LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033895.D

Aca On : 20 Apr 2018 20:45

Operator : SJ/JU

Sample : PB108418BL

Misc :

ALS Vial : 16 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-BG041918.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

4.992 285 290 299 rBV 69348 112866 2.04% 0.405%
5.444 360 367 381 rBV 1451417 2248855 40.58% 8.070%
rBvV 1377529 2385953 43.05% 8.562%
7.371 687 695 703 rBV 1379068 2332475 42.08% 8.370%
7.829 766 773 781 rBV 266295 454381 8.20% 1.631%
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8.153 820 828 841 rBV 1020443 1742357 31.44% 6.252%
8.981 960 969 977 rBV 816216 1395178 25.17% 5.006%
10.614 1239 1247 1257 rVB 357868 644619 11.63% 2.313%
13.088 1661 1668 1675 rBV 2171573 3321530 59.93% 11.919%
14.463 1895 1902 1913 rBV2 569269 903291 16.30% 3.241%

=
QO ~NO®

11 15.955 2149 2156 2168 rBV 1803520 2683368 48.42% 9.629%
12 17.213 2362 2370 2378 rBv2 782378 1209723 21.83% 4.341%
13 19.857 2813 2820 2829 rBV 4207117 5542415 100.00% 19.888%
14 21.472 3086 3095 3103 rBvV 948544 1462835 26.39% 5.249%
15 24.539 3605 3617 3630 rBvV2 522453 1427630 25.76% 5.123%

Sum of corrected areas: 27867476
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG042018\

- BG033895.D

- 20 Apr 2018 20:45

- SJ/3U

- PB108418BL

- 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BG033895.D

7.00 7.37

8.98

7.83 10.61

499

0
Time-->

3.50 4.00 4.50 5.00 550 6.00

650 7.00 7.50 8.00 8.50

9.00 950 10.00 10.50 1100 1150 1200 12.50

Abundance
4000000

3000000

2000000

1000000

.09

TIC: BG033895.D
19,86

15.96

21.47
17.21
14.46

0
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
4000000

3000000

2000000

1000000

TIC: BG033895.D

24.54

0y
Time--> 23.00 2350 24.00 2450 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\BG042018\
Data File : BG033895.D

Aca On : 20 Apr 2018 20:45

Operator : SJ/JU

Sample : PB108418BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.99 4.97 ng 112866 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 290 (4.992 min): BG033895.D (-285) (-) m/z 43.00 100.00%
43
5000 %9
. 1‘|’1 460 480 500 520 540
O I T o T B e m/z 59.00 51.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS U AR
460 4.80 5.00 5.20 5.40
m/z 101.00 15.89%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 15.40%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T T T T e
43 460 4.80 5.00 5.20 5.40
m/z 41.00 6.66%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033895.D

Aca On : 20 Apr 2018 20:45

Operator : SJ/JU

Sample : PB108418BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.37 Concentration Rank 1

R.T. EstConc Relative to ISTD

7.37 102.67 ng 2332480 1,4-Dichlorobenzene-d4

Hit# of 5 Tentative ID MW  MolForm
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 695 (7.371 min): BG033895.D (-687) (-) m/z 131.90 100.00%
132
5000 68
© % llm T | 7h 750 70 70 7o
o VAU U . = N | —— m/z 68.00  45.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LA L L L L B L L B
7.00 7.20 7.40 7.60 7.80
33 44 0 105 ‘ m/z 133.90 33.80%
60 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
24 B e e e B R
7.00 7.20 7.40 7.60 7.80
5000 gg 116 m/z 66.00 28.93%
158 189
T S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l- L A lam wa
132 7.00 7.20 7.40 7.60 7.80
117 m/z 69.00 18.76%
5000
39 51 65 77 t
105 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033895.D

Acq On : 20 Apr 2018 20:45

Operator : SJ/JU

Sample : PB108418BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.99 5.0 ng 112866 1 7.84 454381 20.0
unknown? .37 7.37 102.7 ng 2332480 1 7.84 454381 20.0
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