LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc :

ALS vial : 9 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-BP060723.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@15514.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.405 34 37 45 rVB 25956 37783 0.71% 0.085%
2 4.081 148 152 158 rVB3 8782 13414 0.25% 0.030%
3 4.181 166 169 173 rBV3 5770 8246 0.15% 0.019%
4 7.246 683 690 704 rBV 102424 194915 3.65% 0.441%
5 7.411 710 718 731 rBV 408572 660930 12.39%  1.494%

6 7.616 745 753 769 rBV 406197 697160 13.07%
7 8.093 826 834 845 rBV 408189 681876 12.78%
8 8.805 948 955 973 rBV 345022 624924 11.72%
9 9.269 1026 1034 1052 rBV 570372 992058 18.60%

9.428 1058 1061 1072 rVB 5015 11151 0.21%
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11 9.658 1095 1100 1103 rVB6 4420 7915 0.15%
12 9.999 1149 1158 1176 rBV 462858 855571 16.04%
13 10.540 1241 1250 1273 rBV 544675 1201241 22.52%
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14 10.916 1306 1314 1330 rBV 698189 1186673 22.25% 682%
15 11.099 1340 1345 1352 rBV8 6491 15017 0.28% 0347%
16 11.769 1448 1459 1470 rBV8 11851 40703 0.76%  0.092%
17 12.51@ 1578 1585 1596 rVB3 10119 21255 0.40% ©0.048%
18 13.616 1767 1773 1782 rVB3 49254 80795 1.51% ©.183%
19 14.140 1855 1862 1875 rBV 1680302 2403248 45.06% 5.431%
20 14.246 1877 1880 1885 rVB6 9572 15100 ©.28% 0.034%
21 14.316 1885 1892 1896 rBV 17156 26494  0.50% 060%
22 14.428 1904 1911 1929 rBV 1733249 2545066 47.72% 752%
23 14.604 1939 1941 1948 rVB7 5910 9127 0.17%

24 14.734 1957 1963 1972 rBV 1202745 1738917 32.60%
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25 14.975 1996 2004 2023 rBV3 36277 155817 2.92% 352%
26 15.140 2029 2032 2039 rVBS 9252 15541 0.29% 0.035%
27 15.469 2083 2088 2094 rBV 58719 82027 1.54% ©.185%
28 15.545 2098 2101 2106 rVB5 5546 8849 0.17% 0.020%
29 15.728 2125 2132 2147 rBV 2317982 3414560 64.02% 7.717%
30 15.851 2147 2153 2169 rVV 844529 1330451 24.94%  3.007%
31 15.969 2169 2173 2178 rVB5 13689 26018 0.49% 0.059%
32 16.087 2187 2193 2202 rBV 800718 1158020 21.71% 2.617%
33 16.422 2247 2250 2253 rBV5 4913 6149 0.12% 0.014%
34 16.457 2253 2256 2260 rVB6 4169 6206 0.12% 0.014%
35 16.657 2284 2290 2300 rBV 207121 292177 5.48% ©.660%
36 16.881 2323 2328 2332 rBV7 9036 17636 ©.33% 0.040%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc :

ALS vial : 9 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-BP060723.MA.M
Title : SVOA CALIBRATION
37 17.163 2371 2376 2383 rBV7 6436 12167 ©0.23% 0.027%
38 17.222 2383 2386 2389 rBV2 12013 15219 0.29% 0.034%
39 17.363 2406 2410 2411 rBv4 6428 7703 0.14% 0.017%
40 17.381 2411 2413 2418 rVB5 9889 13880 0.26% 0.031%
41 17.487 2425 2431 2441 rBV 1558297 2288371 42.90% 5.172%
42 17.587 2442 2448 2465 rVB 2753900 4086989 76.63% 9.237%
43 17.757 2475 2477 2481 rVB2 9232 11498 0.22% 0.026%
44 17.875 2493 2497 2500 rBV6 6175 9725 0.18% 0.022%
45 17.957 2507 2511 2515 rBV 17947 22474 0.42% 0.051%
46 18.134 2537 2541 2545 rVB4 13363 16570 0.31% 0.037%
47 18.228 2555 2557 2566 rVB1e 8890 13065 ©0.24% ©0.030%
48 18.345 2572 2577 2586 rBV 231786 345024 6.47% 0.780%
49 18.422 2586 2590 2598 rVB 32599 62306 1.17% 0.141%
50 18.628 2621 2625 2627 rBV3 19205 26948 0.51% 0.061%
51 19.386 2750 2754 2759 rVB2 47220 65203 1.22% 0.147%
52 19.457 2763 2766 2772 rVV 53872 80988 1.52% 0.183%
53 19.510 2772 2775 2781 rVB 49008 58858 1.10% 0.133%
54 19.569 2781 2785 2792 rBV2 94103 142090 2.66% 0.321%
55 19.810 2820 2826 2838 rBV 4056397 5333741 100.00% 12.054%
56 21.251 3066 3071 3083 rBV3 225110 496461 9.31% 1.122%
57 21.569 3120 3125 3138 rBV 1872159 2648547 49.66% 5.986%
58 22.851 3340 3343 3349 rVB 126660 178645 3.35% 0.404%
59 23.951 3523 3530 3543 rVB2 2387032 5153789 96.63% 11.648%
60 24.116 3551 3558 3571 rVB 1167192 2574240 48.26% 5.818%

Sum of corrected areas: 44247531
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015514.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000
10.916

9.269
500000 7.471616 8.093 9.999 10:540
1.099  11.7€

8.805
(3405 40mB1 7-%"’% [\ A I 428658 Jk
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Time--> 350 400 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP015514.D\data.ms
4000000 19.810

3500000

3000000 17.587

2500000 15.728

2000000
14.14¢.428

14.734
1000000 1

17.487
1500000

1°2]

8fd.087

500000

16.657
12.510 13.616 23461.6 43?.54@5@2% .969 T647%57\16.8 7117796828313
I

I Bt B L e e e

Time-->  12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP015514.D\data.ms
4000000

3500000

3000000 23.951

2500000
21.569
2000000

4.116
1500000

1000000

22.851
500000 21.251 N

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP061423\
Data File : BP@15514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.087 13.32 ng/ul 1158020  Acenaphthene-d10 14.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2193 (16.087 min): BP015514.D\data.ms (-2187) (- m/z 105.00 100.00%
105.0
5000 182.1 Jk
SN T
39 16.00
Ot bt 281934064008 488.3548. /7 77,00 72.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — :
182.0 16.00
m/z 182.05 50.43%
o270
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
T T
182.0 16.00
5000 m/z 51.00 31.19%
027.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone " I
105.0 16.00
m/z 50.00 10.00%
182.0
5000
O ] —L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Methanone, (1-hydroxycycloh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.657 2.55 ng/ul 292177  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 83
2 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 80
3 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 53
4 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 50
5 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 40

Abundance Scan 2290 (16.657 min): BP015514.D\data.ms (-2284) (- m/z 98.95 100.00%
99.0

5000
—— —
41.”3 ‘ 2070 16.50 17.00
okl 2070 281.03407400.44610 543E 1/, gp.95  79.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 —r— ——
16.50 17.00
m/z 77.00 40.84%
41,
O‘\\H\‘\Hiﬁl\‘\l\L\\\\‘]_\7\6\.\9\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
99.0
P P
16.50 17.00
5000 ITI/Z 105.00 21.41%
41.0
L S S N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14895: Cyclohexanol, 1-(aminomethyl)- et et
99.0 16.50 17.00
30.0 m/z 55.00 20.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Data Path

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File :

Library Search Compound Report

BP015514.D
: 14 Jun 2023 13:14
: MA/JU
: 03098-08
: 9 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.345 3.02 ng/ul 345024  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2577 (18.345 min): BP015514.D\data.ms (-2572) (- m/z 73.00 100.00%
73.0
5000 WAﬂwmvvﬁhJ\\meﬁrwww
213.2 e —
m } 18.00 18.50
ok Wm Ll 81O 3548 4612 5361 ./, 6p.0p  82.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 43.05 80.78%
O \\\“ \l\’l‘\#“\“}\“‘\\‘\L‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= —
256.0 18.00 18.50
5000 m/z 57.05 69.34%
157.0
ol o ol L e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid e —
43.0 18.00 18.50
m/z 55.00 65.37%
5000 256.0
129.0
oLl e | )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.251 3.75 ng/ul 496461  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 91
Abundance Scan 3071 (21.251 min): BP015514.D\data.ms (-3066) (- m/z 55.00 100.00%
B55.0
o /JLA
105.1 _— —
J } ‘ 208.02680 342.0 21.00 21.50
ol A gy L 2080 ST2D 4161 5029 n,; 0 83,05  97.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol
55.0
5000 P s
21.00 21.50
5.0 m/z 57.10 95.04%
O‘th‘\l"\‘\'\\‘}‘1\‘\‘\\4 ‘I\‘\1\9\6‘.\9\\2‘6\6\.\(\)‘HH‘HH‘\\H‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
e —
21.00 21.50
5000 ITI/Z 43.00 91.45%
0l9. 153.0 227 0280.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 T —
57.0 21.00 21.50
m/z 97.05 85.47%
5000
125.0
or bl ass0 w00 e el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015514.D

Acqg On : 14 Jun 2023 13:14
Operator : MA/JU

Sample : 03098-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
Benzophenone 16.087 13.3 ng/ul 1158020 3 14.734 1738920 20.0
Methanone, (1-h... 16.657 2.5 ng/ul 292177 4 17.487 2288370 20.0
n-Hexadecanoic ... 18.345 3.0 ng/ul 345024 4 17.487 2288370 20.0
1-Heneicosanol 21.251 3.8 ng/ul 496461 5 21.569 2648550 20.0
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