LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc :

ALS Vvial : 11 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@15627.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 33 37 41 rBV 16747 21242 0.10% 0.035%
2 3.852 1106 113 127 rBV 151888 266319 1.30% 0.442%
3 4.081 147 152 159 rVB3 13218 24852 0.12% 0.041%
4 7.246 683 690 704 rBV 351418 615693 3.00% 1.023%
5 7.405 710 717 731 rvB 285921 458274  2.23% 0.761%
6 7.610 746 752 761 rBV 381637 634361 3.09% 1.054%
7 8.081 824 832 845 rVB 451262 748434  3.65%  1.243%
8 8.805 948 955 966 rBV 363752 631823 3.08% 1.049%
9 9.263 1026 1033 1048 rBV 387262 672769 3.28% 1.117%
10 9.993 1148 1157 1170 rBV 329430 599087 2.92% 0.995%
11 10.540 1241 1250 1270 rBV 422328 868156  4.23%  1.442%
12 10.910 1306 1313 1320 rBV 693299 1131862 5.52% 1.880%
13 11.057 1330 1338 1354 rBV 262554 579226  2.82% 0.962%
14 12.275 1538 1545 1557 rVB7 18891 42564 0.21% ©0.071%
15 13.610 1763 1772 1777 rVB 27087 48353 0.24% 0.080%
16 14.134 1852 1861 1868 rBV 973073 1354165 6.60% 2.249%
17 14.422 1903 1910 1927 rVB 1071432 1628173 7.94% 2.704%
18 14.728 1951 1962 1970 rVV 1113506 1616958 7.88% 2.686%
19 14.792 1970 1973 1981 rVB3 12527 22790 0.11% 0.038%
20 14.957 1994 2001 2024 rBV 208729 598935 2.92% 0.995%
21 15.128 2027 2030 2041 rVB1le 19697 44437  0.22% 0.074%
22 15.722 2124 2131 2137 rBV 1378977 2005399 9.78% 3.331%
23 15.857 2148 2154 2162 rBV 380489 569817 2.78% 0.946%
24 16.086 2186 2193 2204 rBV 395951 582670 2.84% 0.968%
25 16.434 2246 2252 2257 rBV6 14946 30836 0.15% 0.051%
26 16.651 2283 2289 2296 rVB 91511 145943 0.71% 0.242%
27 16.863 2320 2325 2330 rBV5 17217 28360 0.14% 0.047%
28 17.216 2380 2385 2389 rBV3 17183 32718 0.16% 0.054%
29 17.357 2405 2409 2417 rVV2 55386 78305 0.38% 0.130%
30 17.422 2417 2420 2425 rBV4 34846 52140 0.25% 0.087%
31 17.486 2425 2431 2436 rVV 1505548 2086980 10.18% 3.466%
32 17.528 2436 2438 2443 rVV 106934 151425 0.74% 0.252%
33 17.586 2443 2448 2461 rVB 1508887 2143021 10.45% 3.560%
34 18.228 2554 2557 2562 rVB3 27860 38487 ©0.19% 0.064%
35 18.286 2562 2567 2572 rBV 191255 258519 1.26% 0.429%

36 18.345 2572 2577 2584 rBV 1146589 1493906 7.28% 2.481%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc :

ALS Vvial : 11 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 18.622 2620 2624 2630 rBV6 34167 78154 0.38% 0.130%
38 18.686 2631 2635 2639 rvV5 33618 56220 0.27% 0.093%
39 19.222 2723 2726 2732 rVB2 49717 58288 0.28% 0.097%
40 19.427 2758 2761 2763 rBV 85144 104150 0.51% 0.173%
41 19.457 2763 2766 2767 rVV 106742 132542 0.65% 0.220%
42 19.480 2767 2770 2777 rVB 423982 565063 2.76% 0.939%
43 19.569 2781 2785 2792 rBV 356834 511002 2.49% 0.849%
44 19.810 2820 2826 2830 rBV 2146904 3077050 15.00% 5.111%
45 20.610 2960 2962 2968 rVB5 71507 87027 0.42% 0.145%
46 20.780 2988 2991 2995 rBV2 74782 97874 0.48% 0.163%
47 21.245 3065 3070 3075 rBV 564979 826369 4.03% 1.373%
48 21.569 3118 3125 3129 rBV 1777723 2766243 13.49%  4.595%
49 22.163 3224 3226 3229 rVB2 158296 162590 0.79% 0.270%
50 22.204 3230 3233 3243 rVB3 317439 502782  2.45% 0.835%
51 23.280 3411 3416 3421 rVB 660890 988728 4.82% 1.642%
52 23.951 3524 3530 3536 rBV2 1318988 2573037 12.55% 4.274%
53 24.115 3552 3558 3566 rBV 1007555 2028086 9.89%  3.369%
54 24.727 3657 3662 3673 rVB 611741 1314889 6.41% 2.184%
55 26.186 3905 3910 3921 rVB 551276 1457828 7.11% 2.421%

56 28.874 4354 4367 4384 rVB2 4902872 20510024 100.00% 34.067%

Sum of corrected areas: 60204945
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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: BP015627.D\data.ms
5000000
4000000
3000000
2000000
1000000 10.910
. 7.246d:610 8.081 8.805 9.263 9.993 10.540 J, ;oo
3.405 3-8%081
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP015627.D\data.ms
5000000
4000000
3000000
19.810
2000000
15.722
A4204.728
1000000 14134
14.957 .867.086 : j;
12.275 13.610 1 79‘@8 || 16.46:6%l863 7127852 ; % At
T T e T e e T e T e T T e T T
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015627.D\data.ms

5000000

4000000

3000000

2000000

1000000

0\ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ 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\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 6
R.T. EstConc Area Relative to ISTD R.T.
16.087 7.21 ng/ul 582670  Acenaphthene-d10 14.728
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 95
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2193 (16.086 min): BP015627.D\data.ms (-2186) (- m/z 105.00 100.00%
105.0
182.1
5000
LN T
39 ‘ 16.00
of Pl L 283.0 3550 429.1488.9547. /7 76.95  71.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000 . :
16.00
m/z 182.10  54.90%
270 ‘
0\\‘\\‘\\‘\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
N \
16.00
5000 1820 m/z 51.00 28.95%
0 27.0
e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone — I
105.0 16.00
m/z 180.95 9.75%
182.0
5000
O b b e e e ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 (E)-Hexadec-9-enoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.286 2.48 ng/ul 258519  Phenanthrene-di10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 98
3 Oleic Acid 282 (C18H3402 000112-80-1 94
4 Palmitoleic acid 254 C16H3002 000373-49-9 93
5 Oleic Acid 282 C18H3402 000112-80-1 91

Abundance Scan 2567 (18.286 min): BP015627.D\data.ms (-2562) (- m/z 55.00 100.00%

55.0
5000
‘ 1800 1850
236 2 : :
o_HLMM ‘Ju Hu'w bt e 2004 395:0 430.3 4964 /7 41.e5  53.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 s —
18.00 18.50
m/z 69.00  48.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
—= —
18.00 18.50
5000 ITI/Z 83.05 33.77%
1230 2360
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid Pp 7
55.0 18.00 18.50
m/z 97.00 25.01%
5000
m 264.0
m/z--> 0 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\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.345 14.32 ng/ul 1493910  Phenanthrene-d10 17.486
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 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2577 (18.345 min): BP015627.D\data.ms (-2572) (- m/z 73.00 100.00%

73.0
5000
213.2 ———
m } ‘ 18.00 18.50
ob MMLLEEPOL | 28103412 42014893548 0 4305  g6.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 | ]
18.00 18.50
“ 213.0 m/z 59.95 84.70%
0‘\\\\“ \I\M\h“\h\\\“\\\\‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.
30 256.0
— ——
18.00 18.50
5000 ITI/Z 41.00 72.33%
129.0
0 194.0
[ A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = =
43.0 18.00 18.50
m/z 55.00 71.46%
5000 256.0
129.0
NI TRNEE) L
m/z--> 0 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\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.569 3.69 ng/ul 511002 Chrysene-d12 21.569
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2785 (19.569 min): BP015627.D\data.ms (-2781) (- m/z 43.00 100.00%
43.0
5000 129.1 W/\JLM
241.2
T \
H\ | . 19.50
o MMMALLL L L Ly $07.18728433.04972 /7 73 06 99.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
5000 — :
129.0 19.50
“ 284.0 m/z 59.95  86.59%
O ‘\\‘\ JH‘I\JI\\P\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
T \
19.50
5000 m/z 57.05 79.33%
185.0 284.0
I L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid ——
73.0 19.50
m/z 55.00 77.50%
5000 284.0
185.0
o Il Al
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\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 5 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.245 5.97 ng/ul 826369  Chrysene-di2 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3070 (21.245 min): BP015627.D\data.ms (-3065) (- m/z 55.00 100.00%

53.0
5000

125.1 228.1

-
)] | 286.1 355.1416.2 21.00 21.50
O gy | 2801 3592 4102474.95349  y/z 57.05  98.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0

5000 T
1.0 21.00 21.50
m/z 43.10  97.26%

il 80
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
21.00 21.50
5000 m/z 83.10 90.97%

125.0
196.0 269.0
T T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

o

o

0 21.00 21.50
m/z 69.00 84.85%
5000
5.0
ol UL (2200 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.204 3.64 ng/ul 502782  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
4 Nonacos-1-ene 406 C29H58 018835-35-3 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3233 (22.204 min): BP015627.D\data.ms (-3230) (- m/z 43.05 100.00%

43.0
5000 111.1

208.0

I —
22.00 22.50
0 bl g H .‘\ bk .J " \?§§1$439 426'2 537.4

WA b b L P S 228 m/z 57.85 92.74%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0

5000

T
22.00 22.50
m/z 55.00 92.47%

5.0
0 1 \‘. 1\”\\ 182.0 280'0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
22.00 22.50

5000 m/z 83.05 92.40%
125.0
0 182.0 292.0 364.0
e A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173730: 9-Eicosene, (E)- — T
57.0 22.00 22.50

m/z 97.05 90.85%

5000 &\ijwﬂmwj\wwwwawwﬂ
l”lfffgszo 280.0

0l R R e e A RS RAARARRRRE R — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.280 9.75 ng/ul 988728  Perylene-di2 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
Abundance Scan 3416 (23.280 min): BP015627.D\data.ms (-3411) (- m/z 57.10 100.00%
57.1
- JL
— —
‘1%7 1 197 1 23.00 23.50
(- J‘ Lot 3081 415.0477.05356 v 7 71.10  70.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 s —
23.00 23.50
m/z 43.05 63.51%
239.0
0‘\\\ ’\\\\J.‘]-\\i\%“\‘\\\‘\\\l\‘\\\:3\0‘\8\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—— —
23.00 23.50
5000 m/z 85.10 51.95%
169.0
0 248.0
T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T T
57.0 23.00 23.50
m/z 55.00 24.10%
ol L, | 2270 1970 281.0  394.0
‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.727 12.97 ng/ul 1314890  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3662 (24.727 min): BP015627.D\data.ms (-3657) (- m/z 57.05 100.00%

57.0
5000

| ﬂ 1691551 ‘ 24.50 25.00
ol LLLIT11 1691225.1284.0340.0  43014903549. /0 71 60 71.28%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 —= =
24.50 25.00

m/z 43.05 61.84%

3.0 239.0
oL 11101600 2390596 035
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
24.50 25.00
5000 m/z 85.10 51.49%

113.0
210.0 309.0366 0
e A T e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #275552: Heneicosane, 11-pentyl- e —T
43.0 24.50 25.00

m/z 55.00  25.81%

364.0
0“\“‘w“““ﬁ“\‘w“‘w“‘M“‘w“‘w“‘w“‘w“‘w‘

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

o

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 9 Oxirane, heptadecyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.186  14.38 ng/ul 1457830  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 Dotriacontanal 464 C32H640 057878-00-9 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octacosanal 408 C28H560 022725-64-0 90

Abundance Scan 3910 (26.186 min): BP015627.D\data.ms (-3905) (- m/z 57.00 100.00%

57.0
5000

26.00 26.50

3.1
206.1267. 3 418.4
Y- "‘f‘h‘hgwl‘u L2071 3483 410448045403 . 43.05  78.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0

—— —
26.00 26.50

m/z 82.00 76.04%

‘ 2.0 264.0
O‘\\\’\\\NJ‘\‘F\.%“\‘\‘\\“‘\\‘\‘\i\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

T T
26.00 26.50

5000 ITI/Z 83.10 58.89%
124.0 446.0
0 183.0 250.0 320.0381.0
e e e e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl- —— —
82.0 26.00 26.50
m/z 55.00 58.36%
15,0 JI\ 520211020
ol LML G2eee - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS vial : 11 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 10 2-Amino-.alpha.-[2-chloroph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.874 202.26 ng/ul 20510000 Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-.alpha.-[2-chlorophenyl]... 273 C15H12CINO2 1000254-08-5 59
2 2-(Phenylmethyl)phenol, tert-but... 298 C19H260Si 1417315-87-7 25
3 3-Ethyl-2,8-dimethyl-4-quinolino... 273 C16H23NOSi 1000474-26-4 25
4 2-{[(4-Methyl-2-pyridinyl)amino]... 256 C13H16N4Si 1010494-07-4 15
5 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 15

Abundance Scan 4367 (28.874 min): BP015627.D\data.ms (-4354) (- m/z 241.20 100.00%

241.2
95.1
425.4
5000
59.1

N EEAR R
\H “ 28.6028.8029.00
11.3

ol3 ..Hm”\.\\.\m.ﬂh.\‘\ harciiCsesd || 5028 057315 84.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164710: 2-Amino-.alpha.-[2-chlorophenyl]cinnamic acid

273.0
5000 TT T[T T T[T rrroyrt

28.6028.8029.00
m/z 95.10 69.77%

T l‘ml‘ill‘li‘ll‘“1|““l‘H‘\‘J‘ ‘l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
241.0

28.6028.8029.00

96.0 165.0

o

5000 ITI z 71.00 63.38%
135.0
0**WT??M**W*H*\H*W*%Q%Q*W*H*\H*W*H*\H*w*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164912: 3-Ethyl-2,8-dimethyl-4-quinolinol, TMS derivati R R R E
273.0 28.6028.8029.00

m/z 425.40  56.31%

5000 73.0 A
200.0
Ll y Frﬁ.?- 0 A b bl

‘H‘m“‘m‘mwuu“H‘“‘H“m“m“m‘uu“ N EEERR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.6028.8029.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15627.D

Acqg On : 20 Jun 2023 18:11
Operator : MA/JU

Sample : 03080-09

Misc

ALS Vvial : 11 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 7.2 ng/ul 582670 3 14.728 1616960 20.0
(E)-Hexadec-9-e... 18.286 2.5 ng/ul 258519 4 17.486 2086980 20.0
n-Hexadecanoic ... 18.345 14.3 ng/ul 1493910 4 17.486 2086980 20.0
Octadecanoic acid 19.569 3.7 ng/ul 511002 5 21.569 2766240 20.0
Trichloroacetic... 21.245 6.0 ng/ul 826369 5 21.569 2766240 20.0
(DEL) Alkane: S... 22.204 3.6 ng/ul 502782 5 21.569 2766240 20.0
(DEL) Alkane: S... 23.280 9.8 ng/ul 988728 6 24.116 2028090 20.0
(DEL) Alkane: S... 24.727 13.0 ng/ul 1314890 6 24.116 2028090 20.0
Oxirane, heptad... 26.186 14.4 ng/ul 1457830 6 24.116 2028090 20.0
2-Amino-.alpha.... 28.874 202.3 ng/ul 20510000 6 24.116 2028090 20.0
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