LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53702.D

Acqg On : 25 May 2022 20:29
Operator : CG/JU

Sample : N3027-01

Misc :

ALS Vvial : 11 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53702.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.096 13 18 36 rVB 197824 299578 17.50% 4.033%
2 5.551 430 436 450 rBvV 323533 527972 30.84% 7.108%
3 7.161 704 710 724 rBV 349050 597757 34.91% 8.048%
4 7.983 844 850 860 rBV 73596 127667 7.46% 1.719%
5 9.152 1041 1049 1062 rBV 213284 384307 22.44% 5.174%

6 10.797 1322 1329 1337 rBV 107146 184878 10.80%  2.489%
7 13.247 1739 1746 1753 rBV 607372 933387 54.51% 12.567%
8 14.622 1973 1980 1988 rBV 190085 295835 17.28%  3.983%
9 16.114 2228 2234 2249 rBV 555846 864307 50.48% 11.637%
10 17.371 2441 2448 2455 rBV 272620 411567 24.04%  5.541%

11 18.264 2596 2600 2608 rBV6 13465 32322 1.89% ©
12 19.979 2886 2892 2899 rVB 1306829 1712231 100.00% 23.
13 21.265 3105 3111 3122 rBV2 54250 104811 6.12% 1.411%
14 21.512 3148 3153 3157 rBV2 12813 17896 1.05% ©
15 21.636 3167 3174 3182 rVB 296592 467176 27.28% 6

16 24.837 3710 3719 3730 rVB2 163218 465810 27.20% 6.271%

Sum of corrected areas: 7427501
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 May 2022 20:29
: CG/IU
¢ N3027-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052522\
BGO53702.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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2000007

0

TIC: BG053702.D\data.ms

5551 7.161

096 9.152

10.797

7.983
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TIC: BG053702.D\data.ms
19.979

13.247
16.114
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21.265
18.264 st
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Time-->
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TIC: BG053702.D\data.ms

24.837

Time-->

8270-BG050522
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53702.D

Acqg On : 25 May 2022 20:29
Operator : CG/JU

Sample : N3027-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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.
3.096 46.93 ng 299578 1,4-Dichlorobenzene-d4 7.983

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 18 (3.096 min): BG053702.D\data.ms (-13) (-) m/z 73.15 100.00%
73.2
5000 43.1
55.1 87.2
T
‘ 3 20 3.40
) S Y ORI AR SRS 43.15  38.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
43.0 3 20 3.40
~ 550 87.0 55.15  29.96%
w0 |
O\\\‘\\\\‘\\\\“\\\\“\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
41.0 55.0 87.0 3.20 3.40
5000 ’ m/z 87.15 26.27%
29.0
150 | L
e I
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2104: Acetamide, N-ethyl- e
30.0 3.20 3.40
41.10  12.59%
5000 43.0 87.0
15.0 72.0
0 ‘ H‘ J 59 0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53702.D

Acqg On : 25 May 2022 20:29
Operator : CG/JU

Sample : N3027-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.265 4.49 ng 104811  Chrysene-di12 21.636
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 87
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 Pentacos-1-ene 350 C25H50 016980-85-1 87

Abundance Scan 3111 (21.265 min): BG053702.D\data.ms (-3105) (- m/z 57.15 100.00%

57.1
5000
111.2
T —
‘ | ‘ ‘ 603 3409 21.00 21.50
ol AL AESED, M J e m/z 55.15  86.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 7 ——
21.00 21.50
m/z 43.15 81.23%
oLt L) d‘h 1970195.0236.0278.03200 3780
\\\’\\\’ \\\\‘\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

— —
21.00 21.50
m/z 83.15 69.93%
5000 110 /
0 ‘u“ m\”\“ ‘H | ‘h 154019502339 2950
miz--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester W\WT'\Q“M s
57.0 21.00 21.50

5000 11.0
oL LLLLL 1135301060 25202070 s

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52522\
Data File : BG@53702.D

Acqg On : 25 May 2022 20:29
Operator : CG/JU

Sample : N3027-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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... 3.096 46.9 ng 299578 1 7.983 127667 20.0
1-Heptacosanol 21.265 4.5 ng 104811 5 21.636 467176 20.0
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