LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092418\
Data File : BG036920.D

Aca On : 24 Sep 2018 16:34

Operator : JU/SJ

Sample : PB113129BL

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-BG092018 .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

5.147 312 316 323 rBV 24467 38703 1.13% 0.253%
5.617 389 396 416 rBV 592558 1100778 32.08% 7.184%
rBv 613712 1231290 35.88% 8.036%
7.574 722 729 750 rBV 582268 1145732 33.39% 7.478%
8.044 803 809 820 rBV 110418 207655 6.05% 1.355%
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8.367 856 864 875 rBV 450501 852023 24.83% 5.561%
9.207 999 1007 1023 rBV 347535 750249 21.87% 4._.897%
10.852 1279 1287 1295 rBV 148339 313225 9.13% 2.044%
13.291 1695 1702 1724 rBV 1120655 1906223 55.55% 12.441%
14.671 1930 1937 1948 rBV2 286325 501905 14.63% 3.276%

=
QO ~NO®

11 16.158 2183 2190 2205 rBV 862465 1455320 42.41% 9.498%
12 17.415 2397 2404 2422 rBV2 421283 708866 20.66% 4.626%
13 20.024 2841 2848 2860 rBV 2478383 3431256 100.00% 22.394%
14 21.681 3123 3130 3140 rBV 498358 868379 25.31% 5.668%
15 24.889 3665 3676 3692 rVB2 274077 810464 23.62% 5.290%

Sum of corrected areas: 15322068
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092418\
Data File : BG036920.D

Aca On : 24 Sep 2018 16:34

Operator : JU/SJ

Sample : PB113129BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG036920.D
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Abundance TIC: BG036920.D
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Abundance TIC: BG036920.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092418\
Data File : BG036920.D

Aca On : 24 Sep 2018 16:34

Operator : JU/SJ

Sample : PB113129BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 3.73 ng 38703 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-0ctanol 130 C8H180 000589-98-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 316 (5.147 min): BG036920.D (-312) (-) m/z 43.10 100.00%
431
5000 591
| o W80 st 550 Sk
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
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59.0 m/z 58.10 16.18%
0 270 || o0 80 10
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Abundance #13639: 3-Octanol
59.0
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m/z 101.10 13.93%
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Abundance #8346: 2-Hexanol, 2-methyl- B
59.0 4.80 5.00 5.20 5.40

m/z 41.10 9.77%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092418\
Data File : BG036920.D

Aca On : 24 Sep 2018 16:34

Operator : JU/SJ

Sample : PB113129BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.57 110.35 ng 1145730 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 728 (7.568 min): BG036920.D (-722) (-) m/z 132.10 100.00%

13p.1
5000 68.1
96.1

400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0..,....,....,...!,“.'...,!.'..,:!.'.|,..':-.,?‘.5.9,...|.,.'!..,1.1.4..7,....,'...,... m/z 68.10  49.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000

7.20 7.40 7.60 7.80 8.00
m/z 66.10 32.45%

ol 150 280 390 520 O30 770 900 10804450 |
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
s m e AR Eamos
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 31.99%
33.0 44.0 0.0 105.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R mEm
132.0 720 740 760 780 800

m/z 69.10 20.23%

104.0
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51.0 7.0
H I | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 800

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092418\
Data File : BG036920.D

Acq On : 24 Sep 2018 16:34

Operator : JU/SJ

Sample : PB113129BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 3.7 ng 38703 1 8.04 207655 20.0
unknown? .57 7.57 110.3 ng 1145730 1 8.04 207655 20.0
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