LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030674.D

Aca On : 2 Nov 2017 22:31

Operator : SJ/JU

Sample : PB103802BL

Misc :

ALS Vial : 12 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.232 324 331 341 rBV 167183 261023 5.66% 1.198%
5.708 405 412 425 rVB 838508 1326373 28.76% 6.087%
rBv 854788 1486115 32.22% 6.820%
7.682 740 748 759 rBV 826005 1453245 31.51% 6.669%
8.152 820 828 836 rvVB 206526 340776 7.39% 1.564%
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8.482 875 884 896 rBvV 631938 1108668 24.04% 5.088%
9.316 1018 1026 1038 rBV 484844 881933 19.12% 4.047%
10.967 1300 1307 1320 rBV 281464 527779 11.44% 2.422%
13.393 1713 1720 1733 rBVY 1704809 2636384 57.16% 12.098%
14.768 1947 1954 1967 rVB2 542790 883967 19.17% 4._.056%

=
QO ~NO®

11 16.249 2200 2206 2222 rBV 1377132 2169698 47.04% 9.957%
12 17.506 2413 2420 2431 rBV2 776831 1192246 25.85% 5.471%
13 20.097 2855 2861 2871 rBV 3595501 4612389 100.00% 21.166%
14 21.778 3139 3147 3157 rBV 851783 1461471 31.69% 6.707%
15 25.080 3698 3709 3721 rBV2 513885 1449456 31.43% 6.651%

Sum of corrected areas: 21791523
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110217\

BG030674.D

2 Nov 2017 22:31

SJ/Ju

PB103802BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG030674.D

5.71 7.31 7.68

8.48
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10.97

0

Time--> 3.50
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3500000

3000000

2500000

2000000

1500000

1000000
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0

TIC: BG030674.D

13.39

17.51
14.77

20.10

21.78

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG030674.D

25.08

0l

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-BG101617.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030674.D

Aca On : 2 Nov 2017 22:31

Operator : SJ/JU

Sample : PB103802BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.23 15.32 ng 261023 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 331 (5.232 min): BG030674.D (-324) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR RN RN A
| 83.0 | 4.80 5.00 5.20 5.40 5.60
NS YR S S m/z 59.00 57.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 4, 1010 m/z 101.00 20.60%
1y ‘. ' Il 83'0 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 57.95 14.21%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e AE RN
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.68%
5000
101.0
150 310 | BPg90 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030674.D

Aca On : 2 Nov 2017 22:31

Operator : SJ/JU

Sample : PB103802BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

7.68 85.29 ng 1453250 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 748 (7.682 min): BG030674.D (-740) (-) m/z 132.00 100.00%
132.0
96.0 UL L I I R
40.0 540 J 7.40 7.60 7.80 8.00
M'.'?}-?. Aguso W m/z 68.00 38.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.40 7.60 7.80 8.00
310 510 m/z 134.00 31.55%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.49%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! LA s
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.54%
74.0
5000 ogo 160
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| B e e
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030674.D

Aca On : 2 Nov 2017 22:31

Operator : SJ/JU

Sample : PB103802BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 1,2-Dichlorobenzene-D4 Concentration Rank 2

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

8.48 65.07 ng 1108670 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dichlorobenzene-D4 150 C6D4CI2 002199-69-1 95
2 1.4-Dichlorobenzene-D4 150 C6D4CI2 003855-82-1 95
3 Benzenamine. N.N-dimethvl-4-nitr... 150 C8H10N20 000138-89-6 32
4 Pvridine. 4-(2-nitrovinv)- 150 C7H6N202 1000303-66-6 23
5 9-Borabicyclo[3.3.1]nonane, 9-et... 150 C10H19B 052102-17-7 22

Abundance Scan 884 (8.482 min): BG030674.D (-875) (-) o m/z 150.00 100.00%
150.0
5000 115.0
o 70 550 a0 850 ok
38.0 : : :
...,....,....,...:i....;I:.-.?.‘f'.(?,..'!Ii..-.'.,..9.5.",.9...,.~.:|.,....1,3..3.-.9,....-' m/z 152.00 63.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24120: 1,2-Dichlorobenzene-D4
150.0
115.0
5000 52.0 78.0 U UL U I R
8.20 8.40 8.60 8.80
38.0 m/z 115.00 39.99Y%
120 260 || L 880 | e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150.0
820 840 860 880
5000 115.0 m/z 78.00 21.92%
52.0 78.0
14.0 28.0 400 64.0 99.0
mﬂmﬂmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24338: Benzenamine, N,N-dimethyl-4-nitroso- e
150.0 8.20 8.40 8.60 8.80
m/z 52.00 18.16%
42.0 77.0
5000 105.0 20.0 6o
63.0 910 ‘
g0 20 | ) ) L
ST R 1R RO T R R NSO 0 Y I (R —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110217\
Data File : BG030674.D

Acq On : 2 Nov 2017 22:31

Operator : SJ/JU

Sample : PB103802BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.23 15.3 ng 261023 1 8.15 340776 20.0
3-Chloro-6-fluoro. .. 7.68 85.3 ng 1453250 1 8.15 340776 20.0
1,2-Dichlorobenze. .. 8.48 65.1 ng 1108670 1 8.15 340776 20.0
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