LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43527.D

Acqg On : 22 Dec 2023 06:23
Operator : MA/JU

Sample : 05912-02

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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43527.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.804 102 105 120 rBV 117576 217873 ©0.18% 0.121%
2 7.128 663 670 682 rVB 208493 351123 0.29% 0.196%
3 7.3106 694 701 718 rVB 845059 1380493 1.16% 0.769%
4 7.498 726 733 742 rBV 760399 1257672 1.06% 0.701%
5 7.969 805 813 821 rBV 763923 1255282 1.05% 0.700%
6 8.681 925 934 943 rBV 593117 972558 0.82%  0.542%
7 9.145 1005 1013 1026 rBV 987595 1686727 1.42%  0.940%
8 9.863 1127 1135 1149 rBV 724418 1214484 1.092% 0.677%
9 10.398 1217 1226 1239 rBV 1073836 1829856 1.54% 1.020%
10 10.780 1283 1291 1299 rBV 1062446 1827641 1.53% 1.019%
11 10.922 1308 1315 1329 rBV 951875 1720724 1.44% 0.959%
12 14.021 1833 1842 1853 rBV 2362137 3406690 2.86% 1.899%
13 14.298 1883 1889 1903 rBV 2399813 3615125 3.03% 2.015%
14 14.604 1934 1941 1954 rBV 1506959 2375697 1.99%  1.324%
15 14.810 1968 1976 1990 rBV 163040 341102 ©0.29% 0.190%

16 15.598 2101 2110 2124 rBV 3357731 4884788 4.10% 2.722%
17 15.715 2124 2130 2142 rBV 1042061 1465520 1.23% 0.817%
18 17.227 2369 2387 2391 rBV 39239582 119175373 100.00% 66.419%
19 17.315 2397 2402 2404 rBV 239270 363744 0.31% 0.203%
20 17.351 2404 2408 2418 rVB 1815263 2554338 2.14%  1.424%

21 17.451 2418 2425 2437 rVB2 3791297 5369249  4.51%  2.992%
22 19.215 2719 2725 2731 rBV 723196 901087 0.76% 0.502%
23 19.739 2807 2814 2821 rBV 4334187 5852152 4.91% 3.262%
24 21.527 3113 3118 3128 rBV 1855365 2417887 2.03% 1.348%
25 21.633 3131 3136 3144 rBV 1679330 1981489 1.66% 1.104%
26 23.786 3495 3502 3513 rVB2 3091173 5825444  4.89%  3.247%
27 23.938 3522 3528 3538 rVB 1257027 2536777 2.13% 1.414%

28 24.244 3574 3580 3594 rVB 1307568 2649729 2.22%  1.477%

Sum of corrected areas: 179430624
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Dec 2023 06:23
: MA/JU
¢ 05912-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
BM@43527.D

: 29  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

TIC: BM043527.D\data.ms

3.804 7.13@810198  7.969 8.681 9.145 9.863 1039810018922

n

Time-->

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\"f\\*‘\\\\‘\\\\‘\\\\‘\\\\‘\\\A\‘\\\\‘y_v_r\*\

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM043527.D\data.ms
17.p27

19.739

15.598 17.451
14.028.2
%1604 7.3%1
| “R4’810 15715 7. 19.215

0

U
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Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

Time-->

TIC: BM043527.D\data.ms

23.786
205533 3.9381.244

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_M\Data\BM122123\
Data File : BM@43527.D

Acqg On : 22 Dec 2023 06:23
Operator : MA/JU

Sample : 05912-02

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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.
17.227 933.12 ng/ul 119175000 Phenanthrene-d1e 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 91
2 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 90
3 N-hexylbenzenesulfonamide 241 C12H19N02S 007250-80-8 72
4 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 64
5 [(Chloromethyl)sulfonyl]benzene 190 C7H7C102S 007205-98-3 47
Abundance Scan 2387 (17.227 min): BM043527.D\data.ms (-2369) (- | m/z 77.05 100.00%
71.0 170.1
5000
1700 1750
39.4 125.1 213.1 ’ .
ol bl . 1258 || 3D 2811 3411 ;14105 100.00%
m/z--> 50 100 150 200 250 300 350
Abundance #90631: Benzenesulfonamide, N-butyl-
71.0 141.0
5000 —r ——
17.00 17.50
m/z 170.10 100.00%
28.0 213.0
O\\H‘!w}‘\r\\‘\\‘\\“\‘\\‘\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #90632: Benzenesulfonamide, N-butyl-
71.0 141.0
—— —
17.00 17.50
5000 m/z 51.05 24 .50%
30"0‘ 213.0
ok LV O
m/z--> 50 100 150 200 250 300 350
Abundance #124493: N-hexylbenzenesulfonamide T T
141.0 17.00 17.50
77.0 9
m/z 78.05 12.92%
5000
o % L seoomo ol
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43527.D

Acqg On : 22 Dec 2023 06:23
Operator : MA/JU

Sample : 05912-02

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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.
19.215 7.06 ng/ul 901087  Phenanthrene-d1e 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
2 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 78
3 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 53
4 1-Penten-3-o0l, 2-methyl- 100 C6H120 002088-07-5 53
5 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 53

Abundance Scan 2725 (19.215 min): BM043527.D\data.ms (-2719) (- | m/z 71.05 100.00%
71.0
5000
1900 1950
143.1 : .
ol d ‘ |00 20702509 8851 ;0 73,5 51.14%
miz--> 50 100 150 200 250 300 350
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 — —
19.00 19.50
m/z 55.10 48.09%
29. ‘
O\\W%“h\ \“\““\]-\2\9-\0‘]\-7\5\.\0‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
— —
19.00 19.50
5000 m/z 43.05 31.81%
143.0
0 29'% ‘h ‘h h‘\ uH “ 21\5'0257'0 315.0 377.0
B LB A I et B
m/z--> 50 100 150 200 250 300 350
Abundance #14394: 4-Heptanone, 3-methyl- — =
71.0 19.00 19.50
m/z 41.05 29.57%
5000
27 128.0
oH‘m“:‘w‘w“‘JH‘WHw_m_m_m_m — —r
m/z--> 50 100 150 200 250 300 350 19.00 19.50

SFAM-EPA-BM121523.MA.M Fri Dec 22 20:13:41 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43527.D

Acqg On : 22 Dec 2023 06:23
Operator : MA/JU

Sample : 05912-02

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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-Pentaoxacyclop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.633  16.39 ng/ul 1981490  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 86
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
31,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 78
4 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 72
5 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 53
Abundance Scan 3136 (21.633 min): BM043527.D\data.ms (-3131) (- | m/z 71.05 100.00%
71.0
5000
—— —
“ || 1431 2070 21.50 22.00
ol m‘, AL I3 2070 2810 3551 4161 475. ./, 7316 42.60%
mlz--> 100 150 200 250 300 350 400 450
Abundance #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
5000 = ——
21.50 22.00
m/z 55.05 41.30%
143.0
o LLLLL L 2150 2890 360.0
\\\\’\ \f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400 450
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
—— —
21.50 22.00
5000 m/z 43.05 24.67%
owpi, o
m/z--> 100 150 200 250 300 350 400 450
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon —— —
71.0 21.50 22.00
m/z 41.10 21.51%
5000
143.0
“H,‘““H“H“‘H“_“‘_“w“‘w“u“‘u —— —
m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43527.D

Acqg On : 22 Dec 2023 06:23
Operator : MA/JU

Sample : 05912-02

Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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

Concentration Rank 2

Peak Number 4 1,6,11,16,21,26-Hexaoxacycl...

R.T. EstConc Area Relative to ISTD R.T.
24.244  20.89 ng/ul 2649730  Perylene-d12 23.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 90
2 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 87
31,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 83
4 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 78
5 3-Tetrahydro-2-furanylpropanoic ... 144 C7H1203 000935-12-6 50

Abundance Scan 3580 (24.244 min): BM043527.D\data.ms (-3574) (+ ' m/z 71.10 100.00%
71.1
5000 /\
“ || 1430 070 2810 2400 2450
ol bl o 207.0 2810 355.1 4160 4904 sz 73.10  38.77%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000
24.00 24.50
m/z 55.10 37.58%
()l-glililI \\\L]\-?Wg;o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
T —
24.00 24.50
5000 ITI/Z 43.05 20.58%
‘ } 143.0
ol Lkl IR0 3010
m/z--> 100 150 200 250 300 350 400 450
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane =
71.0 24.00 24 50
m/z 42.05 17.69%
5000
o Ll 00 250 20 g0 o L
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43527.D

Acqg On : 22 Dec 2023 06:23
Operator : MA/JU

Sample : 05912-02

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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... 17.227 933.1 ng/ul 119175000 4 17.351 2554340 20.0
1,6,11-Trioxacy... 19.215 7.1 ng/ul 901087 4 17.351 2554340 20.0
1,6,11,16,21-Pe... 21.633  16.4 ng/ul 1981490 5 21.527 2417890 20.0
1,6,11,16,21,26... 24.244  20.9 ng/ul 2649730 6 23.939 2536780 20.0
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