LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
Data File : BP©19095.D

Acqg On : 26 Dec 2023 22:19
Operator : MA/JU

Sample : 05976-07

Misc :

ALS Vvial : 20 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@19095.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.211 17 21 24 rBV 56372 66695 0.15% 0.081%
2 3.670 95 99 111 rBV 150600 238191 0.55% 0.290%
3 4.434 224 229 234 rVB 79540 101706 0.23% 0.124%
4 4.811 289 293 299 rVB 37037 51787 ©0.12% 0.063%
5 6.987 658 663 672 rVB 113490 177413 0.41% 0.216%
6 7.152 681 691 701 rVB 549287 860794 1.98% 1.048%
7 7.3406 716 723 736 rBV 501949 786416 1.81% ©.958%
8 7.811 794 803 812 rBV 520116 807069 1.86% 0.983%
9 8.528 917 925 941 rBV 349351 572075 1.32% 0.697%
10 8.975 993 1001 1013 rBvV 608454 991642 2.28% 1.208%
11 9.693 1115 1123 1135 rBV 449760 742378 1.71% 0.904%
12 10.228 1208 1214 1236 rBV 657973 1142806 2.63% 1.392%
13 10.604 1271 1278 1288 rVB 657429 1069151 2.46% 1.302%
14 10.752 1295 1303 1318 rBV 544610 958724  2.20% 1.168%
15 13.346 1738 1744 1753 rBV2 26958 43706 0.10% 0.053%
16 13.863 1825 1832 1844 rBV 1401917 1908157 4.39% 2.324%
17 14.140 1867 1879 1891 rBV 1523419 2245254 5.16% 2.734%
18 14.245 1893 1897 1906 rVB 35726 55878 ©0.13% 0.068%
19 14.445 1924 1931 1941 rBV 935605 1438284 3.31% 1.752%
20 14.681 1964 1971 1980 rBV2 49510 115465 0.27% 0.141%

21 15.440 2092 2100 2115 rBV 2014395 2986751 6.87% 3.637%
22 15.563 2115 2121 2131 rBV 502791 726987 1.67%  ©0.885%
23 17.063 2360 2376 2380 rBV 15781632 43489175 100.00% 52.960%
24 17.198 2393 2399 2408 rVB 1133573 1664951 3.83% 2.028%
25 17.298 2409 2416 2429 rVB 2302218 3255900 7.49%  3.965%

26 18.086 2545 2550 2558 rBV3 50786 85505 ©.20% 0.104%
27 18.163 2559 2563 2568 rVB 37433 50748 ©.12% ©0.062%
28 19.022 2704 2709 2716 rBV 350350 390562 0.90% 0.476%
29 19.110 2718 2724 2728 rVV2 38862 67985 0.16% 0.083%
30 19.533 2790 2796 2807 rBV 3335314 4225655 9.72% 5.146%
31 21.286 3089 3094 3102 rBV 1733509 2077509 4.78%  2.530%
32 21.380 3106 3110 3117 rVV 633793 730247 1.68% ©0.889%
33 23.492 3462 3469 3482 rVB2 2421348 4907840 11.29% 5.977%
34 23.639 3488 3494 3508 rVB 1188693 2369451 5.45%  2.885%
35 23.904 3534 3539 3546 rVB 390657 713615 1.64% ©.869%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
Data File : BP©19095.D

Acqg On : 26 Dec 2023 22:19
Operator : MA/JU

Sample : 05976-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

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
Sum of corrected areas: 82116472
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 26 Dec 2023 22:19
: MA/JU
. 05976-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
BP919095.D

: 20 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0 8.211 3.670 4.434 4.811 6.9

TIC: BP019095.D\data.ms

152340 7.811 g.528 8.975 9.693 10.22810%0%52
N N
I

Time-->

L L L L L L ) B A Y O A [

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

1le+07

8000000

6000000

4000000

2000000

TIC: BP019095.D\data.ms
17.063

19.533

17.298
15.440
13.844.140 7.198

0
Time-->

14.445
13.346 A 1&243@4@81 563 L) 188863 199430
SRR |, 0255 S S L e

12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

Time-->

TIC: BP019095.D\data.ms

23.492

21.286 3639
44‘4,4,,4,§%j?80 23.904
_A

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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Data Path : Z:

Data File : B

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
P@19095.D

Acqg On : 26 Dec 2023 22:19
Operator : MA/JU

Sample : 05976-07

Misc

ALS vial : 2

Quant Method
Quant Title

TIC Library

© Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

: SVOA CALIBRATION

¢ 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 1,4-Dioxane, 2,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.434 2.52 ng/ul 101706 1,4-Dichlorobenzene-d4 7.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane, 2,5-dimethyl- 116 C6H1202 015176-21-3 95
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 23
3 Ethyl hexan-2-yl carbonate 174 C9H1803 1010373-79-4 17
4 2,3-Butanedione, dioxime 116 C4H8N202 000095-45-4 17
5 13,13-Dimethyl-3,6,9-trioxa-13-s... 264 C12H2804Si 1000213-34-9 16
Abundance Scan 229 (4.434 min): BP019095.D\data.ms (-224) (-) m/z 42.00 100.00%
42.0
5000
116.0
R T
l ’ 4.20 4.40 4.60 4.80
I
bk bh L1920 2689 342.8 4258487.7548! ./, 44,95 81.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9234: 1,4-Dioxane, 2,5-dimethyl-
42.0
116.0
5000 L L R B A B L U
4.20 4.40 4.60 4.80
m/z 116.00  35.55%
0‘\\“‘ ‘\‘\\J\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15682: Di-sec-Butyl ether
45.0
R R RRRRR RS
4.20 4.40 4.60 4.80
5000 m/z 40.95 35.46%
oh ik atso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49712: Ethyl hexan-2-yl carbonate T T
45.0 4.20 4.40 4.60 4.80
m/z 42.95 30.97%
5000
Al ILH”'O
0‘\M‘\\‘\\‘\Lu‘\u\,\u\‘uu‘uH‘\m‘\m‘\m‘uu‘\ ST e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
Data File : BP@19095.D

Acqg On : 26 Dec 2023 22:19
Operator : MA/JU

Sample : 05976-07

Misc

ALS Vvial : 20 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 2 Benzenesulfonamide, N-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.063 522.41 ng/ul 43489200  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 95
2 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 64
3 Malononitrile, 2-phenylazo- 170 COH6N4 006017-21-6 47
4 N-Octylbenzenesulfonamide 269 C14H23N02S 016358-32-0 43
5 N-hexylbenzenesulfonamide 241 C12H19NO2S 007250-80-8 43
Abundance Scan 2376 (17.063 min): BP019095.D\data.ms (-2360) (- m/z 169.95 100.00%
169.9
77.0
5000
T
’ 17 OO
Otk L1 2300 341.1390.1488.0517.7 /5 141,00  98.77%
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 77.00  83.24%
213.0
L
O‘\\?J}li\\\\\‘\\\‘\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
T
17 00
5000 m/z 50.95 16.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46281: Malononitrile, 2-phenylazo- T ‘
77.0 170.0 17.00
158.00  11.08%
5000
OH" S
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\BP122623\
Data File : BP@19095.D

Acqg On : 26 Dec 2023 22:19
Operator : MA/JU

Sample : 05976-07

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

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
1,6,11-Trioxacyclopentadecane Concentration Rank 4

Peak Number 3

R.T. EstConc Area Relative to ISTD R.T.
19.022  4.69 ng/ul 390562 Phenanthreme-dio 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 Cl2H2403 000295-63-6 80

6,1
,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607
,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806
,6,11 16,21-Pentaoxacyclopentac... 360 C20H4005
,6,11,16-Tetraoxacycloeicosane 288 C16H3204

066055-34-3 74
064001-05-4 72
056890-57-4 56
017043-02-6 53

Abundance Scan 2709 (19.022 min): BP019095.D\data.ms (-2704) (-
71.0

m/z 70.95 100.00%

T \
19.00

m/z 73.05 50.65%

19.00

m/z 55.05 43.31%

— I T
19.00

m/z 43.10  23.38%

|

1900

m/z 41.05 22.79%

L

5000
0 JL \ | 143.0 217.1 281.0 354.9416.4476.9534.9
A e S S e e e T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000
0 ln‘ \\14]72\19;‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
5000
‘ 143.0
oo billial o amsosre
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
143.0
N L. 2150 3070
H‘w‘“‘H‘w‘H"H‘w‘H“H‘W‘H“H‘W‘H“H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550

1900
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
BP919095.D

Dec 2023 22:19

: MA/JU
. 05976-07

. 20

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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-Pentaoxacyclop...

R.T. EstConc Area Relative to ISTD R.T.
21.380 7.03 ng/ul 730247  Chrysene-di12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 97
,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 91
,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 74

,6,11 16,21, 26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 58

,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 53

Abundance Scan 3110 (21.380 min): BP019095.D\data.ms (-3106) (-
71.0

m/z 71.00 100.00%

5000

I
[|]]] 42 21.00 21.50
1 dh it 72080 2810 355.14151475.1 549. 4/ 73.e5  43.89%

miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0

o

5000
2100 2150
m/z 55.05 38.64%
O \\\\l\‘\ \1!IJ\H\\H‘\\\\2‘]-\5\)\9‘\2\8\\9‘\0\\3\‘6\0\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
P e
21.00 21.50
5000 ITI z 43.00 19.43%
0 "” L8O
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0 21. 00 21 50

m/z 85.00 16.11%

5000
143.0
ol | 2150  3150377.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2100 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
Data File : BP©19095.D

Acqg On : 26 Dec 2023 22:19

Operator : MA/JU

Sample : 05976-07

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 5 1,6,11,16,21,26,31-Heptaoxa... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.904 6.02 ng/ul 713615 Perylene-di2 23.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 90
21,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 64
31,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 59
4 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 53
5 Acrolein,dimethyl acetal 102 C5H1002 006044-68-4 50

Abundance Scan 3539 (23.904 min): BP019095.D\data.ms (-3534) (- m/z 71.00 100.00%

71.0
5000

L1 1432 2152 3249 4319 5052 24.00
ol i Ehoe 928 s LD 2L - m/z 73.0  40.09%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 LA
24.00

m/z 55.00  32.44%

1“‘ !114972\19\.‘0\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 43.10 15.98%

143.0
oL Ll gl 2150 ssosre
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0 24.00

m/z 100.05 15.14%

5000
0 A J‘\ Vi h 215.0 289.0 360.0 j\J\
Pt

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122623\
Data File : BP©19095.D

Acqg On : 26 Dec 2023 22:19
Operator : MA/JU

Sample : 05976-07

Misc

ALS Vvial : 20 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|
1,4-Dioxane, 2,... 4.434 2.5 ng/ul 101706 1 7.811 807069 20.0
Benzenesulfonam... 17.063 522.4 ng/ul 43489200 4 17.198 1664950 20.0
1,6,11-Trioxacy... 19.022 4.7 ng/ul 390562 4 17.198 1664950 20.0
1,6,11,16,21-Pe... 21.380 7.0 ng/ul 730247 5 21.286 2077510 20.0
1,6,11,16,21,26... 23.904 6.0 ng/ul 713615 6 23.639 2369450 20.0
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