LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019029.D

Acqg On : 22 Dec 2023 08:37
Operator : MA/JU

Sample : 05808-13

Misc :

ALS Vvial : 29 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19029.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 24 28 36 rVvB 36032 47975 1.10% 0.116%
2 3.534 72 76 87 rBv 68263 95481 2.18% 0.231%
3 3.670 96 99 114 rBV 280649 433533 9.92% 1.047%
4 3.899 136 138 142 rVB5 5794 6328 0.14% 0.015%
5 3.993 150 154 159 rBV 11076 15343 0.35% 0.037%
6 5.911 475 480 485 rVB2 8158 13076 0.30% 0.032%
7 6.999 657 665 678 rVB 531354 858796 19.64% 2.075%
8 7.158 683 692 702 rBV 433409 658014 15.05%  1.590%
9 7.352 717 725 735 rBV 547549 851300 19.47% 2.057%
10 7.440 735 740 748 rVB4 7521 15925 0.36% 0.038%
11 7.816 796 804 813 rBV 539180 859565 19.66% 2.077%
12 7.899 813 818 824 rVB4 9987 17590 0.40% 0.042%
13 8.534 918 926 941 rBvV 654886 1085999 24.84% 2.624%
14 8.981 994 1002 1015 rBV 498537 804622 18.40%  1.944%
15 9.387 1067 1071 1080 rVB6 6656 11384 0.26% 0.028%

16 9.552 1094 1099 1105 rBV2 38410 57563 1.32%
17 9.699 1116 1124 1136 rBV 418942 686042 15.69%
18 10.240 1206 1216 1226 rBV 683403 1149744 26.30%
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19 10.610 1271 1279 1287 rBV 698116 1193072 27.29% 882%
20 10.757 1296 1304 1324 rBV 630441 1098356 25.12% 653%
21 11.169 1367 1374 1381 rBV7 12156 22804 ©.52% ©0.055%
22 11.363 1400 1407 1423 rBV2 44438 107586 2.46% 0.260%
23 12.040 1514 1522 1526 rBV6 9533 15432 ©.35% 0.037%
24 12.204 1543 1550 1558 rVB3 13246 22709 ©.52% 0.055%
25 12.940 1672 1675 1680 rVB7 2713 4460 0.10% 0.011%
26 13.281 1728 1733 1740 rVB3 15856 23733 0.54% 0.057%
27 13.357 1740 1746 1752 rBV3 14897 23749 0.54% 0.057%
28 13.422 1752 1757 1767 rVB3 4640 9832 0.22% 0.024%
29 13.681 1793 1801 1806 rVB3 2497 6500 0.15% 0.016%
30 13.869 1826 1833 1842 rBV 1272144 1734680 39.68% 4.191%
31 14.145 1869 18860 1893 rBV 1439496 2132107 48.77% 5.151%
32 14.351 1912 1915 1919 rVB6 4167 6104 0.14% 0.015%
33 14.451 1924 1932 1941 rBV 1159948 1709825 39.11% 4.131%
34 14.563 1949 1951 1956 rVB6 3769 5331 0.12% 0.013%
2.

35 14.669 1963 1969 1986 rBV 473355 901366 20.62%

36 14.875 2000 2004 2013 rVB8 14737 28051 ©0.64% ©0.068%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019029.D

Acqg On : 22 Dec 2023 08:37
Operator : MA/JU

Sample : 05808-13

Misc :

ALS Vvial : 29 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-BP120123.MA.M
Title : SVOA CALIBRATION
37 14.969 2018 2020 2026 rVB7 3891 7061 0.16% 0.017%

38 15.445 2094 2101 2111 rBV 1966844 2752858 62.97% 6.650%
39 15.575 2116 2123 2135 rVV 500796 738117 16.88% 1.783%

40 15.687 2138 2142 2151 rVB7 10696 21612 0.49% 0.052%
41 16.234 2231 2235 2241 rVB4 8306 12084 ©0.28% 0.029%
42 16.610 2293 2299 2307 rBV1e 11898 20808 0.48% 0.050%
43 16.751 2319 2323 2327 rBV7 2910 4991 0.11% 0.012%
44 16.875 2338 2344 2349 rVB9 4226 9626 0.22% 0.023%
45 17.016 2362 2368 2371 rVB7 6492 11512 0.26% ©.028%
46 17.204 2392 2400 2406 rBV 1543912 2180434 49.87% 5.268%
47 17.304 2410 2417 2426 rVV 2262352 3056951 69.92%  7.385%
48 17.404 2432 2434 2439 rVB5 11878 14488 ©.33% ©0.035%
49 17.969 2528 2530 2537 rVB8 5506 9335 0.21% 0.023%
50 18.098 2547 2552 2568 rBV 504145 759709 17.38%  1.835%
51 19.122 2722 2726 2731 rBV2 33439 45655 1.04% ©.110%
52 19.186 2733 2737 2740 rBV 48019 69528 1.59% 0.168%
53 19.216 2740 2742 2752 rVB3 38277 59159 1.35% 0.143%
54 19.333 2757 2762 2771 rBV 214814 313295 7.17%  ©.757%
55 19.545 2792 2798 2805 rBV 2951447 3909030 89.41%  9.444%

56 21.016 3043 3048 3057 rBV 402155 629771 14.40%  1.521%
57 21.298 3091 3096 3101 rBV 2102853 2711512 62.02%  6.551%
58 23.504 3464 3471 3484 rVB2 2252274 4371985 100.00% 10.562%
59 23.657 3490 3497 3507 rVB 1488461 2969967 67.93% 7.175%

Sum of corrected areas: 41393465
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Dec 2023 08:37
: MA/JU
. 05808-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
BP019029.D

: 29  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019029.D\data.ms

8.534 10.2400619c
9997.352 7.81 '
6.9994s §16 8.981 9.699

3.670
3-2513-53}}{33993 5.911 J\ IL 440 Jng }\ 9.8355 1118863

Time-->

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019029.D\data.ms
19.545

17.304

15.445

17.204
14.145

13.869
14.451

14.669 .575 18.098

Time-->

0121&@04 12.940388572.68 4.3915 059 15.687 16.234.616183761

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019029.D\data.ms
23.504

21.298

23.657

21.016

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

SFAM-EPA-BP120123.MA.M Mon Dec 25 ©0:38:00 2023 Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019029.D

Acqg On : 22 Dec 2023 08:37
Operator : MA/JU

Sample : 05808-13

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Propylene Glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.534 2.22 ng/ul 95481 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 80
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 39
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance  Scan 76 (3.534 min): BP019029.D\data.ms (-72) (-) m/z 44.95 100.00%
45.0

—

5000
BAREEE o
3.20 3.40 3.60 3.80
Ol 2051 221.0 29483548 4292 5367  nm/z 43.00 17.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L LA BN B
3.20 3.40 3.60 3.80
m/z 61.00 7.23%
0‘\\J”\“l\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
RARREERTEE SRS
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.33%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol RRma e R
45.0 3.20 3.40 3.60 3.80
m/z 56.95 2.83%
h WLJL
oy it e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019029.D

Acqg On : 22 Dec 2023 08:37
Operator : MA/JU

Sample : 05808-13

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.098 6.97 ng/ul 759709  Phenanthrene-die 17.204
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2552 (18.098 min): BP019029.D\data.ms (-2547) (- m/z 73.00 100.00%

73.0
5000
213.2

T
18.00 18.50

1 m }u B30 \ $81.0343.1401.9 477.0 546.(

0 iy H‘mwmHHmwmwmm“m‘m” m/z 60.00 78.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — 71 ]

18.00 18.50
m/z 43.05 71.09%

“ 213.0
‘\\\\“‘ \Lh\h\“}\\‘l\\‘\\\"\\l\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
430 256.0
—

o

18.00 18.50
5000 m/z 57.10 64 .06%
129.0
194.0
O rr e P e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid — =

73.0 18.00 18.50

m/z 55.05 60.65%

ol i MMMMTTT | AWARWWVMN

L — —, =

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 : 22
Operator : MA/
Sample : 058

Misc
ALS vial : 29

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP122123\
19029.D

Dec 2023 08:37

Ju

08-13

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.333 2.31 ng/ul 313295 Chrysene-d12 21.298
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 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2762 (19.333 min): BP019029.D\data.ms (-2757) (-

9.

m/z 73.00 100.00%

.

5000
241.2
” 171 ‘ 19.00 19.50
o AL AL, WH\M Lok 3549417.14749534.9 0 43,05 79.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = b
185.0 19.00 19.50
‘ m/z 60.80 79.15%
Ol‘ ’ \”\M\\“\\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T e
19.00 19.50
5000 129.0 m/z 57.85 75.03%
284.0
199.0
o L T RS
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid = —
73.0 19.00 19.50
m/z 55.85 70.89%
5000
‘ ‘ 1850  284.0
o_w"k‘p u"‘JHHM‘HM“‘w‘H‘\wH_wwwww = M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
BP019029.D

: 22 Dec 2023 08:37
: MA/JU
. 05808-13

29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.616  4.65 ng/ul 629771 Chrysene-di2 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene a06 C20H58 018835-35-3 94

2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 3048 (21.016 min): BP019029.D\data.ms (-3043) (- m/z 57.05 100.00%
1.0
‘1 51 207.0 2100 |
281.0 .
ot UL 280 3561 42014910547 /) g3 65 o4.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
5000 —— :
21.00
125.0 m/z 55.00  86.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T T
21.00
5000 ITI/Z 97.10 85.56%
125.0
0 1820 %% 5500
e e A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T ‘
57.0 21.00
m/z 69.05 83.11%
5000
125.0
oLl { | 1) 182:0 250.0308.0 378.0
A e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019029.D

Acqg On : 22 Dec 2023 08:37
Operator : MA/JU

Sample : 05808-13

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
Propylene Glycol 3.534 2.2 ng/ul 95481 1 7.816 859565 20.0
n-Hexadecanoic ... 18.098 7.0 ng/ul 759709 4 17.204 2180430 20.0
Octadecanoic acid  19.333 2.3 ng/ul 313295 5 21.298 2711510 20.0
(DEL) Alkane: S... 21.016 4.7 ng/ul 629771 5 21.298 2711510 20.0
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