LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043971.D

Aca On : 8 Jan 2020 17:25

Operator :© JU

Sample : PB125946BL

Misc :

ALS Vial : 7 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

5.062 330 336 347 rBV 313392 498972 7.13% 1.489%
5.532 409 416 433 rBV 1364809 2281462 32.59% 6.810%
rBV 1482647 2600590 37.15% 7.763%
7.489 741 749 761 rBV 1452032 2548688 36.40% 7.608%
7.953 821 828 836 rBV 365545 630443 9.01% 1.882%
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8.276 875 883 893 rBV 1127565 2021935 28.88% 6.036%
9.110 1015 1025 1037 rBV 830539 1559655 22.28% 4._.656%
10.755 1297 1305 1317 rBV 463119 851442 12.16% 2.542%
13.211 1715 1723 1733 rBVY 2380580 3753690 53.62% 11.205%
14.586 1949 1957 1969 rBV2 745893 1197346 17.10% 3.574%
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11 16.073 2203 2210 2225 rBV 2316994 3625361 51.78% 10.822%
12 17.330 2417 2424 2432 rBV 969489 1489377 21.27% 4._.446%
13 19.945 2863 2869 2879 rBV 5138018 7000941 100.00% 20.898%
14 21.578 3141 3147 3156 rBV 997076 1667811 23.82% 4_.979%
15 23.852 3530 3534 3542 rVB4 36238 76182 1.09% 0.227%

16 24.704 3669 3679 3689 rBV3 596422 1695972 24.22% 5.063%

Sum of corrected areas: 33499867
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010820\
Data File : BG043971.D

Aca On : 8 Jan 2020 17:25

Operator : JU

Sample : PB125946BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BG043971.D
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Abundance TIC: BG043971.D
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Abundance TIC: BG043971.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043971.D

Aca On : 8 Jan 2020 17:25

Operator :© JU

Sample : PB125946BL

Misc :

ALS Vial : 7 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 15.83 ng 498972 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 336 (5.062 min): BG043971.D (-330) (-) m/z 43.05 100.00%
43
59
5000
101 B SBRassssesc!
| 71 83 | 151 007 480 500 520 5.40
o} SRR S A £ S SNSRI < SUNS—— L. m/z 59.10 58.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L UL I
59 480 500 520 5.40
m/z 101.10 21.62%
15 4 | 101
0"i|'Wh”b'"l“"F?”'J'“'|"”|"'w""w"'|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.05 14 .65%
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 480 500 520 5.40

m/z 41.05 8.95%

5000 41
o o173 126 142 e J \ A

m/z--> 20 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010820\
Data File : BG043971.D

Aca On : 8 Jan 2020 17:25

Operator :© JU

Sample : PB125946BL

Misc :

ALS Vial : 7 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 unknown7.49 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.49 80.85 ng 2548690 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 749 (7.489 min): BG043971.D (-741) (-) m/z 132.00 100.00%
132
5000 68
40 % J 720 740 7.60 7.80
54 )
o e A o 27 h77 68.10  40.78%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

7.20 7.40 7.60 7.80
m/z 134.00 34.07%

o R
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
R L L
69 104 7.0 7.40 7.60 7.80
5000 m/z 66.10 26.50%
31 51
T 79
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m/z--> 4 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl . .  ERaa
57 132 7.20 7. 40 7. 60 7. 80

m/z 69.10 16.42%

74
116

5000 98
‘ 158 189

m/z--> 40 60 100 120 140 160 180 200 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\BG010820\
Data File : BG043971.D

Acq On : 8 Jan 2020 17:25

Operator : JU

Sample : PB125946BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 15.8 ng 498972 1 7.95 630443 20.0
unknown? .49 7.49 80.8 ng 2548690 1 7.95 630443 20.0
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