LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140557.D

Acqg On : 22 Nov 2024 00:54
Operator : RC/JU

Sample : P4916-01

Misc :

ALS Vvial : 20 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.492 573 578 601 rBV 975678 1345432 82.54% 12.565%
2 6.504 744 750 773 rBV 1053970 1375377 84.38% 12.844%
3 6.869 807 812 817 rBV 332386 400753 24.58% 3.742%
4 7.428 902 907 918 rBV 664655 889361 54.56%  8.305%
5 7.686 946 951 962 rBV 10389 22785 1.40% 0.213%

6 8.151 1025 1030 1044 rBV 389224 497453 30.52% 4.646%
7 9.222 1207 1212 1224 rBV 1263827 1630074 100.00% 15.223%
8 9.904 1323 1328 1337 rBV 393147 522972 32.08% 4.884%
9 10.622 1445 1450 1458 rBV 186365 238736 14.65%  2.229%
10 10.698 1458 1463 1478 rVB 688098 891520 54.69%  8.326%
11 10.933 1498 1503 1509 rVB 16508 21260 1.30% ©.199%
12 11.398 1577 1582 1591 rBV 392965 522933 32.08% 4.883%
13 11.921 1662 1671 1682 rBV3 35641 70612  4.33% 0.659%
14 12.615 1784 1789 1801 rVB 28656 37791  2.32% ©.353%
15 12.845 1823 1828 1832 rBV 28300 38214 2.34% 0.357%
16 12.980 1846 1851 1860 rBV 1067357 1397767 85.75% 13.053%
17 13.904 2000 2008 2024 rBV 12322 56658 3.48% 0.529%
18 14.045 2026 2032 2045 rVB 282516 397462 24.38% 3.712%
19 15.104 2207 2212 2219 rBV 14240 32770  2.01% 0.306%
2.

20 15.533 2279 2285 2295 rBV 196613 318258 19.52%

Sum of corrected areas: 10708188
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 22 Nov 2024 00:54
: RC/JU
: P4916-01

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
BF140557.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: 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\BF112124\
Data File : BF140557.D

Acqg On : 22 Nov 2024 00:54
Operator : RC/JU

Sample : P4916-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.621 9.13 ng 238736  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1450 (10.621 min): BF140557.D\data.ms (-1445) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 _— _—
10.50 11.00
152.1
bl 228 T miz 77.10 70.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —t -~
10.50 11.00
510 m/z 182.10  55.22%
JLozmo | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 25.54%
51.0
ol 280 N 1340 165.0
e i L e AR ma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— A
105.0 10.50 11.00
m/z 181.10 8.86%
77.0
5000
51.0
P2 O S S S B —
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\BF112124\
Data File : BF140557.D

Acqg On : 22 Nov 2024 00:54
Operator : RC/JU

Sample : P4916-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.921 2.70 ng 70612  Phenanthrene-d1e 11.398
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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 1671 (11.921 min): BF140557.D\data.ms (-1662) (-} ' m/z 73.00 100.00%
73.0
43.1
5000
129.1
213.2 | opan,
‘ H M[ﬂ ﬂ 157.1185.1 256.3 12.00
Oberrreere M AT L L L T hjz 4310 se.63%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 .
12.00
157.01g5 92130  256.0 m/z 60.00 76.48%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T ‘ T h\
12.00
5000 129.0 m/z 41.10 66.38%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid Lo ——
73.0 12.00
m/z 57.10 63.84%
43.0
5000
129.0
1710 5140
101.0 ‘
oitsol L1 ICR T TR U et
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140557.D

Acqg On : 22 Nov 2024 00:54
Operator : RC/JU

Sample : P4916-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 2- Chloropropionic acid, he... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.85 ng 56658 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 87
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 87
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 83
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 83
Abundance Scan 2008 (13.904 min): BF140557.D\data.ms (-2000) (- m/z 83.10 100.00%
43.1 831
5000
230.1 /\ M
25.1 il ﬂ‘ﬂl\ﬂwﬂﬂ“ :
LU ] e
o-— ““ —— T m/z 43.10 88.07%
m/z--> 50 100 150 200 250 300 350
Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester
57.0 97.0
5000 LN
14.00
m/z 57.05 84.59%
39.0 1960
ol bl “\\‘_u H\ j% Pi L) 299 a0
miz--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
——
14.00
5000 m/z 55.05 76.33%
250.0
0 ““H‘h’\‘ uh \H“ H‘\ \ d“\ uh‘ \‘8“2‘0‘ — “\ . ‘2‘97‘9‘ : ‘3‘6‘0"' W
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecy! trifluoroacetate ——
57.0 14.00
97.0 m/z 97.10 74.86%
5000 M
O
oL LLLLLL1 903020 200 290 sse0 il i
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140557.D

Acqg On : 22 Nov 2024 00:54
Operator : RC/JU

Sample : P4916-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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|
Benzophenone 10.621 9.1 ng 238736 3 9.904 522972 20.0
n-Hexadecanoic ... 11.921 2.7 ng 70612 4 11.398 522933 20.0
2- Chloropropio... 13.904 2.9 ng 56658 5 14.045 397462 20.0
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