LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035297.D

Aca On : 21 Jun 2018 13:26

Operator : JU/SJ

Sample : J3575-03

Misc :

ALS Vial : 3 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-BG060718 .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

5.175 315 321 329 rBV 139891 225867 4.64% 1.063%
5.634 392 399 412 rBV 942977 1475370 30.34% 6.942%
rBv 826716 1437093 29.55% 6.762%
7.590 725 732 745 rVB 978617 1662698 34.19% 7.823%
8.060 804 812 819 rVB 185523 315619 6.49% 1.485%
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8.383 859 867 875 rvB 738116 1311721 26.98% 6.172%
9.217 1001 1009 1016 rBV 612230 1091222 22.44% 5.134%
10.862 1279 1289 1295 rBV2 220032 391274 8.05% 1.841%
13.300 1697 1704 1715 rBV 1590590 2559776 52.64% 12.044%
14.674 1932 1938 1946 rBV2 354457 572766 11.78% 2.695%

=
QO ~NO®

11 16.161 2184 2191 2206 rBV 1527211 2351556 48.36% 11.065%
12 17.418 2399 2405 2412 rBV2 533329 816873 16.80% 3.844%
13 19.650 2778 2785 2792 rBV 64112 107192 2.20% 0.504%
14 20.026 2842 2849 2858 rBV 3624942 4862606 100.00% 22.880%
15 20.273 2886 2891 2897 rBV 35576 54401 1.12% 0.256%

16 20.766 2970 2975 2980 rBV2 58084 87269 1.79% 0.411%
17 21.683 3124 3131 3138 rBV 570489 973415 20.02% 4 _580%
18 24.902 3668 3679 3694 rBV2 304911 956067 19.66% 4._.499%

Sum of corrected areas: 21252785
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035297.D

Aca On : 21 Jun 2018 13:26

Operator : JU/SJ

Sample : J3575-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035297.D
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Abundance TIC: BG035297.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035297.D

Aca On : 21 Jun 2018 13:26

Operator : JU/SJ

Sample : J3575-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 14.31 ng 225867 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 322 (5.181 min): BG035297.D (-315) (-) m/z 43.10 100.00%
431
5000
101.2
480 5.00 5.20 5.40 5.60
o 3.2 198 "m/z 59.15  64.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B RERE RN RN R

480 5.00 520 5.40 5.60
m/z 101.15  27.60%

15.0 ‘ 101.0
ouﬂpﬂw.”P”wnupnw””.”.””.”w””.“.””.”w”“.“w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
R LN e L
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.15 19.07%
101.0
71.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.15 10.44%
5000 101.0
70.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035297.D

Aca On : 21 Jun 2018 13:26

Operator : JU/SJ

Sample : J3575-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1

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

7.59 105.36 ng 1662700 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 732 (7.590 min): BG035297.D (-725) (-) m/z 132.15 100.00%
132.2
5000 68.2
40.1 ‘ 5.2 720 7.40 7.60 7.80 8.00
54.1 ) . . .
0 ..,....,....,....I'.'...,:!..,.-!.'.|,....,f.‘?.?,..I~.,.'."..,1.1.“?.1,...., |- m/z 68.15 44_91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 RS SRS RS
69.0 7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.15 33.18%
H ‘ 89.0 103.0 ‘
0'WH“l““w'JmMWW“w'HWH'WH“l““wM'Vﬁﬂ'“W"'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.15 31.59%
104.0
ol 140 270 390 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R L R
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.15 20.76%
104.0
5000
31.0 51.0 ‘
0'w'“w'“w'“m'hwu“w'“h'“'w“'w“'w“'w“'w'“l““" R L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062118\
Data File : BG035297.D

Acq On : 21 Jun 2018 13:26

Operator : JU/SJ

Sample - J3575-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 14.3 ng 225867 1 8.06 315619 20.0
unknown? .59 7.59 105.4 ng 1662700 1 8.06 315619 20.0
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