LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020119.D

Aca On : 11 Dec 2015 23:22

Operator : UM/SJ

Sample : PB87210BL

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG120215.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 4_.566 289 294 301 rVB 18116 26600 1.39% 0.337%
2 5.177 391 398 407 rVB 206149 310799 16.23% 3.943%
3 5.647 472 478 489 rVB 228164 352513 18.41% 4_472%
4 7.251 744 751 759 rBV 238338 392468 20.50% 4_.979%
5 7.628 808 815 823 rVB 229374 376270 19.65% 4_.774%

8.098 888 895 903 rVvB 80123 131894 6.89% 1.673%
8.427 943 951 959 rVvB 245145 425783 22.24% 5.402%
9.267 1086 1094 1101 rBV 208136 354601 18.52% 4._.499%
106326 193201 10.09% 2.451%
13.350 1783 1789 1796 rBV 615477 951590 49.70% 12.073%
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11 14.725 2017 2023 2032 rVB2 189452 312449 16.32% 3.964%
12 16.212 2269 2276 2287 rVB 406660 595820 31.12% 7.559%
13 17.469 2484 2490 2499 rBV2 306835 446260 23.31% 5.662%
14 20.072 2927 2933 2938 rBV 1488695 1914675 100.00% 24.292%
15 21.740 3209 3217 3229 rBV 348375 574444 30.00% 7.288%

16 25.007 3761 3773 3783 rBV2 184422 522668 27.30% 6.631%

Sum of corrected areas: 7882035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121215\
Data File : BG020119.D

Aca On : 11 Dec 2015 23:22

Operator : UM/SJ

Sample : PB87210BL

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.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: BG020119.D
1400000

1200000
1000000
800000
600000

400000

5.65 7.25 7.63 8.43
200000 518 8.27
8.10
4.57
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Time--> 300 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG020119.D

1400000

10.92

20.07

1200000
1000000

800000

13.35
600000

16.21

400000 17.47 21.74

200000 14.73
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG020119.D

1400000

1200000
1000000
800000
600000
400000

200000 25.01
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020119.D

Aca On : 11 Dec 2015 23:22

Operator : UM/SJ

Sample : PB87210BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_.57 4.03 ng 26600 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 78
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
4 3-Hexen-2-one 98 C6H100 000763-93-9 64
5 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 56

Abundance Scan 295 (4.572 min): BG020119.D (-289) (-) m/z 55.00 100.00%
54.0 3.
5000
43.0 98.0
‘ | 420 440 4.60 4.80 500
O I e L o m/z 83.00 93.65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3180: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 29.0 98.0 420 440 4.60 4.80 500
m/z 98.00 33.36%
0 180 ||yl 670 |
LI FUELEL FULELELN FURLELEL UL JURLLS SUREL UL SURLLI SULL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0
83.0 A R IR L
420 440 4.60 4.80 5.00
5000 41.0 m/z 43.00 30.03%
270 98.0
15.0 69.0
G S S UL SULALLS SRS IULILILS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- E B
55.0 83.0 420 440 4.60 4.80 5.00
m/z 39.00 28 .43%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”*J|“"i“"le'|“'Mi“"rﬁ"|“'“|“" A L IR L
m/z--> 10 20 30 40 50 60 70 8 90 100 420 440 4.60 4.80 5.00

8270-BG120215.M Mon Dec 14 16:52:02 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020119.D

Aca On : 11 Dec 2015 23:22

Operator : UM/SJ

Sample : PB87210BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2 unknown5.18 Concentration Rank 3

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

5.18 47.13 ng 310799 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 398 (5.177 min): BG020119.D (-391) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR S U LN
| 83.0 4.80 500 5.20 5.40 5.60
Ot e e e e e e e m/z 59.00 60.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 25 Sh0 520 Sk 5k
0
150 4, 1010 m/z 101.00 21.42%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.97%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R EAmEa RS D ,/.\.
43.0 4.80 500 5.20 5.40 5.60

m/z 41.00 8.66%

5000

101.0

T T e e T T T e e T R o R e R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60

150 310 %80 690  86.0

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020119.D

Aca On : 11 Dec 2015 23:22

Operator : UM/SJ

Sample : PB87210BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.63 Concentration Rank 2

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

7.63 57.06 ng 376270 1,4-Dichlorobenzene-d4 8.10
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 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 815 (7.628 min): BG020119.D (-808) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 5o || 0 % 750 740 760 780 800
Ol prrrr e bl £l Tm/z 68.00  47.26%
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR A LA A
7.20 7.40 7.60 7.80 8.00
210 510 m/z 134.00 32.04%
0 “'W'“'m'mwd'WL“'P'JI“?ﬁQ“'P'“I“'W'“'P'“I“"'
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.70%

33.0 44.0 105.0

70.0
56.0 80.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13914: 1,2,3-Trifluorobenzene R B L .

132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 20.32%

5000
63.0 81.0
doteo 30 0 Lo Lo, L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121215\
Data File : BG020119.D

Acq On : 11 Dec 2015 23:22

Operator : UM/SJ

Sample : PB87210BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
3-Penten-2-one, 4... 4_57 4.0 ng 26600 1 8.10 131894 20.0
unknown5.18 5.18 47.1 ng 310799 1 8.10 131894 20.0
unknown7 .63 7.63 57.1 ng 376270 1 8.10 131894 20.0
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