LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112917\
Data File : BG031271.D

Aca On : 29 Nov 2017 15:22

Operator : SJ/JU

Sample - PB104594BL

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:\HPCHEM1I\BNA G\METHODS\8270-BG111017.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

5.207 319 326 335 rBV 47267 77567 1.45% 0.388%
5.689 401 408 421 rBvV 761572 1287103 23.98% 6.434%
rBv 728560 1345594 25.07% 6.727%
7.663 736 744 754 rBV 768875 1359941 25.34% 6.799%
8.127 817 823 833 rBvV 139362 240383 4.48% 1.202%
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8.456 868 879 890 rBV 608755 1092008 20.35% 5.459%
9.296 1014 1022 1036 rBV 387123 785193 14.63% 3.925%
10.947 1295 1303 1313 rBV 152061 334019 6.22% 1.670%
13.374 1709 1716 1729 rBV 1369969 2273021 42.36% 11.363%
14.755 1943 1951 1968 rBV2 283677 540986 10.08% 2.704%

=
QO ~NO®

11 16.235 2197 2203 2226 rBV 1129943 2013634 37.52% 10.067%
12 17.493 2411 2417 2432 rBV2 498145 869446 16.20% 4.347%
13 20.084 2852 2858 2876 rBV 3948448 5366379 100.00% 26.827%
14 21.770 3137 3145 3158 rBV 652240 1226052 22.85% 6.129%
15 25.072 3694 3707 3722 rBV2 384335 1191964 22.21% 5.959%

Sum of corrected areas: 20003290
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA G\DATA\BG112917\

BG031271.D

29 Nov 2017 15:22

SJ/Ju

PB104594BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031271.D

5.69 729 7.66

8.46
9.30

5.21 8.13

10.95

O

Time--> 3. 50

4.00 450 5.00 5.50 6.00 6.50

7.00

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG031271.D

13.37

16.24

17.49
14.75

20.08

21.77

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031271.D

25.07

0

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:\HPCHEM1\BNA G\DATA\BG112917\
Data File : BG031271.D

Aca On : 29 Nov 2017 15:22

Operator : SJ/JU

Sample : PB104594BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 6.45 ng 77567 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 17

Abundance Scan 327 (5.213 min): BG031271.D (-319) (-) m/z 43.00 100.00%
43.0
5000
101.0 e M
276.2 480 5.00 5.20 5.40 5.60
0 . m/z 59.00 61.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SRS LR LR B

480 5.00 520 5.40 5.60
m/z 101.00 26.68%

101.0
0 ,‘,,,,,,,, R AR R SRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
IR i
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 13.60%
101.0
15.0
o 73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 11.84%
5000
101.0
0150 L 169.0
B L R e o o o o R REaRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112917\
Data File : BG031271.D

Aca On : 29 Nov 2017 15:22

Operator : SJ/JU

Sample : PB104594BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 113.15 ng 1359940 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 744 (7.663 min): BG031271.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.1
000 || %° o | T T Tk e
L m/z 68.10 38.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 33.86%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 24.32%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS EEEEs
57.0 132.0 7.40 7.60 7.80 8.00
240 m/z 69.10 16.04%
5000 9go 1160
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112917\
Data File : BG031271.D

Acq On : 29 Nov 2017 15:22

Operator : SJ/JU

Sample - PB104594BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 6.5 ng 77567 1 8.13 240383 20.0
unknown7 .66 7.66 113.2 ng 1359940 1 8.13 240383 20.0
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