LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135671.D

Acqg On : 10 Oct 2023 01:46
Operator : CG\JU

Sample : 04778-04

Misc :

ALS Vvial : 18 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135671.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.963 486 489 500 rBV 197680 250795 12.98% 1.763%
2 5.375 556 559 578 rBv 1848530 1911584 98.96% 13.435%
3 6.386 728 731 753 rBV 1911462 1931722 100.00% 13.577%
4 6.739 787 791 801 rVB 735147 656969 34.01% 4.617%
5 7.304 884 887 898 rBV 1395162 1212647 62.78% 8.523%
6 8.016 1005 1008 1022 rBV 983869 842797 43.63% 5.923%
7 9.092 1187 1191 1195 rBV 1975044 1838989 95.20% 12.925%
8 9.216 1209 1212 1217 rVB 26666 25745 1.33% 0.181%
9 9.774 1303 1307 1315 rVB 1056671 866993 44.88% 6.094%
10 10.569 1439 1442 1454 rBV 1112342 1091947 56.53% 7.675%
11 11.268 1558 1561 1565 rBV 910767 790628 40.93% 5.557%
12 11.804 1649 1652 1660 rBV 121903 146097 7.56% 1.027%
13 12.492 1766 1769 1773 rBV 38772 35801 1.85% 0.252%
14 12.598 1783 1787 1791 rBV4 20023 28826 1.49% 0.203%
15 12.727 1803 1809 1814 rVB 30407 34278 1.77% 0.241%

16 12.863 1828 1832 1836 rBV 1544383 1325436 68.61%
17 13.857 1993 2001 2008 rBV 23781 84417  4.37%
18 13.933 2010 2014 2022 rVB 621260 609857 31.57%
19 15.404 2259 2264 2275 rBV 400577 542616 28.09%
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Sum of corrected areas: 14228144
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Oct 2023 01:46
¢ CG\JU
. 04778-04

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
BF135671.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF135671.D\data.ms
2000000 5.375 6.386
1500000 7.304
1000000
6.739
500000
4,963 k»
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 TIC: BF135671.D\data.ms
2000000
9.092
12.863
1500000
9774 10.569
8.016
1000000 11.268
500000
11.804
X 016 ) e
0 — T — T 7 T T 7 — — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : . .
e TIC: BF135671.D\data.ms
1500000
1000000
13.933
13.8
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 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\BF100923\
Data File : BF135671.D

Acqg On : 10 Oct 2023 01:46
Operator : CG\JU

Sample : 04778-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.963 7.63 ng 250795 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 489 (4.963 min): BF135671.D\data.ms (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
E REARSEEEES SR
61 10‘1'0 4.60 4.80 5.00 5.20
Ol bl e e m/z 59.10 56.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L R B LA B I
4.60 4.80 5.00 5.20
101.0 m/z 101.00 15.47%
31\0 L | 83.0 | ‘
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A R Rmae s S
4.60 4.80 5.00 5.20
5000 m/z 58.00 13.89%
41.0
29.0 101.0
Oy T30 880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A R Rl
43.0 4.60 4.80 5.00 5.20
m/z 41.00 7.92%
5000
101.0
ol 120 310 °80 200 860 \
R AL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135671.D

Acqg On : 10 Oct 2023 01:46
Operator : CG\JU

Sample : 04778-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 3.70 ng 146097  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1652 (11.804 min): BF135671.D\data.ms (-1649) (|  m/z 43.05 100.00%
T 730
5000
129.1
s —
| 101.0 157.1185.2°132 5564 11.50 12.00
Obrrr el m/z 60.00 81.77%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
157.01g5 02130  256.0 m/z 73.00 81.61%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— P
11.50 12.00
5000 129.0 m/z 57.05 71.89%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T ™
73.0 11.50 12.00
m/z 55.10 71.43%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol L1 ICR = ha—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135671.D

Acqg On : 10 Oct 2023 01:46
Operator : CG\JU

Sample : 04778-04

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.857 2.77 ng 84417  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 70
2 1-Octadecanol 270 C18H380 000112-92-5 70
3 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 70
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 64
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 62
Abundance Scan 2001 (13.857 min): BF135671.D\data.ms (-1993) (- m/z 57.00 100.00%
57.0
5000 AMWM
234.0
‘ — ——
392 193.0 ‘ 803 1350 14.00
ol “ “H‘AM‘M Il U‘ Al wz 4300 81.17%
miz-> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 — ——
13.50 14.00
k - m/z 55.05 78.10%
OM‘WM H ‘ \“‘ \Hh\ h n‘]"s‘z‘o‘i“““““
miz-> 50 100 15 200 250 300
Abundance #161349: 1-Octadecano
43.0, 83.0
— ——
13.50 14.00
5000 m/z 97.00 72.33%
25.0
‘ ‘ 252.0
ol AL L) 289 om0 L7
miz--> 50 100 150 200 250 300
Abundance  #222196: 2- Chloropropionic acid, pentadecyl ester “ —
57.0 13.50 14.00
97.0 m/z 41.00 70.97%
- WWWM
LAY oo 220 | o
ow‘uwwwaum” N — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135671.D

Acqg On : 10 Oct 2023 01:46
Operator : CG\JU

Sample : 04778-04

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
2-Pentanone, 4-... 4.963 7.6 ng 250795 1 6.739 656969 20.0
n-Hexadecanoic ... 11.804 3.7 ng 146097 4 11.269 790628 20.0
Trichloroacetic... 13.857 2.8 ng 84417 5 13.933 609857 20.0
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