LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027839.D

Acq On © 3 Jul 2017 19:33

Operator : SJ/JU

Sample : PB100333BL

Misc :

ALS Vial : 11 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-BG062817 .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

5.577 330 338 349 rVvB 70370 112252 3.67% 0.899%
6.030 408 415 425 rBvV 484007 843282 27.56% 6.753%
rBv 483527 897243 29.32% 7.185%
7.986 737 748 763 rBV 482356 885117 28.93% 7.088%
8.450 821 827 835 rVB 92199 160905 5.26% 1.288%
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8.779 875 883 892 rvB 353304 636165 20.79% 5.094%
9.619 1017 1026 1037 rBV 270994 528995 17.29% 4_.236%
11.270 1299 1307 1317 rBV 134593 258363 8.44% 2.069%
13.662 1707 1714 1725 rBV 875221 1435154 46.90% 11.492%
15.042 1942 1949 1960 rVB2 218113 379318 12.40% 3.037%

=
QO ~NO®

11 16.529 2194 2202 2213 rBV 850695 1354201 44.26% 10.844%
12 17.792 2410 2417 2426 rBV2 366695 576305 18.83% 4.615%
13 20.372 2849 2856 2863 rBV 2314859 3059892 100.00% 24.503%
14 22.140 3149 3157 3169 rBvV 361790 691684 22.60% 5.539%
15 25.730 3754 3768 3784 rBvV2 205838 669120 21.87% 5.358%

Sum of corrected areas: 12487996
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027839.D

Acq On : 3 Jul 2017 19:33

Operator : SJ/JU

Sample : PB100333BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027839.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027839.D

Acq On : 3 Jul 2017 19:33

Operator : SJ/JU

Sample : PB100333BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.58 13.95 ng 112252 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Octanol 130 C8H180 000589-98-0 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 338 (5.577 min): BG027839.D (-330) (-) m/z 43.10 100.00%
43
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o | o 1‘|’1 520 540 560 580 6.00
N 1 0 oSS S m/z 59.10 63.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrerryrrrTyTTrTTTTT T
59 5.20 540 5.60 5.80 6.00
m/z 58.10 19.09%
15 31 101
‘ 11 ‘ 1y 50 \‘ 83
miz--> o 2 30 40 8 60 70 8 60 100 110 130 130
Abundance
59
520 5.40 5.60 5.80 6.00
5000 41 m/z 101.10 16.22%
31
69 87
15 51 98
mﬁwﬁmﬁwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R e
59 520 5.40 5.60 5.80 6.00
m/z 41.10 8.43%
5000 29 a 83
101
|, 5Ll 69 o1 | 112 129
m/z--> 10 20 30 4'0 50 60 7'0 8|0 90 100 110 120 130 520 5.40 5.60 5.80 6.00

8270-BG062817.M Wed Jul 05 01:23:34 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027839.D

Acq On : 3 Jul 2017 19:33

Operator : SJ/JU

Sample : PB100333BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.99 Concentration Rank 1

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

7.99 110.02 ng 885117 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (7.992 min): BG027839.D (-737) (-) m/z 132.00 100.00%
32
5000 68
© g5t gl 5 g P | 750 7ho &b 520 840
o L oL B L L o LI m/z 68.10 39.38%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS S L U
7.60 7.80 8.00 8.20 8.40
/z 134.00 31.81%
31 51 78 m
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 67 m/z 66.10 26.77%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A P T
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 15.94%
5000
33 44 o g7 105
78
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m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027839.D

Acq On © 3 Jul 2017 19:33

Operator : SJ/JU

Sample : PB100333BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.58 13.9 ng 112252 1 8.46 160905 20.0
unknown?7 .99 7.99 110.0 ng 885117 1 8.46 160905 20.0
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