LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ G\Methods\8270-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60191.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.118 3 5 10 rVB 359530 372745 2.67% 0©.597%
2 5.039 327 332 338 rBvV 247573 373469 2.68% 0.598%
3 5.509 405 412 430 rBV 2725765 4434105 31.82% 7.098%
4 5.926 475 483 494 rVB2 93610 169377 1.22% 0.271%
5 7.101 675 683 700 rBV 2518966 4550366 32.65% 7.284%

6 7.941 817 826 833 rBV 573070 1035783 7.43% 1
7 9.099 1013 1023 1038 rBV 1388082 2487387 17.85% 3
8 10.744 1295 1303 1311 rBV 828306 1520294 10.91%  2.433%
9 13.200 1714 1721 1735 rBV 4696307 7462423 53.55% 11.
10 14.022 1854 1861 1872 rBV 829638 1240324 8.90% 1

11 14.575 1947 1955 1963 rBV 1673454 2673797 19.19%
12 15.368 2084 2090 2097 rBV 1191928 1533663 11.01%
13 16.061 2201 2208 2230 rBV2 3821641 5955620 42.74%
14 17.324 2416 2423 2433 rBV 2555165 3976288 28.53%
15 19.945 2863 2869 2880 rBV 10415996 13935450 100.00%
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16 21.238 3082 3089 3103 rBV 511741 925184 6.64%  1.481%
17 21.590 3142 3149 3159 rBV 2696714 4432046 31.80% 7.094%
18 23.041 3391 3396 3406 rBV6 82713 218336 1.57% ©.349%
19 23.253 3426 3432 3439 rVB 224261 413370 2.97% 0.662%
20 24.763 3679 3689 3703 rBV 1635169 4764144 34.19% 7.626%

Sum of corrected areas: 62474171
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG060191.D\data.ms
le+07
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10.744
118 5.039 5.926 7941
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Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG060191.D\data.ms
1e+07 19.p45

8000000

6000000
13.200

4000000 16.061
17.324 21.590

2000000 14.575
14.022
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060191.D\data.ms
le+07
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown3.118 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.118 7.20 ng 372745 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
3 1,3-Dioxolane, 2-(6-heptynyl)- 168 C10OH1602 025595-82-8 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (3.118 min): BG060191.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 A\
o ARRRRRRaRERa s
‘ 3.20 3.30 3.40 3.50
|
ool | 127.71828 252.6 322.2 4088 486. /7 43,10  29.11%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B R B
3.203.303.403.50
“ ‘ m/z 87.10 24.26%
O\\l‘\l\H‘H\W‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #9210: 1,3-Dioxolane, 2-propyl-
73.0
PR
3.203.303.403.50
5000 m/z 55.10 24.03%
Y2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43045: 1,3-Dioxolane, 2-(6-heptynyl)- o RRARRERRES EamEe s
73.0 3.203.303.403.50
m/z 71.10 9.34%
5000
B 167.0
0 bbb o e e ey P P T
m/z--> 50 100 150 200 250 300 350 400 450 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.039 7.21 ng 373469 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Tetraglyme 222 C10H2205 000143-24-8 37
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
Abundance Scan 332 (5.039 min): BG060191.D\data.ms (-327) (-) m/z 43.10 100.00%

43.1
5000

1011 4.80 5.00 5.20 5.40
ol 1668 202332173849 4664 540 . 5o 10 61.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- J\
43.0

5000 R
4.80 5.00 5.20 5.40

101.0 m/z 58.10 17.11%
\

O‘\\H\H\“\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100835: Tetraglyme
59.0

4.80 5.00 5.20 5.40

5000 m/z 101.05 16.17%
0\*‘*1“*\’\ ”\‘133\0\\\\\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9492: 2-Hexanol, 2-methyl- R R maEaET
59.0 4.80 5.00 5.20 5.40

m/z 41.10 6.90%

OMM‘ Mi@

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.926 3.27 ng 169377 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
2 Styrene 104 C8H8 000100-42-5 95
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 94
4 Benzeneethanamine, N-[(4-hydroxy... 269 C17H19NO2 106827-59-2 72
5 2-Propenoic acid, 3-phenyl-, 2-p... 252 C17H1602 000103-53-7 53
Abundance Scan 483 (5.926 min): BG060191.D\data.ms (-475) (-) m/z 104.10 100.00%

104.1
5000

510‘ T T T

\‘ 2071 3117 3866 515.. >:60 5.80 6.00 620
A S S m/z  78.0@  53.34%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
5000

5.60 5.80 6.00 6.20

o

51}0 m/z 103.00 52.18%
O \‘\l\i\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5493: Styrene
104.0
\\‘A\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
5000 ITI z 77.00 27 .66%
51.0
0 H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5500: 1,3,5,7-Cyclooctatetraene
104.0 5.60 5.80 6.00 6.20

m/z 51.05 20.22%

5000
51.0
04 ‘ }} it n‘

m/z--> 50 100 150 200 250 300 350 400 450 500 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 4 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.368 11.47 ng 1533660  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 74
2 Succinic acid, 2,2-dichloroethyl... 298 C11H16C1205 1000390-71-6 50
3 Fumaric acid, nonyl tetrahydrofu... 326 C18H3005 1000330-58-3 50
4 Oxalic acid, decyl neopentyl ester 300 C17H3204 1000309-73-4 40
5 Sulfurous acid, dodecyl 2-pentyl... 320 C17H3603S 1000309-16-1 40
Abundance Scan 2090 (15.368 min): BG060191.D\data.ms (-2084) (- | m/z 71.05 100.00%
71.0
5000 j\
159.1 2431 15. 00 15 50
ol by 20 £R5.1293.1 347.9 4179 474« ;n/z 43.05  41.62%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000
15. 00 15 50
m/z 41.05 8.74%
159.0 243.0
0 \\\J"W‘\“\”‘\\\1\“‘L\‘\\‘\\f\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #195928: Succinic acid, 2,2-dichloroethyl tetrahydrofurfur
71.0
15. 00 15 50
5000 m/z 56.10 7.75%
ok \‘ 129.0 185.0
R R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231550: Fumaric acid, nonyl tetrahydrofurfuryl ester
71.0 15. 00 15 50
m/z 55.05 6.12%
5000
226.0
obdpady 2800 O
m/z--> 50 100 150 200 250 300 350 400 450 15. 00 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 5 1-Hexacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.238 4.17 ng 925184  Chrysene-di12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Nonacos-1-ene 406 C29H58 018835-35-3 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3089 (21.238 min): BG060191.D\data.ms (-3082) (- | m/z 57.05 100.00%

57.0
5000
111.1
e

| |, 2069 3121 4011 476. 2199 2150
o_m_m\“Mwuw ot AL A6 n/z 83.10  87.58%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #289619: 1-Hexacosano
43.0
5000 e s
21.00 21.50

m/z 43.10 78.54%

o

‘ \‘, 154.0 209.0 266.0  364.0
\\\\‘\\\\‘\\1\\\\\[\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate
57.0
Py 4
21.00 21.50
5000 111.0 ITI/Z 55.05 77 .79%
Ll | 1115702220 2940
e e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol Ty S
57.0 21.00 21.50

m/z 69.10 76.66%

111.0
5000
Sl pmozzozms _smo

J | o
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ T T ]

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060191.D

Acqg On : 2 Jan 2024 12:29
Operator : MA/JU

Sample : 06039-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
unknown3.118 3.118 7.2 ng 372745 1 7.941 1035780 20.0
2-Pentanone, 4-... 5.039 7.2 ng 373469 1 7.941 1035780 20.0
Bicyclo[4.2.0]o... 5.926 3.3 ng 169377 1  7.941 1035780 20.0
2,2,4-Trimethyl... 15.368 11.5 ng 1533660 3 14.575 2673800 20.0
1-Hexacosanol 21.238 4.2 ng 925184 5 21.590 4432050 20.0
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