11 5.910 460 463 469 rVB3 12095 26812 1.19% 0.114%
12 6.187 505 510 521 rVB 32657 58392 2.60% 0.249%
13 6.581 571 577 598 rBV 213775 614702 27.38% 2.617%
14 7.005 648 649 654 rBVS 2562 2727 0.12% 0.012%
15 7.193 674 681 695 rBV3 66955 284311 12.67% 1.210%
16 7.365 695 700 710 rVWVW 66884 158432 7.06% 0.674%
17 7.51@ 729 735 755 rBV2 112649 316519 14.10%  1.348%
18 7.957 803 811 828 rBV2 134970 453131 20.19% 1.929%
19 8.199 843 852 857 rBV2 11866 33603 1.50% 0.143%
20 8.263 857 863 875 rBV 231439 505255 22.51% 2.151%
21 8.669 929 932 935 rBVS 2322 3249 0.14% 0.014%
22 8.763 942 948 949 rBV 48946 73769 3.29% 0.314%
23 9.057 994 998 1008 rVB 2942 7732 0.34% 0.033%
24  9.193 1015 1021 1035 rBvV2 84798 312237 13.91% 1.329%
25 9.934 1137 1147 1148 rBV 55188 93507 4.17% ©.398%
26 10.287 1204 1207 1209 rVB4 2598 2529 0.11% 011%
27 10.487 1234 1241 1242 rBV6 4185 6862 0.31% 029%

28 10.546 1243 1251 1273 rVV3 70302 397617 17.71%

OWwWERrOoOOo
o))
Xo]
w
R

29 10.787 1284 1292 1313 rVB 231202 718234 32.00% 058%
30 11.069 1330 1340 1353 rBv4 32144 157387 7.01% 670%
31 11.428 1400 1401 1406 rVB5 3366 3576 ©.16% 0.015%
32 11.504 1412 1414 1418 rVB5 2190 2935 0.13% 0.012%
33 12.081 1507 1512 1518 rBV10 2564 6509 ©0.29% 0.028%
34 12.140 1520 1522 1526 rVB5 1948 2572 0.11% 0.011%
35 12.181 1526 1529 1532 rBV5 1990 2589 0.12% 0.011%
36 12.269 1538 1544 1546 rBV7 1322 2549 0.11% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc :

ALS Vvial : 15 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-BP071223.MA.M
Title : SVOA CALIBRATION
37 12.328 1548 1554 1555 rVB6 1539 2851 0.13% 0.012%
38 12.381 1560 1563 1567 rBV5 1951 2984 0.13% 0.013%
39 12.463 1572 1577 1580 rVV6 4689 8539 0.38% 0.036%
40 12.751 1619 1626 1628 rBVS8 3704 5517 0.25% 0.023%
41 12.816 1630 1637 1639 rBV3 10418 18886 0.84% ©0.080%
42 12.845 1640 1642 1649 rVB3 9696 17110 0.76% 0.073%
43 13.057 1675 1678 1681 rVB5 1849 2965 0.13% 0.013%
44 13.492 1746 1752 1759 rBV3 10387 22579 1.01% 0.096%
45 13.898 1816 1821 1824 rVB7 1643 2529 0.11% 0.011%

46 14.039 1838 1845 1869 rBV 348606 926036 41.25% .942%
47 14.304 1883 1890 1906 rBv2 483153 980183 43.67% 4.173%
48 14.445 1911 1914 1923 rVB1o 7147 17149 0.76% 0.073%
49 14.610 1935 1942 1955 rBV 629577 1123024 50.03% 4.781%
50 15.063 2008 2019 2029 rBV8 32979 164386 7.32% ©.700%

w

51 15.404 2076 2077 2083 rBV5 3383 4314 0.19% ©0.018%
52 15.622 2107 2114 2137 rBV2 554076 1368941 60.99% 5.828%
53 15.851 2146 2153 2173 rBV5 54039 259202 11.55% 1.104%
54 16.004 2174 2179 2192 rVB 87997 173356  7.72% ©.738%
55 16.498 2259 2263 2264 rBV4 3098 3906 0.17% 0.017%
56 16.551 2268 2272 2279 rVB10 6066 10123 0.45% 0.043%
57 16.704 2297 2298 2301 rVB3 3445 2386 0.11% 0.010%
58 16.792 2307 2313 2315 rBV7 4488 8068 0.36% 0.034%
59 16.922 2330 2335 2341 rBV7 9090 20972 ©0.93% 0.089%
60 17.075 2356 2361 2375 rBV7 29044 88410 3.94% 0.376%
61 17.257 2388 2392 2397 rVB7 8642 11811 0.53% .050%

0

62 17.375 2405 2412 2424 rBV 892014 1506119 67.10% 6.412%
63 17.480 2424 2430 2450 rVB2 598345 1373987 61.21% 5.850%
64 18.080 2529 2532 2535 rBV5 8355 13575 0.60% ©0.058%
1

65 18.227 2552 2557 2567 rBv2 218157 406080 18.09% .729%
66 18.439 2590 2593 2594 rBV3 6113 6315 ©0.28% 0.027%
67 19.286 2734 2737 2740 rBv4 17286 23257 1.04% ©0.099%
68 19.316 2740 2742 2744 rVV2 16580 17875 ©.80% 0.076%
69 19.363 2748 2750 2753 rVW 24210 32719 1.46% 0.139%
70 19.398 2753 2756 2761 rVB 38809 53892 2.40% 0.229%
71 19.451 2761 2765 2776 rBV 159122 284356 12.67% 1.211%
72 19.710 2803 2809 2823 rBV 1220815 2205244 98.24%  9.388%
73 20.174 2886 2888 2892 rVB3 30278 30266 1.35% ©.129%
74 20.657 2968 2970 2973 rBV2 39446 39361 1.75% ©.168%
75 21.063 3036 3039 3045 rBv4 154376 252225 11.24% 1.074%
76 21.110 3045 3047 3050 rVV 75931 70518 3.14% 0.300%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS Vvial : 15 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-BP071223.MA.M
Title : SVOA CALIBRATION

77 21.474 3104 3109 3120 rBV 1073103 2101866 93.64%  8.948%
78 22.016 3198 3201 3206 rVB 164709 200352 8.93% 0.853%
79 23.086 3380 3383 3393 rVB 212166 331291 14.76%  1.410%
80 23.792 3497 3503 3523 rVB2 902360 2244680 100.00%  9.556%

81 23.957 3525 3531 3550 rVB 793996 2188378 97.49% 9.317%

Sum of corrected areas: 23488902
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Jul 2023 19:54
: MA/JU
: 03472-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
BP016332.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

Quant Title

TIC Library
TIC Integra

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BP016332.D\data.ms

6.581 8.263 10.787

5.822 7.957
3.746 7.1@35510 9.193 9.934 10.546

281 | 40402584581  smmmes 5910187 || 700 8199 s%d8%osr > Moasmer | 1109 1ug04

I

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP016332.D\data.ms
19.710

17.375

14.610 17.480
15.622
14.304

14.039

20.174

04
555
057 13.49213.8 445, 15.0635 40 n%aggggggggg 18.08(18.439

0

Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BP016332.D\data.ms

21.474 23.792
23.957

23.086
22.016

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 2-Cyclohexen-1-o0l Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.822 14.81 ng/ul 335634 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 95
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 87
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 52
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50
Abundance Scan 448 (5.822 min): BP016332.D\data.ms (-438) (-) m/z 70.00 100.00%

70.0
5000

T T T
5.40 5.60 5.80 6.00 6.20

_H‘,‘U 14712078 28293019 4290 5095 s gn 05 46.8%%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #3579: 2-Cyclohexen-1-0
70.0

5000 e Rmiee SRESUSSS
5.40 5.60 5.80 6.00 6.20

m/z 39.00 34.77%

lz}rl‘\“‘llJ”l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3586: 2-Cyclohexen-1-0
70.0

5.40 5.60 5.80 6.00 6.20

o

o

5000 m/z 69.00 34.03%
o¢“u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3585: 2-Cyclohexen-1-ol T T R
70.0 5.40 5.60 5.80 6.00 6.20

m/z 54.95 33.19%

“Mm} ‘ JL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20

o

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:32:32 2023 Page: 5



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Library Search Compound Report

BP016332.D

19
: MA/
: 03472-18

. 15

Jul 2023 19:54
Ju

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Cyclohexene, 3-chloro- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.187 2.58 ng/ul 58392 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 94
2 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 59
3 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 53
4 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 47
5 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 47

Abundance Scan 510 (6.187 min): BP016332.D\data.ms (-505) (-) m/z 81.05 100.00%

81.0

-

5000
207.0 5.80 6.00 6.20 6.40 6.60
O.H}u. | 11487 | 2669  8552414.9476.7 549. 1/, 78.95 54.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 B R NN B I
5.80 6.00 6.20 6.40 6.60
\ m/z 80.00 35.53%
0‘\\\‘1“!‘\\“\ h‘\“\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #9428: Cyclohexene, 3-chloro-
81.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 39.00 25.66%
L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ,vj\funwmyA_A

5.80 6.00 6.20 6.40 6.60
m/z 53.00 24.56%

Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)-
81.0

5000

Ll

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

5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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-Cyclohexen-1-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.581 27.13 ng/ul 614702 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 94
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 62
5 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 53
Abundance Scan 577 (6.581 min): BP016332.D\data.ms (-571) (-) m/z 68.00 100.00%

68.0
5000

‘ 6.20 6.40 6.60 6.80 7.00
131.1192.9 269.1 354.9416.7 4995 g
i 13111929 2091 95493107 4> m/z 39.e0  28.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3150: 2-Cyclohexen-1-one
68.0

5000 /e e
6.20 6.40 6.60 6.80 7.00

m/z 95.95 25.64%

1\\'1\“1 ‘
‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one
68.0

6.20 6.40 6.60 6.80 7.00

o

o

5000 m/z 39.95 19.67%
o‘“MLHH““‘H,“"W““‘H““‘w““‘u““‘u““‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3153: 2-Cyclohexen-1-one T
68.0 6.20 6.40 6.60 6.80 7.00

m/z 41.95 9.61%

h A

R A ot et
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550  6.20 6.40 6.60 6.80 7.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071923\

Data File : BP@16332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 4 2-Chlorocyclohexanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.263  22.30 ng/ul 505255 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 93
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 81
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 58
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 52
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 863 (8.263 min): BP016332.D\data.ms (-857) (-) m/z 57.00 100.00%

57.0
5000

SN =S
m " L340 8.00 8.20 8.40 8.60
‘H‘J‘n*!"«“‘HH_“2‘?7‘9“2“‘39‘?‘3“‘9‘?” 4297 5193 /7 79.95  26.52%

\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexano
57.0

5000 N R
8.00 8.20 8.40 8.60

m/z 41.00 19.60%

134.0
”de‘u\hﬂ’ll’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexano

57.0

8.00 8.20 8.40 8.60
5000 m/z 43.95 19.26%

134.0
mﬂmm’m,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17287: 2-Chlorocyclohexanol A RAREEEE R
57.0 8.00 8.20 8.40 8.60

m/z 80.95 18.91%

5000 /\\
| M i ) 1340

e “‘_“w“‘w“u“w‘
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.004 2.30 ng/ul 173356  Phenanthrene-di10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2179 (16.004 min): BP016332.D\data.ms (-2174) (- | m/z 104.95 100.00%
105.0
182.1
5000
38 1600
Ofroer bk b g A 2668324.9 43014944 sz 77.00  81.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 \
182.0 1600
m/z 182.10 52.21%
27‘0 i " \
0\\‘\1[‘[\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0 16.00
5000 ' m/z 51.00 34.61%
ow“Hmw"g-"J‘,‘H‘_H‘_‘HWWH,W,W_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0 1600
m/z 50.00 11.18%
182.0
5000
0270‘ | |
B e R L R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.227 5.39 ng/ul 406080  Phenanthrene-d10 17.375
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 92
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2557 (18.227 min): BP016332.D\data.ms (-2552) (- m/z 73.00 100.00%

73.0
5000
2131 T T
“H 1429 18.00 18.50
ol IS s_u‘uw 283.8342.8 43134904549 n/z 42.95 84.85%
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 T
18.00 18.50
“ 213.0 m/z 60.00 84.44%
O‘\\\ ‘H \1\";““}\\ Lr!\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143508: n-Hexadecanoic acid
420 256.0
—T— ==
18.00 18.50
5000 ITI/Z 55.00 72.08%
129.0
ANl
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 57.00 66.62%

5000 256.0 Mdkwwﬂﬂkvﬂk%nwdkMWMv
129.0
oL L, [ aso S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\
Data File : BP@
Acqg On : 19
Operator : MA/

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP071923\
16332.D

Jul 2023 19:54

Ju

Sample : 03472-18

Misc
ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 7 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.451 2.71 ng/ul 284356  Chrysene-di2 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2765 (19.451 min): BP016332.D\data.ms (-2761) (-

3

m/z 73.00 100.00%

-

5000
} 241.2 0’5o
171 19.5
- ,u" ! “‘ bl H\u A {‘u 3419 4291 8040 - nm/z 43.00  91.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
’ M‘ 1850  284.0 m/z 60.00 71.12%
O‘\\\U" ‘1'\'[“%“!“1\‘\!\\%\\\r‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

Abundance #179093: Octadecanoic acid
73.0
19.50
5000 284.0 m/z 57.00  68.64%
185.0
oh ,“ ‘Mm\“\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid —
43.0 19.50
m/z 55.00 64.59%
5000 129.0
284.0
o Ml 2 | -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.063 2.40 ng/ul 252225  Chrysene-di2 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(4'-Chlorobiphenyl-4-yl)furan-... 311 C18H14CINO2 1000510-86-1 38
2 1,4-DIMETHYL-CYCLOHEXA-1,3-DIENE 108 C8H12 026120-52-5 38
3 (1R,4aS,8aR)-1,4a-Dimethyl-7-(pr... 204 C15H24 194607-93-7 38
4 1,7,7-Trimethylbicyclo[2.2.1]hep... 152 C10H160 1000190-98-1 35
5 4-[4-[(2-Hydroxybenzoyl)amino]an... 326 C17H14N205 1000272-26-6 30

Abundance Scan 3039 (21.063 min): BP016332.D\data.ms (-3036) (- m/z 108.00 100.00%
108.0

5000
41.0

-

‘ 2042 3113 100
Li \”.\“m N“im.h. JH | \“ o L N ‘ \ | 415.7475.0 549. m/z 95..99 81.74%

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

Abundance #212981: N-(4'-Chlorobiphenyl-4-yl)furan-2-carboxamide
95.0

o

=

5000 LN
21.00
311.0 m/z 93.00 58.66%

1538.0 216.0 ‘
0 28p L | AF Ll
T \\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6184: 1,4-DIMETHYL-CYCLOHEXA-1,3-DIENE
93.0

=

T
21.00
5000 m/z 91.00 35.78%

Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80439: (1R,4aS,8aR)-1,4a-Dimethyl-7-(prop-1-en-2-yl)-1 T

108.0 21.00
m/z 105.00 31.21%

o

-

5000
41.0 204.0

”JM\(“MI

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

e

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.086 3.03 ng/ul 331291  Perylene-d12 23.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetracosane 338 (C24H50 000646-31-1 93
3 Tetracosane 338 C24H50 000646-31-1 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 3383 (23.086 min): BP016332.D\data.ms (-3380) (| | m/z 57.00 100.00%
57.0
" ANV«JNMJ\JﬂwwM&MMN
T \
} ||| p4L0 23.00
ol ALLLLEAED. 22212849 357.0415.947505342 0 71 60 69.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 —— ‘
23.00
m/z 43.00 66.22%
’ 197.0 282.0
O\“\\‘\\\\I‘\\\f‘\T\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
N \
23.00
5000 m/z 85.10 50.90%
o LLILIFTS, 2570 2670 3380
\H‘\H\‘H\\_\\\uwm‘\H\‘H\\_\\w\\u‘\u\‘u\\_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane —
57.0 23.00
m/z 55.00 27.25%
- ‘\M\JL\M‘\
[ || 1770 197.0 28103380
O b o e e o e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016332.D

Acqg On : 19 Jul 2023 19:54
Operator : MA/JU

Sample : 03472-18

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@71223.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Cyclohexen-1-0l 5.822 14.8 ng/ul 335634 1 7.957 453131 20.0
Cyclohexene, 3-... 6.187 2.6 ng/ul 58392 1 7.957 453131 20.0
2-Cyclohexen-1-one  6.581 27.1 ng/ul 614702 1 7.957 453131 20.0
2-Chlorocyclohe... 8.263 22.3 ng/ul 505255 1 7.957 453131 20.0
Benzophenone 16.004 2.3 ng/ul 173356 4 17.375 1506120 20.0
n-Hexadecanoic ... 18.227 5.4 ng/ul 406080 4 17.375 1506120 20.0
Octadecanoic acid 19.451 2.7 ng/ul 284356 5 21.474 2101870 20.0
unknown-01 21.063 2.4 ng/ul 252225 5 21.474 2101870 20.0
(DEL) Alkane: S... 23.086 3.0 ng/ul 331291 6 23.957 2188380 20.0
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