LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\Data\BG022817\
Data File : BG025997.D

Acq On : 28 Feb 2017 14:56

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 height area % max. total

5.171 306 312 324 rBV 543745 829877 9.11% 2.025%
5.646 383 393 402 rBV 1756039 2742958 30.12% 6.693%
rBvV 1704927 2852791 31.33% 6.961%
7.609 719 727 742 rBV 1702309 2886399 31.70% 7.043%
8.079 798 807 818 rVB 297413 510178 5.60% 1.245%
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8.402 854 862 872 rvVB 1219900 2096566 23.02% 5.116%
9.231 995 1003 1011 rBV 972033 1701781 18.69% 4._.152%
10.876 1276 1283 1293 rVB 477085 823049 9.04% 2.008%
13.308 1689 1697 1707 rBV 3154822 4809268 52.81% 11.735%
14.677 1921 1930 1939 rBV2 818987 1334856 14.66% 3.257%

=
QO ~NO®

11 16.158 2174 2182 2204 rBV 2938664 4566391 50.14% 11.142%
12 17.409 2388 2395 2405 rBV 1342708 2045957 22.47% 4.992%
13 20.006 2830 2837 2848 rBV 6600052 9106733 100.00% 22.220%
14 21.651 3110 3117 3128 rBV 1459884 2331806 25.61% 5.690%
15 24.853 3651 3662 3677 rBv2 803755 2345183 25.75% 5.722%

Sum of corrected areas: 40983793
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\Data\BG022817\
Data File : BG025997.D

Acq On : 28 Feb 2017 14:56

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG025997.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\Data\BG022817\
Data File : BG025997.D

Acq On : 28 Feb 2017 14:56

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
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.

5.17 32.53 ng 829877 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 47
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 312 (5.171 min): BG025997.D (-306) (-) m/z 43.10 100.00%
43
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #40911: 1,8-Nonanediol, 8-methy!l- R e R
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.37%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\Data\BG022817\
Data File : BG025997.D

Acq On : 28 Feb 2017 14:56

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
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 2 unknown7.61 Concentration Rank 1

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

7.61 113.15 ng 2886400 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 727 (7.609 min): BG025997.D (-719) (-) m/z 132.10 100.00%
132
5000 68
0 s || 77w Tisus | 5o T 750 7 3
ARV | N m/z 68.10 38.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SR I U R
o7 7.20 7.40 7.60 7.80 8.00
117 m/z 134.10 33.72%
79
: ||||||| \I \IM‘I\I\‘I\ |8|8|||1|0§|||||| T
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 SR I U L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 25._35%
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AR R REm
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 14.48%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . 8 WY & G
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG022817\
Data File : BG025997.D

Acq On : 28 Feb 2017 14:56

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.17 32.5 ng 829877 1 8.08 510178 20.0
unknown7 .61 7.61 113.2 ng 2886400 1 8.08 510178 20.0
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