LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022192.D

Acq On > 7 Jun 2016 6:36

Operator : UM/SJ

Sample : PB91121BL

Misc :

ALS Vial : 26 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

2.984 19 25 44 rVB 1217572 1922712 100.00% 19.565%
5.187 395 400 410 rBV 12277 23522 1.22% 0.239%
rBv 256060 487891 25.38% 4_.965%
7.279 748 756 777 rBV 270583 541516 28.16% 5.510%
7.649 812 819 832 rBV 304677 585635 30.46% 5.959%
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8.119 891 899 910 rBV 62741 124505 6.48% 1.267%
8.442 944 954 967 rBV 231202 472803 24.59% 4.811%
9.288 1089 1098 1113 rBV 129575 303957 15.81% 3.093%
10.939 1372 1379 1397 rBV 82608 195357 10.16% 1.988%
13.372 1785 1793 1804 rBV 550617 959632 49.91% 9.765%

=
QO ~NO®

11 14.747 2020 2027 2040 rBV2 169675 317363 16.51% 3.229%
12 16.233 2274 2280 2293 rBV 390831 683156 35.53% 6.952%
13 17.490 2487 2494 2509 rBvV2 221997 415190 21.59% 4._.225%
14 20.081 2929 2935 2963 rBV 1184357 1854506 96.45% 18.871%
15 21.768 3214 3222 3238 rBV 227735 489408 25.45% 4_.980%

16 25.058 3771 3782 3800 rBV2 131686 450175 23.41% 4_.581%

Sum of corrected areas: 9827328
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022192.D

Acqg On > 7 Jun 2016 6:36

Operator : UM/SJ

Sample : PB91121BL

Misc :

ALS Vial : 26 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: BG022192.D
12000001 2|98
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Time--> 300 3.50 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG022192.D
1200000 20,08

1000000
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600000 13.37

400000 16.23

17.49 21.77
200000 14.75
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Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG022192.D
1200000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG060616.M Tue Jun 07 18:25:04 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022192.D

Acq On > 7 Jun 2016 6:36

Operator : UM/SJ

Sample - PB91121BL

Misc :

ALS Vial : 26 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 3.78 ng 23522 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 78
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 3,5-Hexadien-2-ol 98 C6H100 003280-51-1 9
4 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 400 (5.187 min): BG022192.D (-395) (-) m/z 43.00 100.00%
43
59
5000
101
A a9 83 | 4.80 5.00 5.20 5.40 5.600
e I RS £ m/z 59.00 62.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS AR AR RS
59 4.80 5.00 5.20 5.40 5.60
m/z 100.90 27 .73%
15 31 101
| 25 7 37, 53 83
miz--> 5 % m k% & B % % 1% 1
Abundance
43
480 500 520 5.40 5.60
0
5000 101 m/z 58.00 27 .20%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3115: 3,5-Hexadien-2-ol
43 480 5.00 5.20 5.40 5.60
m/z 41.10 9.43%
5000 55
83
98
37“ \49\\‘ 65 71 77‘\\ ‘ |
m/z--> 10 20 30 4'0 50 60 7'0 80 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022192.D

Acq On > 7 Jun 2016 6:36

Operator : UM/SJ

Sample - PB91121BL

Misc :

ALS Vial : 26 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 94 .07 ng 585635 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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 819 (7.649 min): BG022192.D (-812) (-) m/z 131.90 100.00%
5000
40 54 |‘ 7.40 7.60 7.80 8.00
....“.:.“J..“..!ﬂ...|” e || M/Z 133.90  33.65%
m/z--> 100 120 140 160 180 200 220
Abundance #13677. 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I I IR
7.40 7.60 7.80 8.00
31 51 ‘ ‘ m/z 68.00 32.33%
| H | |
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 19.40%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220 A
Abundance #88584: Amphetaminil R R e e
132 7.40 7.60 7.80 8.00
m/z 69.00 12.09%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 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 : BG022192.D

Acq On > 7 Jun 2016 6:36

Operator : UM/SJ

Sample : PB91121BL

Misc :

ALS Vial : 26 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 3.8 ng 23522 1 8.12 124505 20.0
unknown? .65 7.65 94.1 ng 585635 1 8.12 124505 20.0
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