LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037617.D

Aca On : 29 Oct 2018 11:18

Operator : JU/SJ

Sample : PB114233BL

Misc :

ALS Vial : 4 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

5.180 315 322 333 rVB 33014 60050 1.80% 0.366%
5.644 394 401 413 rBV 750502 1237594 37.07% 7.537%
rBv 777048 1401845 41.99% 8.537%
7.630 731 739 748 rBV 716282 1293713 38.75% 7.879%
8.100 813 819 827 rBV 146590 261568 7.83% 1.593%
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8.423 866 874 883 rBvV 528978 965756 28.93% 5.882%
9.275 1011 1019 1031 rBV 443639 831764 24.91% 5.066%
10.920 1292 1299 1309 rVB 210262 398669 11.94% 2.428%
13.359 1706 1714 1724 rBV 1346600 2144394 64.23% 13.060%
14.734 1939 1948 1956 rBV2 366193 614647 18.41% 3.743%

=
QO ~NO®

11 16.220 2194 2201 2213 rBV2 935824 1513059 45.32% 9.215%
12 17.483 2409 2416 2426 rBvV2 507767 819398 24 .54% 4_.990%
13 20.080 2852 2858 2872 rBV 2503317 3338580 100.00% 20.333%
14 21.767 3138 3145 3157 rBV 475076 856906 25.67% 5.219%
15 25.104 3701 3713 3726 rBV3 186923 681973 20.43% 4_.153%

Sum of corrected areas: 16419916
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102918\
Data File : BG037617.D

Aca On : 29 Oct 2018 11:18

Operator : JU/SJ

Sample : PB114233BL

Misc :

ALS Vial : 4 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 : .
2500000 TIC: BG037617.D

2000000
1500000

1000000
5.64 7.24 7.63

8.42
500000 9.28

8.10 10.92
5.18
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Time--> 350 4.00 4.50 5. OO 5. 50 6. OO 6. 50 7.00 750 8.00 850 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance : :
2500000 TIC: BG037617.D

20.08

2000000

1500000 13.36

1000000 16.22

17.48 21.77

500000 14.73
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Time--> 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 : .
2500000 TIC: BG037617.D

2000000

1500000

1000000

500000
25.10

O I RERREEEREE e e e  E RRARERBEEN R SRS N s s e s RERE

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\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037617.D

Aca On : 29 Oct 2018 11:18

Operator : JU/SJ

Sample : PB114233BL

Misc :

ALS Vial : 4 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 4_.59 ng 60050 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 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 322 (5.180 min): BG037617.D (-315) (-) m/z 43.00 100.00%
43.0
5000 590
o 250 500 520 540 .60
....,....-,':..~=|,....8,2:9...-,|....,....,....,....,....,297.'9. m/z 59.00 51.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 1010 m/z 101.00 20.13%
wl 1 . 83.0 L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0
410 480 500 520 540 560
5000 m/z 58.00 18.95%
8?0
‘\ goly
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3152: 5-Hexen-2-one L LI L L DL I
43.0 480 500 520 5.40 5.60
m/z 41.00 8.69%
5000
27.0
[| 1l 650 830 600
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037617.D

Aca On : 29 Oct 2018 11:18

Operator : JU/SJ

Sample : PB114233BL

Misc :

ALS Vial : 4 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 unknown7.63 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.63 98.92 ng 1293710 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 739 (7.630 min): BG037617.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
woseo || %O J 150 T o 7h 500
e L B e B B B B S m/z 68.00 41.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RS AR R A

7.20 7.40 7.I60 7.80 8.00
m/z 133.90  34.41%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R RAREE R
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.71%
41.0 97.0
‘ ‘ 117.0
oo L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R Bam me
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.97%
74.0
116.0
5000 98.0
SN O N .- Y- A G § G
m/z--> 40 60 80 100 120 140 160 180 7.20 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 : BG037617.D

Acq On : 29 Oct 2018 11:18

Operator : JU/SJ

Sample : PB114233BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.18 4.6 ng 60050 1 8.10 261568 20.0
unknown7 .63 7.63 98.9 ng 1293710 1 8.10 261568 20.0
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