LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP©18968.D

Acqg On : 20 Dec 2023 19:27
Operator : MA/JU

Sample : 05894-06

Misc :

ALS Vvial : 18 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@18968.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.675 96 100 110 rBV 167186 240854 0.46% 0.273%
2 4.440 226 230 240 rVB 39536 57744 0.11% 0.065%
3 6.999 660 665 678 rVB 107490 179460 ©0.34% 0.203%
4 7.163 682 693 706 rVB 459782 715789 1.37% 0.811%
5 7.358 718 726 734 rBV 441954 691643 1.32% 0.784%
6 7.822 799 805 815 rBV 403481 651793 1.25% 0.739%
7 8.540 920 927 942 rBV 321581 529667 1.01% ©0.600%
8 8.987 995 1003 1012 rBV 540709 865607 1.65% ©.981%
9 9.716 1118 1126 1137 rBV 407260 693847 1.33% 0.787%
10 10.246 1207 1217 1230 rBV 611825 1051595 2.01% 1.192%
11 10.616 1272 1280 1292 rBV 505867 847922 1.62% 0.961%
12 10.763 1298 1305 1315 rBV 456915 790629 1.51% 0.896%
13 13.875 1827 1834 1842 rBV 1340853 1825730 3.49% 2.070%
14 14.151 1871 1881 1894 rBV2 1418906 2129856 4.07% 2.414%
15 14.457 1925 1933 1944 rBV 733914 1202193 2.30% 1.363%

16 14.681 1965 1971 1981 rBV 73737 157394 0.30%
17 15.451 2092 2102 2108 rBV 1941211 2782749  5.32%
18 15.581 2118 2124 2133 rVV 590334 826168  1.58%
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19 17.092 2363 2381 2384 rBV 15879443 52332602 100.00% 59.324%
20 17.175 2390 2395 2397 rBV3 92286 132139 0.25% .150%
21 17.210 2397 2401 2408 rVB 961705 1351064  2.58% 1.532%
22 17.310 2412 2418 2429 rVB2 2303583 3202977 6.12%  3.631%
23 18.098 2548 2552 2558 rBV2 49661 74422 0.14% 0.084%
24 18.175 2561 2565 2572 rVB 38465 54250 ©.10% ©0.061%
25 19.033 2707 2711 2719 rVB 180207 215536 0.41% 0.244%
26 19.192 2734 2738 2747 rBV 34967 69107 ©0.13% 0.078%
27 19.551 2793 2799 2805 rBV 3132123 4234073 8.09%  4.800%
28 21.298 3092 3096 3102 rBV 1439040 1798792 3.44%  2.039%
29 21.392 3108 3112 3118 rBV 448458 536208 1.02% 0.608%
30 23.510 3465 3472 3484 rVB2 2497088 5099604 9.74% 5.781%
31 23.663 3492 3498 3510 rVB 1074697 2075575 3.97% 2.353%

32 23.927 3538 3543 3549 rVB 414940 798374 1.53% 0.905%

Sum of corrected areas: 88215363
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Dec 2023 19:27
: MA/JU
: 05894-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
BP018968.D

: 18 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

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP018968.D\data.ms

3.675 4.440 6.06463858 7.822 8.540 8.987 9.710 10.248011863

Time-->

A
L I B I B O B L I L ) L I BB

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

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP018968.D\data.ms
17.p92

19.551
17.310

15.451
13.819.151 7 210
}\ 14.457 581 :

0
Time-->

/\:’L4.681 R 7.9 188985 1908392

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

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

Time-->

TIC: BP018968.D\data.ms

23.510

21.298 3.663
21.392 /\23.927

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\BP122023\
Data File : BP018968.D

Acqg On : 20 Dec 2023 19:27
Operator : MA/JU

Sample : 05894-06

Misc

ALS vial : 18 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 Benzenesulfonamide, N-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.092 774.69 ng/ul 52332600 Phenanthrene-d1e 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 95
2 N-Octylbenzenesulfonamide 269 C14H23N02S 016358-32-0 64
3 N-hexylbenzenesulfonamide 241 C12H19N02S 007250-80-8 53
4 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 50
5 Malononitrile, 2-phenylazo- 170 CSOH6N4 006017-21-6 47

Abundance Scan 2381 (17.092 min): BP018968.D\data.ms (-2363) (- m/z 169.95 100.00%

169.9
77.0
5000
1 \
17.00
Otk ek L) 228,9290.1348.1406.1464.4523.7 /7 141 00 96.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90632: Benzenesulfonamide, N-butyl-
77.0 141.0
5000 — :
17.00
m/z 77.05 75.16%
213.0
O]‘-\S\.q\)‘\hi’\\\\‘\\\ “\ \\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
141.0
77.0 —— :
17.00
5000 ITI/Z 51.05 15.29%
0 269.0
T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124493: N-hexylbenzenesulfonamide —f— ‘
141.0 17.00
o m/z 157.95 11.27%
5000 A\
o_wmlm B — -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP018968.D

Acqg On : 20 Dec 2023 19:27
Operator : MA/JU

Sample : 05894-06

Misc

ALS vial : 18 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 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 1,6,11-Trioxacyclopentadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.033 3.19 ng/ul 215536  Phenanthrene-di10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 78
2 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 72
3 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 64
4 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 56
5 1-Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 53

Abundance Scan 2711 (19.033 min): BP018968.D\data.ms (-2707) (- m/z 71.00 100.00%
71.0
5000
” 10.00 |
143.1 ’
N l | 3312009 2810 356.1 4300 5350 ., 73,00  53.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 i ‘
19.00
m/z 55.05 48.47%
Olln. \‘\J“‘J-\z\\g\.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
T \
19.00
5000 m/z 43.05 25.45%
143.0
0 215.0 307.0
T e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14394: 4-Heptanone, 3-methyl- T ‘
71.0 19.00
m/z 41.00 22.71%
o lbilamo L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP018968.D

Acqg On : 20 Dec 2023 19:27
Operator : MA/JU

Sample : 05894-06

Misc

ALS vial : 18 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 3 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.392 5.96 ng/ul 536208 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 87
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
31,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 86
4 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 58
5 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 58
Abundance Scan 3112 (21.392 min): BP018968.D\data.ms (-3108) (- m/z 71.00 100.00%
71.0
5000
2100 2150
143.0 : :
ok lﬂu A ‘\! iy 2080 20593581 462.8 5491 n/z 73.05  44.33%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000 — e
21.00 21.50
m/z 55.05 39.16%
143.0
ol i 2150 3070
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
— —
21.00 21.50
5000 m/z 43.05 18.62%
0 129.0
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon P ——
71.0 21.00 21.50
m/z 85.05 16.39%
5000
143.0
et e e e e = —
m/z--> 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

Quant Method
Quant Title

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
BP018968.D

Dec 2023 19:27

: MA/JU
: 05894-06

. 18

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 1,6,11,16,21-Pentaoxacyclop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.927 7.69 ng/ul 798374  Perylene-di2 23.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 91
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
31,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 52
4 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 47
5 .+/-.-Tetrahydro-3-furanmethanol 102 C5H1002 015833-61-1 47
Abundance Scan 3543 (23.927 min): BP018968.D\data.ms (-3538) (- m/z 71.00 100.00%
71.0
5000 J\
24.00
143.0 ) :
ok ﬂ“ L llu b 2070 28103410 42904898547. ./, 73,65  37.67%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000 T
24.00
m/z 55.10 35.88%
‘ ‘1430
0 \\\\lL“\ \‘lwl‘\\'\d'\\h‘\\\\2%5\.\9‘\\\3\(‘)?.\(\)\‘\\\\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
71.0
——
24.00
5000 m/z 100.10 16.03%
0 129.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 A/\_fy
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane e
71.0 24.00
m/z 43.05 14.55%
5000
143.0
ol | |.il . 2150 2890 3600
R B B L R ——
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122023\
Data File : BP018968.D

Acqg On : 20 Dec 2023 19:27
Operator : MA/JU

Sample : 05894-06

Misc

ALS Vvial : 18 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|
Benzenesulfonam... 17.092 774.7 ng/ul 52332600 4 17.210 1351060 20.0
1,6,11-Trioxacy... 19.033 3.2 ng/ul 215536 4 17.210 1351060 20.0
1,6,11,16,21,26... 21.392 6.0 ng/ul 536208 5 21.298 1798790 20.0
1,6,11,16,21-Pe... 23.927 7.7 ng/ul 798374 6 23.663 2075580 20.0
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