LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134529.D

Acqg On : 28 Jul 2023 22:55
Operator : CG\JU

Sample : 03645-07

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134529.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.151 3 11 25 rvB 238851 336876 13.14%  2.269%
2 5.481 573 577 600 rBV 2390456 2364446 92.24% 15.922%
3 6.475 742 746 768 rBV 2091133 2351294 91.73% 15.834%
4 6.828 803 806 816 rBV 590759 544440 21.24%  3.666%
5 7.398 898 903 906 rBV 1455485 1417990 55.32% 9.549%

6 8.110 1020 1024 1032 rBV 748466 683158 26.65%
7 9.186 1201 1207 1210 rBV 3195516 2563366 100.00% 17.
8 9.580 1271 1274 1279 rBV 92002 71277  2.78%

9 9.863 1319 1322 1326 rBV 759738 666442 26.00%
10 10.663 1454 1458 1469 rBV 1533543 1374772 53.63%
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11 11.357 1573 1576 1580 rBV 646654 586116 22.87%
12 11.886 1663 1666 1680 rBV2 98490 121575 4.74%
13 12.951 1843 1847 1851 rBV 1327714 1204068 46.97%
14 13.857 1998 2001 2010 rBV5 26016 60790 2.37%
15 14.015 2025 2028 2034 rVB 283344 271861 10.61%
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16 15.515 2279 2283 2289 rBV 171827 231649 9.04% 1.560%

Sum of corrected areas: 14850120
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134529.D

Acqg On : 28 Jul 2023 22:55

Operator : CG\JU

Sample : 03645-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134529.D

Acqg On : 28 Jul 2023 22:55
Operator : CG\JU

Sample : 03645-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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.
2.151 12.38 ng 336876 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 11 (2.151 min): BF134529.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0 //\\
R RRRRAREIEEE
‘ ‘ 2.202.302.402.502.60
ok e e m/z 43.05 43.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T
43.0 2.202.302.402.502.60
‘ m/z 54.95 30.91%
0‘\u\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140 160
Abundance #15764. 2,2 ,4-Trimethyl-3-pentanol
73.0
T
2.202.302.402.502.60
5000 55.0 m/z 87.10  28.15%
290
0 & ,97.0 115.0
H‘,““ T
miz--> 80 100 120 140 160
Abundance #60784. Octanal, 7-methoxy-3,7-dimethyl- R RREEE AR
73.0 2.202.302.402.502.60
m/z 41.05 13.49%
5000
41.0
0 1l “ L LI 95.0 171.0
e — PR TR
mlz--> 20 40 60 80 100 120 140 160 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134529.D

Acqg On : 28 Jul 2023 22:55
Operator : CG\JU

Sample : 03645-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.886 4.15 ng 121575  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1666 (11.886 min): BF134529.D\data.ms (-1663) (- m/z 73.00 100.00%
43.1 73.0

-
N
©
=N

5000
213.2 —
157.1 185.1 256.1| | 11.50 12.00
- m/z 43.10 92.87%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

N

5000 129.0 — —
11.50 12.00
. 157.0 15502130 2560 m/z 60.00  83.20%
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92068: Tridecanoic acid
73.0
43.0
— N
11.50 12.00
5000 m/z 55.05 69.04%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126203: Pentadecanoic acid — —
430 73.0 11.50 12.00
m/z 41.00 68.61%
5000 129.0
RN T
0 ‘w‘ﬂmhﬁw‘UﬂwW"whﬂm‘wﬂu“u“‘H“L“‘HJ‘_“‘_“W‘ s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134529.D

Acqg On : 28 Jul 2023 22:55
Operator : CG\JU

Sample : 03645-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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-Tricosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.857 4.47 ng 60790  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Heneicosanol 312 C21H440 015594-90-8 86
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 86
5 1-Tetracosene 336 C24H48 010192-32-2 80
Abundance Scan 2001 (13.857 min): BF134529.D\data.ms (-1998) (- m/z 57.00 100.00%
57.0
— ——
H ‘ 2071 13.50 14.00
o b Iy Wz 43.e8  97.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43.
P 97.0
5000 — ——
13.50 14.00
m/z 97.05 93.77%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
LT A
13.50 14.00
5000 m/z 83.00 90.22%
7.0
o ||| 158.0 210.0 267.0321.0 490
A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosanol WA — —
55.0 13.50 14.00
m/z 55.05 85.14%
5000 111.0 W/\/\I\/W
oL pero2se b
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134529.D

Acqg On : 28 Jul 2023 22:55
Operator : CG\JU

Sample : 03645-07

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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... 2.151 12.4 ng 336876 1 6.828 544440 20.0
n-Hexadecanoic ... 11.886 4.2 ng 121575 4 11.357 586116 20.0
1-Tricosene 13.857 4.5 ng 60790 5 14.015 271861 20.0
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