LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032037.D

Acq On : 15 Jan 2018 18:14

Operator : SJ/JU

Sample : PB105614BL

Misc :

ALS Vial : 5 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-BG011218_.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

5.682 400 407 413 rBV2 29734 49129 1.16% 0.291%
6.193 486 494 504 rBvV 589194 995109 23.53% 5.888%
rBv 554754 1017095 24.05% 6.019%
8.278 841 849 860 rVB 605635 1100981 26.03% 6.515%
8.766 925 932 943 rBV 137753 241502 5.71% 1.429%
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9.101 980 989 1001 rBV 503089 924739 21.87% 5.472%
9.959 1127 1135 1146 rBV 324768 623043 14.73% 3.687%
11.645 1415 1422 1433 rBVY 175243 338741 8.01% 2.004%
14.025 1817 1827 1839 rBV 1250896 1999601 47.28% 11.832%
15.400 2054 2061 2069 rBV2 313092 534265 12.63% 3.161%

=
QO ~NO®

11 16.874 2303 2312 2324 rBV 1106298 1827642 43.21% 10.815%
12 18.132 2518 2526 2534 rBV 518726 811174 19.18% 4 _800%
13 20.664 2951 2957 2968 rBV 3144386 4229263 100.00% 25.026%
14 22.468 3256 3264 3273 rBV 604522 1101884 26.05% 6.520%
15 26.187 3885 3897 3910 rBV2 326474 1105281 26.13% 6.540%

Sum of corrected areas: 16899449
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032037.D

Acq On : 15 Jan 2018 18:14

Operator : SJ/JU

Sample : PB105614BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG032037.D
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Abundance TIC: BG032037.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032037.D

Acq On : 15 Jan 2018 18:14

Operator : SJ/JU

Sample : PB105614BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown5.68 Concentration Rank 3

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

5.68 4_.07 ng 49129 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
2 1,2-Butanediol 90 C4H1002 000584-03-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 22
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 10

Abundance Scan 407 (5.682 min): BG032037.D (-400) (-) m/z 43.00 100.00%
43
59
5000
101 SOV UUNNUES I W PPN,
83 540 5.60 5.80 6.00
Ob el ol e Tm/z 59.10  77.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy-
43 58
5000 L IS LR LA A
5.40 5.60 5.80 6.00
71 82 m/z 101.00 24 .29%
0 ‘ I Ul | 1 ‘ | 97
LU UL SR SR SRR LRI FULRLEL IR S S S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31 59
540 560 580 600
5000 m/z 58.00 14 .95%
41
o 15 25 47 53 71 89
LR UL SR SR UL UL FELRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 540 5.60 5.80 6.00
m/z 41.00 9.66%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 5.40 5.60 5.80 6.00

8270-BG011218.M Tue Jan 16 18:14:00 2018 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032037.D

Acq On : 15 Jan 2018 18:14

Operator : SJ/JU

Sample : PB105614BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown8.28 Concentration Rank 1

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

8.28 91.18 ng 1100980 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 849 (8.278 min): BG032037.D (-841) (-) m/z 132.00 100.00%
5000
68
40 % 1o 800 820 8.40 8.60
1y 854 62| 87 | 1||4 | : : : : 0
ou.w.”:ﬁ.”,”.w.”.“.”,”.w.”.“.”,”.w.”.,.”,” m/z 68.10 35.49%
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 A
8.00 8.20 8.40 8.60
31 78 m/z 134.00 34.61%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 8.40 860
5000 m/z 66.10 23 .34%
33 44 g7 105
51 60 10 78 g 115
O R e i T e T o e o e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P e
132 8.00 8.20 8.40 8.60
m/z 69.10 14 _.69%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 800 820 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032037.D

Acq On : 15 Jan 2018 18:14

Operator : SJ/JU

Sample : PB105614BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
unknown5.68 5.68 4.1 ng 49129 1 8.77 241502 20.0
unknown8.28 8.28 91.2 ng 1100980 1 8.77 241502 20.0
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