LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG063017\
Data File : BG027760.D

Aca On : 30 Jun 2017 19:08

Operator : SJ/JU

Sample : PB100317BL

Misc :

ALS Vial : 6 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-BG062817.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

5.604 286 292 303 rBV 85494 142427 4.21% 0.944%
6.056 362 369 385 rBV 647602 1101749 32.59% 7.304%
rBv 652464 1177895 34.85% 7.809%
8.012 692 702 710 rBV 634161 1141609 33.77% 7.568%
8.477 774 781 789 rBV 114943 202671 6.00% 1.344%
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8.806 828 837 848 rVB 447712 824417 24 .39%% 5.465%
9.640 971 979 989 rBV 367265 699335 20.69% 4._.636%
11.297 1253 1261 1272 rVB 174730 329156 9.74% 2.182%
13.694 1661 1669 1679 rBV 1132949 1831577 54.19% 12.142%
15.069 1896 1903 1913 rBV3 290502 485253 14.36% 3.217%

=
QO ~NO®

11 16.555 2148 2156 2173 rBV 1008796 1603858 47.45% 10.633%
12 17.819 2364 2371 2382 rBV 431511 678816 20.08% 4 _500%
13 20.398 2803 2810 2816 rBV 2554648 3380189 100.00% 22.409%
14 22.178 3105 3113 3124 rBV 402961 756932 22.39% 5.018%
15 25.798 3715 3729 3744 rBV 228574 728275 21.55% 4.828%

Sum of corrected areas: 15084159
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG063017\
Data File : BG027760.D

Aca On : 30 Jun 2017 19:08

Operator : SJ/JU

Sample : PB100317BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062817_.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: BG027760.D
2500000

2000000
1500000

1000000

6.06 7.62 8.01
500000 8.81 9.64

5.60 8.48 /\
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Time--> 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027760.D

2500000 20.40

11.30

2000000

1500000

13.69

1000000 16.56

500000 17.82 22.18
15.07
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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: BG027760.D
2500000

2000000

1500000

1000000

500000
25.80
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Time--> 23.50 24.00 24.50 25.00 2550 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\BG063017\
Data File : BG027760.D

Aca On : 30 Jun 2017 19:08

Operator : SJ/JU

Sample : PB100317BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062817_.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.

5.60 14.06 ng 142427 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 291 (5.598 min): BG027760.D (-286) (-) m/z 43.10 100.00%
d1
59.1
5000
510 | 650 1°|“ 520 540 560 580 6.00
o T I o o AL e m/z 59.10 59.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R UL UL I
59.0 5.0 540 560 580 6.00
m/z 101.10 16.08%
31.0 83.0 93010‘1.0
-
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
520 540 560 580 6.00
5000 m/z 58.05 15.40%
410 101.0
ol 150 810 " 510 69.0 830
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 520 5.40 5.60 5.80 6.00
m/z 41.10 8.20%
5000
41.0
29.0 101.0
0 o 1l].s00 [] 730 860 | A )
L UL SU LI SULELEL SRR SRR UL UL SURBLELS SURILELE I B S UL LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG063017\
Data File : BG027760.D

Aca On : 30 Jun 2017 19:08

Operator : SJ/JU

Sample : PB100317BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062817_.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 unknown8.01 Concentration Rank 1

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

8.01 112.66 ng 1141610 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 702 (8.012 min): BG027760.D (-692) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T T T T
40.1 541 J 7.60 7.80 8.00 8.20 8.40
0 S8 S TN .2 | m/z 68.10 42.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T
7.60 7.80 8.00 8.20 8.40
310 5L0 m/z 134.00 32.61%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 7.60 7.80 8.00 820 8.40
5000 ggo 1160 m/z 66.10 28.15%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R EAam s m e
132.0 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.46%
5000
63.0 81.0
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99.0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 | | 7.60 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG063017\
Data File : BG027760.D

Acq On : 30 Jun 2017 19:08

Operator : SJ/JU

Sample : PB100317BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.60 14.1 ng 142427 1 8.48 202671 20.0
unknown8.01 8.01 112.7 ng 1141610 1 8.48 202671 20.0
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