LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036559.D

Aca On : 5 Sep 2018 10:06

Operator : JU/SJ

Sample : J4761-06

Misc :

ALS Vial : 35 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

5.165 309 319 328 rBV 124400 195360 3.29% 0.706%
5.630 390 398 409 rBV 1306009 2112742 35.63% 7.640%
rBvV 1218643 2116366 35.69% 7.653%
7.592 723 732 741 rBV 1345235 2327089 39.25% 8.415%
8.056 803 811 819 rVB 220411 374829 6.32% 1.355%
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8.379 858 866 875 rvB 1025567 1779442 30.01% 6.435%
9.220 1001 1009 1022 rVB 880705 1573140 26.53% 5.689%
10.865 1281 1289 1296 rBV 302762 546886 9.22% 1.978%
13.309 1697 1705 1717 rBV 2311672 3627757 61.18% 13.119%
14.678 1932 1938 1948 rBV2 470998 783039 13.21% 2.832%

=
QO ~NO®

11 16.164 2184 2191 2213 rBV 1753097 2774517 46.79% 10.034%
12 17.422 2399 2405 2417 rBvV2 717059 1073876 18.11% 3.883%
13 20.030 2842 2849 2863 rBV 4466432 5929577 100.00% 21.443%
14 21.687 3124 3131 3143 rBV2 722590 1223237 20.63% 4.424%
15 24.895 3666 3677 3695 rBv2 333036 1150776 19.41% 4.162%

16 26.082 3871 3879 3890 rVB5 21376 63827 1.08% 0.231%

Sum of corrected areas: 27652460
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090418\
Data File : BG036559.D

Aca On : 5 Sep 2018 10:06

Operator : JU/SJ

Sample : J4761-06

Misc :

ALS Vvial : 35 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: BG036559.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036559.D

Aca On : 5 Sep 2018 10:06

Operator : JU/SJ

Sample : J4761-06

Misc :

ALS Vial : 35 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.

5.17 10.42 ng 195360 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 320 (5.171 min): BG036559.D (-309) (-) m/z 43.10 100.00%
431
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101.1 ENARRENAREE AR RN
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o O 830 | B4 o B9.10  56.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
B R e o
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5000 m/z 101.10 15.66%
41.0
101.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8346: 2-Hexanol, 2-methyl- e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.90%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036559.D

Aca On : 5 Sep 2018 10:06

Operator : JU/SJ

Sample : J4761-06

Misc :

ALS Vial : 35 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.

7.59 124.17 ng 2327090 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 27
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. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 732 (7.592 min): BG036559.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 A RN LR LR B
401 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 .,....,....'l'!...-,!.'..,.-!.'.|,..7.5.‘,1....,..J.,%??.l,.l.l.?,l...., b [ m/z 68.10 46.68%
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 AR RS N
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 33.54%
0 |, %00 "o | | uso
JUNBIUNEEEE UL UL L IR N RS SRS BRASE SERRS SARE B
m/z--> 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 31.52%
92.0
65.0
oL 270 390 510 | 7700 1059 117.0
O S 0 N L R N S A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e N EEERE
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.02%
117.0
5000
39.0 910
o | Yo wmoomo | awmo || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS /50 Y S NS —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 720 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\BG090418\
Data File : BG036559.D

Acq On : 5 Sep 2018 10:06

Operator : JU/SJ

Sample : J4761-06

Misc :

ALS Vial : 35 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... 5.17 10.4 ng 195360 1 8.06 374829 20.0
unknown? .59 7.59 124.2 ng 2327090 1 8.06 374829 20.0
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