LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022717\
Data File : BG025969.D

Aca On : 27 Feb 2017 18:32

Operator : SJ/MA

Sample : PB97196BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA G\METHODS\8270-BG021717.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 heiaht area % max. total

5.176 306 313 324 rVB 539318 782252 9.38% 2.108%
5.646 384 393 407 rBV 1626329 2549154 30.57% 6.868%
rBvV 1609252 2698918 32.37% 7.271%
7.608 719 727 740 rVB 1566754 2643723 31.71% 7.123%
8.078 800 807 813 rBV 263701 441610 5.30% 1.190%
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8.402 854 862 870 rBV 1098195 1887542 22.64% 5.085%
9.230 995 1003 1014 rBV 918567 1579025 18.94% 4._.254%
10.875 1276 1283 1291 rVB 400275 719023 8.62% 1.937%
13.308 1690 1697 1707 rBV 2752764 4368102 52.39% 11.769%
14.677 1923 1930 1941 rBV2 701945 1153788 13.84% 3.109%

=
QO ~NO®

11 16.157 2174 2182 2195 rBV 2639299 4041659 48.48% 10.889%
12 17.409 2388 2395 2407 rBV2 1164135 1767567 21.20% 4.762%
13 20.006 2831 2837 2845 rBV 6226500 8337489 100.00% 22.463%
14 21.657 3111 3118 3127 rVB 1265227 2068686 24.81% 5.573%
15 24.853 3652 3662 3677 rvB2 711891 2078036 24.92% 5.599%

Sum of corrected areas: 37116574
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025969.D

Aca On - 27 Feb 2017 18:32

Operator : SJ/MA

Sample - PB97196BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG025969.D
6000000

5000000
4000000
3000000

2000000 5.65 7.23 7.61

8.40
1000000 9.23

5.18
8.08 10.88
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Time--> 3. 50 400 4.50 5. OO 5. 50 6. OO 6.50 7.00 7.50 8.00 850 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG025969.D
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Time--> 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: BG025969.D
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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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025969.D

Aca On : 27 Feb 2017 18:32

Operator : SJ/MA

Sample : PB97196BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.18 35.43 ng 782252 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 47
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 314 (5.182 min): BG025969.D (-306) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 N
480 5.00 520 5.40 5.60
83.1
o‘wﬁlu...'!|,~....,~....-,....,....,.1??-?,....,....,29?-.1. m/z 59.10 77.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 VAL VRS SRR LR
59.0 480 500 520 540 5.60
m/z 101.10 25.78%
27\\'\ i i 83.0 10:‘I"0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 59.0
480 500 520 540 560
5000/ 18.0 m/z 58.10 21.87%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R AREREE R )
54.0 480 5.00 520 5.40 5.60
m/z 41.10 8.64%
5000 41.0
""I""Mm"dH ""|""|""%%99%1%9"|""|""|" T SRS LN LS LR L
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025969.D

Aca On : 27 Feb 2017 18:32

Operator : SJ/MA

Sample : PB97196BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.61 Concentration Rank 1

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

7.61 119.73 ng 2643720 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 727 (7.608 min): BG025969.D (-719) (-) m/z 132.10 100.00%
132.1
5000 68.1
7.20 7.40 7.60 7.80 8.00
38.1
W20 349 3974 uo U8 10 38.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 A L I L B
7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.21%
31.0
...‘“.‘“.‘.‘..l‘.... T —— ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 25.85%
97.0
37.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #14491: 5-Aminoindole e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14.10%
5000
66.0
270 %% 1020 |
m/z--> 50 100 150 200 250 300 350 400 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
Data File : BG025969.D

Acq On : 27 Feb 2017 18:32

Operator : SJ/MA

Sample : PB97196BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.18 35.4 ng 782252 1 8.08 441610 20.0
unknown7 .61 7.61 119.7 ng 2643720 1 8.08 441610 20.0
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