LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138766.D

Acqg On : 03 Aug 2024 13:06
Operator : RC/JU

Sample : P3393-26

Misc :

ALS vial : 9 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF138766.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.14e 3 8 15 rVB 2672475 4389164 100.00% 26.138%
2 5.475 569 575 596 rVB 575717 755833 17.22% 4.501%
3 6.481 741 746 763 rBV 362615 477070 10.87% 2.841%
4 6.845 803 808 813 rVB 302208 376127 8.57%  2.240%
5 7.410 897 904 909 rBV 912183 1257724 28.66% 7.490%
6 8.128 1020 1026 1031 rBV 414053 536256 12.22%  3.193%
7 8.339 1057 1062 1064 rBV 37252 49438 1.13% 0.294%
8 8.363 1064 1066 1077 rVB 48484 68070 1.55% 0.405%
9 9.198 1202 1208 1214 rBV 1823168 2471775 56.32% 14.719%
10 9.880 1316 1324 1336 rVB 554627 716006 16.31% 4.264%

11 10.674 1453 1459 1473 rBV 1227445 1645741 37.50%
12 11.369 1571 1577 1584 rBV 591090 741116 16.89%
13 11.892 1660 1666 1682 rBV2 46647 91148 2.08%
14 12.674 1794 1799 1811 rW 33331 57155 1.30%
15 12.951 1840 1846 1852 rBV 1757080 2374936 54.11% 14.143%
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16 14.010 2020 2026 2032 rBV 290059 389385  8.87%
17 15.474 2269 2275 2287 rBV 245860 395618 9.01%  2.356%
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Sum of corrected areas: 16792562
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Aug 2024 13:06
: RC/JU
: P3393-26

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
BF138766.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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\BF080324\
Data File : BF138766.D

Acqg On : 03 Aug 2024 13:06
Operator : RC/JU

Sample : P3393-26

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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.
2.140 233.39 ng 4389160 1,4-Dichlorobenzene-d4 6.845

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 8 (2.140 min): BF138766.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R A RRRAEEEES SR
‘ Lg 1 2.202.302.402.50
O 2 L 20L0  miz 43.10 43.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.302.402.50
' 87.0 m/z 55.10 31.63%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.62%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R Raa R R
73.0 2.202.302.402.50
m/z 41.10 14.65%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138766.D

Acqg On : 03 Aug 2024 13:06
Operator : RC/JU

Sample : P3393-26

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2,4-Diethyl-6-methyl-1,3,5-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.363 2.54 ng 68070 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 78
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
Abundance Scan 1066 (8.363 min): BF138766.D\data.ms (-1064) (-) m/z 59.10 100.00%
59.1
5000 f\\
4L 103.1 SN I S
‘ ‘ 8.00 8.20 8.40 8.60
Ol 880 L m/z 45.10  28.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36693: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.00 8.20 8.40 8.60
310 103.0 m/z 57.10 26.76%
ol40 I | | sso | | 13L0 1500
\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 60 80 100 120 140 160
Abundance #17331.1—Propan0L 2-(2-hydroxypropoxy)-
59.0
N R REEEEEEE
8.00 8.20 8.40 8.60
5000 m/z 41.10 24.17%
103.0
31.0
0 h‘ L 850
‘““‘H““““‘w““““‘_““““,‘
m/z--> 20 60 80 100 120 140 160
Abundance #17307:1—Pr0panoL2,220xbe— O P A
59.0 8.00 8.20 8.40 8.60
m/z 103.10 19.78%
5000
31.0 103.0
m/z--> 20 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138766.D

Acqg On : 03 Aug 2024 13:06
Operator : RC/JU

Sample : P3393-26

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.46 ng 91148  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1666 (11.892 min): BF138766.D\data.ms (-1660) (- m/z 43.10 100.00%

431 73.1
5000

11. 50 12 00
(o} m/z 73.10 95.38%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
1150 1200

m/z 60.00  88.36%

157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
1150 1200
5000 129.0 ITI z 41.10 81.63%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid A Ahy
73.0 1150 1200
m/z 57.10 78.55%
43.0
5000
129.0
1710 2140
101.0 ‘ ‘
01‘0(ﬁ PRV RSSPVSRY;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138766.D

Acqg On : 03 Aug 2024 13:06
Operator : RC/JU

Sample : P3393-26

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.140 233.4 ng 4389160 1 6.845 376127 20.0
2,4-Diethyl-6-m... 8.363 2.5 ng 68070 2 8.128 536256 20.0
n-Hexadecanoic ... 11.892 2.5 ng 91148 4 11.369 741116 20.0
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