LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG091817\
Data File : BG028793.D

Aca On : 18 Sep 2017 13:43

Operator : SJ/JU

Sample : PB102386BL

Misc :

ALS Vial : 3 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-BG091217.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

5.391 298 307 314 rBV 97643 148337 4.71% 1.153%
5.856 379 386 400 rBV 499172 847814 26.92% 6.589%
rBv 491689 883572 28.06% 6.867%
7.824 713 721 732 rBV 474170 854646 27.14% 6.642%
8.288 792 800 809 rvB 102163 175945 5.59% 1.367%
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8.611 848 855 863 rBvV 346489 632422 20.08% 4.915%
9.457 992 999 1008 rBV 274226 519153 16.49% 4._.035%
11.108 1271 1280 1292 rBV 127930 245955 7.81% 1.912%
13.529 1684 1692 1702 rBV 866439 1409632 44.76% 10.955%
14.910 1919 1927 1937 rBV2 228455 387018 12.29% 3.008%

=
QO ~NO®

11 16.396 2173 2180 2195 rBV 893577 1449302 46.02% 11.264%
12 17.659 2387 2395 2408 rBV 394075 641104 20.36% 4.983%
13 20.245 2829 2835 2849 rBV 2292754 3149006 100.00% 24.474%
14 21.984 3121 3131 3141 rBV 416327 791563 25.14% 6.152%
15 25.456 3707 3722 3737 rBV3 216898 731498 23.23% 5.685%

Sum of corrected areas: 12866967
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028793.D

Aca On : 18 Sep 2017 13:43

Operator : SJ/JU

Sample : PB102386BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028793.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028793.D

Aca On : 18 Sep 2017 13:43

Operator : SJ/JU

Sample : PB102386BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.39 16.86 ng 148337 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (5.391 min): BG028793.D (-298) (-) m/z 43.05 100.00%
43.0
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101.1 NS 2 WU —
| s | — 5.00 5.20 5.40 5.60 5.80
MMM _— L m/z 59.10 69.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA SRR RS RN
5.00 5.20 5.40 5.60 5.80
0,
1?0 1010 m/z 101.10 23.24%
ul J
m/z--> 20 45 eb 80 160 120 140 160 180 200 220 240 260
Abundance
43.0
500 520 540 560 580
5000 m/z 58.10 21.01%
101.0
15.0
69.0
wﬁwwwwmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #217: Acetone
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 8.69%
5000
150
mz-> 20 4b 60 80 100 130 140 160 180 200 230 240 260 || | 500 550 540 560 880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028793.D

Aca On : 18 Sep 2017 13:43

Operator : SJ/JU

Sample : PB102386BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1

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

7.82 97.15 ng 854646 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 720 (7.818 min): BG028793.D (-713) (-) m/z 132.10 100.00%
130.1
5000 /\
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..,....,....,....-,".'..:,.'.'..,:.'.'. i 20, ..I.,.l!..}?.“.ﬂ...., b 'm/z 68.10 46.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
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104.0 A
5000 I L IR S
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310 510 m/z 134.10 33.29%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 31.46%

150 280 39.0 520 830 770 900 1040, ..
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

S

Abundance #14491: 5-Aminoindole e
132.0 740 7.60 7.80 8.00 8.20
m/z 69.10 21.34%
5000
104.0
66.0
140 27.0 390 510 0T 770 o940 | 4550 ‘ |
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mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091817\
Data File : BG028793.D

Acq On : 18 Sep 2017 13:43

Operator : SJ/JU

Sample : PB102386BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.39 16.9 ng 148337 1 8.29 175945 20.0
unknown? .82 7.82 97.2 ng 854646 1 8.29 175945 20.0
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