LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG042017\
Data File : BG026679.D

Aca On : 20 Apr 2017 17:30

Operator : SJ/MA

Sample - PB98380BL

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-BG041817.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 5.126 341 347 356 rBV 241049 358905 2.72% 0.584%
2 5.620 423 431 446 rBV 2653176 4353008 32.93% 7.081%
3 7.218 696 703 714 rBVY 2525308 4367011 33.04% 7.104%
4 7.571 756 763 776 rBVY 2727770 4749497 35.93% 7.726%
5 8.029 832 841 849 rBV 533687 883827 6.69% 1.438%

8.352 887 896 907 rBV 2094431 3614701 27.35% 5.880%
9.186 1029 1038 1049 rBV 1487196 2645311 20.01% 4 _.303%
10.826 1308 1317 1327 rBV 733046 1343328 10.16% 2.185%
13.264 1725 1732 1743 rBV 4678379 7443705 56.31% 12.108%
14.639 1958 1966 1979 rBV2 1233915 1973313 14.93% 3.210%

=
QO ~NO®

11 16.125 2211 2219 2229 rBV 4390041 6657939 50.37% 10.830%
12 17.371 2424 2431 2441 rBV2 1944378 2868526 21.70% 4_.666%
13 19.974 2867 2874 2886 rBY 9333390 13218195 100.00% 21.501%
14 21.619 3147 3154 3165 rBV 2178066 3480517 26.33% 5.662%
15 24.792 3683 3694 3707 rBV2 1254809 3518619 26.62% 5.724%

Sum of corrected areas: 61476402
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\Data\BG042017\
Data File : BG026679.D

Aca On - 20 Apr 2017 17:30

Operator : SJ/MA

Sample : PB98380BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041817 .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: BG026679.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\
Data File : BG026679.D

Aca On : 20 Apr 2017 17:30

Operator : SJ/MA

Sample - PB98380BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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.

5.13 8.12 ng 358905 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 45
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 36
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 12

Abundance Scan 348 (5.132 min): BG026679.D (-341) (-) m/z 43.10 100.00%
43 59
5000
101
R e
83 4.80 5.00 520 5.40
el e e e e e 2ot e || M/Z 59.10  86.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR UL L
59 480 500 520 540
m/z 101.10 33.61%
15 101
20 . 83 |
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240
Abundance
59
480 500 520 540
5000 T1m m/z 58.10 20.71%
45 159
29 114128 145 177 199 51, 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R e AR RRE T
59 4.80 5.00 520 5.40
m/z 41.10 9.16%
5000
43
\‘\8398123141159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\
Data File : BG026679.D

Aca On : 20 Apr 2017 17:30

Operator : SJ/MA

Sample - PB98380BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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 unknown7.57 Concentration Rank 1

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

7.57 107.48 ng 4749500 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
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 763 (7.571 min): BG026679.D (-756) (-) m/z 132.05 100.00%
132
5000
68
40 7.20 7.40 7.60 7.80 8.00
.':-,«.-.J..|n.... R m/z 68.10 34.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ey
o7 720 7.40 7.60 7.80 8.00
m/z 134.10 34 .29%
|\|‘||||||||||||||||||| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
69 UL R UL AN
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 22 .70%
31
50
m/z--> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propionyl R EREas pmaEE T
57 132 7.20 7.40 7.60 7.80 8.00
m/z 96.10 13.92%
5000 98
7
,.u.". ‘.\ ,m.“. i 188 18 SRR & GHN—
m/z--> 50 100 150 200 250 300 350 400 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG042017\
Data File : BG026679.D

Acq On : 20 Apr 2017 17:30

Operator : SJ/MA

Sample - PB98380BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041817 .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... 5.13 8.1 ng 358905 1 8.03 883827 20.0
unknown? .57 7.57 107.5 ng 4749500 1 8.03 883827 20.0
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