LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123114\
Data File : BF076708.D

Aca On : 31 Dec 2014 18:24

Operator - 1Z / TP

Sample : PB81132BL

Misc oW

ALS Vial : 13 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:\HPCHEM1I\BNA F\METHODS\8270-BF121714.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
1 1.144 3 5 7 rvB 14453 18918 1.27% 0.176%
2 1.418 28 29 35 rBv 58997 100326 6.75% 0.932%
3 1.510 35 37 50 rvB 115023 261515 17.59% 2.428%
4 4.241 273 276 284 rBV 183486 314193 21.13% 2.917%
5 4.904 331 334 344 rVB 748092 1035357 69.64% 9.613%

6.322 455 458 460 rBvV 939475 1029965 69.28% 9.563%
6.424 464 467 469 rBV 1068306 1083999 72.91% 10.065%
6.722 490 493 495 rBvV 170882 211269 14.21% 1.962%
6.904 506 509 511 rBV 858390 822865 55.35% 7.640%
7.430 552 555 557 rBvV 646162 658280 44.28% 6.112%

=
QO ~NO®

11 8.299 629 631 634 rBvY 320557 290549 19.54% 2.698%
12 9.648 747 749 752 rBV 1305217 1243438 83.63% 11.545%
13 10.448 816 819 821 rBV 364439 321800 21.64% 2.988%
14 11.408 901 903 906 rBv2 576407 826872 55.62% 7.677%
15 12.254 975 977 980 rBV 353393 343514 23.10% 3.190%

16 14.242 1148 1151 1154 rBV 1423640 1486756 100.00% 13.804%
17 15.488 1258 1260 1263 rBV 358069 369981 24.89% 3.435%
18 17.180 1405 1408 1411 rBV 299315 350486 23.57% 3.254%

Sum of corrected areas: 10770083
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123114\
Data File : BF076708.D

Aca On : 31 Dec 2014 18:24

Operator =: 1Z / TP

Sample : PB81132BL

Misc oW

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO76708.D
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Abundance TIC: BFO76708.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123114\
Data File : BF076708.D

Aca On : 31 Dec 2014 18:24

Operator =: 1Z / TP

Sample : PB81132BL

Misc oW

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.24 29.74 ng 314193 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 28
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 276 (4.241 min): BFO76708.D (-273) (-) m/z 43.00 100.00%
43
59
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101 S N S
4.00 4.20 4.40 4.60
51 83
0..,....,....,....',':...,..-!-I,....,....,.-...,...:,....,....,....,....,....,....,.... m/z 59.10 74.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RSN SRS
4.00 4.20 4.40 4.60
59 m/z 101.10 24.44%
101
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Abundance
59
400 420 440 4.60
5000 41 m/z 58.00 17.13%
31
69 87
o, 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8—methy|— L L L L L L L
59 4.00 4.20 4.40 4.60
m/z 41.10 10.15%
5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123114\
Data File : BF076708.D

Aca On : 31 Dec 2014 18:24

Operator =: 1Z / TP

Sample : PB81132BL

Misc oW

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_M
Quant Title : 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 4 unknown6.42 Concentration Rank 1

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

6.42 102.62 ng 1084000 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 467 (6.424 min): BF076708.D (-464) (-) m/z 132.00 100.00%
5000 o8
96 T T LT LT
40 54 7 o7 5 6.00 6.20 6.40 6.60 6.80
o} R B m/z 68.10 36.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S IR I A
o7 6.00 6.20 6.40 6.60 6.80
- 117 m/z 134.00 32.73%
0....|.... ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60 6.80
5000 og 116 m/z 66.00 25.55%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e EEAas B Ea
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.36%
5000
63 81
0 3\1 59 1 \\‘ L 72\ ‘\ \92 10\]-\112 |
mz-> 40 60 80 100 120 140 160 180 | | 6.00 6.20 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF123114\
Data File : BF076708.D

Acq On : 31 Dec 2014 18:24

Operator - 1Z / TP

Sample : PB81132BL

Misc W

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121714_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... 4.24 29.7 ng 314193 1 6.72 211269 20.0
unknown6 .42 6.42 102.6 ng 1084000 1 6.72 211269 20.0
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