LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
Data File : BM@40232.D

Acqg On : 13 Jun 2023 19:27
Operator : MA/JU

Sample : 03047-12

Misc :

ALS Vvial : 17 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-BM061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@40232.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.446 192 197 209 rVB 1885578 2370543 8.69% 1.803%
2 5.063 295 302 316 rBV 6909737 9254329 33.94% 7.040%
3 5.528 375 381 394 rBV 4076966 5662539 20.77% 4.307%
4 6.152 480 487 494 rBV 928846 1279746 4.69% 0.973%
5 7.134 645 654 668 rBV 2292647 3625703 13.30% 2.758%

6 7.975 789 797 806 rBV 2082514 3140206 11.52% 2.389%
7 9.151 988 997 1013 rBV 6951442 11600858 42.55%  8.825%
8 10.793 1268 1276 1287 rBV 2688243 4437567 16.28% 3.376%
9 13.245 1685 1693 1700 rBV 18028074 25913771 95.05% 19.712%
10 14.616 1919 1926 1935 rBV 3968494 5590433 20.51% 4.253%

11 16.104 2172 2179 2195 rBV 9135120 12458362 45.70% 9.477%
12 17.363 2386 2393 2398 rBV 4264499 6213874 22.79% 4.727%
13 18.251 2539 2544 2553 rBV 329457 594369 2.18% 0.452%
14 19.527 2756 2761 2772 rBV 339056 659301 2.42% ©.502%
15 19.980 2832 2838 2843 rBV 23057689 27263401 100.00% 20.739%

16 21.533 3097 3102 3107 rBV 4710009 5872458 21.54% 4.467%
17 23.968 3510 3516 3527 rVB 2807822 5521891 20.25% 4.200%

Sum of corrected areas: 131459351
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
Data File : BM@40232.D

Acqg On : 13 Jun 2023 19:27
Operator : MA/JU

Sample : 03047-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM040232.D\data.ms
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Abundance TIC: BM040232.D\data.ms
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Abundance TIC: BM040232.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
Data File : BM@40232.D

Acqg On : 13 Jun 2023 19:27
Operator : MA/JU

Sample : 03047-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061323.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.446 15.10 ng 2370540 1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 197 (4.446 min): BM040232.D\data.ms (-192) (-) m/z 83.00 100.00%
83.0
50000 430
AR R
‘ 4.20 4.40 4.60 4.80
ol . b |117.0149.0 2089 2669/, 54,95  86.56%
miz-> 50 100 150 200 250
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L B I L I LA B
43.0 4.20 4.40 4.60 4.80
m/z 43.00 39.96%
O\\“‘\‘HMM“\\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #3553: 3-Hexen-2-one
55.0
T
4.20 4.40 4.60 4.80
5000 m/z 98.00 35.16%
98.0
15.0
0 ;“mm_ — — —
miz--> 50 100 150 200 250
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R R R
83.0 4.20 4.40 4.60 4.80
m/z 38.95 28.38%
41.0
5000
0 ] — PSS | S —
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
Data File : BM@40232.D

Acqg On : 13 Jun 2023 19:27
Operator : MA/JU

Sample : 03047-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061323.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.063 58.94 ng 9254330 1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 302 (5.063 min): BM040232.D\data.ms (-295) (-) m/z 43.00 100.00%
43.0
5000
101.0 RS B
| ‘ 4.80 5.00 5.20 5.40
ol 1411 207.0 2670 3414/, 58,95 58.18%
miz--> 50 100 150 200 250 300
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B L LR B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.68%
0 \\”\H\h‘” \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 EAEEEEEEE e
4.80 5.00 5.20 5.40
5000 m/z 57.95 15.22%
1260
ol
m/iz--> 50 100 150 200 250 300
Abundance #4529: 2,3-Butanedione, monooxime A ERARmERSSw
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.83%
5000
101.0
L T SIS SEEN—
m/z--> 50 100 150 200 250 300 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
Data File : BM@40232.D

Acqg On : 13 Jun 2023 19:27
Operator : MA/JU

Sample : 03047-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061323.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-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.152 8.15 ng 12797560 1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 487 (6.152 min): BM040232.D\data.ms (-480) (-) m/z 72.95 100.00%

43.0 73.0
5000
T
115.0 5.80 6.00 6.20 6.40
o hp b I 2079 2669 .7 43.00  97.22%
miz-> 50 100 150 200 250
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
43.0
5000 T T T[T T[T [ TriryT
5.80 6.00 6.20 6.40
115.0 m/z 114.95 12.08%
O\\‘H\‘\h“‘”‘\\“\\‘l\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
T T
5.80 6.00 6.20 6.40
5000 m/z 41.00 11.30%
43.0
ol i, 1150
o) R M i e e
miz--> 50 100 150 200 250
Abundance #4155: 1-Propen-2-ol, acetate T
43.0 5.80 6.00 6.20 6.40
m/z 39.00 7.31%
5000
‘ 100.0
L e —
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
BM040232.D

: 13 Jun 2023 19:27
: MA/JU
. 03047-12

17

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

R.T. EstConc Area Relative to ISTD R.T.
19.527 2.25 ng 659301 Chrysene-di2 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 78

Abundance Scan 2761 (19.527 min): BM040232.D\data.ms (-2756) (- ' m/z 43.00 100.00%
5000 128.9 WWAMWVMAMJ\MJLfmwak
1850 -
ol AL ‘\w b 2950‘ 3550 4149 n/z 73.e0  99.96%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 28, 284.0 —
185.0 19.50
m/z 60.00 87.50%
oL ““ “ ﬂh‘u‘\m“h! “‘\‘ “ NE “ ‘\“‘ ‘\ ‘\‘ . “‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
T
19.50
5000 129.0 m/Z 57 .00 82.75%
199.0
27.0
0 HL‘H‘ 244.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid —
60.C 19.50
m/z 55.00 73.05%
5000 129.0
H 213.0
AN 117N PO T — h
m/z--> 50 100 150 200 250 300 350 400 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61323\
Data File : BM@40232.D

Acqg On : 13 Jun 2023 19:27
Operator : MA/JU

Sample : 03047-12

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@61323.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|
3-Penten-2-one,... 4.446 15.1 ng 2370540 1 7.975 3140210 20.0
2-Pentanone, 4-... 5.063 58.9 ng 9254330 1 7.975 3140210 20.0
2-Pentanone, 4-... 6.152 8.2 ng 1279750 1 7.975 3140210 20.0
Octadecanoic acid 19.527 2.3 ng 659301 5 21.533 5872460 20.0
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