LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@061323\
Data File : BF133740.D

Acqg On : 13 Jun 2023 20:07
Operator : CG\JU

Sample : 03136-01

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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133740.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.504 234 241 248 rVB 51059 81377 2.17% ©.598%
2 4.422 389 397 401 rBV 2547479 3742310 100.00% 27.483%
3 5.051 496 504 507 rBV 1759711 2426768 64.85% 17.822%
4 5.440 566 570 576 rBV 219387 198027 5.29% 1.454%
5 6.457 739 743 749 rBV 719840 630420 16.85% 4.630%

6 6.834 803 807 810 rBV 599689 527021 14.08% 3
7 7.392 898 902 905 rBV 916588 721995 19.29% 5
8 8.116 1021 1025 1028 rBV 626092 488802 13.06%  3.590%
9 9.186 1204 1207 1211 rBV 1285831 1093011 29.21% 8
9.869 1320 1323 1327 rBV 617404 484036 12.93% 3

11 10.581 1441 1444 1450 rVB 60778 46371 1.24% ©.341%
12 11.357 1572 1576 1580 rBV 695971 578772 15.47%  4.250%
13 12.945 1842 1846 1850 rBV 1633126 1416276 37.84% 10.401%
14 13.845 1996 1999 2014 rBV3 132415 260456  6.96% 1.913%
15 14.004 2023 2026 2030 rVB 648816 567698 15.17% 4.169%

16 15.468 2270 2275 2278 rBV 302122 353307 9.44% 2.595%

Sum of corrected areas: 13616647
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Jun 2023 20:07
¢ CG\JU
. 03136-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
BF133740.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BF133740.D\data.ms
4.422

5.051

7.392

6.457
6.834

5.440

3.504

Time-->
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TIC: BF133740.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133740.D

Acqg On : 13 Jun 2023 20:07
Operator : CG\JU

Sample : 03136-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 4-Penten-2-one, 4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.504 3.09 ng 81377 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 72
2 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9
Abundance Scan 241 (3.504 min): BF133740.D\data.ms (-234) (-) m/z 43.00 100.00%
3.0
5000 /\
R N EEEEEEEEE
55.0 830 3.20 3.40 3.60 3.80
Ober oo e et 879 L B0 sz 39.e0  11.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000
3.20 3.40 3.60 3.80
m/z 83.00 10.31%
83.0
O\\\‘\\\\‘\%3\.‘(’)\\\\“‘\{\\‘??\.(\)‘\?\7\‘0‘\\\\‘\‘\\\‘\2%'3\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3687: Ethanone, 1-(2-methylcyclopropyl)-
43.0
550 \A\\‘\A\\\‘\A\\\’\\\\‘\\\\‘
' 3.20 3.40 3.60 3.80
5000 m/z 55.05 6.29%
27.0 83.0
A
0\\w\»\‘ulh\\wiMM\W1M‘\9%9\\w\u\‘u\ﬁ\u\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3549: 5-Hexen-2-one
43.0 3.20 3.40 3.60 3.80
m/z 41.00 4.62%
5000
55.0
150 270
. | mo®s0 o
e e e e e e  EREEA R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133740.D

Acqg On : 13 Jun 2023 20:07
Operator : CG\JU

Sample : 03136-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.422 142.02 ng 3742310 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 397 (4.422 min): BF133740.D\data.ms (-389) (-) m/z 55.05 100.00%
55.0 83.1
5000 43.0
98.1
R e
‘ 67.0 4.00 4.20 4.40 4.60 4.80
Obrerrrrer e et b e e e b m/z 83.18 92.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 R RN RN R
290 ' 98.0 4.00 4.20 4.40 4.60 4.80
m/z 43.00 44.01%
‘\ H‘ | 67.0 . I
O\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R
2900 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 39.00 33.16%
98.0
0 Ll m“ 67.0
H“‘H“H“_“‘_“‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- Ramas e EAmaE AR
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 98.10  31.22%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 H“H“wm“_H:UMM1‘,”““,‘””_1”_”Wm‘ S S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133740.D

Acqg On : 13 Jun 2023 20:07
Operator : CG\JU

Sample : 03136-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.051 92.09 ng 2426770  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 504 (5.051 min): BF133740.D\data.ms (-496) (-) m/z 43.00 100.00%
3.0
59.1
5000
loll LU L L L L L B B B
83.1 4.80 5.00 5.20 5.40
) ) NS < < S m/z 59.10  53.29%
m/z--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L I LA B
4.80 5.00 5.20 5.40
59.0 m/z 101.10  17.84%
27.0 83.0 101.0
O\\\‘\“\H\\“H}\\‘i‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
B ARREEEEEE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 13.75%
H ‘ 87.0
oz Wl L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R BARREEESEE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.36%
5000 41.0
I 7Y I S | B
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133740.D

Acqg On : 13 Jun 2023 20:07
Operator : CG\JU

Sample : 03136-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.845 9.18 ng 260456  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 90
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 90
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 1999 (13.845 min): BF133740.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1
5000 WMWAWfMNWﬂwwMMwAWWM
1111
— ——
” H ‘ 17810301 1350 14.00
O——Hhylleliy h‘ﬁwﬂhquu“q‘ccww‘n“u“,u““u m/z 43.10 96.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209740: 1-Docosene
57.0
5000 111.0 T T
308.0 13.50 14.00
‘ m/z 55.05 76.98%
O"IW\AA\W\M}3O}’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
— ——
13.50 14.00
5000 m/z 83.10 56.89%
111.0
169.0
ol ‘ T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate — ——
57.0 13.50 14.00
m/z 69.10 54.31%
5000 111.0 MWAA‘WW
ol il ‘ L2670 2240 3220 468.(
v P P
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133740.D

Acqg On : 13 Jun 2023 20:07
Operator : CG\JU

Sample : 03136-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
4-Penten-2-one,... 3.504 3.1 ng 81377 1 6.834 527021 20.0
3-Penten-2-one,... 4.422 142.0 ng 3742310 1 6.834 527021 20.0
2-Pentanone, 4-... 5.051 92.1 ng 2426770 1 6.834 527021 20.0
1-Docosene 13.845 9.2 ng 260456 5 14.004 567698 20.0
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