LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140426.D

Acqg On : 16 Nov 2024 13:38
Operator : RC/JU

Sample : P4821-05

Misc :

ALS Vvial : 11 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140426.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 9 23 rVB 768793 1186971 41.29% 5.802%
2 5.093 500 510 524 rBV 36963 60872 2.12% 0.298%
3 5.504 574 580 598 rBV 1725873 2258270 78.56% 11.038%
4 6.510 745 751 774 rVB 1735451 2335722 81.25% 11.417%
5 6.875 807 813 818 rBV 591367 739585 25.73%  3.615%
6 7.434 902 908 917 rBV 1162581 1514160 52.67% 7.401%
7 7.686 943 951 960 rBV 25895 37939 1.32% 0.185%
8 8.151 1025 1030 1054 rVB 735368 970649 33.77% 4.744%
9 9.228 1207 1213 1223 rBV 2252449 2874606 100.00% 14.051%

9

.910 1323 1329 1344 rBV 814463 1089380 37.90%
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w
N
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R

11 10.622 1445 1450 1458 rVB 286670 355176 12.36%
12 10.698 1458 1463 1473 rBV 1281391 1669509 58.08%
13 11.398 1576 1582 1590 rBV 868483 1099990 38.27%
14 11.922 1666 1671 1695 rBV 227429 411443 14.31%
15 12.710 1800 1805 1817 rBV2 21888 52148 1.81%

O N Ul oK
w
~N
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16 12.980 1846 1851 1857 rBV 1794033 2362131 82.17% 11.
17 13.880 2000 2004 2009 rBV2 17760 35071 1.22%
18 14.045 2026 2032 2042 rVB 479004 651612 22.67%
19 15.539 2280 2286 2296 rVB 458847 753863 26.22%
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Sum of corrected areas: 20459097
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Nov 2024 13:38
: RC/JU
: P4821-05

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
BF140426.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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1500000

1000000

500000

0

.146

TIC: BF140426.D\data.ms
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9.228

12.980

10.698

9.910 11.398
8.151

10.6

11.922

emo |

0
Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF140426.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140426.D

Acqg On : 16 Nov 2024 13:38

Operator : RC/JU

Sample : P4821-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: 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.
2.146  32.10 ng 11869760 1,4-Dichlorobenzene-d4 6.875
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 9 (2.146 min): BF140426.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1
R RAAantE SRR
91 2.202.302.402.502.60
Obrrerree bl 222 L L1049 o/, a3ies 36.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T[T T T T[T T T[T ITT T
43.0 2.202.302.402.502.60
’ 87.0 m/z 87.10 26.11%
29.0
M‘ \‘\“ LQ‘O ‘ |
O\‘\\\\‘\\\\‘f\f\‘\f\‘f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 A e
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 55.05 25.37%
27.0
0 H\ ‘m \“ i 1120 1290
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- ST
73.0 2.202.302.402.502.60
m/z 41.05 12.56%
5000 43.0
58.0
29.0 87.0
Obrprrthbirrrepter e e —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140426.D

Acqg On : 16 Nov 2024 13:38
Operator : RC/JU

Sample : P4821-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.622 6.52 ng 355176  Acenaphthene-d10 9.910
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 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1450 (10.622 min): BF140426.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.1
10.50 11.00
152.1
Ol prr b 2280 R miz 77.05 65.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  52.37%
o2mo || 1969 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 23.71%
51.0
152.0
O b L3250 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- T T
105.0 10.50 11.00
m/z 181.10 8.32%
77.0
5000
51.0
0 27.0 | \‘ 1l | ‘ 125.0 1540
R A e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140426.D

Acqg On : 16 Nov 2024 13:38
Operator : RC/JU

Sample : P4821-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 7.48 ng 411443  Phenanthrene-d10 11.398
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1671 (11.922 min): BF140426.D\data.ms (-1666) (- m/z 73.10 100.00%
73.1
43.0

5000
129.1

e

2132
‘ H‘ 157.1185.1 ‘ 256.9 12.00
Hw‘uﬁhww‘” %mJMW1uw‘muﬁ_ﬂ‘ﬂum_uu_h‘_uk_ m/z 43.05 83.82%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 ‘
12.00

m/z 60.00 78.72%

o

1510185021&0 256.0
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—==
43.0 12.00
5000 129.0 ITI/Z 57.05 68.03%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00

m/z 41.05 67.46%

5000 129.0
199.0
g dses e LT
150“‘HHM‘HH\HMHH\ L J ‘

O St HH‘H‘wu‘wu‘wu‘wu‘wu‘wu‘wu‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140426.D

Acqg On : 16 Nov 2024 13:38
Operator : RC/JU

Sample : P4821-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.146 32.1 ng 1186970 1 6.875 739585 20.0
Benzophenone 10.622 6.5 ng 355176 3 9.910 1089380 20.0
n-Hexadecanoic ... 11.922 7.5 ng 411443 4 11.398 1099990 20.0
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