LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093017\

Data File : BG028988.D

Aca On : 30 Sep 2017 20:45 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 15457-19 e 09271p7
ALS Vial : 7 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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

5.351 295 300 311 rBV 46090 75287 2.15% 0.516%
5.821 373 380 392 rBV 294766 503539 14.38% 3.452%
rBv 180074 338417 9.67% 2.320%
7.783 707 714 725 rBV 488580 886772 25.33% 6.079%
8.253 788 794 803 rBV2 114344 201140 5.75% 1.379%
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8.576 842 849 858 rVvB 442412 801540 22.90% 5.495%
9.422 986 993 1006 rBV 375196 720653 20.59% 4.940%
11.073 1267 1274 1283 rBVY 143597 284677 8.13% 1.952%
13.494 1676 1686 1696 rBY 1292712 2067566 59.06% 14.174%
14.317 1819 1826 1835 rBV 82106 131870 3.77% 0.904%

=
QO ~NO®

11 14.875 1914 1921 1930 rVB2 292340 483136 13.80% 3.312%
12 16.367 2167 2175 2190 rBV 1136090 1824006 52.11% 12.504%
13 16.532 2194 2203 2216 rVV3 143672 418159 11.95% 2.867%
14 17.624 2383 2389 2401 rBV 435803 685918 19.59% 4.702%
15 20.216 2824 2830 2840 rBV 2732241 3500633 100.00% 23.998%

16 21.937 3116 3123 3132 rVB 453440 830044 23.71% 5.690%
17 25.368 3694 3707 3720 rBV2 262116 833780 23.82% 5.716%

Sum of corrected areas: 14587137
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093017\
Data File : BG028988.D

Aca On : 30 Sep 2017 20:45

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028988.D

2500000
2000000
1500000

1000000

7.78
500000 8.58 9.42

582 7.41
: 11.07
535 8.25

s £ L L S

Time--> 4.00 4.50 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 10.50 1100 11.50 12.00 1250 1300
Abundance TIC: BG028988.D

20.22
2500000

2000000

1500000
13.49
16.37

1000000

500000 17.62 21.94
14.87

14.32 6.53

O e e e R e e e T TR T T T T T T T T T T e e

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 TIC: BG028988.D

2500000

2000000

1500000

1000000

500000
25.37

e I B B B B B o L L A BRRRS EEL L L

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:\HPCHEM1\BNA G\DATA\BG093017\
Data File : BG028988.D

Aca On : 30 Sep 2017 20:45

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 4

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

5.35 7.49 ng 75287 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.1-Dimethvl-2-I2-(methoxvcarbon... 160 C7H16N202 097812-30-1 28
3 3-Heptanol. 5-methvl- 130 C8H180 018720-65-5 28
4 Tetraalvme 222 C10H2205 000143-24-8 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 300 (5.351 min): BG028988.D (-295) (-) m/z 43.10 100.00%
431
5000
oL 500 520 540 560
....,....,l....,....,..2.49-?....,....,....,....4,6.1'.3 m/z 59.10 71.57%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 e
5.00 5.20 5.40 5.60

m/z 58.10 18.79%

101.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

59.0

500 520 5.40 5.60
5000 m/z 101.10 18.17%

101.0 160.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #13701: 3-Heptanol, 5-methyl- R B B
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.20%
5000
101.0
15.
et
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093017\
Data File : BG028988.D

Aca On : 30 Sep 2017 20:45

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.78 Concentration Rank 1

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

7.78 88.17 ng 886772 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 9

Abundance Scan 713 (7.777 min): BG028988.D (-707) (-) m/z 132.10 100.00%
132.1
5000 /\_
401 961 lllll llllllllllll 1
54.1 740 7.60 7.80 8.00 8.20
....,....,....,!!..,:!.'.|,.ﬂ?.o.??.g,..I.,ﬁ??.l,l.l.??,....,'.'..,.. m/z 68.10  49.65%
m/z--> 30 90 100 110 120 130 140
Abundance #14146. 4 Chloto 6-fluoro-pyrimidine
132.0
97.0
5000 A S RS LR
7.40 7.60 7.80 8.00 8.20
310 70.0 m/z 66.10 34 .63%
[ M0 00 | se0 | meo
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o T Tk 7h o 5%
5000 ' m/z 134.10 31.17%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine S REEm T R EREAR RS
132.0 740 7.60 7.80 8.00 8.20
m/z 69.10 20.68%
5000
33.0 44.0 00 105.0
""IJ'”I""I'”éﬂ?"'l”'qqg"W"'LI'JJW%%QPI'”'I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093017\
Data File : BG028988.D

Aca On : 30 Sep 2017 20:45

Operator : SJ/JU

Sample : 15457-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 4 3(2H)-Oxazolecarboxylic aci... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.53 12.19 ng 418159 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3(2H)-0xazolecarboxvlic acid. 2-... 185 C9H15NO3 104173-34-4 64
2 Azacvclohexan-2-carboxvlic acid.... 229 C11H19NO4 1000126-80-6 59
3 D-Alanine. N-allvloxvcarbonvl-. ... 355 C20H37NO4 1000347-73-6 53
4 1-Alanine. N-allvloxvcarbonvl-. ... 257 C13H23N0O4 1000313-42-7 53
5 I-Alanine, N-allyloxycarbonyl-, ... 369 C21H39NO4 1000313-43-5 47
Abundance Scan 2203 (16.532 min): BG028988.D (-2194) (-) m/z 128.10 100.00%
128.1
84.1
5000 571
: 184.1
156.1 16,20 16.40 16.60 16.80
: .»L,J.--.- b L 42291 3278 m/z 84.10 55.32%
m/z--> 50 100 150 200 250 300 350
Abundance #49775: 3(2H)-Oxazolecarboxylic acid, 2-(1,1-dimethylethyl...
128.0
84.0
5000 VAR SRR
28.0 16,20 16.40 16.60 16.80
0
Sﬁo 185.0 m/z 57.10 35.65%
O O S
m/z--> 50 100 150 200 250 300 350
Abundance
128.0
84.0 A
57.0 16.20 16.40 16.60 16.80
5000 m/z 184 .05 29.34%
156.0184'0 229.0
m/z--> " 50 100 150 200 250 300 350
Abundance #187294: D-Alanine, N-allyloxycarbonyl-, tridecyl ester S B R A e
128.0 16,20 16.40 16.60 16.80
m/z 41.10 20.31%
5000
41.0 84.0
M x\ " ‘ ‘ 174.0 227.0 270.0 355.0
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG093017\
Data File : BG028988.D

Acq On : 30 Sep 2017 20:45

Operator : SJ/JU

Sample - 15457-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.35 7.5 ng 75287 1 8.25 201140 20.0
unknown7 .78 7.78 88.2 ng 886772 1 8.25 201140 20.0
3(2H)-0Oxazolecarb... 16.53 12.2 ng 418159 4 17.62 685918 20.0
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