LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19175.D

Acqg On : 29 Dec 2023 20:22
Operator : MA/JU

Sample : 06021-03

Misc :

ALS Vvial : 54 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-BP122723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19175.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.199 14 19 40 rVB 1463301 2149663 32.34% 3.854%
2 3.528 73 75 82 rvB3 8296 11849 0.18% 0.021%
3  3.658 93 97 113 rBV 210703 319716 4.81% 0.573%
4 3.881 131 135 140 rVvB3 15182 22455 0.34% 0.040%
5 3.975 148 151 159 rVB 13233 20367 ©0.31% 0.037%
6 4.422 224 227 231 rVB4 9344 13742 0.21% 0.025%
7 4.805 289 292 295 rBvV4 5944 7395 0.11% 0.013%
8 6.975 654 661 674 rVB 237261 381490 5.74% 0.684%
9 7.140 682 689 700 rVB 705761 1077584 16.21% 1.932%
10 7.334 714 722 735 rBV 658111 1066264 16.04% 1.912%
11 7.799 791 801 809 rBV 709081 1097200 16.51% 1.967%
12 8.516 916 923 938 rBV 538564 876087 13.18% 1.571%
13 8.963 991 999 1012 rBV 739916 1217312 18.31% 2.183%
14  9.093 1015 1021 1026 rBV2 15566 25289 0.38% 0.045%
15 9.369 1063 1068 1073 rVB4 8459 14986 0.23% 0.027%

16 9.540 1093 1097 1105 rBV7 5209 9857 0.15%
17 9.687 1113 1122 1133 rBV 534074 902330 13.57%
18 10.222 1205 1213 1231 rVV 880989 1499369 22.56%
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19 10.593 1269 1276 1289 rVB 840922 1427267 21.47% 559%
20 10.740 1293 1301 1316 rBV 679589 1213207 18.25% 175%
21 11.363 1401 1407 1412 rBV4 7654 18736 ©.28% 0.034%
22 11.434 1417 1419 1425 rVB7 4842 7455 0.11% 0.013%
23 12.192 1540 1548 1554 rBV 15137 28431 0.43% 0.051%
24 13.345 1738 1744 17506 rVB4 16743 29992  0.45% 0.054%
25 13.410 1752 1755 1765 rVB4 3983 9827 0.15% 0.018%

26 13.863 1825 1832 1840 rBV 1608229 2238535 33.68%
27 14.134 1871 1878 1892 rBV 1796124 2658859 40.00%
28 14.245 1892 1897 1901 rVV2 10991 16362 0.25%
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29 14.445 1924 1931 1946 rBV 1220038 1776290 26.72% 185%
30 14.663 1962 1968 1989 rBV 123587 272386 4.10% 488%
31 15.198 2052 2059 2064 rBV3 11563 20447 ©.31% 0.037%
32 15.439 2091 2100 2107 rBV 2622113 3541067 53.27% 6.349%
33 15.492 2108 2109 2115 rVVeé 9056 8733 0.13% 0.016%
34 15.569 2115 2122 2135 rVWW 655374 945608 14.23%  1.695%
35 15.681 2137 2141 2145 rVB5 10021 16195 0.24% 0.029%
36 16.228 2230 2234 2239 rVB3 9555 13064 ©0.20% ©0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19175.D

Acqg On : 29 Dec 2023 20:22
Operator : MA/JU

Sample : 06021-03

Misc :

ALS Vvial : 54 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-BP122723.MA.M
Title : SVOA CALIBRATION

37 16.704 2312 2315 2319 rVB4 7635 10928 0.16% 0.020%
38 17.022 2360 2369 2377 rBV 3952395 5608928 84.38% 10.056%
39 17.163 2388 2393 2394 rBvV3 23348 31167 0.47% 0.056%

40 17.198 2394 2399 2410 rVB 1496334 2114162 31.81% 3.791%

41 17.298 2410 2416 2427 rBV2 2979921 4218601 63.47% 7.564%
42 18.092 2547 2551 2559 rBV 101452 141286 2.13% 0.253%
43 18.304 2583 2587 2591 rBV5 7844 12224 0.18% 0.022%
44 19.027 2706 2710 2715 rBV 62831 79090 1.19% ©0.142%
45 19.122 2721 2726 2731 rBV4 43429 66735 1.00% ©.120%
46 19.192 2734 2738 2742 rBV 37483 53530 0.81% 0.096%
47 19.333 2758 2762 2766 rBV2 64277 80730 1.21% ©.145%
48 19.545 2792 2798 2810 rBV 3985004 5351819 8@.51% 9.595%
49 21.304 3092 3097 3103 rBV 2085560 2691076 40.49%  4.825%
50 21.398 3109 3113 3117 rBV 201759 239368 3.60% 0.429%

51 23.515 3465 3473 3487 rVB2 3260331 6647015 100.00% 11.918%
52 23.662 3492 3498 3509 rVB 1520958 3089666 46.48% 5.540%
53 23.927 3540 3543 3550 rVB 214294 382846 5.76% ©.686%

Sum of corrected areas: 55774587
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 54

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\

. BP@19175.D

: 29 Dec 2023 20:22
: MA/JU

. 06021-03

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019175.D\data.ms

199

8.963

14

7.140Q34 7.799

3.658 6.97

3.5283.3875 4.422 4.805

10.2220.593

L e

9. 687

Time-->

L ‘ T T
350 400 450 5.00 550

6.00 650 700 750 800 850 9. 00

099 %!.‘54

950 10.00 10.50 11.00 1150

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019175.D\data.ms

17.022

17.298
15.439

14.134
13.863

7.1
14.445

15.569

12.192 1833450 14.24514663 45 1om 46781 16.228 16.704 17.

19.545

18.0%304 19%@?&4@/—/

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50

18.00

18.50 19.00

19.50 20.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019175.D\data.ms
23.515

21.304
23.662

23.927

211.398

I

Time-->

21.00 2150 22.00 2250 2300 2350 24.00 24.50 2500 25,50 26.00 265

0 27.00 27.50 2800 28.50 29.00

SFAM-EPA-BP122723.MA.M Mon Jan 01 01:40:39 2024

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19175.D

Acqg On : 29 Dec 2023 20:22
Operator : MA/JU

Sample : 06021-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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.
17.022 53.06 ng/ul 5608930  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 90
2 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 80
3 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 64
4 N-Benzenesulfonyloxy-2,2-bis(tri... 335 C10H7F6NO3S 055734-41-3 50
5 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 47
Abundance Scan 2369 (17.022 min): BP019175.D\data.ms (-2360) (- | m/z 77.00 100.00%
77.0 140.9
5000
T T
212.9 17.00
Ot e LL 162 2820 354.8 428.8487.9545.6 /1, 149 95  99.55%
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 169.95 98.13%
213.0
15.
0‘\\?4‘}‘\\\\‘\\\ ‘\ \\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90631: Benzenesulfonamide, N-butyl-
77.0 141.0
T T
17.00
5000 m/z 50.95 20.18%
213.0
15.
O_W}WM e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159003: 2-propenoic acid, 2-methyl-, 2-[(phenylsulfonyl) ——
77.0 141.0 17.00
m/z 78.00 11.05%
5000
O‘H”l““{“mml“m I B .. — —L
mlz--> 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\BP122823\
Data File : BP@19175.D

Acqg On : 29 Dec 2023 20:22
Operator : MA/JU

Sample : 06021-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 2 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.927 2.48 ng/ul 382846  Perylene-d12 23.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 91
2 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 83
31,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 78
4 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 78
5 3-Tetrahydro-2-furanylpropanoic ... 144 C7H1203 000935-12-6 59

Abundance Scan 3543 (23.927 min): BP019175.D\data.ms (-3540) (- m/z 71.00 100.00%

71.0
5000
A —— A
24.00
1430 2090
ol J\‘ 11414302090 263.0040.1308.9459.3521.1  n/y 730 38.42%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #31 8935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000 T
24.00
m/z 55.00 37.62%
143.0
oLkl L 2150 3070
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #269795:1,6J1,16,21—Pentaoxacydopentacosane
71.0
e
24.00
5000 m/z 43.10  18.04%
ol b }L u ” 215.0 289.0 360.0
H“ R R S RRRRRRRRRRE
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon ——
71.0 24.00
m/z 100.10 15.66%
5000
143.0
ol ‘ L. 2150 31503770
‘H““‘H“_“w"H“H“H"_“W“H,‘H‘,H“_ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19175.D

Acqg On : 29 Dec 2023 20:22
Operator : MA/JU

Sample : 06021-03

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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... 17.022 53.1 ng/ul 5608930 4 17.198 2114160 20.0
1,6,11,16,21,26... 23.927 2.5 ng/ul 382846 6 23.662 3089670 20.0
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