LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60952.D

Acqg On : 19 Apr 2024 2:04
Operator : MA/JU

Sample : P2151-02

Misc :

ALS Vvial : 16 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-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60952.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.080 9 15 23 rBV8 12607 35374 1.04% 0.231%
2 3.156 24 28 40 rVB 59205 95211 2.80% 0.623%
3 5.524 424 431 443 rVB 597027 910421 26.82% 5.954%
4 7.105 692 700 708 rBV 650048 1106158 32.58% 7.234%
5 7.939 835 842 849 rBV 191892 311203 9.17% 2.035%

6 9.090 1028 1038 1046 rBV 390695 659261 19.42% 4
7 10.506 1271 1279 1285 rBV 59555 97069 2.86% ©
8 10.730 1308 1317 1324 rBV 237835 434597 12.80% 2.842%
9 13.192 1729 1736 1745 rBV 1140118 1741556 51.30% 11.
10 14.566 1961 1970 1977 rBV 484403 740152 21.80% 4

11 16.053 2216 2223 2236 rBV 1150072 1728369 50.91% 11.
12 17.310 2430 2437 2443 rBV 682859 1048063 30.87%
13 18.215 2587 2591 2598 rBV2 116019 174606 5.14%
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14 18.650 2661 2665 2670 rVB2 25440 34269 1.01% 224%
15 19.490 2804 2808 2816 rBV3 43063 68656  2.02% 449%
16 19.643 2831 2834 2839 rVB 34420 40557  1.19% 265%
17 19.937 2877 2884 2892 rBV 2664608 3394903 100.00% 22.201%
18 20.689 3009 3012 3016 rVB3 32716 36560 1.08%

19 21.253 3103 3108 3115 rBV2 54650 101513 2.99%
20 21.570 3156 3162 3181 rVB2 714881 1235403 36.39%
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21 23.256 3445 3449 3454 rVB4 27322 49116 1.45%
22 24.690 3683 3693 3704 rBV 455136 1248619 36.78%  8.165%
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Sum of corrected areas: 15291636
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60952.D

Acqg On : 19 Apr 2024 2:04
Operator : MA/JU

Sample : P2151-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060952.D\data.ms
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Abundance TIC: BG060952.D\data.ms
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Abundance TIC: BG060952.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60952.D

Acqg On : 19 Apr 2024 2:04
Operator : MA/JU

Sample : P2151-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.156 6.12 ng 95211 1,4-Dichlorobenzene-d4 7.939

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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 33
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
Abundance  Scan 28 (3.156 min): BG060952.D\data.ms (-24) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.1

U L ‘ 320 340 3.60
HWH‘_H‘_H‘_H‘NHW‘HW‘MW‘HH‘HWH‘WH‘WH‘WH“ m/z 43.00 48.93%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 SN .-———
320 340 3.60
43.0

87.0 m/z 55.00 36.43%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

320 340 3.60

o

o

5000 41.0 55.0 m/z 87.10  23.35%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- —
73.0 3.20 340 3.60

m/z 41.00 16.63%

5000
55.0

29.0 ‘ 87.0
15.0
oH,‘H:_HU‘MHu““wHwmwmwm‘wwwwwww e S 1

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BG@60952.D

Acqg On : 19 Apr 2024 2:04

Operator : MA/JU

Sample : P2151-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.506 4.47 ng 97069  Naphthalene-d8 10.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-
2 Ethanol, 2-
3 Ethylene gl

(2-butoxyethoxy) - 162 C8H1803
[2-(2-methylpropoxy)e... 162 C8H1803
ycol monoisobutyl ether 118 C6H1402

000112-34-5 72
018912-80-6 56
004439-24-1 50

4 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 50
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 47
Abundance Scan 1279 (10.506 min): BG060952.D\data.ms (-1271) (- | m/z 45.00 100.00%
45.0
5000
1050 |
01.1 :
Ol b e 0 m/z 57.05  97.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 S ‘
10.50
m/z 41.10 38.21%
| o0
O‘\“\‘\“r‘“h“\‘i‘\“‘\‘IH\‘\‘\\H‘\\H‘HH‘HH’HH‘HH’\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
10.50
5000 ITI/Z 56.10 17.10%
1.0
olﬁﬁ, |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #10089: Ethylene glycol monoisobutyl ether Ly AL
57.0 10.50
m/z 75.00 13.84%
5000
m/z--> 0 50 100 150 200 250 300 350 400 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60952.D

Acqg On : 19 Apr 2024 2:04
Operator : MA/JU

Sample : P2151-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.33 ng 174606  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
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 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2591 (18.215 min): BG060952.D\data.ms (-2587) (- | m/z 43.10 100.00%
43.1
73.0
5000
129.0
213.2 e ——
‘ ﬂ7lﬂ ‘ 256.3 18.00 18.50
ob— W“ all s Ll b L m/z 73.00  83.24%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 pusog e ook
129.0 18.00 18.50
213.0 m/z 60.00 81.73%
Wil
01‘4‘0 “\ ‘H Il M“ | “whh“\ \M Ll gl | “‘ “‘ “‘u\‘ A L‘ . “ N
miz-> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43,0 73.0 /\
Tt Fdoptiay
18.00 18.50
5000 129.0 m/z 41.05 72.65%
199.0 242.0
0l— HJ ‘H‘u‘ UM \m H;‘\\‘\“M} “\1‘5?(3 ;“‘ L R
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid T ‘ ‘
2
43.0 73.0 18.00 18.50
m/z 55.00 72.06%
5000 129.0
171.0
g L L e
oL “\‘ H‘H‘d h““\ “\‘H“\ {‘H\‘h} ‘\ ‘m\‘ I “‘ —h — — —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BGO41724 .M Fri Apr 19 16:29:47 2024 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60952.D

Acqg On : 19 Apr 2024 2:04
Operator : MA/JU

Sample : P2151-02

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724.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... 3.156 6.1 ng 95211 1 7.939 311203 20.0
Ethanol, 2-(2-b... 10.506 4.5 ng 97069 2 10.730 434597 20.0
n-Hexadecanoic ... 18.215 3.3 ng 174606 4 17.310 1048060 20.0
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