LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085113.D

Acq On : 2 Mar 2016 12:19

Operator : SJ/1Z

Sample : PB88622BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF030116.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 height area % max. total
1 2.378 6 8 13 rVB 47887 68219 1.17% 0.154%
2 5.201 252 255 262 rBY 653382 877123 15.01% 1.975%
3 5.601 287 290 292 rBV 4439433 4748169 81.23% 10.690%
4 6.607 375 378 380 rBV 4365983 4613407 78.92% 10.387%
5 6.756 388 391 393 rBV 4750481 4835951 82.73% 10.888%

6.984 409 411 414 rVB 1228626 1075054 18.39% 2.420%
7.144 422 425 427 rBV 4138219 3656609 62.55% 8.233%
7.545 457 460 463 rBV 2708746 2826818 48.36% 6.364%
1125260 1437477 24.59% 3.236%
9.350 615 618 620 rBVY 5387676 5568261 95.26% 12.537%
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11 10.025 675 677 680 rvB 1571912 1521701 26.03% 3.426%
12 10.813 743 746 749 rBV 3373654 3208864 54.89% 7.225%
13 11.511 805 807 809 rBV 1996783 1644788 28.14% 3.703%
14 13.099 943 946 948 rBV 6106557 5845493 100.00% 13.161%
15 14.151 1035 1038 1040 rBV 1102007 1481823 25.35% 3.336%

16 15.625 1164 1167 1169 rBV 711773 1006426 17.22% 2.266%

Sum of corrected areas: 44416183
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF030216\

BF085113.D

2 Mar 2016 12:19

SJ/1Z

PB88622BL

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085113.D

Acq On : 2 Mar 2016 12:19

Operator =: SJ/1Z

Sample : PB88622BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.20 16.32 ng 877123 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 255 (5.201 min): BF085113.D (-252) (-) m/z 43.05 100.00%
43
5000 59
1o 480 500 520 540 560
83 : : : :
o...,....,....,..?7.','.':..,??~.'I,...‘.3?....,.~...,...:,|....,. m/z 59.10 48.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN U L L
59 4.80 5.00 520 5.40 5.60
m/z 58.05 17 .94%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 101.10 16.72%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime T REma B
43 480 5.00 5.20 5.40 5.60
m/z 41.10 8.02%
5000
101
o 15 253137 | 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085113.D

Acq On : 2 Mar 2016 12:19

Operator =: SJ/1Z

Sample : PB88622BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.76 Concentration Rank 1

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

6.76 89.97 ng 4835950 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Xenon 132 Xe 007440-63-3 9
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 391 (6.756 min): BF085113.D (-388) (-) m/z 132.10 100.00%
132
5000 68
" s & T s ek 6k b0 |
54 104 . . . .
0 ..,....,....-|'.'.‘.‘?,:!..6?.'.-.|,....,..5.‘?,....,....,.1.1?.,....,~'...,... m/z 68.10  43.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LRI A AN SR
6.40 6.60 6.80 7.00
31 78 m/z 134.10 33.86%
38
0"P'”J”J“'h'M'“I“'“'”'P'”I”'W'”'P'”I”'W‘”'P'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
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5000 m/z 66.10 27 .86%
66
124
A R R S R AN AR RSN AR LS BRSNS BN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13917: Benzene, 1,2,4-trifluoro- e e
132 6.40 6.60 6.80 7.00

m/z 69.10 17.49%

5000 63 81
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085113.D

Acq On : 2 Mar 2016 12:19

Operator : SJ/1Z

Sample : PB88622BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.20 16.3 ng 877123 1 6.98 1075050 20.0
unknown6 .76 6.76 90.0 ng 4835950 1 6.98 1075050 20.0
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