LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084709.D

Aca On : 1 Feb 2016 15:09

Operator =: SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 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-BF020116.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

4.179 181 183 189 rBV 260032 337519 6.72% 0.804%
4.876 241 244 247 rBV 2118843 3010460 59.95% 7.173%
rBvV 3533684 3707651 73.83% 8.834%
5.710 315 317 320 rBV 200931 182419 3.63% 0.435%
6.362 371 374 376 rBV 4039649 4190158 83.44% 9.983%
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6.476 382 384 387 rBV 3476144 3726964 74.21% 8.880%
6.705 402 404 407 rBB 927729 1066970 21.25% 2.542%
6.865 416 418 421 rBV 3502409 3029388 60.32% 7.218%
7.276 451 454 457 rBV 2434260 2382740 47.45% 5.677%
7.996 514 517 519 rBV 1656175 1501136 29.89%% 3.577%

=
QO ~NO®

11 9.082 608 612 614 rBV 3515275 4727188 94.13% 11.263%
12 9.745 667 670 673 rVvB 1517751 1628281 32.42% 3.880%
13 10.533 736 739 742 rBV 2651217 2858227 56.92% 6.810%
14 11.231 797 800 802 rBV 1712978 1710657 34.06% 4_.076%
15 12.819 936 939 941 rBV 4939740 5021895 100.00% 11.965%

16 13.859 1027 1030 1032 rBV 1799811 1655363 32.96% 3.944%
17 15.242 1148 1151 1154 rBV 1053028 1234367 24.58% 2.941%

Sum of corrected areas: 41971383
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084709.D

Aca On : 1 Feb 2016 15:09

Operator : SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084709.D
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Abundance TIC: BF084709.D
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Abundance TIC: BF084709.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084709.D

Aca On : 1 Feb 2016 15:09

Operator : SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.18 6.33 ng 337519 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 183 (4.179 min): BF084709.D (-181) (-) m/z 55.10 100.00%
58.1 83.1
5000 43.0
98.1
| 671 380 4.00 4.20 4.40 4.60
11 11 1 T o SNARMUMFMN | RN N m/z 83.10 93.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 S LS N R R
20,0 43.0 98.0 380 4.00 420 4.40 4.60
' m/z 43.05 40.28%
\‘\ A Il ‘ | 67.0 75.0 | L
S L S SR SRS SIS U UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 ENARBENRAN SRR AR
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 31.05%
29.0
98.0
69.0
S I S SR SRS SIS UL UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3301: 2-Pentene, 2,4-dimethyl- i )
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 26.61%
5000 41.0
98.0
27.0
B0 ‘ | o7
0"P'M'P"'I”'*k“"rml'l'“'W'”'I'h'l"”l"” NARENARE SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084709.D

Aca On : 1 Feb 2016 15:09

Operator : SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 56.43 ng 3010460 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 244 (4.876 min): BF084709.D (-241) (-) m/z 43.10 100.00%
31
59.1
5000
1o 460 480 500 520
o..,....,....,....','::.?,1-.1..'.,..??-,"....f‘?‘.o..,....~,|....,. m/z 59.10 60.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L LR L
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 18.83%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 14 .94%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #8114: 3-Hexanol, 4-methyl- R e e AR
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.49%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ . “ 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084709.D

Aca On : 1 Feb 2016 15:09

Operator : SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.71 3.42 ng 182419 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 3-Methoxv-3-methvlbutanol 118 C6H1402 056539-66-3 17
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 17
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10

Abundance Scan 317 (5.710 min): BF084709.D (-315) (-) m/z 43.05 100.00%
43.0 73.1
5000
| 55.1 850  100.1 11?-1 540 560 5.80 6.00
Ok e e e b e e e e m/z 73.10 86.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR AN R LR LA
5.40 5.60 5.80 6.00
m/z 41.10 10.23%
115.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
5.40 5.60 5.80 6.00
5000 m/z 115.10 9.89%
41.0
15.0 31.0 56.0 85.0 103.0
O T e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)- R mam
73.0 540 5.60 5.80 6.00
m/z 39.10 6.47%
5000
43.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084709.D

Aca On : 1 Feb 2016 15:09

Operator : SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.48 Concentration Rank 1

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

6.48 69.86 ng 3726960 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 384 (6.476 min): BF084709.D (-382) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 97-1 es - 620 6.40 6.60 6.80
o} e s m/z 68.10 46.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 ISR R LR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.32%
0|"LMI'Hw'l”'w"'w”"|”"l”"l'”'l'”'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 29.71%
51.0 70.0 86.0
L L S S L UL L B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e N Emm e o
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.23%
117.0
5000
91.0
T A
0I'h"f'”“lm"wl”w'lm"”le'l"”l""l'”'I"" SRS L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

8270-BF020116.M Tue Feb 02 16:15:11 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020116\
Data File : BF084709.D

Acq On : 1 Feb 2016 15:09

Operator : SJ/1Z

Sample - PB88000BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
Quant Title : 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]
3-Penten-2-one, 4... 4.18 6.3 ng 337519 1 6.70 1066970 20.0
2-Pentanone, 4-hy... 4.88 56.4 ng 3010460 1 6.70 1066970 20.0
2-Pentanone, 4-me... 5.71 3.4 ng 182419 1 6.70 1066970 20.0
unknown6 .48 6.48 69.9 ng 3726960 1 6.70 1066970 20.0
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