LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070816\
Data File : BF088822.D

Acq On : 8 Jul 2016 13:33

Operator : UM/SJ

Sample : PB91874BL

Misc :

ALS Vial : 5 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-BF063016.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

1.690 7 9 18 rvv 254229 535136 19.86% 2.377%
1.804 18 19 61 rvB 798821 1923508 71.40% 8.545%
rvB 69084 111629 4.14% 0.496%
5.324 324 327 330 rBV 1409206 2083827 77.35% 9.257%
6.376 415 419 421 rBV 1793373 2276464 84.50% 10.113%
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6.502 427 430 432 rBV 2035732 2260400 83.90% 10.042%
6.730 447 450 452 rBvV 532358 454399 16.87% 2.019%
6.890 461 464 466 rBV 1612831 1776129 65.93% 7.890%
7.290 496 499 502 rBV 1058069 1252535 46.49% 5.564%
8.010 560 562 565 rBvV 598542 581867 21.60% 2.585%

=
QO ~NO®

11 9.096 653 657 659 rBV 2112034 2694054 100.00% 11.968%
12 9.759 712 715 718 rVB 696857 668082 24.80% 2.968%
13 10.548 781 784 787 rBV 1569905 1544762 57.34% 6.863%
14 11.233 842 844 847 rBV 647923 682027 25.32% 3.030%
15 12.822 980 983 986 rBV 2194554 2442039 90.65% 10.849%

16 13.862 1071 1074 1076 rBV 715494 691243 25.66% 3.071%
17 15.234 1192 1194 1197 rBV 403962 531702 19.74% 2.362%

Sum of corrected areas: 22509803
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070816\
Data File : BF088822.D

Acq On : 8 Jul 2016 13:33

Operator : UM/SJ

Sample : PB91874BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070816\
Data File : BF088822.D

Acq On : 8 Jul 2016 13:33

Operator : UM/SJ

Sample : PB91874BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 4.91 ng 111629 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 290 (4.901 min): BF088822.D (-288) (-) m/z 43.10 100.00%
a3
59
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101 A R RS N SR
| 83 | 4.60 4.80 5.00 5.20
'W'”W”'W”'ML”I”%I””P'”P“”P”'P”'P”'P”'P”W'”W m/z 59.10 61.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR RS L LR
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m/z 101.10 20.59%
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59
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5000 41 m/z 58.10 16.47%
31
69 87
15 51 98
mmwwwwwwmmw
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e AR REa
50 4.60 4.80 5.00 5.20
m/z 41.10 9.80%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'w A R RS N LR
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070816\
Data File : BF088822.D

Acq On : 8 Jul 2016 13:33

Operator : UM/SJ

Sample : PB91874BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.50 Concentration Rank 1

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

6.50 99.49 ng 2260400 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 430 (6.502 min): BF088822.D (-427) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 660 680
54 : : : :
o Qe |sus | h7 68.10  40.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 A UARAE SRR LR LR
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.78%
‘ L H | ‘ L
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 26.07%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14396: 1,2,4-Trifluorobenzene e e e R
132 6.20 6.40 6.60 6.80
m/z 69.10 16.87%
5000 63 g
31 101 112
SRREES ?e*‘N'w7?hi"lgz'”"'l"l' A B e S AN RSN UL N LR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070816\
Data File : BF088822.D

Acq On : 8 Jul 2016 13:33

Operator : UM/SJ

Sample : PB91874BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.90 4.9 ng 111629 1 6.73 454399 20.0
unknown6 .50 6.50 99.5 ng 2260400 1 6.73 454399 20.0
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