LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100618\
Data File : BG037204.D

Aca On : 6 Oct 2018 00:54

Operator : JU/SJ

Sample : PB113566BL

Misc :

ALS Vial : 16 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-BG092018 .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
1 5.138 311 315 322 rBV 19448 29584 1.15% 0.250%
2 5.602 388 394 420 rBV 444182 865388 33.66% 7.325%
3 7.189 658 664 684 rBV 439601 930390 36.19% 7.875%
4 7 .559 721 727 747 rBV 442062 876209 34.08% 7.417%
5 8.029 801 807 823 rBV 91238 195361 7.60% 1.654%

8.352 855 862 879 rBV 350398 675058 26.25% 5.714%
9.192 998 1005 1026 rBV 236889 565443 21.99% 4._.786%
10.837 1278 1285 1301 rBV 116518 268949 10.46% 2.277%
13.276 1694 1700 1718 rBV 748674 1338376 52.05% 11.329%
14.656 1927 1935 1949 rBV2 231195 422746 16.44% 3.578%

=
QO ~NO®

11 16.143 2182 2188 2215 rBV 548503 1067966 41.54% 9.040%
12 17.400 2395 2402 2423 rBV2 356594 617728 24.03% 5.229%
13 20.009 2840 2846 2868 rBV 1817432 2571180 100.00% 21.764%
14 21.666 3121 3128 3145 rBV 369451 716796 27.88% 6.067%
15 24.856 3661 3671 3683 rBv2 213320 672691 26.16% 5.694%

Sum of corrected areas: 11813865
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Data Path
Data File
Aca On
Operator
Sample
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ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100618\
: BG037204.D

: 6 Oct 2018 00:54

: Ju/sd

: PB113566BL

: 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

1500000

1000000

500000

TIC: BG037204.D

5.60 7.19 7.56

8.35
9.19

.

8.03 10.84

5.14

0
Time-->

700

750 800 850 900 950 1000 1050 1100 1150 1200 1250

600 650

350 4.00 450 500 550

Abundance

1500000

1000000

500000

TIC: BG037204.D
20,01

13.28

16.14

17.40 21.67

14.66

0
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

1500000

1000000

500000

TIC: BG037204.D

24.86

0
Time--> 2

3.00 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\HPCHEMI1\BNA G\DATA\BG100618\
Data File : BG037204.D

Aca On : 6 Oct 2018 00:54

Operator : JU/SJ

Sample : PB113566BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.14 3.03 ng 29584 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butyl aldoxime, 3-methyl-, anti 101 C5H11NO 005775-74-6 9

Abundance Scan 315 (5.138 min): BG037204.D (-311) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
Ol SE 8 h/7 59.10  58.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R LN IR ¥
59 480 500 520 540
m/z 101.10 17.45%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.10 17.21%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 480 500 5.20 5.40
m/z 41.10 11.36%
5000
101
15 97 71
0 ‘ 10,33 1l 49 ¥ 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100618\
Data File : BG037204.D

Aca On : 6 Oct 2018 00:54

Operator : JU/SJ

Sample : PB113566BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 89.70 ng 876209 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 727 (7.559 min): BG037204.D (-721) (-) m/z 132.10 100.00%

132
5000 68

96 IIIIIIIIIIIIIIIIIIII
40 54 77 g7 | 05 7.20 7.40 7.60 7.80
o LIRS | N —— m/z 68.10  48.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |/|\|||||||||||||||||||||
7.20 7.40 7.60 7.80
0
31 51 78 m/z 66.10 32.06%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

7.20 7.40 7.60 7.80
5000 m/z 134.10 31.09%
33 105
60 70 0 ‘

44
oL s
,,,,, T
m/z--> 40 60 80 100 120 140 160 180
Abundance : i i

0w | s |

#52379: Tranylcypromine-propionyl B e EEEEEEEEE
57 132 720 740 760 7.80
m/z 69.10 19.79%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
LA I L B I i B LA L B ) B B

m/z--> 40 60 80 100 120 140 160 180 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\BG100618\
Data File : BG037204.D

Acq On : 6 Oct 2018 00:54

Operator : JU/SJ

Sample : PB113566BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.14 3.0 ng 29584 1 8.03 195361 20.0
unknown? .56 7.56 89.7 ng 876209 1 8.03 195361 20.0
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