LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc :

ALS vial : 6 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 M\Methods\8270-BM070925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50392.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 24 rVB 1693147 2298985 6.74% 1.591%
2 4.975 331 338 345 rBvV 757848 1110517 3.26% 0.768%
3 5.439 409 417 427 rBV 8815382 13092000 38.38% 9.059%
4 7.022 677 686 700 rBV 8854004 13850012 40.61% 9.584%
5 7.863 821 829 837 rBV 1976374 3049208 8.94% 2.110%

6 9.016 1016 1025 1037 rBV 5255117 8648625 25.36% 5.985%
7 10.657 1296 1304 1314 rBV 2352805 3921662 11.50% 2.714%
8 13.121 1715 1723 1735 rBV 13611521 20227911 59.31% 13.997%
9 14.492 1946 1956 1964 rBV 3520992 5147204 15.09% 3.562%
10 15.845 2180 2186 2193 rVB 1356322 1834114 5.38% 1.269%

11 15.968 2200 2207 2221 rBV 11497663 16308309 47.81% 11.285%
12 17.227 2414 2421 2431 rBV 4161810 5998330 17.59% 4.151%
13 18.127 2568 2574 2581 rBV 864999 1322833 3.88% ©0.915%
14 19.397 2785 2790 2801 rBV 233631 433430 1.27% 0.300%
15 19.839 2859 2865 2876 rBV 27327060 34107255 100.00% 23.601%

16 21.133 3081 3085 3093 rBV2 497165 761544  2.23%  0.527%
17 21.450 3133 3139 3150 rBV 4520866 6588385 19.32% 4.559%
18 24.491 3647 3656 3668 rBV 2298644 5816630 17.05% 4.025%

Sum of corrected areas: 144516954
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jul 2025 16:37
: RC/JU
¢ Q2529-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
BM050392.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM050392.D\data.ms

5.439 7.022

9.016

040 7.863

4.975

10.657

0

Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950

10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM050392.D\data.ms

13.121
15.968

14.492 17.227

15.845 18.127

19.839

19.397

21.450

21.133

o

Time—> 1

3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

o

Time-->

TIC: BM050392.D\data.ms

24.491

23.00 23.50 2400 24.50 2500 25.50 26.00 2650 27.00 2750 28.00 28.50 2900 29.50 3000 30.50 31.00 3150 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.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.
3.040 15.08 ng 2298990 1,4-Dichlorobenzene-d4 7.863

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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (3.040 min): BM050392.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0 T
5000 43.0
3.103.203.303.40
Orrerrre b L 981429 2080 L. 4305 33.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 310320330340
43.0 - - - : o
‘ ‘ ‘ m/z 55.05  27.24%
0 \\\‘\u‘\\"“\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
B ARAR RS
41.0 3.103.203.303.40
5000 m/z 87.05  25.24%
15.0 97.0
0+ b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0 3.103.203.303.40
m/z 41.05 12.77%
5000 43.0 J\
0 m‘u““u,m“_m_‘m_m_M‘HHWHWHWH e
mlz--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.975 7.28 ng 1110520 1,4-Dichlorobenzene-d4 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 t-Butyl nitrite 103 C4H9NO2 000540-80-7 38
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 338 (4.975 min): BM050392.D\data.ms (-331) (-) m/z 43.00 100.00%
43.0
5000
101-1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 731 ‘ 4.60 4.80 5.00 5.20
O 220 2088 /7 59.10 45.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T
4.60 4.80 5.00 5.20
m/z 58.10 17.66%
15.0 ‘ 101.0
0\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5107: t-Butyl nitrite
30.0
AT
4.60 4.80 5.00 5.20
5000 m/z 101.10 17.01%
57.0 88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester e A RamES BT
43.0 4.60 4.80 5.00 5.20
m/z 41.05 7.89%
5000
101.0
150‘
O‘H“‘“m“wm“mH,HH“H“HHWH‘HHWHWH N ARRRREE RN
mlz--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.845 7.13 ng 1834110  Acenaphthene-d10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Azobenzene 182 C12H1ON2 000103-33-3 53
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 2186 (15.845 min): BM050392.D\data.ms (-2180) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
— —r—
50.0 151.9 15.50 16.00
. W 208.9 267.( 9
Orrrrrerrbir el e e 2009 26700 7 77,00 67.68%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — —
15.50 16.00
m/z 182.00  59.80%
50.0 152.0
0‘\‘H\“H‘H‘H\”1“\\H‘\‘H\‘H\\‘\\}‘\‘\\H‘H\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 15.50 16.00
5000 m/z 50.95 27.89%
50.0 152.0
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56777: Azobenzene — N
77.0 15.50 16.00
m/z 50.00 9.42%
182.0
5000
105.0
500 ‘ 152.0
RSN S S RS A S — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.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 4
R.T. EstConc Area Relative to ISTD R.T.
18.127 4.41 ng 1322830  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 2574 (18.127 min): BM050392.D\data.ms (-2568) (- | m/z 73.00 100.00%
73.0
5000 129.1 /K\Mw
171.1 213.2 RPN L
| | H ‘ 256.1 18.00 18.50
ol i L L L8297 s 43010 98.28%
m/z--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 =T —
213.0 18.00 18.50
171.0 ITI/Z 60.00 88.66%
el
0 ”}“H\”m\ ‘\‘L‘ L \“ \‘\““ \‘\‘\ T “\ L e
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 129.0 m/z 55.85  82.04%
) 185.0
9. 228.0
0 “d MWJNN\J“HA‘M““L T
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid T —T
73.0 18.00 18.50
m/z 41.05 78.46%
29. 171.0
‘ 214.0
ow‘h Al L ““‘ = s
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.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 5 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.133 2.31 ng 761544  Chrysene-di12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91

Abundance Scan 3085 (21.133 min): BM050392.D\data.ms (-3081) (-~ | m/z 57.10 100.00%

57.1
5000
111.1

\
21.00 21.50

167.1 2810
0 mwm ’ M‘ L1 1871 2240 28103271 4154 /0 43.05  96.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 111.0 LA T
21.00 21.50

’ m/z 55.05 84.91%

oll ) \\h L4 41070 2220 2920 3920
LI ‘ T T T T ‘ T T ‘ TTTT L ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecyl heptafluorobutyrate

57.0

T
21.00 21.50
5000 m/z 83.10  75.92%

111.0
169,0 238.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol i ;

L
I
55.0 21.00 21.50
m/z 69.10  65.63%

5000 111.0 JL
0 h | { ‘\ I L \h N 70 266.0 : : T T

\ \
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71025\
Data File : BM@50392.D

Acqg On : 10 Jul 2025 16:37
Operator : RC/JU

Sample : Q2529-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@70925.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... 3.040 15.1 ng 2298990 1 7.863 3049210 20.0
2-Pentanone, 4-... 4.975 7.3 ng 1110520 1 7.863 3049210 20.0
Benzophenone 15.845 7.1 ng 1834110 3 14.492 5147200 20.0
n-Hexadecanoic ... 18.127 4.4 ng 1322830 4 17.227 5998330 20.0
Octacosanol 21.133 2.3 ng 761544 5 21.450 6588390 20.0
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