LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043930.D

Aca On : 6 Jan 2020 14:05

Operator :© JU

Sample : PB125878BL

Misc :

ALS Vial : 6 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 G\METHODS\8270-BG123019.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
1 3.147 5 10 33 rVB 2466529 3843191 49.20% 8.980%
2 5.068 331 337 347 rBV 236340 357747 4 _.58% 0.836%
3 5.538 410 417 428 rBV 1190026 1865597 23.88% 4 _.359%
4 7.125 679 687 699 rBV 837134 1390497 17.80% 3.249%
5 7.495 742 750 761 rBVY 1960900 3386258 43.35% 7.913%

7.959 820 829 837 rBV 422824 728030 9.32% 1.701%
8.282 876 884 893 rBV 1441964 2556277 32.72% 5.973%
9.116 1017 1026 1036 rBV 1243496 2224821 28.48% 5.199%
10.761 1298 1306 1315 rBV 603707 1105949 14.16% 2.584%
13.217 1716 1724 1736 rBV 3344377 5306729 67.93% 12.400%

=
QO ~NO®

11 14.592 1947 1958 1967 rBV 1090833 1682248 21.53% 3.931%
12 16.079 2204 2211 2232 rBV 2663565 4164197 53.30% 9.730%
13 17.336 2417 2425 2436 rBV 1261429 1996888 25.56% 4_.666%
14 19.951 2863 2870 2884 rBV 5779961 7812123 100.00% 18.254%
15 21.584 3141 3148 3164 rVB 1313192 2113954 27.06% 4.940%

16 23.076 3398 3402 3411 rVB4 43734 90759 1.16% 0.212%
17 23.870 3530 3537 3546 rvVB2 49760 100544 1.29% 0.235%
18 24.710 3670 3680 3691 rBV2 704415 2070004 26.50% 4._.837%

Sum of corrected areas: 42795813
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043930.D

Aca On : 6 Jan 2020 14:05

Operator :© JU

Sample : PB125878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG043930.D
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Abundance TIC: BG043930.D
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Abundance TIC: BG043930.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043930.D

Aca On : 6 Jan 2020 14:05

Operator :© JU

Sample : PB125878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.15 105.58 ng 3843190 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 11 (3.153 min): BG043930.D (-5) (-) m/z 73.10 100.00%
7B
5000 43
87
3.20 3.30 3.40 3.50 3.60
....,....','-.'..%',9..|.'.,....1?.1...,.... e e 22, | m/z 43.10  38.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HES IR U U AR U
43 3.20 3.30 3.40 3.50 3.60
87 m/z 87.05 26.90%
"”IA'JL”%ﬁJ'P'”I”'W'”'P'” BESE RS PR BRRRE BRARE'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
4 e 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.83%
1
'}4wm'w'“u“‘w'”'w'“l“'w'“'"“ BRRSE RS BRRR BRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 71.05 12 .39%
5000 43 87
15 72
"”IwhWh”?ﬁ'Ll”'W”'W'”'P'” I BEESE RS RS RS BRARE'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043930.D

Aca On : 6 Jan 2020 14:05

Operator :© JU

Sample : PB125878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.07 9.83 ng 357747 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 23
4 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 337 (5.068 min): BG043930.D (-331) (-) m/z 43.05 100.00%
a3
59
5000
o "TiB0 5h0 520 540
73 : : :
e T es AT9 206 o 59.10 | 58.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RN LS L UL
4.80 500 5.20 5.40
59 101 m/z 101.10 20.14%
27 83
70
TTTW*#+Hﬁ"JI”"I“”'4"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59
480 500 520 540
5000 m/z 58.10 14 .80%
41
2
102
...1?,..T..,....,..7.3:,?7..,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8359: 3-Hexanol, 4-methyl- R B L
59 480 500 5.20 5.40
m/z 41.10 10.08%
5000
31 45
| | T
}?l'h"““"MM'ZQ'l'L'??"%%ﬁ' R AL SN BRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043930.D

Aca On : 6 Jan 2020 14:05

Operator :© JU

Sample : PB125878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 2

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

7.49 93.03 ng 3386260 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 749 (7.489 min): BG043930.D (-742) (-) m/z 132.00 100.00%
132
5000 68
40 % 720 740 7.60 7.80
54 : : : .
Tk 115 207 m/z 68.10 42.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LA L L
7.20 7.40 7.60 7.80
m/z 134.00 33.59%
31 51
"'P'lﬂﬁh“'l'h'l"”l"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
7.20 740 7.60 7.80
5000 m/z 66.10 27 .70%
104
66
14 27 39 50 %P 7T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e A e
132 7.20 7.40 7.60 7.80
m/z 69.10 17.51%
5000 67
41 97
53
‘ ‘ 29 ‘ 117
||||||||“i“||“|‘||‘|“l‘|‘|“|‘||‘|‘i|||||“|||H||||||||||||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010620\
Data File : BG043930.D

Acq On : 6 Jan 2020 14:05

Operator : JU

Sample : PB125878BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
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]
Butane, 2-methoxy... 3.15 105.6 ng 3843190 1 7.96 728030 20.0
2-Pentanone, 4-hy... 5.07 9.8 ng 357747 1 7.96 728030 20.0
unknown? .49 7.49 93.0 ng 3386260 1 7.96 728030 20.0
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