LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091118\

Data File : BG036668.D

Aca On : 11 Sep 2018 22:43 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J4841-11 omn1&goﬂ:uw
ALS Vial : 13 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

5.158 313 318 326 rBV 39231 61023 1.36% 0.330%
5.622 390 397 409 rBV 372583 581625 12.94% 3.144%
rBv 257920 459571 10.22% 2.484%
7.584 723 731 739 rBV 622109 1073931 23.89%% 5.806%
8.054 805 811 818 rBV 196204 321447 7.15% 1.738%
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8.377 858 866 878 rBvV 798871 1418078 31.54% 7.666%
9.212 1000 1008 1016 rBV 726928 1284367 28.57% 6.943%
10.857 1280 1288 1299 rBV 262202 477649 10.62% 2.582%
13.301 1695 1704 1713 rBV 2015331 3040991 67.64% 16.439%
14.124 1838 1844 1850 rBV 121959 165760 3.69% 0.896%

=
QO ~NO®

11 14.676 1931 1938 1948 rVB2 451993 715234 15.91% 3.866%
12 16.162 2183 2191 2206 rBV 981571 1545363 34.37% 8.354%
13 17.420 2398 2405 2415 rBV 608299 923395 20.54% 4.992%
14 20.028 2842 2849 2866 rBV 3439500 4495633 100.00% 24.303%
15 21.685 3124 3131 3143 rBV 582798 1031119 22.94% 5.574%

16 24.887 3667 3676 3695 rBvV2 283239 903289 20.09% 4 _.883%

Sum of corrected areas: 18498475
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036668.D

Aca On : 11 Sep 2018 22:43

Operator : JU/SJ

ﬁ?ggle i J4841-11 090718-SIDI-F-U-M
ALS Vial : 13 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: BG036668.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036668.D

Aca On : 11 Sep 2018 22:43

Operator : JU/SJ

ﬁ?ggle i J4841-11 090718-SIDI-F-U-M
ALS Vial : 13 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 3.80 ng 61023 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Ethanol. pentamethvl- 116 C7H160 000594-83-2 33
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 318 (5.158 min): BG036668.D (-313) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 PR T T T e T
4.80 500 5.20 5.40
. 84.0
ol S840 | h/z 8910  53.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS R UL IR
4.80 500 5.20 5.40
59.0 1010 m/z 58.05 17.14%
ol 3500 S20 || 670 809010 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
4.80 500 5.20 5.40
5000 m/z 101.10 15.90%
410 101.0
o150 30 || 10, | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8366: Ethanol, pentamethyl- R e Ea e
59.0 4.80 500 5.20 5.40
m/z 41.10 9.17%
5000
3.0 40 o o o
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036668.D

Aca On : 11 Sep 2018 22:43

Operator : JU/SJ

ﬁ?ggle i J4841-11 090718-SIDI-F-U-M
ALS Vial : 13 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 66.82 ng 1073930 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 730 (7.578 min): BG036668.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 s || S 750 70 760 750 800
Obr el (8L L 0L Wl Tm/z 68.10  47.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
13%.0
5000 SRR AR SRR RREE N
7.20 7.40 7.60 7.80 8.00
63.0 81.0 m/z 134.10 32.70%
31.0 50.0 . 101.0 112.0
T L [ L n i St
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.87%
92.0
65.0
oL 270 390 510 | 7700 1059 117.0
T S i N S A P M
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- AR EE e man
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.50%
117.0
5000
39.0 91.0
zo "] S0 &0 mo | w0 | |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS /NG N O —
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 120 150 140 7. I20 7. I40 7. 60 7. I80 8. oo
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG091118\

BG036668.D

11 Sep 2018 22:43

Ju/SsJ

J4841-11 090718-SIDI-F-U-M
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 3.8 ng 61023 1 8.05 321447 20.0

unknown7 .58

7.58 66.8 ng 1073930 1 8.05 321447 20.0
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