LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc :

ALS Vvial : 31 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-BP062623.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@16108.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.346 24 27 34 rVB 58073 81587 1.21% ©0.112%
2 3.799 101 104 122 rBV 545485 1127573 16.74% 1.544%
3 4.111 155 157 162 rVB2 13005 18138 0.27% 0.025%
4 A.534 227 229 236 rVB4 12708 19434 0.29% 0.027%
5 7.228 679 687 703 rBV 446341 1510614 22.43% 2.068%

6 7.358 703 709 737 rVW 475250 1372532 20.38%
7 7.563 737 744 768 rVW 653244 1613002 23.95%
8 8.022 814 822 846 rBV 521106 1548881 23.00%
9 8.216 851 855 859 rVB6 6306 10370 0.15%

8.781 943 951 987 rBV2 567574 2131339 31.65%

NONNEPRE
[y
N
[y
R

11  9.228 1019 1027 1057 rBV 559024 1669846 24.79%
12 9.969 1146 1153 1181 rBV 325407 1384088 20.55%
13 10.557 1244 1253 1272 rBV2 346154 1612804 23.95%
14 10.852 1296 1303 1326 rVB 926534 2430683 36.09%

NWNEDN
N
[
[oe]
B

15 11.057 1331 1338 1380 rBV 393199 1850694 27.48% 534%
16 12.028 1500 1503 1509 rVVe 6502 9258 0.14% 0.013%
17 12.528 1581 1588 1590 rBv4 10243 16753 ©.25% 0.023%
18 13.563 1760 1764 1777 rVB1o 12108 27322 0.41% 0.037%
19 14.016 1835 1841 1847 rBVi1e 4593 9395 0.14% 0.013%

20 14.093 1847 1854 1880 rBV 1438026 3460617 51.38% 4.738%

21 14.369 1894 1901 1927 rVV2 2173563 3956356 58.74% 5.417%
22 14.551 1929 1932 1936 rVB6 8535 13776 0.20% 0.019%
23 14.675 1946 1953 1972 rBV 2015144 3485214 51.75% 4.772%
24 15.028 2006 2013 2035 rBV3 144949 915350 13.59% 1.253%
25 15.439 2081 2083 2087 rVB4 6953 9653 0.14% 0.013%
26 15.504 2091 2094 2100 rVB7 12021 21438 0.32% 0.029%
27 15.687 2117 2125 2148 rBV 2227301 4973456 73.85% 6.809%
28 15.875 2151 2157 2182 rBV2 268758 1230134 18.27% 1.684%
29 16.057 2183 2188 2204 rVB 503279 860372 12.77% 1.178%
30 16.322 2230 2233 2238 rVB2 13030 16566 ©.25% 0.023%
31 16.610 2277 2282 2288 rVB 45194 71343 1.06% ©.098%
32 16.686 2293 2295 2302 rVB8 5683 10692 0.16% 0.015%
33 16.751 2302 2306 2309 rBV6 7819 12239 0.18% 0.017%
34 16.875 2323 2327 2332 rBV7 6831 11657 ©.17% ©0.016%
35 16.922 2332 2335 2337 rVB3 8269 8046 0.12% 0.011%
36 17.104 2362 2366 2371 rBV7 11502 19446 0.29% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc :

ALS Vvial : 31 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 17.145 2371 2373 2378 rVV5 6413 10184 ©0.15% 0.014%
38 17.186 2378 2380 2384 rvvs 6456 9539 0.14% 0.013%
39 17.234 2386 2388 2395 rVB7 8967 12309 0.18% 0.017%
40 17.334 2402 2405 2412 rVBS 9347 16710 0.25% 0.023%
41 17.439 2416 2423 2435 rBV 2720052 4351902 64.62% 5.958%
42 17.545 2435 2441 2466 rVV2 2003871 5544329 82.32% 7.591%
43 17.716 2467 2470 2480 rVB3 32175 69619 1.03% 0.095%
44 18.292 2563 2568 2579 rBV 413113 903715 13.42% 1.237%
45 18.369 2579 2581 2591 rVB 56150 107977 1.60% 0.148%
46 18.551 2610 2612 2615 rBV3 11569 11531 0.17% 0.016%
47 19.351 2745 2748 2752 rBV2 43760 53197 0.79% 0.073%
48 19.522 2773 2777 2791 rBV2 161245 387929 5.76% 0.531%
49 19.775 2814 2820 2840 rBV 3094548 6734816 100.00% 9.220%
50 21.222 3061 3066 3078 rBV2 448558 1112946 16.53% 1.524%
51 21.545 3116 3121 3131 rBV 1892150 4483952 66.58% 6.139%
52 23.180 3396 3399 3405 rVB 256050 370844 5.51% 0.508%
53 23.839 3507 3511 3515 rBV 323178 504607 7.49% 0.691%
54 23.898 3515 3521 3540 rVV2 2075863 5551884 82.44% 7.601%
55 24.074 3544 3551 3577 rVB 1312623 4523303 67.16% 6.193%

56 24.598 3635 3640 3650 rVB2 364942 760139 11.29% 1.041%

Sum of corrected areas: 73042100
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

31

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
BP016108.D

: 09 Jul 2023 00:23
: MA/JU
: 03350-02

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters:

LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BP016108.D\data.ms

3.799

3346 Ml 4.534

022 8.781 9.228

ML

9.969

350 4.00 450

!
5.00

550 6.00 650 7. 00 750 8. 00 850 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP016108.D\data.ms

19.

r75
17.439

14.369 15.687

14.675 [.545

14.093

15.028
14.5 1

2.028 12528 13.563 14.01

Time-->

1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

12.00 1250 13.00 13.50 14.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP016108.D\data.ms

23.898

21.545

4.074

24. 598

21.222 23.180

Time-->

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\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 3

R.T. EstConc Area Relative to ISTD R.T.
16.057 3.95 ng/ul 860372  Phenanthrene-di10 17.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzophenone
2 Benzophenone
3 Benzophenone
4 Benzophenone

51,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004

182 C13H1e0
182 C13H100
182 C13H1e0
182 C13H1e0

000119-61-9 96
000119-61-9 96
000119-61-9 95
000119-61-9 91
016204-36-7 83

Abundance Scan 2188 (16.057 min): BP016108.D\data.ms (-2183) (- m/z 105.00 100.00%
105.0
5000 182.1
N \
39 16.00
Ofrorbed | 2489 3410 41514753 549 /7 77.00  73.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 =
16.00
m/z 182.05  48.96%
270 i L [
\\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T T \
16.00
5000 182.0 ITI/Z 51.00 29.78%
27.'0‘1 | I
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone —
105.0 16.00
m/z 50.00 9.57%
182.0
5000
e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\

. 09

BP016108.D

Jul 2023 ©0:23

: MA/JU
: 03350-02

31

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.292 4.15 ng/ul 903715  Phenanthrene-d1e 17.439
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 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2568 (18.292 min): BP016108.D\data.ms (-2563) (-

3

m/z 73.00 100.00%

-

5000
2131
‘ H\F 356.1 18.00 18.50
ol AL wm 2830 356.1415.0475.05346  n/z 43.00 88.16%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T L

18.00 18.50
m/z 60.00  85.26%

2130

| ”\ ‘H L], |

[T \\’\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘\

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

Abundance #143508: n-Hexadecanoic acid
430 256.0
—T =
18.00 18.50
5000 m/z 41.00 71.77%
129.0
Moot |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50
m/z 55.00 67.10%
5000 256.0
129.0
1T PAONEE" T ) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Fumaric acid, 2-chloropropy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.221 4.96 ng/ul 11129560  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-chloropropyl tri... 374 C20H35C104 1010348-57-1 98
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Tetracosene 336 (C24H48 010192-32-2 91

Abundance Scan 3066 (21.222 min): BP016108.D\data.ms (-3061) (- m/z 55.00 100.00%

55.0
5000

1%51 ) St
207.0 2810 21.00 21.50
b H‘g‘lu‘h«w‘mwuu"m"‘“3‘?‘?‘94‘1?7‘1‘_4‘53?‘9?4?“ m/z 43.00 97.99%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #282874: Fumaric acid, 2-chloropropyl tridecyl ester
55.0
117.0

5000 T —
193.0 21.00 21.50

m/z 57.00  95.64%

281.0
| ‘}H‘ .l 339.0
m/z--> Sb 100 150 200 250 300 350 400 450 500 550
Abundance #161350: 1-Octadecano
43.0

=
21.00 21.50
5000 m/z 83.00  93.29%

111.0
Lm0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance : i i

#295270: Bromoacetic acid, octadecyl ester T o
43.0 21.00 21.50

m/z 69.00 84.02%

5000
111.0
2500
‘Jdﬂ‘khﬁs 1.0 :

m/z--> 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\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.839 2.23 ng/ul 504607 Perylene-d12 24.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
5 Eicosane 282 C20H42 000112-95-8 76

Abundance Scan 3511 (23.839 min): BP016108.D\data.ms (-3507) (- m/z 57.00 100.00%
57.0

3

5000
23.50 24.00
i 207.0
Oy | ‘H“ i Pk 2820 35504191 49015480 1/, 71,00  69.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 — —
23.50 24.00
m/z 43.00 65.73%
‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
— —
23.50 24.00
5000 ITI/Z 85.10 54.12%
126.0
9.0
‘ um‘mo %0 0367.0
B L N R R AR Ha e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275543: Eicosane, 7-hexyl- T —7
57.0 23.50 24.00
m/z 55.00 25.98%
B VL
J 127.0 1970 2810
— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.598 3.36 ng/ul 760139  Perylene-di2 24.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83

Abundance Scan 3640 (24.598 min): BP016108.D\data.ms (-3635) (- m/z 57.00 100.00%

57.0
5000
[ |71 1010 28103419 429.0 4922549,

=
24.50 25.00
obrid b b i 328l ool ) 490 BD22oB m/z 71.08  69.34%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 LN
24.50 25.00
m/z 43.00 61.21%

127.0
\“\‘f‘\ll\\"\I"\JE\“\T‘“\“\:L\?T.\‘(\)\\‘?\BE.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0

7
24.50 25.00

5000 m/z 85.10 51.69%
[y 2830 2330
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl- T :
57.0 24.50 25.00

m/z 55.00  22.40%

0 309.0

182.
|} } PF?P‘ N 239.0 | 379.0

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070823\
Data File : BP016108.D

Acqg On : 09 Jul 2023 00:23
Operator : MA/JU

Sample : 03350-02

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 16.057 4.0 ng/ul 860372 4 17.439 4351900 20.0
n-Hexadecanoic ... 18.292 4.2 ng/ul 903715 4 17.439 4351900 20.0
Fumaric acid, 2... 21.221 5.0 ng/ul 1112950 5 21.545 4483950 20.0
(DEL) Alkane: S... 23.839 2.2 ng/ul 504607 6 24.074 4523300 20.0
(DEL) Alkane: S... 24.598 3.4 ng/ul 760139 6 24.074 4523300 20.0
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