LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084453.D

Aca On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

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-BF123115.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._.361 196 199 203 rBV 188557 232711 3.73% 0.425%
5.024 254 257 268 rBV 1820554 2832904 45.36% 5.172%
rBv5 40500 105320 1.69% 0.192%
5.447 291 294 296 rBV 5416655 5632627 90.19% 10.283%
5.836 326 328 331 rBV 167087 170805 2.73% 0.312%

abrwWNPEF
a1
=
\l
w
N
()}
o0}
N
\l
o
N
\l
©

6.476 381 384 386 rBV 5658539 5655679 90.56% 10.325%
6.602 392 395 397 rBV 5844916 5281376 84.56% 9.642%
6.830 413 415 417 rVB 1828316 1481435 23.72% 2.705%
6.990 426 429 431 rBV 4694154 4446505 71.20% 8.118%
7.390 462 464 467 rBV 2505143 3578360 57.30% 6.533%

=
QO ~NO®

11 8.122 525 528 530 rBV 1533432 1901598 30.45% 3.472%
12 9.196 619 622 624 rBV 6427007 6231266 99.77% 11.376%
13 9.870 678 681 683 rBVY 2367168 2137737 34.23% 3.903%
14 10.659 747 750 752 rBV 3821964 3740931 59.90% 6.830%
15 11.356 808 811 813 rBV 2019847 2139925 34.26% 3.907%

16 12.945 947 950 952 rBV 5540295 6245495 100.00% 11.402%
17 13.985 1039 1041 1044 rBV 1974531 1781725 28.53% 3.253%
18 15.402 1162 1165 1168 rBV 892802 1178520 18.87% 2.152%

Sum of corrected areas: 54774919
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084453.D

Aca On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084453.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084453.D

Aca On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_36 3.14 ng 232711 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 199 (4.361 min): BF084453.D (-196) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.1 98.1
|, ea0 400 420 440 460
O R s L e m/z 55.10 97 .22%
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 R R I I
20,0 43.0 98.0 400 420 440 460
' m/z 43.10 35.31%
\‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 SRR SRR R IR
43.0 4.00 420 4.40 4.60
5000 m/z 98.10 34.60%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-  EEam e R Ram
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 25.38%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ m‘ 1l mH \‘\ | A
LIS FURLELEL FURLELELN FURLELEL LU UL S FURELELS SURLLI IURLL S SRR SRS R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084453.D

Aca On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

502 38.25ng 2832000  1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 257 (5.024 min): BF084453.D (-254) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 e
| 710 831 4.60 4.80 500 5.20 5.40
Obrrrprrrr el e e m/z 59.10 61.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S LI L L L L L L L
59.0 460 4.80 500 5.20 5.40
m/z 101.10 21.63%
\3\\]-‘.0 11 L 83.0 101.0
O R RA RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e
570 4.60 4.80 500 5.20 5.40
5000 m/z 58.10 16.54%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERARE e E
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.02%
5000 41.0
o Wl 730 1260 1450 R
e R R AR T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084453.D

Aca On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

5.84 2.31 ng 170805 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 16
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 12

Abundance Scan 328 (5.836 min): BF084453.D (-326) (-) m/z 43.05 100.00%
430 73.1
5000
50 o 1m0 151 "ok 5ho 6bo 620
o} Y 1§ VRSB PR G S S S m/z 73.10 81.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 RS LR R LR L
5.60 5.80 6.00 6.20
m/z 41.10 9.97%
150 290 55.0 830  100.0 11“‘3-0
O T T T T e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
5.60 5.80 6.00 6.20
5000 58.0 m/z 115.10 9.13%
15.0
G s R AL RS I R R RS R WS RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl- A
55.0 73.0 5.60 5.80 6.00 6.20
m/z 42.10 6.93%
5000
43.0
. 3l | 830 970 1150 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 6.20

8270-BF123115.M Fri Jan 15 17:43:53 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084453.D

Aca On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.60 Concentration Rank 1

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

6.60 71.30 ng 5281380 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.602 min): BF084453.D (-392) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
015y || B J 620 a0 b0 o 7ho
(o} L m/z 68.10 45 _.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 DL R R R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34.51%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 98.0 116.0 m/z 66.10 29.31%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T Ramas B S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.02%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N —— —— S BEREs Eamsma
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011316\
Data File : BF084453.D

Acq On : 13 Jan 2016 20:40

Operator : SJ/UM

Sample - PB87806BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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... 4.36 3.1 ng 232711 1 6.83 1481440 20.0
2-Pentanone, 4-hy... 5.02 38.3 ng 2832900 1 6.83 1481440 20.0
2-Pentanone, 4-me... 5.84 2.3 ng 170805 1 6.83 1481440 20.0
unknown6 .60 6.60 71.3 ng 5281380 1 6.83 1481440 20.0
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