LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094564.D

Aca On : 21 Apr 2017 16:00

Operator : SJ/MA

Sample : PB98392BL

Misc :

ALS Vial : 7 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 F\METHODS\8270-BF041717 .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

3.919 333 337 349 rBV 241397 283945 7.98% 1.116%
4_.313 400 404 418 rBV 2569435 2589879 72.79% 10.178%
rBV 2465182 2457208 69.06% 9.657%
5.513 603 608 611 rBVY 2783986 2680976 75.35% 10.536%
5.760 646 650 654 rBv 713301 580751 16.32% 2.282%
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5.937 676 680 684 rBV 2270473 2150955 60.46% 8.453%
6.407 755 760 763 rBV 1546691 1642711 46.17% 6.456%
7.254 900 904 908 rBvV 854901 792066 22.26% 3.113%
8.578 1124 1129 1132 rBV 3353076 3303659 92.85% 12.984%
9.384 1262 1266 1276 rBV2 918465 904868 25.43% 3.556%

=
QO ~NO®

11 10.360 1427 1432 1448 rBV 1686863 1887344 53.05% 7.417%
12 11.201 1571 1575 1585 rBV 913979 977421 27 .47% 3.841%
13 13.189 1907 1913 1916 rBV 2993735 3557930 100.00% 13.983%
14 14.448 2123 2127 2141 rBV 816387 932636 26.21% 3.665%
15 16.077 2399 2404 2413 rBV 535021 702626 19.75% 2.761%

Sum of corrected areas: 25444975
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094564.D

Aca On : 21 Apr 2017 16:00

Operator : SJ/MA

Sample - PB98392BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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: BF094564.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094564.D

Aca On : 21 Apr 2017 16:00

Operator : SJ/MA

Sample - PB98392BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.92 9.78 ng 283945 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 337 (3.919 min): BF094564.D (-333) (-) m/z 42.95 100.00%
43
59
5000
101 T T T
3.60 3.80 4.00 4.20
83
e e 3 Tm/z 59.10 61.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL I
59 360 3.80 4.00 420
m/z 101.10 19.38%
25 3 37 ‘ 83 g3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
3.60 3.80 4.00 4.20
5000 m/z 58.00 15.52%
101
15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol ||||lll|llll|lfll|llll
59 3.60 3.80 4.00 4.20
m/z 41.10 9.73%
5000 31 43 73
25‘\‘ 37‘ ‘\ 11 53\‘ : 67 I 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 360 3.80 400 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094564.D

Aca On : 21 Apr 2017 16:00

Operator : SJ/MA

Sample - PB98392BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 1

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

5.51 92.33 ng 2680980 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 607 (5.507 min): BF094564.D (-603) (-) m/z 132.00 100.00%
132
5000 68
96 U S IR I U
40 54 78 06 5.20 5.40 5.60 5.80
I B e B B m/z 68.10 41.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS AR RN LS LR
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 32.22%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
520 540 560 580
5000 m/z 66.10 24 .12%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S RAEEE s e
57 132 5.20 5.40 5.60 5.80
24 m/z 69.10 15.74%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN | 0 |
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
Data File : BF094564.D

Acq On : 21 Apr 2017 16:00

Operator : SJ/MA

Sample - PB98392BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.92 9.8 ng 283945 1 5.76 580751 20.0
unknown5.51 5.51 92.3 ng 2680980 1 5.76 580751 20.0
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