LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016909.D

Aca On : 6 May 2015 20:47

Operator : TP/1Z

Sample : PB83110BL

Misc :

ALS Vial : 17 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:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2.788 12 17 36 rvv 3009594 3801314 87.67% 13.308%
2 2.917 36 39 44 rVB4 32458 48135 1.11% 0.169%
3 4.920 375 380 385 rBV 140091 184556 4.26% 0.646%
4 5.379 452 458 467 rBVY 1266711 1872871 43.20% 6.557%
5 6.965 721 728 734 rBVY 1357548 2064801 47.62% 7.229%

7.329 783 790 799 rBV 1228538 1970954 45.46% 6.900%
7.799 861 870 878 rBvV 351060 547090 12.62% 1.915%
8.123 916 925 934 rBV 841676 1374074 31.69% 4_.810%
8.957 1057 1067 1073 rBV 736607 1224312 28.24% 4._.286%
10.590 1337 1345 1352 rBV 441794 760522 17 .54% 2.662%

=
QO ~NO®

11 13.058 1757 1765 1772 rBV 1685643 2582738 59.57% 9.042%
12 14.439 1994 2000 2007 rBV2 706563 1065164 24.57% 3.729%
13 15.925 2246 2253 2266 rBV 1565293 2278327 52.55% 7.976%
14 17.182 2456 2467 2475 rBV 1002409 1436454 33.13% 5.029%
15 19.809 2907 2914 2920 rBV 3547012 4335848 100.00% 15.179%

16 21.360 3172 3178 3187 rBV 1309190 1544407 35.62% 5.407%
17 23.663 3562 3570 3581 rVB 783279 1473135 33.98% 5.157%

Sum of corrected areas: 28564702
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016909.D

Aca On : 6 May 2015 20:47

Operator : TP/I1Z

Sample : PB83110BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016909.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016909.D

Aca On : 6 May 2015 20:47

Operator : TP/1Z

Sample : PB83110BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown2.79 Concentration Rank 1

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

2.79 138.97 ng 3801310 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Propanone, l-hydroxy- 74 C3H602 000116-09-6 7

Abundance Scan 17 (2.788 min): BG016909.D (-12) (-) m/z 73.05 100.00%
7B
43
5000
2.80 2.90 3.00 3.10 3.20
el 128 186 26 0 m/z 43.00  63.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000
15 2.80 2.90 3.00 3.10 3.20
m/z 89.00 32.77%
|J'LM“ AR DAL UL SRR LIS UL UL SRR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 m/z 41.05 13.22%
18 101
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #724: Acetamide, N-methyl-
43 7 2.80 2.90 3.00 3.10 3.20
m/z 45.00 10.05%
5000
15
A S W s s s L S W m
m/z--> 0 50 100 150 200 250 300 350 400 450 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016909.D

Aca On : 6 May 2015 20:47

Operator : TP/1Z

Sample : PB83110BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 6.75 ng 184556 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 380 (4.920 min): BG016909.D (-375) (-) m/z 43.00 100.00%
43
5000
101 IS SARDERRAE SURRE AR
460 4.80 5.00 5.20
o dre | aes 207 410 469 513 707 59 00 52.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISESARDENRARE SURRE AR
460 4.80 5.00 5.20
m/z 101.00 15.39%
‘ 101
'”wrﬁg”i"'w""l“" LY UL L S SR B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
460 480 500 520
5000 m/z 58.05 13.92%
29 101
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LA L L L L N BB |
59 460 4.80 5.00 5.20
m/z 41.05 9.45%
5000
i
L) |
m/z--> 50 100 150 200 250 300 350 400 450 500 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016909.D

Aca On : 6 May 2015 20:47

Operator : TP/1Z

Sample : PB83110BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3 unknown7.33 Concentration Rank 2

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

7.33 72.05 ng 1970950 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 790 (7.329 min): BG016909.D (-783) (-) m/z 132.00 100.00%
5000 68
40 54 % 7.00 7.20 7.40 7.60
85 497 209 m/z 68.10 48.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SARARAN LSS R RARES
7.00 7.20 7.40 7.60
m/z 66.00 32.65%
“ ‘ 89 103 ‘
IIIIIIII‘NHI\I\II ‘...“”11.5|.......l....l....l....
m/z--> 20 80 100 120 140 160 180 200
Abundance
132
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 32.27%
70
31
a4 86 116
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole B B e
132 7.00 7.20 7.40 7.60
m/z 69.10 20.98%
5000
104
66
14 27 30 51 %7 g9 | us ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 700 7.0 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050615\
Data File : BG016909.D

Acq On : 6 May 2015 20:47

Operator : TP/1Z

Sample : PB83110BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .79 2.79 139.0 ng 3801310 1 7.80 547090 20.0
2-Pentanone, 4-hy... 4.92 6.8 ng 184556 1 7.80 547090 20.0
unknown? .33 7.33 72.0 ng 1970950 1 7.80 547090 20.0
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