LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc :

ALS vial : 7 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-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141809.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 8 16 23 rVB 6215548 10480576 80.26% 13.999%
2 5.110 503 513 522 rVB2 85629 168652 1.29% 0.225%
3 5.499 572 579 584 rBV 3296387 4367370 33.45% 5.833%
4 6.493 742 748 754 rBV 2242942 2913406 22.31% 3.891%
5 6.887 809 815 820 rBV 1297709 1641617 12.57% 2.193%

6 7.445 903 910 915 rBV 4127046 5790850 44.35% 7.735%
7 8.163 1027 1032 1040 rBV 1731658 2249667 17.23%  3.005%
8 9.245 1209 1216 1221 rBV 7689654 10731359 82.18% 14.334%
9 9.922 1324 1331 1336 rBV 2140950 2704614 20.71% 3.613%
10 10.633 1446 1452 1458 rBV 382200 520289 3.98% 0.695%

11 10.710 1458 1465 1470 rBV 5628083 7597786 58.19% 10.148%
12 11.410 1578 1584 1589 rVB 2238949 2900028 22.21%
13 11.933 1666 1673 1676 rBV 449168 720280 5.52%
14 11.975 1676 1680 1685 rVB 3124012 4006948 30.69%
15 12.722 1801 1807 1818 rBV 196482 334174  2.56%

O U1 o w
w
U1
N
R

16 12.998 1847 1854 1859 rBV 9309623 13057902 100.00% 17.441%
17 13.892 2001 2006 2023 rVB2 161422 259382 1.99%
18 14.045 2026 2032 2037 rBV 1831884 2360831 18.08%
19 14.910 2174 2179 2187 rVB 100274 139661 1.07%
20 15.521 2276 2283 2288 rBV 1229837 1921887 14.72%

N WO
=
(9]
w
R

Sum of corrected areas: 74867279
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Feb 2025 15:15
: RC/JU
: Q1435-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
BF141809.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

o

TIC: BF141809.D\data.ms

2.187

7.445
5.499

6.493
6.887

5.110

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

8000000

6000000

4000000

2000000

TIC: BF141809.D\data.ms
12.998

9.245

10.710

11.975
9.922 11.410

8.163

0
Time-->

10.6 11.983 12.722
/\ T

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF141809.D\data.ms

14.045
15.521

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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.
2.187 127.69 ng 10480600 1,4-Dichlorobenzene-d4 6.887

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 16 (2.187 min): BF141809.D\data.ms (-8) (-) m/z 73.05 100.00%
3.0
5000 431 /\
A RARAT L Raan
‘ ‘ 2.202.302.402.502.60
Ob ool i 12011 1280 2070 yp 43,10 4e.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T[T T[T T T yTTTT
43.0 2.202.302.402.502.60
' ‘ ‘ m/z 55.10  29.20%
O\\\\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
O RARAE o EmARaE Ee
2.202.302.402.502.60
5000 41.0 m/z 87.10 26.99%
Ol 1870 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2104: Acetamide, N-ethyl- A RARAT e R
30.0 2.202.302.402.502.60
m/z 41.05 13.33%
5000 87.0
0‘HLMMHNH?%?A‘_iH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘u R R ARRmnamanan TR
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.110 2.05 ng 168652 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 513 (5.110 min): BF141809.D\data.ms (-503) (-) m/z 43.05 100.00%

3.0
5000
1011 TT T T T T[T T[T rrrr]
‘ 4.80 5.00 5.20 5.40
Otk 30 2970 m/z 59.10  55.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B R B B
4.80 5.00 5.20 5.40
m/z 58.10 18.69%
15.0 101.0
O\\\\‘\‘M\\“M\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9501: n-Propyl t-butyl ether
59.0
 EEmmEEEEEE R
4.80 5.00 5.20 5.40
m/z 101.10 17.74%
5000 101.0 /
29.0
0 R e AR s ma T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester R e R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 7.86%
5000
‘ 101.0
0‘H“““H“HH‘w‘“7“8"9‘H“‘H“HHWH‘HHWHWH R R Ra e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.634 3.85 ng 520289  Acenaphthene-d10 9.922
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 52
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1452 (10.633 min): BF141809.D\data.ms (-1446) (-} | m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 T ‘ T T ‘ T
10.50 11.00
152.1
Ol e e P20 T L2070 sz 77,05 68.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ——
10.50 11.00
51.0 m/z 182.10  49.84%
ob 20 | 127.0 1920 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.05 25.89%
51.0
o270 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester — =
105.0 10.50 11.00
m/z 50.10 8.18%
5000 77.0
51.0
0 15.0 | A 136.0 164.0
AR o e e AR naaamaasy s —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.722 2.30 ng 334174  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 1807 (12.722 min): BF141809.D\data.ms (-1801) (- m/z 43.10 100.00%

43.1 73.0
5000

[ — m/z 73.00  98.51%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

1850  ,4q0 284C :
ol— \“ \“\‘ W \‘H‘ “M”‘L M ] - . - ‘L - ‘L‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0

12ﬁ50 13ﬁ00
5000 m/z 57.10 89.45%
129.0
213.0
171.0
[o m— ‘H‘H M“ H\\‘M“w\\hu\ M Ll | “ “ . ‘ ‘u\‘ “\ - ‘ “ N i}u
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00

m/z 55.05 77.80%

43.0
5000
129.0
185.0 228.0
! Wl ‘\ | ‘\

— :
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 2.20 ng 259382  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Cyclopentadecane 210 C15H30 000295-48-7 95
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2006 (13.892 min): BF141809.D\data.ms (-2001) (- m/z 57.05 100.00%
57.0
97.0
5000
.
163.1 . .
ob—d L HJHM‘M%Mm 1961 20822821 ./, s55.10  91.16%
miz-> 50 100 150 200 250
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 — ——
13.50 14.00
m/z 43.10 90.97%
39.0
O T T “\ ‘i‘ “ ‘\ Hf‘ \‘ \““ ‘1“ \FZ ‘H ‘H T %8\2.\0‘ \22\4\.0\ ’2\66\.q T ‘
miz--> 50 100 150 200 250
Abundance #87654: Cyclopentadecane
55.0
— ——
13.50 14.00
5000 97.0 m/z 83.18  83.42%
AL e o0
(YR S R
miz--> 50 100 150 200 250
Abundance #295270: Bromoacetic acid, octadecy! ester — —
43.0 13.50 14.00
m/z 69.10  75.82%
83.0
5000
WZLO
53.0 250.0
0 “N‘MJ 20&0’2971 — —
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022825\
Data File : BF141809.D

Acqg On : 28 Feb 2025 15:15
Operator : RC/JU

Sample : Q1435-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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... 2.187 127.7 ng 10480600 1 6.887 1641620 20.0
2-Pentanone, 4-... 5.110 2.0 ng 168652 1 6.887 1641620 20.0
Benzophenone 10.634 3.9 ng 520289 3 9.922 2704610 20.0
Octadecanoic acid 12.722 2.3 ng 334174 4 11.410 2900030 20.0
1-Nonadecene 13.892 2.2 ng 259382 5 14.045 2360830 20.0
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