LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022185.D

Acq On > 7 Jun 2016 1:50

Operator : UM/SJ

Sample - H3402-12

Misc :

ALS Vial : 22 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-BG060616 .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
1 2.988 19 25 43 rVB 749222 1217361 61.21% 12.373%
2 5.192 394 400 408 rvB2 13382 26163 1.32% 0.266%
3 5.668 474 481 494 rBV 246729 469389 23.60% 4.771%
4 7.277 747 755 774 rBVY 293432 578294 29.08% 5.878%
5 7.648 811 818 831 rBVY 306464 593194 29.83% 6.029%

8.124 892 899 907 rBV 60640 119075 5.99% 1.210%
8.441 945 953 968 rBV 207221 423866 21.31% 4._.308%
9.293 1089 1098 1110 rBV 150170 332058 16.70% 3.375%
10.938 1368 1378 1390 rBVY 88171 196076 9.86% 1.993%
13.370 1785 1792 1807 rBV 582704 1023330 51.45% 10.401%

=
QO ~NO®

11 14.193 1924 1932 1943 rBV 115206 196070 9.86% 1.993%
12 14.751 2018 2027 2039 rBvV2 180621 325010 16.34% 3.303%
13 16.232 2269 2279 2297 rBV 556246 951510 47.84% 9.671%
14 17.489 2487 2493 2507 rBv2 221737 409550 20.59% 4.162%
15 17.953 2568 2572 2578 rVB3 13721 20266 1.02% 0.206%

16 20.086 2928 2935 2950 rBV 1321615 1988789 100.00% 20.213%
17 21.766 3214 3221 3232 rBV2 247697 485935 24.43% 4 _.939%
18 25.063 3770 3782 3800 rBV2 141776 483104 24.29%% 4_.910%

Sum of corrected areas: 9839040
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022185.D

Acq On : 7 Jun 2016 1:50

Operator : UM/SJ

Sample - H3402-12

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022185.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022185.D

Acq On > 7 Jun 2016 1:50

Operator : UM/SJ

Sample - H3402-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.19 4.39 ng 26163 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 400 (5.192 min): BG022185.D (-394) (-) m/z 42.95 100.00%
a3
59
5000
101
4.80 5.00 520 5.40 5.60
...,....,....,....','.:..?1..=I,....,....,??..,....,....,. m/z 59.00  71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR SRR RN
4.80 5.00 520 5.40 5.60
59 m/z 100.90  26.80%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 m/z 58.00 20.39%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4000: Morpholine, 4-methyl-
43 4.80 5.00 520 5.40 5.60
m/z 41.00 9.16%
5000
101
71
"'l'ﬁ?'|"'?Fl""F'l'é?"ﬁe'|""i""|"§6'|'"'ﬁ""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022185.D

Acq On > 7 Jun 2016 1:50

Operator : UM/SJ

Sample - H3402-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.65 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.65 99.63 ng 593194 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 818 (7.648 min): BG022185.D (-811) (-) m/z 131.90 100.00%
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....;--..:-.,:|-.|.'.8,°...!,':.1.1.5,..'.,....,....,....,....,... m/z 68.00 34.59%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
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5000 R e R AR Ea
7.40 7.60 7.80 8.00

m/z 133.90 33.17%
|

O
S R )
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance

132

69 108 7.40 7.60 7.80 8.00
5000 m/z 66.00 19.82%
31 51
R = = T e e A R a
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil r . e T

132 7.40 7.60 7.80 8.00
m/z 69.00 13.65%

5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
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m/z--> 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022185.D

Acq On > 7 Jun 2016 1:50

Operator : UM/SJ

Sample - H3402-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
2-Pentanone, 4-hy... 5.19 4.4 ng 26163 1 8.12 119075 20.0
unknown? .65 7.65 99.6 ng 593194 1 8.12 119075 20.0
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