LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019012.D

Acqg On : 21 Dec 2023 22:28
Operator : MA/JU

Sample : 05808-10

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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19012.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 35 rVB 37426 46649 1.06% ©0.120%
2 3.534 72 76 85 rBv 53275 77432 1.77% 0.199%
3  3.675 96 100 113 rBV 194870 301558 6.88% 0.777%
4 3.899 136 138 145 rvB8 5008 7442 0.17% 0.019%
5 3.993 151 154 160 rVB 11146 16207 0.37% 0.042%
6 4.922 309 312 318 rVB3 3779 5204 0.12% 0.013%
7 5.905 475 479 486 rVB5 5673 9583 0.22% 0.025%
8 6.705 610 615 623 rBv4 7145 13534 0.31% 0.035%
9 6.993 654 664 676 rBvV 511961 821692 18.75% 2.117%
106 7.158 684 692 701 rBV 429086 644436 14.70%  1.660%
11 7.352 717 725 735 rBV 524468 821485 18.74% 2.116%
12 7.446 737 741 749 rVB4 8046 15151 0.35% 0.039%
13 7.822 796 805 813 rBV 463645 738346 16.85% 1.902%
14 7.899 813 818 826 rVB5 9850 20602 0.47% 0.053%
15 8.534 919 926 943 rBV 627231 1009589 23.04% 2.601%
16 8.981 995 1002 1013 rBvV 494151 786729 17.95% 2.027%
17 9.393 1065 1072 1078 rBVS8 5534 10872 ©0.25% 0.028%
18 9.552 1090 1099 1107 rBV 32071 53560 1.22% 0.138%
19 9.699 1117 1124 1135 rBV 391174 653279 14.91% 1.683%
20 10.240 1208 1216 1231 rBV 632005 1069304 24.40%  2.755%

21 10.481 1248 1257 1262 rBV 23180 38889 0.89%
22 10.616 1268 1280 1288 rBV 590691 991485 22.62%
23 10.757 1297 1304 1316 rBV 583252 1006179 22.96%

OO NNO
v
(o]
N
R

24 10.999 1339 1345 1352 rVB2 16532 29194 0.67% 075%
25 11.175 1367 1375 1382 rBV8 8315 17453  0.40% 045%
26 11.369 1401 1408 1419 rBV2 35583 78946 1.80% 0.203%
27 12.040 1516 1522 1528 rVB 8479 13438 ©.31% ©0.035%
28 12.204 1544 1550 1554 rBvV2 11759 20031 0.46% 0.052%
29 12.610 1615 1619 1622 rBV5 3815 6487 0.15% 0.017%
30 12.646 1622 1625 1633 rVB6 10194 15685 ©.36% 0.040%
31 12.893 1664 1667 1671 rVV5 4575 6501 0.15% 0.017%
32 13.251 1721 1728 1738 rBV 116005 191608 4.37%  0.494%
33 13.357 1741 1746 1753 rVWW2 15345 25814 0.59% 0.067%
34 13.428 1754 1758 1766 rVB2 3726 5743 ©.13% 0.015%
35 13.546 1772 1778 1785 rVB2 6133 13790 ©.31% ©0.036%

36 13.869 1827 1833 1846 rBV 1193030 1667795 38.05% 4.297%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019012.D

Acqg On : 21 Dec 2023 22:28
Operator : MA/JU

Sample : 05808-10

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-BP120123.MA.M
Title : SVOA CALIBRATION

37 14.145 1870 1880 1895 rBV2 1327392 2012670 45.92% 5.185%
38 14.451 1923 1932 1941 rBV 934691 1427682 32.57% 3.678%
39 14.669 1962 1969 1982 rBV 449482 817061 18.64%  2.105%

40 14.769 1982 1986 1992 rVB 45356 69937 1.60% ©.180%
41 14.875 1998 2004 2012 rVV8 13017 26836 0.61% 0.069%
42 14.945 2012 2016 2025 rVB1e 7747 16878 ©.39% 0.043%
43 15.451 2095 2102 2115 rBV 1788640 2606330 59.47% 6.714%
44 15.575 2117 2123 2134 rVW 511621 730729 16.67%  1.883%
45 15.687 2138 2142 2147 rVB5 8333 13655 0.31% ©.035%
46 16.169 2220 2224 2228 rBV7 6530 8627 0.20% 0.022%
47 16.234 2230 2235 2240 rVB3 8609 12646 ©.29% ©0.033%
48 16.422 2262 2267 2274 rVB3 7435 14131 ©.32% ©0.036%
49 16.610 2295 2299 2306 rVB7 11389 17764 0.41% 0.046%
50 16.969 2355 2360 2363 rBV7 5664 9676 0.22% 0.025%
51 17.016 2363 2368 2372 rVB7 6707 12981 ©.30% ©0.033%
52 17.204 2392 2400 2407 rBV 1303385 1857228 42.38% 4.785%
53 17.304 2411 2417 2428 rVV 2133143 2895076 66.06%  7.458%
54 17.834 2503 2507 2510 rBV4 6517 8614 0.20% 0.022%
55 18.104 2547 2553 2562 rBV 567552 816827 18.64% 2.104%
56 18.739 2659 2661 2665 rVB4 6941 8142 0.19% 0.021%
57 19.122 2722 2726 2731 rBV 38079 45503 1.04% ©0.117%
58 19.192 2734 2738 2740 rBV 44767 61882 1.41% ©.159%
59 19.216 2740 2742 2750 rVB6 31992 50783 1.16% 0.131%
60 19.333 2758 2762 2776 rBV 234932 348093 7.94%  0.897%
61 19.545 2792 2798 2804 rBV 2847842 3796145 86.61% 9.780%
62 21.016 3044 3048 3057 rBvV2 255423 413786  9.44% 1.066%
63 21.298 3091 3096 3105 rBV 1955502 2423036 55.29% 6.242%
64 23.504 3464 3471 3484 rVB2 2169205 4382809 100.00% 11.291%
65 23.657 3491 3497 3508 rVB 1362163 2659597 60.68% 6.852%

Sum of corrected areas: 38816816
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 21 Dec 2023 22:28
: MA/JU
. 05808-10

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
BP019012.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP019012.D\data.ms

2500000

2000000

1500000

1000000

534 10.240_|_0m557
6. 352
500000 914g>% 7.822 8.981 9.699
3.675
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Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP019012.D\data.ms
19.545
2500000
17.304
2000000
15.451
1500000 14.145 17.204
13.869
1000000 14.451
500000 14.669 15.575
13.251 1
0 12102Q041126HP.893 18387016 : 85 15.687 1661B8ABDH10B/IBEE

Time--> 12.00 1250 13.00 13,50 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 TIC: BP019012.D\data.ms
23.504
2500000
21.298

2000000 23 657

1500000

1000000

500000  21.016
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BP122123\
Data File : BP019012.D

Acqg On : 21 Dec 2023 22:28
Operator : MA/JU

Sample : 05808-10

Misc

ALS vial : 11 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 2.10 ng/ul 77432  1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 80
2 Isopropyl Alcohol 60 C3H80 000067-63-0 50
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 39

4 Propylene Glycol 76 C3H802 000057-55-6 25
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance  Scan 76 (3.534 min): BP019012.D\data.ms (-72) (-) m/z 45.00 100.00%

45.0

—

5000
R R
3.20 3.40 3.60 3.80
Olrrrdih 1268 207.0267.1 3570 4299 5404  n/; 43.00 18.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 LA LA BN R
3.20 3.40 3.60 3.80
m/z 61.00 6.92%
O‘\\J”\“‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
P ]
3.20 3.40 3.60 3.80
5000 m/z 43.95 4.92%
Ot e e AA/\WMIJ\MWW

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

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R R R R
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.36%

5000

-

04.0
O e e e e e e e AR EEEE
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 : BP019012.D

Acqg On : 21 Dec 2023 22:28
Operator : MA/JU

Sample : 05808-10

Misc

ALS vial : 11

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 2 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.104 8.80 ng/ul 816827  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 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2553 (18.104 min): BP019012.D\data.ms (-2547) (-
73.0

m/z 73.00 100.00%

B

5000
213.2
Lz ], s
oy HMA,W |1l 281.9340.84010 4751 5481 /7 ce.e0  79.05%
m/z--> 0 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
“ 213.0 m/z 43.05 67.13%
0‘\\\\“‘ \Lh\h\“}\\’l\\‘\\\"\\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— —
256.0 18.00 18.50
5000 ITI/Z 57.05 62.32%
157.0
0 i e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid — ==
2
43.0 256.0 18.00 18.50
m/z 55.05 60.53%
5000
129.0
o‘m““‘ J‘“'\‘A\A“*,H%'b*\‘ — 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 :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
BP019012.D

Dec 2023 22:28

: MA/JU
. 05808-10

11

hod
le

ry

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.
19.334 2.87 ng/ul 348093 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 95

5 Pentadecanoic acid 242 C15H3002 001002-84-2 86
Abundance Scan 2762 (19.333 min): BP019012.D\data.ms (-2758) (- m/z 73.00 100.00%
5000
241.2
— —
“M 171‘ 1 19.00 19.50
o bl L L) 343.1402.84611 6350 0 59 95 76.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — e
19.00 19.50
’ 284.0 m/z 57.05 74.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= =
19.00 19.50
5000 284.0 m/z 43.05 73.87%
185.0
(B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid = T
73.0 19.00 19.50
m/z 55.00 64.56%
5000
H 185.0  284.0
o_w"k‘,‘ ‘J“‘wnmmM‘w‘_HWHwwm‘wwm = -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019012.D

Acqg On : 21 Dec 2023 22:28
Operator : MA/JU

Sample : 05808-10

Misc

ALS vial : 11 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 4 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.016 3.42 ng/ul 413786  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptacos-1-ene 378 C27H54 015306-27-1 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3048 (21.016 min): BP019012.D\data.ms (-3044) (- m/z 83.10 100.00%
5000 %%NWMMMHJ\MMMWAW$N
207.0 51'00 |
21.00
281.0 1
O\HHPM355414947615382 m/z 57.85 98.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 = :
21.00
1 5.0 m/z 55.05 93.88%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— 1 \
21.00
5000 m/z 97.10 86.72%
125.0
o 195.0 378.0
e e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene e — ¥
55.0 21.00
m/z 69.05 83.99%
5000
125.0
oL L 1050 2600 300
T T —
m/z--> 0 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 : BP019012.D

Acqg On : 21 Dec 2023 22:28
Operator : MA/JU

Sample : 05808-10

Misc

ALS Vvial : 11 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 2.1 ng/ul 77432 1 7.822 738346 20.0
n-Hexadecanoic ... 18.104 8.8 ng/ul 816827 4 17.204 1857230 20.0
Octadecanoic acid 19.334 2.9 ng/ul 348093 5 21.298 2423040 20.0
1-Heneicosanol 21.016 3.4 ng/ul 413786 5 21.298 2423040 20.0
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