LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036635.D

Aca On : 10 Sep 2018 21:37

Operator : JU/SJ

Sample : J4776-02

Misc :

ALS Vial : 11 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

5.160 308 318 328 rBV 120260 193112 4_.38% 0.915%
5.624 389 397 407 rBvV 963950 1506874 34.18% 7.137%
rBv 903898 1550511 35.17% 7.344%
7.586 722 731 743 rBV 990665 1712846 38.85% 8.113%
8.057 802 811 820 rVB 209017 350150 7.94% 1.658%

abrwWNPEF
\l
N
=
o
()}
a0
o0}
(o))
()}
\l
()}
\l
(o0}

8.380 858 866 878 rBvV 732900 1296311 29.40% 6.140%
9.214 1000 1008 1016 rBV 653000 1162057 26.36% 5.504%
10.859 1279 1288 1295 rBV 296654 526230 11.94% 2.492%
13.303 1697 1704 1717 rBV 1787935 2833986 64.28% 13.423%
14.678 1930 1938 1945 rBV2 490150 799996 18.15% 3.789%

=
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11 16.165 2184 2191 2212 rBV 1096923 1853337 42.04% 8.778%
12 17.422 2398 2405 2414 rBV 657147 1010636 22.92% 4.787%
13 20.031 2842 2849 2861 rBV 3136115 4408680 100.00% 20.881%
14 21.688 3124 3131 3145 rBV 609643 1126759 25.56% 5.337%
15 24.896 3667 3677 3692 rBV3 214094 781872 17.73% 3.703%

Sum of corrected areas: 21113357
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\
Data File : BG036635.D

Aca On : 10 Sep 2018 21:37

Operator : JU/SJ

Sample : J4776-02

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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: BG036635.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036635.D

Aca On : 10 Sep 2018 21:37

Operator : JU/SJ

Sample : J4776-02

Misc :

ALS Vial : 11 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 11.03 ng 193112 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
4 3-Hexanol 102 C6H140 000623-37-0 36
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 318 (5.160 min): BG036635.D (-308) (-) m/z 43.10 100.00%
43.1
59.1
5000
1o 480 500 520 540
IR - W PR NN <X SRR NN B -y 5 e -1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R L
480 5.00 5.20 5.40
59.0 m/z 101.10 17.52%
270 || 830 101.0
o v MOV NN VLN -1 T -~ M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.10 14.82%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0 480 5.00 5.20 5.40
m/z 41.10 9.56%
41.0
5000
86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036635.D

Aca On : 10 Sep 2018 21:37

Operator : JU/SJ

Sample : J4776-02

Misc :

ALS Vial : 11 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 unknown7.59 Concentration Rank 1

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

7.59 97.84 ng 1712850 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 732 (7.592 min): BG036635.D (-722) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 sy | 9%.1 750 740 760 780 500
O oot 82 L agel 1200 o tRe 10 45, 24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A AR R RS
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 32.16%
o |, 50 " g0 1150
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 28.97%
63.0 81.0
0 ..,...?Tﬁ?..,...?? ?.J.ﬂl.:l,..ﬂ. ii..?1.9.{2}.?:?Tﬁ.?.,...., I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.32%
5000
63.0 81.0
31.0 50.0 ‘ 10‘1011‘20 |
o e e T e e  EREEER s mas et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.0 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 : BG036635.D

Acq On : 10 Sep 2018 21:37

Operator : JU/SJ

Sample - J4776-02

Misc :

ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 11.0 ng 193112 1 8.06 350150 20.0
unknown? .59 7.59 97.8 ng 1712850 1 8.06 350150 20.0
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