LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080620\

Data File : BF121220.D

Aca On : 7 Aug 2020 00:13 Instrument :

Operator : JU/CG gﬁA{s el
- _ lentosampleld :

3?22'6 : L3575-01 FK-0D015-03-016

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.428 220 228 240 rBV 875536 1624877 5.36% 3.005%
4.451 380 402 404 rBV2 5219190 30319620 100.00% 56.066%
rBV 3499528 9559642 31.53% 17.677%
6.798 797 801 808 rBvV 724299 701049 2.31% 1.296%
7.122 852 856 864 rBvV 866226 780067 2.57% 1.442%

abrwWNPEF
a1
o
a1
=
N
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o
a
o
N
a
o
(9}

7.357 892 896 900 rBV 1384815 1214030 4._00% 2.245%
7.481 914 917 925 rBV 463692 406834 1.34% 0.752%
7.616 936 940 948 rVB 446344 425489 1.40% 0.787%
8.081 1012 1019 1027 rBV 959389 982055 3.24% 1.816%
9.157 1198 1202 1205 rBV 2455380 2331927 7.69% 4.312%

=
QO ~NO®

11 9.833 1313 1317 1330 rBV 1066395 1009068 3.33% 1.866%
12 11.322 1566 1570 1578 rBV 968745 994596 3.28% 1.839%
13 12.910 1835 1840 1843 rBV 2304483 2118928 6.99% 3.918%
14 13.963 2016 2019 2023 rBV 775327 805775 2.66% 1.490%
15 15.415 2262 2266 2275 rBV 571289 804481 2.65% 1.488%

Sum of corrected areas: 54078438
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080620\

7 Aug 2020 00:13

Data Path :

Data File : BF121220.D
Aca On :

Operator : JU/CG
Sample : L3575-01
Misc :

ALS Vial - 20

Quant Method
Quant Title

TIC Library :

FK-0D015-03-016

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF121220.D
H5

5.05

7.36

0
Time-->

T
4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance
5000000

4000000

3000000

2000000

1000000

8.08

9.16

TIC: BF121220.D

9.83 11.32

12.91

0
Time-->

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
5000000

4000000

3000000

2000000

1000000

",‘KL//"_’_W—:—LN\

13.96

TIC: BF121220.D

0
Time-->

R
13.50

14.00

14.50

I
15.00 15.50 16.00 16.50 17.00 17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080620\

Data File : BF121220.D

Aca On : 7 Aug 2020 00:13

Operator : JU/CG

ﬁ?ggle i L3575-01 FK-0D015-03-016
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 4-Penten-2-one, 4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.43 46.36 ng 1624880 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 36
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 23
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 16

Abundance Scan 228 (3.428 min): BF121220.D (-220) (-) m/z 43.00 100.00%
43
5000 /\
o | a0 B e g 7 o6 300 320 3.40 3.60 3.80
Ol A9 s oL 67 77 | %8 Tn/z 83.00 12.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 R LN UL I
300 320 340 3.60 3.80
m/z 39.10 9.85%
0 27 37| 4955 6360 77 O o1 98
miz--> 0 2 30 40 50 60 70 80 90 100
Abundance
43
300 320 3.40 3.60 3.80
5000 m/z 55.00 6.22%
55
0 37 49 65 71 77 83 98
miz--> 10 2 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- L
43 300 320 340 3.60 3.80

m/z 41.05 4.63%

5000
27 55 98
|, 37| 49 7 61 67 77 83 ‘
o e T D e S AE

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080620\

Data File : BF121220.D

Aca On : 7 Aug 2020 00:13

Operator : JU/CG

ﬁ?ggle i L3575-01 FK-0D015-03-016
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4.45 864.98 ng 30319600 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 402 (4.451 min): BF121220.D (-380) (-) m/z 83.10 100.00%
55 83
5000
43 98 //q
IR RS U LR
420 4.40 4.60 4.80
0 ...,....,....,..??‘;':..‘.‘?i.'::.?l..??,...7?,.!..,....~,.... m/z 55.10 90.15%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IR U U R
98 420 4.40 4.60 4.80
‘ m/z 43.05 39.98%
0 ,w L 49 ||, 61 67 77 | 89 ,
'”I""P"'I" 'W'"'I”"I"'W""I”"I"'
m/z--> 10 60 70 80 90 100
Abundance
83
% IR RN U R
43 420 4.40 4.60 4.80
5000 m/z 98.10 34 .15%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R B A REa
5 83 420 4.40 4.60 4.80
m/z 39.10 30.34%
41
5000 7 o8
15 ‘ 69
IR .::h.34.a;: M. LN X PR A T S A SN S U—
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\
Data File : BF121220.D

Aca On : 7 Aug 2020 00:13

Operator : JU/CG

Sample : L3575-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.05 272.72 ng 9559640 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF121220.D (-490) (-) m/z 43.00 100.00%
43
59
5000
101 SN i A
4.80 5.00 520 5.40
83
0..,....,.?.6.','....?.1.'!1,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 62.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL UL LR I
59 480 500 520 5.40
m/z 101.10 23.20%
31 83 g3 101
O'W'“Tﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 5.40
5000 M m/z 58.00 17.05%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one T R EEamams
43 4.80 5.00 5.20 5.40
m/z 41.05 9.56%
5000
55
o 36, |62 71 8 8
HUSUNRRRN IR UL LR IR IR LRI RS LSS SRS SRR SRR BARRE IR R N RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080620\
Data File : BF121220.D

Aca On : 7 Aug 2020 00:13

Operator : JU/CG

Sample : L3575-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

7.12 22.25 ng 780067 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 64
3 1.2.3.6-Tetrahvdropvridine 83 C5HON 000694-05-3 53
4 Betazole 111 C5HON3 000105-20-4 43
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 33

Abundance Scan 856 (7.122 min): BF121220.D (-852) (-) m/z 82.00 100.00%
8p
5000 110
39 54
67 6.80 7.00 7.20 7.40
Obreprrrrprrrr et e e e oot e || M7z 110.10 39 14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5850: 2-Cyclohexen-1-one, 3-methyl-
8p
5000 110 I L LR LR
6.80 7.00 7.20 7.40
9 m/z 39.00 28.72%
. 27 . 67 95
m/z--> 10 20 30 Jo §0 60 70 80 90 100 110 120 130 140 150
Abundance
82
6.80 7.00 7.20 7.40
5000 43 110 m/z 54.00 28.62%
54
27
ol o7 95 122 135 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1301: 1,2,3,6-Tetrahydropyridine
54 8 6.80 7.00 7.20 7.40
m/z 53.00 9.12%
39
5000 28 68
O'W}?P”W””P”W“”P”W”” L LA A R LA LARAN RARSS LALRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080620\

Data File : BF121220.D

Aca On : 7 Aug 2020 00:13

Operator : JU/CG

ﬁ?ggle i L3575-01 FK-0D015-03-016
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Phorone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

7.48 8.29 ng 406834 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phorone 138 C9H140 000504-20-1 90
2 2-Pvrimidinamine. 4.6-dimethvl- 123 C6H9N3 000767-15-7 59
3 4-Pvrimidinamine. 2.6-dimethvl- 123 C6H9N3 000461-98-3 53
4 1.3-Benzenediol. 4-ethvl- 138 C8H1002 002896-60-8 53
5 2-Cyclopenten-1-one, 3,4,5,5-tet... 138 C9H140 090611-02-2 53

Abundance Scan 917 (7.481 min): BF121220.D (-914) (-) m/z 123.05 100.00%
5000 55 83
39
| 67 9|5 108 138 7.20 7.40 7.60 7.80
Ol prrrr el et b o m/Zz 83.00  38.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17508: Phorone
123
5000 55 83
39 7.20 7.40 7.60 7.80 '
29
| | 67 9% 108 m/z 55.00 37.62%
015||h|74||138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
123
7.20 7.40 7.60 7.80
5000 m/z 39.00 20.21%
43 96
67
15 28 54 82 108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10131: 4-Pyrimidinamine, 2,6-dimethyl-
123 7.20 7.40 7.60 7.80
m/z 95.00 15.27%
5000

83 96
s o il 106 |

o R e A s e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080620\

Data File : BF121220.D

Acg On : 7 Aug 2020 00:13

Operator : JU/CG

3?22'6 i L3575-01 FK-0D015-03-016
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
4-Penten-2-one, 4... 3.43 46.4 ng 1624880 1 6.80 701049 20.0
3-Penten-2-one, 4... 4.45 865.0 ng 30319600 1 6.80 701049 20.0
2-Pentanone, 4-hy... 5.05 272.7 ng 9559640 1 6.80 701049 20.0
2-Cyclohexen-1-on. .. 7.12 22.3 ng 780067 1 6.80 701049 20.0
Phorone 7.48 8.3 ng 406834 2 8.08 982055 20.0
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