LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039057.D

Aca On : 10 Jan 2019 18:02

Operator : JU/SJ

Sample : PB116291BL

Misc :

ALS Vial : 5 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-BG010919 .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

5.111 337 344 352 rBV 19532 31178 1.44% 0.340%
5.581 417 424 434 rBY 356529 585158 27.02% 6.381%
rBv 367816 664334 30.68% 7.244%
7.555 752 760 772 rBV 357521 639528 29.53% 6.974%
8.025 833 840 847 rVB 72235 122228 5.64% 1.333%
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8.348 888 895 903 rBV 260953 469128 21.66% 5.116%
9.206 1033 1041 1050 rBV 217260 405370 18.72% 4._.420%
10.845 1311 1320 1330 rBV 96512 182039 8.41% 1.985%
13.284 1728 1735 1747 rBV 697171 1130645 52.21% 12.329%
14.670 1963 1971 1982 rBV3 184352 305761 14.12% 3.334%

=
QO ~NO®

11 16.163 2218 2225 2237 rBV3 619621 997784 46.08% 10.880%
12 17.420 2432 2439 2450 rBvV 285964 445029 20.55% 4 _.853%
13 20.023 2875 2882 2889 rBV 1659891 2165446 100.00% 23.613%
14 21.697 3159 3167 3175 rBV 308095 524648 24.23% 5.721%
15 24.970 3714 3724 3739 rVvB2 175177 502244 23.19%% 5.477%

Sum of corrected areas: 9170520
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039057.D

Aca On : 10 Jan 2019 18:02

Operator : JU/SJ

Sample : PB116291BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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: BG039057.D
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1500000

1000000

500000

24.97

il i -l il I T Bl B i

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG010919.M Fri Jan 11 17:32:25 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039057.D

Aca On : 10 Jan 2019 18:02

Operator : JU/SJ

Sample : PB116291BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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.

5.11 5.10 ng 31178 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2-Butanol. 1-chloro- 108 C4HOCIO 001873-25-2 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 344 (5.111 min): BG039057.D (-337) (-) m/z 43.00 100.00%
43
59
5000
101 IR SR AR LR AR
29 | | 480 5.00 5.20 5.40
SRNNEBEREREENESSESESENSSRENIN 8 VR SRS SSLSSSS m/z 59.00 53.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L UL I
59 480 500 520 540
m/z 101.00 20.48%
15 31 101
25,7 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
a 480 500 520 540
5000 m/z 57.95 13.59%
86
51 T (?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5273: 2-Butanol, 1-chloro-
59 480 5.00 5.20 5.40
m/z 41.00 10.88%
5000 31
79
45
...,.%?.,..J.“...?ﬂlm.u?}.hni....,zg.l,h...%Q. '}P}'}p?"" I S LR LS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039057.D

Aca On : 10 Jan 2019 18:02

Operator : JU/SJ

Sample : PB116291BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.56 Concentration Rank 1

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

7.56 104.65 ng 639528 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 761 (7.561 min): BG039057.D (-752) (-) m/z 132.00 100.00%
32
5000 68
20 _ sa ‘ 75 % 720 7.40 7.60 7.80
103 : : : :
.,....,...:l'!.‘.‘?,:!..6.1!..|,....,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.00 37.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er U R P R L
o7 7.20 7.40 7.60 7.80
117 m/z 134.00 32.76%
79
,I”,,I,3,4”|i‘,|,”i.,|,.”69,.,|:,||,,.,.I|I.,”§?”lhl}95,|, ,,I,.I1,2f}, TN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R P R L
7.20 7.40 7.60 7.80
5000 m/z 66.00 28 .34%
33 44 o g7 105
s1 680 1 e | | s
miz> 20 % 40 8 e 75 85 % 100 110 13 150 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e
132 7.20 7.40 7.60 7.80
m/z 69.00 16.07%
5000
92
g P a7 oW
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 760 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011019\
Data File : BG039057.D

Acq On : 10 Jan 2019 18:02

Operator : JU/SJ

Sample : PB116291BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 5.11 5.1 ng 31178 1 8.03 122228 20.0
unknown? .56 7.56 104.7 ng 639528 1 8.03 122228 20.0
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