LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\

Data File : BG039885.D

Aca On : 12 Mar 2019 22:12 Instrument :

Operator : JU/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : K1842-06 C-MW-09 030719

ALS Vial : 17 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-BG030419.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 3.208 14 20 28 rBv 179600 349965 8.59% 1.946%
2 3.278 28 32 44 rVB 161273 249651 6.13% 1.388%
3 5.698 437 444 454 rBV 405274 657988 16.16% 3.659%
4 7.296 708 716 729 rBV 279117 483314 11.87% 2.688%
5 7.678 773 781 795 rBV 733659 1260180 30.95% 7.007%

8.154 856 862 872 rVB 167037 286412 7.03% 1.593%
8.477 910 917 926 rBV 604186 1060170 26.04% 5.895%
561944 1016593 24.97% 5.653%
10.974 1334 1342 1351 rBV 232342 411375 10.10% 2.287%
13.400 1748 1755 1769 rBV 1635404 2495256 61.28% 13.875%
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11 14.780 1981 1990 1998 rBv2 382752 634557 15.58% 3.529%
12 16.267 2235 2243 2257 rBV 1314689 2061626 50.63% 11.464%
13 17.524 2450 2457 2468 rBV2 526875 835517 20.52% 4.646%
14 20.114 2892 2898 2906 rBV 2947682 4071951 100.00% 22.642%
15 21.812 3178 3187 3194 rBV 584339 993689 24.40% 5.526%

16 23.298 3434 3440 3448 rVB3 21894 42216 1.04% 0.235%
17 23.498 3467 3474 3483 rBV2 29033 58344 1.43% 0.324%
18 24.126 3574 3581 3587 rBv4 23779 49638 1.22% 0.276%

19 25.178 3742 3760 3773 rBv2 299600 965246 23.70% 5.367%

Sum of corrected areas: 17983688
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039885.D

Aca On : 12 Mar 2019 22:12

Operator : JU/SJ

ﬁ?gg le K1842-06 C-MW-09 030719
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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: BG039885.D

2500000
2000000
1500000

1000000
7.68
8.48 9.33

500000 5.70
7.30
33248 8.15

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039885.D

10.97

2011

2500000

2000000

13.40

1500000
16.27

1000000

17.52 21.81

500000 14.78
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039885.D

2500000

2000000

1500000

1000000

500000
25.18

23.38.50 24.13

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039885.D

Aca On : 12 Mar 2019 22:12

Operator : JU/SJ

3?22 le K1842-06 C-MW-09 030719
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.28 17.43 ng 249651 1,4-Dichlorobenzene-d4 8.15
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 32 (3.278 min): BG039885.D (-28) (-) m/z 73.15 100.00%
7B
5000 43
55 87
37 o5 3.203.30 3.403.503.60 3.70
ot 88 e W/Z 43.15  42.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 B AR AR A AL A AR
43 3.203.30 3.40 3.503.60 3.70
55 87 m/z 55.15 29.99%
29 35 | | 67 ||,
mz-> %0 % 40 % 60 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.203.30 3.403.503.60 3.70
5000 55 m/z 87.25 25.74%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.203.30 3.403.503.60 3.70
m/z 71.25 12.12%
5000
45
29
N S 67 ) 101 : / #
R RS RS RN AR ARRRN AR RARSE BRRES SRS BRRES SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.30 3.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039885.D

Aca On : 12 Mar 2019 22:12

Operator : JU/SJ

3?22 le K1842-06 C-MW-09 030719
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.68 Concentration Rank 1

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

7.68 88.00 ng 1260180 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 781 (7.678 min): BG039885.D (-773) (-) m/z 132.15 100.00%
132
5000 68
96 R L I
40 - 54 5 ‘ B | 103 7.40 7.60 7.80 8.00
reprrrrprrer e e R S b b ptbeen || M7z 68.15 44.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I LRI UL L
7.40 7.60 7.80 8.00
0
314 5 78 m/z 134.15 32.01%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 30.52%
41 97
‘ 53 2 117
sl el (e ) 0 [z )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.76%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG031219\

BG039885.D

12 Mar 2019 22:12

JU/SJ

K1842-06 C-MW-09 030719
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 3.28 17.4 ng 249651 1 8.15 286412 20.0

unknown7 .68

7.68 88.0 ng 1260180 1 8.15 286412 20.0
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