LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036463.D

Aca On : 28 Aug 2018 18:19

Operator : JU/SJ

Sample : PB112432BL

Misc :

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
1 5.165 313 319 327 rVB 44751 69402 1.45% 0.291%
2 5.629 392 398 411 rVB 1155348 1854354 38.75% 7.773%
3 7.221 660 669 677 rBY 1186839 2059486 43.03% 8.633%
4 7.597 722 733 748 rBVY 1102912 1917125 40.06% 8.036%
5 8.061 806 812 819 rVB 215143 373592 7.81% 1.566%

8.384 858 867 876 rvVB 803221 1383917 28.92% 5.801%
9.225 1001 1010 1022 rBV 661718 1176351 24.58% 4_.931%
10.870 1282 1290 1299 rVB 304964 548496 11.46% 2.299%
13.314 1698 1706 1717 rVB 1844204 2922393 61.06% 12.250%
14.689 1931 1940 1949 rBV2 493754 799419 16.70% 3.351%

=
QO ~NO®

11 16.169 2185 2192 2204 rBV 1471025 2227122 46.53% 9.335%
12 17.427 2400 2406 2414 rBV2 679006 1050437 21.95% 4._.403%
13 20.035 2844 2850 2864 rVB 3500457 4786038 100.00% 20.061%
14 21.692 3126 3132 3142 rVB2 770002 1266935 26.47% 5.311%

15 24.025 3524 3529 3537 rVB4 26189 51613 1.08% 0.216%

16 24.906 3669 3679 3688 rBY 438720 1203052 25.14% 5.043%

17 26.122 3878 3886 3895 rVB7 25648 72921 1.52% 0.306%

18 27.486 4107 4118 4130 rBV6 26863 94237 1.97% 0.395%
Sum of corrected areas: 23856890
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036463.D

Aca On : 28 Aug 2018 18:19

Operator : JU/SJ

Sample : PB112432BL

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 :
3500000 TIC: BG036463.D
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Abundance 5
3500000 TIC: BG036463.D »dos
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2500000
2000000{ 13 31
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Abundance TIC: BG036463.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036463.D

Aca On : 28 Aug 2018 18:19

Operator : JU/SJ

Sample : PB112432BL

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 3.72 ng 69402 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 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 318 (5.159 min): BG036463.D (-313) (-) m/z 43.10 100.00%
431
5000 591
ANARADNARAN VAR RARRS
| 631 1°|1'1 4.80 500 5.20 5.40
ot m/z 59.10 50.84%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 G SR U UL
4.80 500 5.20 5.40
59.0 1010 m/z 58.10 15.26%
0 21.0 350 | 510, 67.0 830 910 | |
LA S LR SUALELELSS UL SUELELLN SR SURLELELA SR B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0
41.0 4.80 500 5.20 5.40
5000 m/z 101.10 14 .25%
86.0
. 510, | 890 | 101.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R e e A
43.0 4.80 500 5.20 5.40
m/z 41.10 8.47%
5000 59.0
73.0
101.0
0 28.0 |l 510 86.0
m/z--> 20 30 40 50 60 70 80 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036463.D

Aca On : 28 Aug 2018 18:19

Operator : JU/SJ

Sample : PB112432BL

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 unknown7.60 Concentration Rank 1

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

7.60 102.63 ng 1917130 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 733 (7.597 min): BG036463.D (-722) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 s || St 750 a0 750 780 500
Obr et el 8L L 0L Wl Tm/z 68.10  46.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 P

7.20 7.40 7.60 7.80 8.00
m/z 134.10  33.27%

31.0 51.0
0 TR | _.7po .
B o R R EE s s e s Ea s )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
I e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.87%
33.0 44.0 0.0 105.0
90 00 | | uso
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.65%
117.0
5000
39.0 910
mo T S oo | weo |||
0.,...‘.,....,....i.‘...,.l..,....,....,....,.‘.‘..,...l R R SR a R ) IR e e S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG082818\
Data File : BG036463.D

Acq On : 28 Aug 2018 18:19

Operator : JU/SJ

Sample : PB112432BL

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 3.7 ng 69402 1 8.06 373592 20.0
unknown? .60 7.60 102.6 ng 1917130 1 8.06 373592 20.0
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