LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026346.D

Aca On : 21 Mar 2017 3:37

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 22 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-BG032017.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 5.144 344 350 360 rBV 268900 414495 5.24% 1.102%
2 5.620 424 431 446 rBVY 1769964 2880036 36.39% 7.658%
3 7.206 694 701 715 rBVY 1655395 2824698 35.69% 7.510%
4 7.577 756 764 776 rBVY 1755215 3065886 38.73% 8.152%
5 8.047 837 844 855 rVB 334214 559256 7.07% 1.487%

8.370 890 899 910 rBV 1412380 2420937 30.59% 6.437%
9.204 1032 1041 1052 rBV 978696 1750108 22.11% 4 _.653%
10.843 1314 1320 1331 rBV 460797 835003 10.55% 2.220%
3127226 4747864 59.98% 12.624%
14.651 1959 1968 1982 rBV2 696939 1153789 14.58% 3.068%
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11 16.131 2213 2220 2236 rBV 2273132 3396616 42.91% 9.031%
12 17.383 2427 2433 2446 rBV2 981493 1491098 18.84% 3.965%
13 19.980 2869 2875 2886 rBV 5924157 7915223 100.00% 21.045%
14 21.631 3149 3156 3168 rVB 1300575 2099466 26.52% 5.582%
15 24.809 3687 3697 3709 rBv2 740551 2056061 25.98% 5.467%

Sum of corrected areas: 37610536
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG032017\
Data File : BG026346.D

Aca On - 21 Mar 2017 3:37

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.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: BG026346.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026346.D

Aca On : 21 Mar 2017 3:37

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14.82 ng 414495 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Guanidine 59 CH5N3 000113-00-8 47
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 36
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 349 (5.138 min): BG026346.D (-344) (-) m/z 43.10 100.00%
431 59.1
5000
101.1
83.1 480 500 520 5.40
ottt e e m/z 59.10 87.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
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m/z 101.10 27 .76%
31.0 83.0 101.0
O T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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43.0 59.0
4.80 500 520 540
5000 18.0 m/z 58.10 23.07%
28.0
e S S S LIRS SURIS SURILLS IULILS IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R B e e R
59.0 480 500 5.20 5.40
m/z 41.10 8.28%
5000
43.0 101.0
31.0
Ot ..HM‘J.., l TR ?ﬁlq S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032017\
Data File : BG026346.D

Aca On : 21 Mar 2017 3:37

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.58 Concentration Rank 1

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

7.58 109.64 ng 3065890 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 765 (7.583 min): BG026346.D (-756) (-) m/z 132.10 100.00%
132.1
5000
68.1
96.1 RAREARARRE NS SARNA
401 7.20 7.40 7.60 7.80 8.00
Otttk bbb e 2002 2022 | m/z 68.10 34 45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L UL UL S
7.20 7.40 7.60 7.80 8.00
21 0 ‘ m/z 134.10 33.10%
0..‘..”‘,l.H.,.l..‘,.... |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 22.23%
41.0 97.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #52379: Tranylcypromine-propionyl L ma e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.10 13.25%
5000 98.0
o bl m 1580 189.0
m/z--> 40 60 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032017\
Data File : BG026346.D

Acq On : 21 Mar 2017 3:37

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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... 5.14 14.8 ng 414495 1 8.05 559256 20.0
unknown7 .58 7.58 109.6 ng 3065890 1 8.05 559256 20.0
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