LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc :

ALS Vvial : 17 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21246.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 27 31 37 rVB 24417 33592 0.60% 0.064%
2 3.487 82 85 90 rBV3 5150 9764 0.17% 0.019%
3  3.605 102 105 127 rBV 73568 172321 3.07% 0.328%
4 3.887 150 153 157 rvB2 6344 8696 0.15% 0.017%
5 6.734 630 637 639 rBv8 3276 5995 0.11% 0.011%
6 6.857 652 658 674 rBV 177697 429326 7.65% ©.818%
7 6.987 674 680 697 rVB 515667 870817 15.52% 1.659%
8 7.187 706 714 736 rBV 696695 1209113 21.54% 2.303%
9 7.634 780 790 805 rBV 694122 1175873 20.95% 2.239%
10 8.363 904 914 938 rBvV 572772 1176049 20.95% 2.240%
11 8.793 979 987 1009 rBV 659587 1194980 21.29% @ 2.276%
12 9.128 1041 1044 1049 rVB6 4290 6347 0.11% 0.012%
13  9.369 1076 1085 1094 rBV6 6837 20110 0.36% 0.038%
14 9.504 1101 1108 1129 rBV 539694 1074284 19.14% 2.046%
15 9.828 1156 1163 1164 rBV7 3977 6622 0.12% 0.013%

16 10.063 1193 1203 1228 rBV 674131 1718428 30.62%
17 10.404 1253 1261 1273 rBV 875590 1657314 29.53%
18 10.563 1279 1288 1304 rBV 381147 968421 17.25%
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19 11.198 1389 1396 1404 rBV2 18152 54776  ©.98% 104%
20 11.604 1461 1465 1470 rBV6 5403 9862 0.18% 019%
21 12.010 1530 1534 1543 rVB2 14601 27149 0.48% 0.052%
22 12.157 1553 1559 1562 rVBS8 3657 6109 0.11% 0.012%
23 12.604 1633 1635 1641 rVV7 3205 6905 0.12% 0.013%
24 12.857 1673 1678 1679 rBV5 3996 5662 ©.10% 0.011%
25 13.045 1708 1710 1716 rBV7 3754 5835 0.10% ©0.011%
26 13.145 1722 1727 1732 rVBS8 4591 8586 0.15% 0.016%
27 13.234 1738 1742 1747 rBV8 4577 8250 0.15% 0.016%
28 13.322 1752 1757 1761 rBV7 5642 12290 ©0.22% 0.023%
29 13.645 1808 1812 1813 rBV4 4456 6608 0.12% 0.013%
30 13.687 1813 1819 1833 rVV 1833709 2620176 46.68%  4.990%
31 13.963 1859 1866 1880 rBV 1872236 3075178 54.79% 5.857%
32 14.275 1912 1919 1927 rVV 1408452 2242498 39.95% 4.271%
33 14.622 1973 1978 1988 rBV2 59207 165446 2.95% 0.315%
34 14.722 1992 1995 2003 rVB8 20289 41478 0.74% 0.079%
35 15.234 2079 2082 2086 rBV6 12268 21294 ©0.38% 0.041%

36 15.292 2086 2092 2107 rVV 2696115 3919038 69.82% 7.464%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc

ALS Vvial : 17 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 15.463 2115 2121 2132 rBV 635644 1282744 22.85%  2.443%
38 16.133 2233 2235 2242 rVB 22144 32620 0.58% 0.062%
39 17.004 2381 2383 2389 rVB7 29667 37633 0.67% 0.072%
40 17.098 2392 2399 2405 rBV 2058336 2925202 52.12% 5.571%
41 17.192 2410 2415 2428 rVV2 2934343 4474720 79.73%  8.522%
42 18.022 2551 2556 2566 rBV 569844 920179 16.39% 1.753%
43 19.210 2754 2758 2760 rBv2 72672 109205 1.95% 0.208%
44 19.357 2779 2783 2789 rBV 436925 625618 11.15%  1.192%
45 19.574 2814 2820 2827 rBV 3849100 5612661 100.00% 10.690%
46 21.192 3090 3095 3102 rVB 214940 372774 6.64% 0.710%
47 21.539 3148 3154 3168 rVB 2274588 3421290 60.96% 6.516%
48 23.210 3434 3438 3443 rBV2 220200 369025 6.57% 0.703%
49 24.615 3668 3677 3689 rVB 2001109 4972581 88.60% 9.470%
50 24.851 3708 3717 3731 rVB 1034659 3374608 60.12% 6.427%

Sum of corrected areas: 52506052
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021246.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000 10.404
7.187 7.634 10.063

8.793
6.98 8. 363 9.504
500000 563
0 3.163 36P3.887 6. 733% 9.128369 9.82¢ fk 11. 19&1 60421&1175712 ey

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 1000 lO 50 11.00 11. 50 12.00 12. 50

Abundance TIC: BP021246.D\data.ms
4000000 19.574

3500000

17.192
3000000

15.292 21539
2500000

17.098
2000000 13.683.963
1500000 14.275

1000000

15.463 18.022 19.357 21.192

500000 W @h o
0 38ER3A3 645 1446222 15. 16133 17.0

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BP021246.D\data.ms
4000000

3500000
3000000
2500000 24.615
2000000
1500000 4.851
1000000

23.210
500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.022 6.29 ng/ul 920179  Phenanthrene-d10 17.098
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 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2556 (18.022 min): BP021246.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
5000
213.2
=1 T
iz |
obrrd, HHAH_HMH‘ 84.1 3550 4289 5030  m/z 60.00 82.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00
“ 213.0 m/z 43.10 81.46%
O‘\\\ ‘ \L"!H“}\l ‘\\\f\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
— T \
18.00
5000 m/z 55.10 69.82%
129.0
ol see, |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T
73.0 18.00
m/z 57.05 68.43%
256.0
5000
“ 57.0
OJ'thmmﬂl\\‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\
Data File : BP@

Acqg On : 30
Operator : MA/
Sample : P33
Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP072924\
21246.D

Jul 2024 22:52

Ju

47-15

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 2

R.T. EstConc Area Relative to ISTD R.T.
19.357 3.66 ng/ul 625618 Chrysene-di2 21.539
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 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2783 (19.357 min): BP021246.D\data.ms (-2779) (-

3

m/z 73.00 100.00%

:

5000
19.00 19.50
0 1 355.0415.8475.0536.3 m/z 43.05 99.219
‘ TTT ’ T . . (]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — s
185.0 19.00 19.50
‘ " m/z 57.10 80.51%
0‘\\!'\"\ \’\II\”\J“IW\H\\l\\“\l\‘\\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

:

Abundance #179089: Octadecanoic acid
73.0
19.00 19.50
5000 m/z 60.00 78.53%
’ 185.0 284.0

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

Abundance #179091: Octadecanoic acid — =
43.0 19.00 19.50
m/z 55.10  73.74%
5000 129.0
284.0
o Ml 20 —
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\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.192 2.18 ng/ul 372774  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3095 (21.192 min): BP021246.D\data.ms (-3090) (- m/z 57.10 100.00%
7.1

5
5000

1%5.1 —— —
21.00 21.50
207.0 281.0
- ,nMu“‘ﬂv"uw“m“m\““““3‘4‘1"‘0"fl‘]"?"q“ﬂg‘?"g‘s“}?ri m/z 43.05 72.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0

5000 T
21.00 21.50

m/z 55.10 72.17%

O‘\\J‘\ ’JWJWIJI‘\‘!:L[‘GlS.01266.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0

T
21.00 21.50

5000 m/z 83.10 69.19%
‘ || 30 252.0
0\*” P et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T 7
55.0 21.00 21.50

m/z 69.05 60.89%

5000
5.0
‘ ‘ 350.0

0 bt }h ‘\ |, 195.0 264.0 |
e e TR T e e —

T \
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\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Hexanedioic acid, bis[2-(2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.210 2.19 ng/ul 369025 Perylene-d12 24.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 93
2 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 40
3 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 27
4 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 14
5 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 12

Abundance Scan 3438 (23.210 min): BP021246.D\data.ms (-3434) (- m/z 57.10 100.00%

57.1
5000
155.1
217.1

M‘t.ut ; S

‘] ‘ 317.1 23.00 23.50
0L bbb i d “waau‘hw‘_hu‘u‘4¥§9‘ﬂ§%°§47 m/z 45.00  34.58%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #319633: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0

5000 — -
23.00 23.50
15502170 m/z 155.16  34.31%
1T
O\\‘\‘J‘L‘\I\“\‘\\J\l\‘”#f\\[\11\“\\\“T‘\l1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #319632: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0
e i
173.0 23.00 23.50
5000 /Z 101.05 33.45%
’ J 261.0
434.0
oillhihf‘-)}““‘wwMBSOJ
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #255341: di(Butoxyethyl)adipate ‘ T
57.0 23.00 23.50

m/z 99.05 33.37%

173.0
) Q\JL
273 0
0 L M ‘ L"O | L J ‘ l 347.0 — 1 T 1

m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021246.D

Acqg On : 30 Jul 2024 22:52
Operator : MA/JU

Sample : P3347-15

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 ... 18.022 6.3 ng/ul 920179 4 17.098 2925200 20.90
Octadecanoic acid 19.357 3.7 ng/ul 625618 5 21.539 3421290 20.0
(DEL) Alkane: S... 21.192 2.2 ng/ul 372774 5 21.539 3421290 20.0
Hexanedioic aci... 23.210 2.2 ng/ul 369025 6 24.851 3374610 20.0
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