LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091018\

Data File : BG036628.D

Aca On : 10 Sep 2018 17:06 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

agmple : J4830-08 omm1&ﬂPgE4LM
isc :

ALS Vial : 4 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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

5.158 312 318 324 rBV 37149 57734 1.28% 0.307%
5.622 390 397 409 rBV 337857 539173 11.95% 2.864%
rBv 220317 385018 8.54% 2.045%
7.585 724 731 741 rBV 612044 1048099 23.24% 5.568%
8.055 804 811 818 rBV 206215 344085 7.63% 1.828%
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8.378 857 866 874 rBV 824905 1429014 31.68% 7.592%
9.212 1000 1008 1020 rBV 701097 1271967 28.20% 6.758%
10.857 1280 1288 1298 rVB 291677 522149 11.58% 2.774%
13.302 1695 1704 1719 rBV 1978548 3183455 70.57% 16.913%
14.124 1838 1844 1851 rBV 86413 122134 2.71% 0.649%

=
QO ~NO®

11 14.676 1931 1938 1947 rBV2 492135 803306 17.81% 4.268%
12 15.969 2153 2158 2163 rVB 45655 59025 1.31% 0.314%
13 16.163 2184 2191 2211 rBV 947370 1484183 32.90% 7.885%
14 17.420 2398 2405 2414 rBV2 646193 995872 22.08% 5.291%
15 20.029 2843 2849 2861 rBV 3329846 4510791 100.00% 23.964%

16 21.686 3124 3131 3141 rBV 660993 1096552 24.31% 5.826%
17 24.900 3667 3678 3696 rBV 296773 970462 21.51% 5.156%

Sum of corrected areas: 18823019
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036628.D

Aca On : 10 Sep 2018 17:06

Operator : JU/SJ

Sample = J4830-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036628.D
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Abundance TIC: BG036628.D
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Abundance TIC: BG036628.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036628.D

Aca On : 10 Sep 2018 17:06

Operator : JU/SJ

Sample = J4830-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 3.36 ng 57734 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
3 Pentanal. oxime 101 C5H11NO 000628-79-5 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9

Abundance Scan 318 (5.158 min): BG036628.D (-312) (-) m/z 43.05 100.00%
43.0
59.1
5000
| er 4B0 560 520 540
O I I e e L e m/z 59.10 53.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 VAN VRS LA LA B
59.0 480 500 520 540
0
150 a0 1010 m/z 58.10 20.51%
' 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
41.0 480 5.00 520 5.40
5000 m/z 101.10 14 _76%
86.0
0 s00, | ©990 \ 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4067: Pentanal, oxime e e
54.0 480 5.00 520 5.40
m/z 41.10 7.15%
41.0
5000
27.0
72.0
8 AN T TN~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036628.D

Aca On : 10 Sep 2018 17:06

Operator : JU/SJ

Sample = J4830-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 2

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

7.58 60.92 ng 1048100 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 730 (7.579 min): BG036628.D (-724) (-) m/z 132.10 100.00%
13p.1
5000 68.1
%0 6. o120 Th 7k 7h0 8
o} . m/z 68.10 46.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132.0
5000 LI UL UL I
7.20 7.40 7.60 7.80 8.00
104.0 m/z 134.10 31.61%
66.0
oHHS ral 8'6"0"|""|" R RS SRS RSN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.56%
69.0
39.0
890
0 ---|----‘l‘uu‘-‘“” H \‘\ - .1??.0.“. e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R mama e L
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.10 20.39%
104.0
5000
31.0 51.0
0"W'J“M'w'|ﬁ"w"w"“ SEBI AN RSN SRARE RRARY BARRE UL UL UL I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091018\
Data File : BG036628.D

Acq On : 10 Sep 2018 17:06

Operator : JU/SJ

Sample - J4830-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 3.4 ng 57734 1 8.05 344085 20.0
unknown7 .58 7.58 60.9 ng 1048100 1 8.05 344085 20.0
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