LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On : 6 Oct 2022 18:59
Operator : CG/JU

Sample : N5014-09

Misc :

ALS Vvial : 10 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-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55088.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.373 9 14 27 rVB 235006 361199 18.82% 4.160%
2 5.383 349 356 363 rBvV 117722 176221 9.18% 2.030%
3 5.853 429 436 444 rBV 347069 553290 28.83% 6.372%
4 7.463 702 710 719 rBV 363102 617393 32.17% 7.111%
5 8.338 852 859 866 rBvV 86775 151429 7.89% 1.744%

6 9.507 1049 1058 1066 rVB 203071 371032 19.33% 4.273%
7 11.164 1333 1340 1348 rBV 122035 219319 11.43%  2.526%
8 13.573 1743 1750 1758 rVB 647299 949357 49.47% 10.934%
9 14.942 1973 1983 1990 rBV 231505 357424 18.63% 4.117%
10 16.417 2226 2234 2242 rBV 643413 970520 50.57% 11.178%

11 17.674 2441 2448 2455 rBV 349454 517956 26.99% 5.966%
12 18.526 2588 2593 2599 rBV3 20043 34837 1.82% 0.401%
13 20.248 2880 2886 2892 rBV 1473876 1919014 100.00% 22.102%
14 21.564 3106 3110 3123 rBV 61197 103644 5.40% 1.194%
15 21.963 3172 3178 3191 rVB 339385 598773 31.20% 6.896%

16 23.326 3403 3410 3417 rVB 75101 148560 7.74% 1.711%
17 25.418 3753 3766 3779 rBV2 199624 612401 31.91% 7.053%
18 26.846 4000 4009 4013 rBV2 6619 20117 1.05% ©0.232%

Sum of corrected areas: 8682486
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On : 6 Oct 2022 18:59
Operator : CG/JU

Sample : N5014-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055088.D\data.ms
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Abundance TIC: BG055088.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On : 6 Oct 2022 18:59
Operator : CG/JU

Sample : N5014-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.373  47.71 ng 361199 1,4-Dichlorobenzene-d4 8.338

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 14 (3.373 min): BG055088.D\data.ms (-9) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0 87.0

I ‘ 3.403.503.603.703.80
et L Tz 43.00 43.65%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 B R RN R R
43.0 3.403.503.603.703.80
"~ 55.0 87.0 m/z 55.80  29.22%
29.0 ‘ ‘ ‘
O\\\‘\\\\‘\\\\‘\\\\"\\\\“\\‘\\‘\\f\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R
410 ooy 87.0 3.403.503.603.703.80
5000 ’ m/z 87.00 27.19%
29.0
50 | H
Ot _‘ TN /N
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- R REa o ARRREaREEEAE T
73.0 3.403.503.603.703.80

m/z 41.00 15.23%

5000
43.0
oL 20 180 289 | 500 | gg0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On 6 Oct 2022 18:59

Operator : CG/JU

Sample : N5014-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
: 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.
5.383 23.27 ng 176221 1,4-Dichlorobenzene-d4 8.338
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Allyl acetate 100 C5H802 000591-87-7 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 356 (5.383 min): BG055088.D\data.ms (-349) (-) m/z 43.00 100.00%
3.0
5000 59.0
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 82.9 5.00 5.20 5.40 5.60 5.80
0l e e m/z 59.00 47.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 N L R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 17.00%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RERRRE
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 14.57%
20.0 101.0
o 20 Ll 730 850
g e pe e SR OEER
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate Ramaa e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 8.32%
5000
150 58.0
~ 270 72.0 100.0
0m,m\‘um‘\m“‘lm‘um‘\m‘\m‘\m,\m}\m‘\ ‘\,‘[\\\\‘AHH‘\{‘H‘\AH\’!\"\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On : 6 Oct 2022 18:59
Operator : CG/JU

Sample : N5014-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.564 3.46 ng 103644  Chrysene-di12 21.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3110 (21.564 min): BG055088.D\data.ms (-3106) (- | m/z 55.00 100.00%

55.0
97.0
5000
2150 |
39.1 :
193.8 . '
ol b u‘\ b 98 2BL9 384N ) 57.00  89.03%
miz--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
53.0 97.0
5000 —— |
21.50
m/z 69.00 84.43%
39.0
336.0
OITB\Q\ \“‘ =l h\“‘\‘“‘\“‘\“‘h ‘H\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
R
7.0 21.50
5000 ITI/Z 43.00 82.58%
o il 3801020 0200 200
m/z--> 50 100 150 200 250 300 350
Abundance #295270: Bromoacetic acid, octadecyl ester — ‘
43.0 21.50
m/z 83.00 77.25%
3.0
5000
lFLO
250.0
ol “““‘1“‘ J “ | ‘H“m fp 180 TN 2970 | epgend
m/z--> 50 100 150 200 250 300 350 21.50

8270-BG100322.M Fri Oct 07 19:26:20 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On : 6 Oct 2022 18:59
Operator : CG/JU

Sample : N5014-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.326 4.96 ng 148560  Chrysene-di12 21.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6a,12a-Dihydro-6H-(1,3)dioxolo(5... 284 C16H1205 076496-57-6 95
2 (6aR,12aR)-6a,12a-Dihydro-6H-[1,... 284 C16H1205 002035-15-6 95
3 Benzofuran-3-one, 2-[3-hydroxy-4... 284 C16H1205 1000128-62-8 50
4 trans-4-Methoxy-4'-(methylthio)c... 284 C17H1602S 126443-13-8 50
5 9,10-Anthracenedione, 1,8-dihydr... 284 C16H1205 000521-61-9 49
Abundance Scan 3410 (23.326 min): BG055088.D\data.ms (-3403) (- | m/z 284.00 100.00%
284.0
5000
162.0 — e
\ 185900 Ll ‘ | 19\70 2529 ‘ =2 2
0 _wam ‘JH‘mwumu ek bt b | M/Z 283.00 0 29.84%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #178457: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro

284.0
5000 e b i
23.00 23.50
134.0 m/z 285.00 19.78%
69.0 104.0
O ‘ T \3\’\9‘ \(\)‘\‘\ “\‘\‘\ ”‘ T \ \ T ‘ 1‘\ \“\ “ \W \‘\H“h\‘\‘\ T ‘ﬁ\ \‘\ ‘ \‘\ \?‘9% \?\ %?‘]: \9\ ‘ \‘\ T ‘ “\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #178460: (6aR,12aR)-6a,12a-Dihydro-6H-[1,3]dioxolo[4',
284.0
— —
23.00 23.50
5000 m/z 162.00  19.21%
162.0

115 0
3 L O\\‘\G‘ﬁ ﬁ - \ i | ‘H\H\ H \‘\ H‘ :\I‘.gr 0 241 0 ‘ ‘

m/z--> 20 40 60 80 100120140 160 180200220240260280

Abundance #178458: Benzofuran-3-one, 2-[3-hydroxy-4-methoxyben b ——
284.0 23.00 23.50

m/z 267.00  17.52%

o

5000

63.0 112.0 241.0
| ‘ L & 48.0 1970‘ I \H yl ‘

o_m"u‘nu“:‘mJu‘mw"""H""‘WH‘WWWWM
miz—-> 20 40 60 80 100120140160180200220240260280 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55088.D

Acqg On : 6 Oct 2022 18:59
Operator : CG/JU

Sample : N5014-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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|
Butane, 2-metho... 3.373 47.7 ng 361199 1 8.338 151429 20.0
2-Pentanone, 4-... 5.383 23.3 ng 176221 1 8.338 151429 20.0
1-Tetracosene 21.564 3.5 ng 103644 5 21.969 598773 20.0
6a,12a-Dihydro-... 23.326 5.0 ng 148560 5 21.969 598773 20.0
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