LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19164.D

Acqg On : 29 Dec 2023 14:07
Operator : MA/JU

Sample : 06021-07

Misc :

ALS Vvial : 43 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@19164.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 15 19 23 rBV 102321 132141 0.32% 0.141%
2 3.234 23 25 30 rVB 47061 51591 0.12% 0.055%
3 3.658 93 97 112 rBV 272206 418277 1.01% 0.445%
4 6.981 656 662 676 rVB 192172 319835 0.77%  0.340%
5 7.140 683 689 699 rVB 717524 1101586 2.65% 1.172%
6 7.334 714 722 732 rBV 684353 1074899 2.59% 1.144%
7 7.799 794 801 811 rBV 716585 1144127 2.75% 1.218%
8 8.522 916 924 935 rBV 519826 875730  2.11% 0.932%
9 8.969 992 1000 1016 rBV 739853 1238344 2.98% 1.318%
10 9.687 1114 1122 1136 rBV 515452 846234 2.04% 0.901%
11 10.222 1205 1213 1232 rBV 927140 1561227 3.76% 1.662%
12 10.599 1269 1277 1285 rBV 940147 1533376 3.69% 1.632%
13 10.746 1294 1302 1317 rBV 862576 1482482 3.57% 1.578%
14 13.346 1737 1744 1750 rBV 48856 82271 ©0.20% ©.088%
15 13.863 1825 1832 1845 rBV 1802467 2422569 5.83% 2.578%
16 14.140 1868 1879 1889 rBV 1971152 2880443 6.93% 3.066%
17 14.251 1893 1898 1906 rVV 37788 59818 ©0.14% 0.064%
18 14.445 1924 1931 1943 rBV 1355696 1955363 4.71% 2.081%
19 14.669 1961 1969 1984 rBV 243471 566159 1.36% 0.603%
20 15.440 2091 2100 2111 rBV 2577491 3729441 8.98% 3.969%

21 15.569 2116 2122 2133 rBV 471570 666651 1.60% ©.710%
22 17.069 2362 2377 2380 rBV 15304050 41542234 100.00% 44.213%
23 17.169 2389 2394 2395 rBV 152250 199725 0.48% 0.213%
24 17.204 2395 2400 2410 rVB 1606493 2243219 5.40%  2.387%
25 17.304 2410 2417 2428 rVB 2932921 4013301 9.66% 4.271%

26 18.098 2547 2552 2560 rBV2 64000 102399 0.25% 0.109%
27 18.175 2561 2565 2570 rVB 30110 44694 0.11% 0.048%
28 19.033 2706 2711 2720 rVB 442880 508874  1.22% ©.542%
29 19.122 2723 2726 2732 rVB3 42844 58234 0.14% 0.062%
30 19.192 2734 2738 2741 rBV 39091 51607 ©.12% ©.055%
31 19.339 2759 2763 2768 rBv4 37384 49956 0.12% 0.053%
32 19.545 2792 2798 2806 rBV 3757364 5112847 12.31% 5.442%
33 21.304 3092 3097 3106 rBV 2182922 2856927 6.88% 3.041%
34 21.404 3109 3114 3119 rBV 1173676 1354913 3.26%  1.442%
35 23.521 3466 3474 3489 rVB 3303534 6319996 15.21% 6.726%

36 23.669 3493 3499 3511 rVB 1589583 3190885 7.68%  3.396%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19164.D

Acqg On : 29 Dec 2023 14:07
Operator : MA/JU

Sample : 06021-07

Misc

ALS Vvial : 43 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 23.939 3539 3545 3553 rVB 1167576 2167579 5.22% 2.307%

Sum of corrected areas: 93959954
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Dec 2023 14:07
: MA/JU
. 06021-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP019164.D

: 43  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BP019164.D\data.ms

10.22210459946
oo 3.658 6'978.14();\34 7.799 8.522 8.969 9.687

Time-->

\\\‘\/kw\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP019164.D\data.ms
17.069

19.545

15.440 17.304

140
13.84% 14 445 7.204

o

Time-->

13.346 1}11.25{\14-669 1p-569 U\ 1880985 19 §btdnas

12.00 1250 13.00 13.50 14.00 14.50 15.00 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

TIC: BP019164.D\data.ms

23.521

21.304
21.404 3ﬁgg.939

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BP122823\
Data File : BP@19164.D

Acqg On : 29 Dec 2023 14:07
Operator : MA/JU

Sample : 06021-07

Misc

ALS Vvial : 43 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.
17.069 370.38 ng/ul 41542200  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 92
2 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 90
3 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 64
4 [(Phenylsulfonyl)amino]acetic acid 215 C8H9NO4S 005398-96-9 64
5 Malononitrile, 2-phenylazo- 170 CSOH6N4 006017-21-6 47
Abundance Scan 2377 (17.069 min): BP019164.D\data.ms (-2362) (- | m/z 170.00 100.00%
170.0
77.0
5000
T T
l 17.00
Otk ek 1 281.9340.2400.1457.95184 /7 141 00 99.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90632: Benzenesulfonamide, N-butyl-
77.0 141.0
5000 —— ‘
17.00
m/z 77.00 84.71%
0}?;?4‘}‘\\\\‘\\\ “\\\\2‘1\?.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90631: Benzenesulfonamide, N-butyl-
77.0 141.0
T T
17.00
5000 m/z 51.00 16.67%
213.0
15.
O_‘W}WM b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #159003: 2-propenoic acid, 2-methyl-, 2-[(phenylsulfonyl) —r ‘
77.0 141.0 17.00
m/z 158.00 11.06%
5000
o-\" I . — — .
mlz--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19164.D

Acqg On : 29 Dec 2023 14:07
Operator : MA/JU

Sample : 06021-07

Misc

ALS vial : 43

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 2 1,6,11-Trioxacyclopentadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.034 4.54 ng/ul 508874  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 80
2 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 64
3 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 59
4 1-Penten-3-o0l, 2-methyl- 100 C6H120 002088-07-5 58
51,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 56

Abundance Scan 2711 (19.033 min): BP019164.D\data.ms (-2706) (- m/z 71.00 100.00%
71.0

5000

T T
‘ \ l 143.1 207.0 19.00
et b 2070 281.0341.0401.0 474.7 5490 Tnsz 73.00  50.51%

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

o

Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 P
19.00
m/z 55.00 46.86%
Lo

LS LA L L B I L B L L B L R B A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon

o

71.0
1 \
19.00
5000 m/z 43.00 25.10%
143.0
0 l'l Il L J ﬂ h 21\5-0 315'0 377'0
rrerpetdebe e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14394: 4-Heptanone, 3-methyl- = ‘
71.0 19.00
m/z 41.05 23.05%
5000
O \” ‘u | ’ |12b0
e e e —
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\BP122823\
Data File : BP@19164.D

Acqg On : 29 Dec 2023 14:07
Operator : MA/JU

Sample : 06021-07

Misc

ALS Vvial : 43 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 3 1,6,11,16,21-Pentaoxacyclop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.404 9.49 ng/ul 1354910 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 91
2 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 86
31,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 74
4 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 58
5 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 47
Abundance Scan 3114 (21.404 min): BP019164.D\data.ms (-3109) (- | m/z 71.60 100.00%
71.0
5000
P
H || 1430 207.0 281.0341.0400.9 475.1536.4 2150
S Bl m/z 73.85 44.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 LI
21.50
m/z 55.05 38.75%
OIM‘ f}141!2\!g\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #269795:1,6J1,16,21—Pentaoxacydopentacosane
71.0
P
21.50
5000 m/z 43.05 19.09%
bl L 210 a0 300
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #338729:1,6,11,16,21,26,31-Heptaoxacyclopentatriacon ==
71.0 21.50
m/z 85.10 16.20%
5000
‘ 143.0
ob il o 280 msoso L
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

29

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP019164.D

Dec 2023 14:07

: MA/JU
. 06021-07

. 43

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.939  13.59 ng/ul 2167580  Perylene-d12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 91
2 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 91
3 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
4 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 64
5 Z-1-Methoxy-2-pentene 100 C6H120 1000279-59-4 50

Abundance Scan 3545 (23.939 min): BP019164.D\data.ms (-3539) (- m/z 71.00 100.00%
71.0
5000 /\
143.0 2400
" m L 207.0267.9 341.0 416.0475.8537.0 o
(O e R RE s B e LA 37.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000
2400
m/z 55.0 33.73%
143.0
0 \\\Tﬂ‘\ \‘\Iit\l\m\\h‘\\\\2‘1\5\.\0\‘\\\3\()‘\7-\(\)\‘\\H‘\H\‘\\\\‘\\H‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
2400
5000 m/z 43.1 15.45%
143.0
B RamaaE e L e AR BAREAREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane “'/¥ T ‘fF'r
71.0 2400
15.00%
5000
AN L
miz--> 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@19164.D

Acqg On : 29 Dec 2023 14:07
Operator : MA/JU

Sample : 06021-07

Misc

ALS Vvial : 43 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... 17.069 370.4 ng/ul 41542200 4 17.204 2243220 20.0
1,6,11-Trioxacy... 19.034 4.5 ng/ul 508874 4 17.204 2243220 20.0
1,6,11,16,21-Pe... 21.404 9.5 ng/ul 1354910 5 21.304 2856930 20.0
1,6,11,16,21,26... 23.939  13.6 ng/ul 2167580 6 23.669 3190890 20.0
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