LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035298.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample = J3575-07

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-BG060718 .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

4_.580 216 220 227 rVB 38152 57640 1.44% 0.314%
5.173 315 321 330 rBV 125651 188318 4._.70% 1.027%
rBv 784831 1257575 31.40% 6.856%
7.217 660 669 681 rBvV 720791 1264171 31.56% 6.892%
7.587 723 732 741 rBV 786596 1386739 34.62% 7.560%
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8.057 804 812 819 rBV 188837 323571 8.08% 1.764%
8.380 856 867 875 rBV 654862 1102398 27.52% 6.010%
9.215 1000 1009 1019 rBV 493310 909427 22.71% 4.958%
10.859 1281 1289 1295 rBV 230884 404279 10.09% 2.204%
13.303 1697 1705 1717 rBV 1389877 2110677 52.70% 11.507%

=
QO ~NO®

11 14.678 1930 1939 1946 rBV2 368086 590965 14.76% 3.222%
12 16.164 2185 2192 2206 rBV 1255232 1920443 47.95% 10.470%
13 17.421 2399 2406 2418 rBV2 569502 849424 21.21% 4.631%
14 20.029 2844 2850 2859 rBV 3032536 4005163 100.00% 21.836%
15 21.686 3123 3132 3144 rBV 621699 1032186 25.77% 5.627%

16 24.911 3671 3681 3695 rVB2 326368 939169 23.45% 5.120%

Sum of corrected areas: 18342145
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TIC Integ

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG062118\
BG035298.D

21 Jun 2018 14:05

Ju/sJ

J3575-07

4 Sample Multiplier: 1

hod
le

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry C:\Database\NIST11.L
ration Parameters: LSCINT.P
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3000000

2500000
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1500000
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TIC: BG035298.D

5.64

9.21
10.86
4.58 A
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Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG035298.D
20,03

13.30
16.16

17.42 21.69

14.68

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035298.D

24.91

0

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035298.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample = J3575-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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-Pentene, 4,4-dimethyl-, (E)- Concentration Rank 4

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

4.58 3.56 ng 57640 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 78
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 78

Abundance Scan 220 (4.580 min): BG035298.D (-216) (-) m/z 83.15 100.00%
551 83.2
5000

e o N R
” | 4.20 4.40 4.60 4.80 5.00
L]

207.1 281.9
o} NSRS 0 NN /S S o CSE——_— m/z 55.15 82.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3402: 2-Pentene, 4,4-dimethyl-, (E)-
83.0
55.0
5000 LI L L L L L L L
4.20 4.40 4.60 4.80 5.00
m/z 98.15 38.70%
27.0 ‘
on.wﬁnhnnpvnﬂn.“”w.”w”” A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
4.20 4.40 4.60 4.80 5.00
5000 m/z 43.15 28.65%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3370: 2-Pentene, 2,3-dimethyl- R AR B
55.0 83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.15 25.91%
5000
27.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035298.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample = J3575-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 11.64 ng 188318 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 53
2 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 321 (5.173 min): BG035298.D (-315) (-) m/z 43.15 100.00%
43.1
5000
101.2 IS 1
3014 480 500 520 5.40 5.60
ottt m/z 59.15 63.83%
m/z--> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A N UL I

480 5.00 520 5.40 5.60
m/z 101.15  23.98%

101.0
01.319".“.‘,‘....‘,‘....,....,.... —
m/iz--> 0 50 100 150 200 250 300 350
Abundance
30.0 101.0
R e e e e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.15 20.25%
70.0
O o e IR e o B LA e e e o S LA e o o
m/iz--> 0 50 100 150 200 250 300 350
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.15 9.39%
5000
101.0
o
m/iz--> 0 50 100 150 200 250 300 350 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035298.D

Aca On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample = J3575-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3 unknown7.59 Concentration Rank 1

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

7.59 85.71 ng 1386740 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 16
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 732 (7.587 min): BG035298.D (-723) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 R L RN R
40.1 318.9 7.20 7.40 7.60 7.80 8.00
o} ; m/z 68.15 48.13%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I L RS L
7.20 7.40 7.60 7.80 8.00
3 m/z 134.15 31.91%
1.0 ‘
0,..‘..”‘,l.‘..,.l..‘,....,.‘... A —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 30.83%
92.0
390 650
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14144: 5-Fluoro-2-chloropyrimidine B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.82%
5000
105.0
70.0 ‘
0 I""I""I"""I""I"III IR SRR SR SR SR DR DR SR B B O TrrrTTyTTTT T T T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BG062118\
Data File : BG035298.D

Acq On : 21 Jun 2018 14:05

Operator : JU/SJ

Sample - J3575-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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-Pentene, 4,4-di... 4.58 3.6 ng 57640 1 8.06 323571 20.0
2-Pentanone, 4-hy... 5.17 11.6 ng 188318 1 8.06 323571 20.0
unknown? .59 7.59 85.7 ng 1386740 1 8.06 323571 20.0
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