LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022181.D

Acq On : 6 Jun 2016 23:07

Operator : UM/SJ

Sample : PB91112BL

Misc :

ALS Vial : 18 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 5.190 393 400 408 rBvY 26270 50101 2.39% 0.571%
2 5.666 474 481 501 rBVY 294608 565145 27.00% 6.437%
3 7.276 748 755 771 rBV 309183 611178 29.20% 6.961%
4 7.646 810 818 834 rBV 334094 664369 31.74% 7.567%
5 8.116 892 898 908 rBv 62603 128233 6.13% 1.461%

8.445 944 954 974 rBV 263922 535810 25.60% 6.103%
9.291 1090 1098 1112 rBV 155707 344110 16.44% 3.919%
88250 201614 9.63% 2.296%
13.369 1784 1792 1807 rBV 617964 1104016 52.74% 12.575%
14.750 2020 2027 2037 rBV2 174449 318812 15.23% 3.631%

=
QOO ~NO®
=
o
o
N
N
=
w
\l
=
=
w
\l
©
=
W
©
\l
=
os]
<

11 16.236 2273 2280 2295 rBV 442756 788775 37.68% 8.984%
12 17.494 2486 2494 2505 rBV 229254 403234 19.26% 4 _.593%
13 20.085 2928 2935 2946 rBV 1415751 2093282 100.00% 23.842%
14 21.765 3214 3221 3241 rBV 244336 496748 23.73% 5.658%
15 25.055 3769 3781 3799 rBvV 144744 474335 22.66% 5.403%

Sum of corrected areas: 8779762
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022181.D

Acq On : 6 Jun 2016 23:07

Operator : UM/SJ

Sample - PB91112BL

Misc :

ALS Vial : 18 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: BG022181.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022181.D

Acq On : 6 Jun 2016 23:07

Operator : UM/SJ

Sample - PB91112BL

Misc :

ALS Vial : 18 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 7.81 ng 50101 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 59
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 47
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 400 (5.190 min): BG022181.D (-393) (-) m/z 42.95 100.00%
43
59
5000
101
83 4.I80 5.IOO 5.I20 5.2-0 5.I60
e e m/z 59.00 60.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R L UL RN L
480 5.00 520 5.40 5.60
m/z 101.00 30.12%
25 3 37 | 83 g3 0%
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 20.85%
43 101
15 3 5 53 65 71 S8
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #4330: Butane, 1-ethoxy-
59 480 5.00 520 5.40 5.60
31 m/z 41.00 6.40%
5000 41
73
1\5 ‘ | 147 53\‘ , ‘ 87 102
miz--> 0 20 30 40 50 60 70 8 90 100 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022181.D

Acq On : 6 Jun 2016 23:07

Operator : UM/SJ

Sample - PB91112BL

Misc :

ALS Vial : 18 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 unknown7.65 Concentration Rank 1

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

7.65 103.62 ng 664369 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 819 (7.652 min): BG022181.D (-810) (-) m/z 131.90 100.00%
132
5000
68
% 740 7.60 7.80 8.00
20 54 |I g5 | -
R e L o I e S o m/z 133.90 34.22%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI I UL UL I
740 7.60 7.80 8.00
m/z 68.00 31.44%

31 51
""'H‘ll'H'l'l"‘l""l""'l"" SRR SRR SRR R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132 )

7.40 7.60 7.80 8.00

5000 67 m/z 66.00 18.30%
4 ., 97 .
79
s R e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil . . AR aREaTEEEE
132 740 7.60 7.80 8.00
m/z 69.00 12.38%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
e LI o = L S B A== L L
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 : BG022181.D

Acq On : 6 Jun 2016 23:07

Operator : UM/SJ

Sample : PB91112BL

Misc :

ALS Vial : 18 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 7.8 ng 50101 1 8.12 128233 20.0
unknown? .65 7.65 103.6 ng 664369 1 8.12 128233 20.0
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