LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF127037.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.699 232 240 247 rBV 593506 919708 2.47% 1.564%
2 4.634 376 399 402 rBV 9141591 37266116 100.00% 63.359%
3 5.198 480 495 498 rBV 3629366 9618556 25.81% 16.353%
4 6.904 782 785 789 rBV 601682 497593  1.34% 0.846%
5 7.228 835 840 843 rBV 1151806 1114082 2.99% 1.894%
6 7.469 876 881 884 rBV 1700385 1557942 4.18% 2.649%
7 8.186 999 1003 1009 rVB 757631 692297 1.86% 1.177%
8 9.263 1180 1186 1189 rBV 3203698 2820525 7.57% 4.795%
9 9.945 1295 1302 1306 rBV 951937 751854  2.02%  1.278%
10 11.433 1552 1555 1559 rBV 834531 737301  1.98%  1.254%
11 13.027 1821 1826 1829 rVB 2617720 2437440 6.54% 4.144%
12 14.833 2129 2133 2140 rBV 404516 403637 1.08% 0.686%

Sum of corrected areas: 58817051
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127037.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.699 36.97 ng 919708 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 47
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 17
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 12
Abundance Scan 240 (3.699 min): BF127037.D\data.ms (-232) (-) m/z 43.05 100.00%
43.0
5000
A RRREEES e
83.1 3.40 3.60 3.80 4.00
bbb b 1928 3919 12.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 \\\‘/\L\\\’\\\\‘\\\\‘\\\\

3.40 3.60 3.80 4.00
m/z 83.10 12.29%

83.0
O\\\‘\‘\‘\\“”\\‘\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3555: 5-Hexen-2-one
43.0
R R
3.40 3.60 3.80 4.00
5000 ITI/Z 55.05 7.67%
15.0‘ ‘ 83.0
0‘u‘wHl‘m“*:muWH"‘H"m_m‘uwmwm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3626 4-Penten-2-one, 3-methyl- T R T
43.0 3.40 3.60 3.80 4.00
m/z 41.05 5.27%
5000
m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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.
4.634 1497.86 ng 37266100 1,4-Dichlorobenzene-d4 6.904

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, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 399 (4.634 min): BF127037.D\data.ms (-376) (-) m/z 83.10 100.00%
55.1 83.1
5000
A AR RRRRE T
‘ ‘ J 4.40 4.60 4.80 5.00
Ol b gl 20902280 1930wy 55.10 84.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B I L LA BN L
4.40 4.60 4.80 5.00
29.0
m/z 98.10 37.51%
O\H\‘\“}H“ih\\Hi“l‘HHHH\“HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3566: 3-Hexen-2-one
83.0
A A ARRREEE
43.0 4.40 4.60 4.80 5.00
5000 m/z 43.10 31.33%
15.0 H ‘ ‘
0\H‘wHlH‘i“\\”1“1‘HH,lHw‘HH‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A RAEEEE R RS
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.05 25.46%
5000
27.0 /1
om‘w:‘m B S S E—
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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.
5.198 386.60 ng 9618560 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 17
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 495 (5.198 min): BF127037.D\data.ms (-480) (-) m/z 43.05 100.00%
3.0
59.1
5000
1011 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 831 4.80 5.00 5.20 5.40 5.60
bl tll ST AT myz 59.10 68.82%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | B LB B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 24.49%
0 27\\\ A | 830 101.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #296: Guanidine
43.0 59.0
Ramas e A RAR R
4.80 5.00 5.20 5.40 5.60
5000 18.0 m/z 58.10 16.46%
S
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e A RAR R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 10.31%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 R R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.228 44.78 ng 1114080 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 91
2 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 59
3 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 56
4 2-Cyclopenten-1-one 82 C5H60 000930-30-3 50
5 Betazole 111 C5HON3 000105-20-4 40
Abundance Scan 840 (7.228 min): BF127037.D\data.ms (-835) (-) m/z 82.10 100.00%
82.1
5000
54.1 110.1 )
R RANEEARE o
38.1 7.00 7.20 7.40 7.60
ol it b ] 1340 m/z 54.10  34.69%
m/z--> 20 40 60 80 100 120 140
Abundance #6617: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 390 L B I LI LA B
110.0 7.00 7.20 7.40 7.60
m/z 110.10 32.17%
0 \1\5\.(’)\‘1‘\ \“ ‘5‘“\.(‘]\”‘\ T \”“\ T T (RSN e
miz-> 20 40 60 80 100 120 140
Abundance #1313: 1H-Pyrazole, 3-methyl-
82.0
R EEERE
7.00 7.20 7.40 7.60
5000 m/z 39.05 31.54%
54.0
27.0
SR W R
miz--> 20 40 60 80 100 120 140
Abundance #43207: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl ““_“‘,‘H““Hﬁfﬁ
82.0 7.00 7.20 7.40 7.60
m/z 53.10 11.09%
5000 30 110.0
27.0
0 \‘h I all ‘6510 Al . 131.0 150.0
e e e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 5 13-Docosenamide, (Z)-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.833 20.00 ng 403637  Perylene-di12 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 Palmitoleamide 253 C16H31NO 106010-22-4 81
4 Tetradecanamide 227 C14H29NO 000638-58-4 72
5 Octanamide 143 C8H17NO 000629-01-6 59

Abundance Scan 2133 (14.833 min): BF127037.D\data.ms (-2129) (-,

m/z 59.05 100.00%

59.0
5000
— ——
) H S asa. 12402 3203 s 1500
ol by mwﬂum Pkl ool 913 484 myz 72.05  64.42%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 - ——
14.50 15.00
m/z 55.10 51.64%
337.0
O 1‘ ‘U\m\““J!U\Jh\l}“\l\814\.‘o\\2\49‘o\\\!‘\‘T\l\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— ——
14.50 15.00
5000 m/z 41.10 33.95%
6.0
bl om0 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139496: Palmitoleamide “ —
59.0 14.50 15.00
m/z 43.10 28.71%
o MM
o bl 20 om0 N
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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,... 3.699 37.0 ng 919708 1 6.904 497593 20.0
3-Penten-2-one,... 4.634 1497.9 ng 37266100 1 6.904 497593 20.0
2-Pentanone, 4-... 5.198 386.6 ng 9618560 1 6.904 497593 20.0
2-Cyclohexen-1-... 7.228 44.8 ng 1114080 1 6.904 497593 20.0
13-Docosenamide... 14.833 20.0 ng 403637 6 15.580 403637 20.0
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