LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081823\
Data File : BP016648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc :

ALS Vvial : 16 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-BP081423.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO16648.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.393 14 18 30 rVB 91887 139513 1.90% 0.169%
2 3.828 88 92 108 rBvV 577991 902484 12.27% 1.095%
3 3.946 108 112 115 rVB3 15341 17880 0.24% 0.022%
4 4.034 122 127 134 rVB 76576 127695 1.74%  0.155%
5 4.146 143 146 155 rVB 20451 38060 0.52% 0.046%
6 4.311 170 174 177 rVB6 5320 7521 0.10% 0.009%
7 4.540 209 213 220 rBV7 16408 45072 0.61% ©.055%
8 4.734 242 246 252 rVB2 45711 62811 ©0.85% 0.076%
9 5.087 300 306 313 rBV 55005 88061 1.20% 0.107%
106 5.205 322 326 331 rVB5 11733 17516 0.24% 0.021%
11 5.675 401 406 412 rVB2 20913 44251 0.60% 0.054%
12 5.993 457 460 463 rBV5 4672 7916 0.11% 0.010%
13  6.493 540 545 553 rBV2 20823 45072 0.61% ©.055%
14 6.834 599 603 607 rBv7 4593 9058 0.12% 0.011%
15 6.993 626 630 631 rBv4 8295 9349 0.13% 0.011%
16 7.193 657 664 676 rVB 1164340 1934833 26.31% 2.347%
17 7.387 689 697 706 rBV 970867 1497151 20.36% 1.816%
18 7.569 720 728 736 rBV 1150049 1810894 24.63% 2.197%
19 7.640 736 740 751 rVB 85315 146485 1.99% 0.178%
20 7.852 773 776 781 rVB4 7477 10502 0.14% 0.013%
21 8.052 801 810 820 rBV 1173126 1865453 25.37%  2.263%
22 8.387 862 867 875 rBV3 14229 35018 0.48% 0.042%
23 8.752 922 929 940 rBV 1439441 2305660 31.36% 2.797%
24  8.840 942 944 948 rVWW4 14470 25866 ©0.35% 0.031%
25 8.899 948 954 963 rVB 131906 221333 3.01% 0.268%
26 9.246 1004 1013 1025 rBV 1152076 1882414 25.60% 2.284%
27 9.475 1049 1052 1056 rBV5 8420 13669 ©0.19% 0.017%
28 9.963 1126 1135 1144 rBV 899117 1508987 20.52% 1.831%
29 10.075 1150 1154 1162 rBV 23667 41061 0.56% 0.050%
30 10.328 1192 1197 1201 rBV5 11741 21216 0.29% 0.026%

31 10.487 1217 1224 1239 rBV 1421005 2389350 32.50%
32 10.640 1244 1250 1253 rVv8 5926 11538 0.16%

NWON
®
=
D
R

33 10.881 1283 1291 1300 rBV 1747214 2925906 39.79% 5497%
34 11.034 1309 1317 1334 rBV 1165620 2070749 28.16% 512%
35 11.428 1378 1384 1391 rVB1le 10484 27222 0.37% 0.033%

36 11.569 1403 1408 1410 rBV6 7173 10420 0.14% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081823\
Data File : BP016648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc :

ALS Vvial : 16 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-BP081423.MA.M
Title : SVOA CALIBRATION
37 11.622 1414 1417 1425 rVVv9 7543 16595 ©0.23% 0.020%
38 11.693 1425 1429 1434 rVB7 8759 15102 0.21% 0.018%
39 11.799 1442 1447 1453 rBV1e 5752 11140 0.15% 0.014%
40 11.905 1459 1465 1472 rVB1eO 7129 15377 0.21% 0.019%
41 12.269 1523 1527 1534 rVWW7 12792 23374 0.32% 0.028%
42 12.352 1536 1541 1544 rBvV7 6680 9288 0.13% 0.011%
43 12.457 1552 1559 1566 rBV2 27245 47927 0.65% 0.058%
44 13.034 1653 1657 1661 rVB6 5397 9507 0.13% 0.012%
45 13.463 1726 1730 1738 rBv8 12204 22053 0.30% 0.927%
46 13.551 1738 1745 1750 rVV 103896 167119 2.27% 0.203%
47 13.640 1756 1760 1763 rBV6 7077 12880 0.18% 0.016%
48 13.887 1797 1802 1807 rVv4 17223 27073 0.37% 0.033%
49 14.022 1819 1825 1828 rBv7 12710 16800 0.23% 0.020%
50 14.110 1834 1840 1856 rBV 2812988 3803993 51.74% 4.615%
51 14.316 1869 1875 1882 rBV 10456 20744 0.28% 0.025%
52 14.398 1882 1889 1909 rBV 3024972 4566561 62.11% 5.540%
53 14.534 1910 1912 1916 rVB5 6747 7642 0.10% 0.009%
54 14.704 1934 1941 1949 rBV 2827493 4089093 55.61% 4.960%
55 14.904 1968 1975 1992 rBV 1180860 1973692 26.84%  2.394%
56 15.081 1999 2005 2009 rBV8 31915 62503 0.85% 0.076%
57 15.128 2009 2013 2023 rVB2 108038 168562 2.29% 0.204%
58 15.440 2064 2066 2071 rVB5 6337 8648 0.12% 0.010%
59 15.493 2071 2075 2076 rBvV3 7947 8975 0.12% 0.011%
60 15.698 2102 2110 2120 rBV 3912713 5695795 77.46% 6.910%
61 15.816 2124 2130 2141 rVV 843111 1218005 16.57% 1.478%
62 15.934 2146 2150 2155 rVB5 17396 28992 0.39% 0.035%
63 16.422 2229 2233 2239 rVB2 25737 40592 0.55% 0.049%
64 16.822 2297 2301 2308 rVB9 13932 21677 ©0.29% 0.026%
65 16.975 2325 2327 2333 rBV7 6713 11427 0.16% 0.014%
66 17.469 2405 2411 2416 rBV 3609065 4968358 67.57% 6.027%
67 17.510 2416 2418 2422 rVV 81542 101144 1.38% 0.123%
68 17.569 2422 2428 2438 rVV2 4260790 6075673 82.63% 7.370%
69 17.645 2438 2441 2447 rVB5 42488 63683 0.87% 0.077%
70 18.087 2514 2516 2521 rVB5 20078 24325 0.33% 0.030%
71 18.310 2549 2554 2566 rBV 919728 1541554 20.97% 1.870%
72 19.122 2689 2692 2696 rBV2 34360 56790 0.77% 0.069%
73 19.375 2732 2735 2738 rBV 61473 67255 0.91% 0.082%
74 19.469 2748 2751 2755 rVB 190495 243126  3.31% 0.295%
75 19.539 2760 2763 2775 rBV 383052 638408 8.68% 0.774%

76 19.798 2802 2807 2818 rBV 5318826 7352776 100.00%  8.920%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081823\
Data File : BP016648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc

ALS Vvial : 16 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-BP081423.MA.M
Title : SVOA CALIBRATION

77 21.222 3045 3049 3056 rBV 1119194 1543016 20.99% 1.872%
78 21.563 3102 3107 3112 rBV 3442982 4835361 65.76% 5.866%
79 22.186 3209 3213 3220 rBV 634542 975757 13.27%  1.184%
80 23.980 3511 3518 3526 rVB2 2547258 5567040 75.71% 6.753%

81 24.151 3540 3547 3555 rVB 1903532 3940761 53.60% 4.780%

Sum of corrected areas: 82434149
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081823\
BP016648.D

: 18 Aug 2023 19:13

: MA/JU

. 03968-26

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

5000000

4000000

3000000

Abundance TIC: BP016648.D\data.ms

2000000 10 881

752

7. 19 569 8.052
1000000 9.963
3.828
ﬁJ@@enstS 88105 5.6755.993 6.4936.f 85;99 %085 8.387 v° || 9.475 015 32H.640 11mm

0 T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ L \ \ T \ LIS R B e \ ‘ T T ‘ (R ‘ T T T \ \ T ‘ \ T T T ‘ T T T
3.50 4.00 4.50 5. 00 5.50 6.00 6.50 7. 00 7. 50 8. OO 8.50 9.00 9.50 10. 00 10.50 11.00 11. 50

Time-->

5000000

4000000 15.698

3000000 14. 110 14.704

2000000

1000000

Abundance TIC: BP016648.D\data.ms

19.y98

17.569
17.469

4.398

14-904 18.310

5.816 %9 -
1228967 13.034 13388481380 AJ:@LL AP0 15.934 16. 42216:&2975 1 518.087 10138 L

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Time-->

5000000

4000000

3000000

1000000

Abundance TIC: BP016648.D\data.ms

21.563

23.980

4.151

2000000 21.222 22186

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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\BP081823\
Data File : BP@16648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.MA.M
: SVOA CALIBRATION

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

n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.310 6.21 ng/ul 1541550  Phenanthrene-d10 17.469
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 Tetradecanoic acid 228 C14H2802 000544-63-8 95

Abundance Scan 2554 (18.310 min): BP016648.D\data.ms (-2549) (-

73.0
5000
‘ 2132
| M M0, L, 2810 w550 as11 s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
“ 213.0
\‘\ HH m\l ‘ ‘

m/z--> 0 50

\\‘\\\1]1r\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

100 150 200 250 300 350 400 450 500 550

Abundance
43.0

5000

#143508: n-Hexadecanoic acid
256.0

129.0

“HHMH\\}?M‘ |

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

m/z 73.00 100.00%

%

18.00 18.50

m/z 60.00  83.50%

— =
18.00 18.50

m/z 43.10 79.70%

—

18.00 18.50

m/z 41.10 68.47%

%

Ranas
mlz--> 0 50

Abundance #143509: n-Hexadecanoic acid ‘
43.0 18.00 18.50
m/z 55.05 66.76%
5000 256.0
129.0
‘ ‘\ Jm M “ Al \ }?ﬂbl = : ;

100 150 200 250 300 350 400 450 500 550

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081823\
Data File : BP@16648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.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 2 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.539 2.64 ng/ul 638408 Chrysene-di2 21.563
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 2763 (19.539 min): BP016648.D\data.ms (-2760) (-

9.

m/z 73.00 100.00%

%

5000
‘ ’ 18‘5 b 241 19.50
Ol AL ““Mu m‘m b 942040114620 535.1  "n/7 43.10  95.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— :

19.50
m/z 60.00 80.84%

‘H 185 0 2840
h “ Wl

“ |

RRE H‘W\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid

43.0

-

19.50
5000 129.0 m/z 57.10 77.08%

284.0

“‘IJ‘AMM pos | ‘ \

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

—

Abundance #179093: Octadecanoic acid
73.0 19.50
m/z 55.05 72.28%
5000 284.0
185.0
|~ ‘Wm\\ —
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\BP081823\
Data File : BP@16648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.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 3 Behenic alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.222 6.38 ng/ul 1543020  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3049 (21.222 min): BP016648.D\data.ms (-3045) (- m/z 57.10 100.00%
57.1

- iw

1P5.1

207.0 |
o LML 2070 2801 ss50 aso0 sas: ek bs o7 e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0

5000

19 { | “FF?-F’ 222.0280.0
‘\\\‘\T\‘\\\\[\1f\‘f\\\[\\f\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.0

5000 m/z 43.10 93.51%

1.0
_‘\\h‘ iy 1080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester ——
57.0 21.00 21.50
m/z 69.10  85.59%

5000
5.0
2 mo
L T 2580 392.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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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\BP081823\
BP016648.D

: 18 Aug 2023 19:13
: MA/JU
: 03968-26

. 16

Quant Method
Quant Title

TIC Libra

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.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 4 Fumaric acid, 2-chloropropy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.186 4.04 ng/ul 975757  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Fumaric acid, 2-chloropropyl tri... 374 C20H35C104 1010348-57-1 96

2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 93

Abundance Scan 3213 (22.186 min): BP016648.D\data.ms (-3209) (- m/z 57.10 100.00%

57.1
5000

195.1 _ =

‘ 22.00 22.50
209.0 281.0
b4 N}‘ bdebin Sofr SO0 839.9397.2 47585350 1 /7 g3.10

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 22.00 22.50
281.0 m/z 55.10 93.36%
\\J”\ Ll“\ ‘4\‘\\‘\'!“‘|\f’u\|T‘\ \w“\\f‘\‘\3\3\19‘(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
— —
22.00 22.50
5000 m/z 43.10 89.78%

125.0
‘. lukllﬁzo 2940
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #299848: 1-Heptacosanol T T

57.0 22.00 22.50

m/z 97.05 85.14%
5000
125.0
S J‘ | 1820 250.0308.0 378.0
e A A e e e e — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081823\
Data File : BP016648.D

Acqg On : 18 Aug 2023 19:13
Operator : MA/JU

Sample : 03968-26

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@81423.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|
n-Hexadecanoic ... 18.310 6.2 ng/ul 1541550 4 17.469 4968360 20.0
Octadecanoic acid 19.539 2.6 ng/ul 638408 5 21.563 4835360 20.0
Behenic alcohol 21.222 6.4 ng/ul 1543020 5 21.563 4835360 20.0
Fumaric acid, 2... 22.186 4.0 ng/ul 975757 5 21.563 4835360 20.0
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