LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036433.D

Aca On : 27 Aug 2018 16:03

Operator : JU/SJ

Sample : J4522-09

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
1 5.167 315 320 330 rVB 40021 60247 1.08% 0.270%
2 5.631 391 399 409 rBV 500619 785558 14.13% 3.520%
3 7.218 660 669 679 rBV 306879 527992 9.49% 2.366%
4 7.594 726 733 742 rBV 926268 1579386 28.40% 7.077%
5 8.064 806 813 820 rBV 206784 350273 6.30% 1.570%

8.387 859 868 879 rvB 869717 1520813 27.35% 6.815%
9.227 1003 1011 1023 rBV 737975 1312489 23.60% 5.881%
10.872 1283 1291 1298 rVB 283006 499663 8.98% 2.239%
2101670 3259764 58.62% 14.607%
14.691 1933 1941 1949 rVB2 443999 730653 13.14% 3.274%
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11 16.172 2186 2193 2210 rBV 1631764 2446556 43.99% 10.963%
12 17.429 2400 2407 2415 rBV 658139 982589 17.67% 4._.403%
13 20.044 2845 2852 2860 rBV 4072842 5561092 100.00% 24.920%
14 21.695 3126 3133 3142 rBV2 765926 1222240 21.98% 5.477%

15 21.912 3165 3170 3175 rBV 43846 61380 1.10% 0.275%
16 22.523 3270 3274 3286 rVB3 43690 86716 1.56% 0.389%
17 23.222 3383 3393 3399 rBv4 43248 102494 1.84% 0.459%
18 24.039 3525 3532 3539 rVB3 33877 70938 1.28% 0.318%

19 24.915 3670 3681 3690 rBV2 410661 1155154 20.77% 5.176%

Sum of corrected areas: 22315997
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\
Data File : BG036433.D

Aca On : 27 Aug 2018 16:03

Operator : JU/SJ

Sample : J4522-09

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: BG036433.D
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Abundance TIC: BG036433.D
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Abundance TIC: BG036433.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036433.D

Aca On : 27 Aug 2018 16:03

Operator : JU/SJ

Sample : J4522-09

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.

5.17 3.44 ng 60247 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 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 Acetone 58 C3H60 000067-64-1 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 320 (5.167 min): BG036433.D (-315) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.1 SRR NS R L
83.1 | 4.80 5.00 520 5.40 5.60
ot e m/z 59.10 49.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RN LR A
59.0 480 500 5.20 540 5.60
0
150 a0 1010 m/z 58.10 22 .08%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 5.40 5.60
5000 m/z 101.10 16.92%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #213: Acetone R e A
43.0 480 5.00 520 5.40 5.60
m/z 41.10 8.68%
5000
58.0
150 57
0"'wlh'w'l“w'“”ﬁ"'w"'w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036433.D

Aca On : 27 Aug 2018 16:03

Operator : JU/SJ

Sample : J4522-09

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 90.18 ng 1579390 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 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 732 (7.588 min): BG036433.D (-726) (-) m/z 132.05 100.00%
13%.1
5000 68.1
401 541 ‘| o1 %I'l o1 720 7.40 7.60 7.80 8.00
Obr et 8L L 6L Wl Tm/z 68.10  46.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR RN RN LR B
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 33.59%
0 |90 P s0 | | uso
JUNBIUGEES UL U I LU LU LR SRR SRS SRS SRR 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 32.66%
92.0
65.0
oL 270 390 510 | 770 1050 1170
s B B B B s 1 16 1k o
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.55%
117.0
5000
39.0 910
270 | %o 650 77.0 105.0 M |
NS BN NN MBS NSRS P | FRNBRST | M R
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\HPCHEMI1\BNA_G\DATA\BG082718\
Data File : BG036433.D

Acq On : 27 Aug 2018 16:03

Operator : JU/SJ

Sample - J4522-09

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... 5.17 3.4 ng 60247 1 8.06 350273 20.0
unknown? .59 7.59 90.2 ng 1579390 1 8.06 350273 20.0
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