LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061615\
Data File : BF079993.D

Acq On : 16 Jun 2015 16:28

Operator : TP/1Z

Sample - PB84048BL

Misc :

ALS Vial : 6 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-BF061115.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

5.567 215 217 220 rBV 502499 465798 24 .53% 3.612%
5.967 249 252 254 rBV 920828 1199858 63.18% 9.304%
rvB 29353 33908 1.79% 0.263%
6.950 336 338 340 rBV 1606232 1277639 67.28% 9.908%
7.122 350 353 355 rBV 1155949 1281137 67.46% 9.935%
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7.350 371 373 375 rVB 345248 282971 14.90% 2.194%
7.510 385 387 389 rBV 1283472 1033490 54.42% 8.014%
7.910 419 422 424 rBV 648926 686350 36.14% 5.322%
8.642 484 486 488 rBvV 474887 378539 19.93% 2.935%
9.716 578 580 582 rBV 2051965 1613335 84.96% 12.511%

=
QO ~NO®

11 10.413 639 641 644 rVB 504882 425296 22.40% 3.298%
12 11.202 708 710 713 rBv2 838792 903064 47 .55% 7.003%
13 11.922 770 773 775 rBV 374200 441141 23.23% 3.421%
14 13.579 916 918 921 rBV 1989898 1898995 100.00% 14.726%
15 14.837 1025 1028 1030 rBV 441687 492203 25.92% 3.817%

16 16.700 1188 1191 1200 rBV 311667 481837 25.37% 3.736%

Sum of corrected areas: 12895561
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061615\
Data File : BF079993.D

Acq On : 16 Jun 2015 16:28

Operator : TP/1Z

Sample - PB84048BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF061115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079993.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061615\
Data File : BF079993.D

Acq On : 16 Jun 2015 16:28

Operator : TP/1Z

Sample - PB84048BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.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.

5.57 32.92 ng 465798 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 217 (5.567 min): BF079993.D (-215) (-) m/z 43.10 100.00%
43
5000 %9
101 S R R I
520 5.40 5.60 5.80 6.00
e 30l S e 8 | 7 59,10 51.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL IR UL AR
59 520 540 560 5.80 6.00
m/z 58.10 16.68%
15 31 101
.25 % 37 53 83 \
miz--> R P I NS N N N
Abundance
59
520 540 560 580 6.00
5000 m/z 101.10 15.47%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester R LN ma e
43 520 540 5.60 5.80 6.00
m/z 41.10 8.54%
5000 57
29
101
RN |"Jwﬂ"??“""ﬁq "'I""I"'Z% ""I""It"'l' G R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061615\
Data File : BF079993.D

Acq On : 16 Jun 2015 16:28

Operator : TP/1Z

Sample - PB84048BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.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 3 unknown7.12 Concentration Rank 1

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

7.12 90.55 ng 1281140 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 353 (7.122 min): BF079993.D (-350) (-) m/z 132.00 100.00%
32
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68
40 | % 680 7.00 7.0 7.40
54 : : : :
et e 85 L R07 W w/z 134.10 33.5%%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L L RN
6.80 7.00 7.20 7.40
T m/z 68.10 33.56%
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 21.33%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A
132 6.80 7.00 7.20 7.40
m/z 69.10 13.36%
5000 6
41 97
53
L |
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m/z--> 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061615\
Data File : BF079993.D

Acq On : 16 Jun 2015 16:28

Operator : TP/1Z

Sample - PB84048BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.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... 5.57 32.9 ng 465798 1 7.35 282971 20.0
unknown7 .12 7.12 90.5 ng 1281140 1 7.35 282971 20.0
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