LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037644.D

Aca On : 30 Oct 2018 4:55

Operator : JU/SJ

Sample : PB114248BL

Misc :

ALS Vial : 28 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-BG101818.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

5.181 314 322 331 rBV 29504 52688 1.85% 0.336%
5.645 394 401 412 rVB 650796 1081853 37.91% 6.895%
rBv 705650 1233535 43.23% 7.862%
7.625 729 738 750 rBV 645805 1150280 40.31% 7.331%
8.101 811 819 828 rVB 186281 318591 11.16% 2.031%
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8.424 866 874 883 rBvV 477258 851977 29.86% 5.430%
9.276 1012 1019 1030 rBV 397467 733533 25.71% 4._.675%
10.921 1292 1299 1311 rVB 264469 486850 17.06% 3.103%
13.353 1706 1713 1724 rBV 1128021 1890888 66.27% 12.052%
14.734 1939 1948 1957 rBV2 464846 762523 26.72% 4 _.860%

=
QO ~NO®

11 16.221 2194 2201 2218 rBV 838824 1344589 47.12% 8.570%
12 17.484 2409 2416 2427 rBV 628690 982829 34.44% 6.264%
13 20.081 2852 2858 2870 rBV 2186023 2853506 100.00% 18.187%
14 21.767 3138 3145 3156 rBV 593396 1031965 36.16% 6.577%
15 25.098 3698 3712 3728 rBV3 253616 914270 32.04% 5.827%

Sum of corrected areas: 15689877
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102918\
Data File : BG037644.D

Aca On : 30 Oct 2018 4:55

Operator : JU/SJ

Sample : PB114248BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.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: BG037644.D
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Abundance TIC: BG037644.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037644.D

Aca On : 30 Oct 2018 4:55

Operator : JU/SJ

Sample : PB114248BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 3.31 ng 52688 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 322 (5.181 min): BG037644.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L R IR L
| 83.0 | 480 5.00 5.20 5.40 5.60
R T e o o e L L m/z 59.00 57.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RS RS SRR N
59.0 480 500 520 540 560
0,
150 a0 1010 m/z 101.00 20.34%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.59%
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one L LI L L BN B
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 6.75%
5000
55.0
150 27.0
| il ] 710 830 980
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037644.D

Aca On : 30 Oct 2018 4:55

Operator : JU/SJ

Sample : PB114248BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 72.21 ng 1150280 1,4-Dichlorobenzene-d4 8.10
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 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 737 (7.619 min): BG037644.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 se0 || 0% e P50 T T 7R 8bo
e el S b b e m/z 68.00 44 _.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU L R L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.31%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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
132.0
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.82%
41.0 97.0
53.0
“I“'W'”'P'“I“'W'”'P'”I”Ti?”'P'”I”'W?i?ﬁ'”I'“I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.59%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102918\
Data File : BG037644.D

Acq On : 30 Oct 2018 4:55

Operator : JU/SJ

Sample : PB114248BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 3.3 ng 52688 1 8.10 318591 20.0
unknown7 .62 7.62 72.2 ng 1150280 1 8.10 318591 20.0
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