LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091816.D

Aca On : 20 Dec 2016 13:27

Operator : UM/SJ

Sample - PB95481BL

Misc :

ALS Vial : 33 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-BF121716.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 4.270 188 191 195 rBvV 116285 145105 2.22% 0.270%
2 4.944 247 250 258 rBVY 1964685 2936652 44.96% 5.467%
3 5.379 285 288 290 rBVY 5325910 5467853 83.71% 10.180%
4 6.407 375 378 381 rBVY 3797303 5768768 88.32% 10.740%
5 6.533 386 389 391 rBVY 5665228 5583512 85.48% 10.395%

6.762 406 409 411 rBV 1152639 1314105 20.12% 2.446%
6.910 420 422 425 rBV 3447292 4246742 65.02% 7.906%
7.322 455 458 461 rBV 2888353 3319437 50.82% 6.180%
8.042 518 521 524 rBV 1822063 1771361 27.12% 3.298%
9.128 612 616 618 rBV 4777805 6531923 100.00% 12.161%

=
QO ~NO®

11 9.790 671 674 677 rBV 1554444 1913012 29.29% 3.561%
12 10.591 740 744 746 rBV2 2431018 3593793 55.02% 6.691%
13 11.276 801 804 806 rBvV 2222833 1973507 30.21% 3.674%
14 12.865 940 943 946 rBV 5403020 5631919 86.22% 10.485%
15 13.905 1032 1034 1037 rBV 1789507 1803330 27.61% 3.357%

16 15.311 1154 1157 1159 rBV 1136872 1454178 22.26% 2.707%

17 15.745 1192 1195 1199 rBV 60212 91220 1.40% 0.170%

18 16.203 1233 1235 1239 rVB 54327 85292 1.31% 0.159%

19 17.380 1335 1338 1345 rVB3 30615 82029 1.26% 0.153%
Sum of corrected areas: 53713738
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122016\

BF091816.D

20 Dec 2016 13:27

UM/SJ

PB95481BL

33 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF091816.D

5.38 53

6.41

4.94

4.27

6.91

7.32

0

Time-->

A
T T

4.50

T
2.50

3.00

3.50

4.00

5.00

5.50

6.00

L
L R B |

Abundance

5000000

4000000

3000000

2000000

8.04

1000000

0

TIC: BF091816.D

9.13

10.59
11.28

9.79

T
Time--> 8.00

12.00

10.00 10.50 11.00 11.50

8.50

T
9.50

12.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF091816.D

13.91

15.31

15.75 16.20 17.38

Time-->

14.

18.00

16.00 16.50 17.00 17.50

00 14.50 15.00 15.50

18.50

19.00

8270-BF121716.

M Wed Dec 21 12:37:43 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091816.D

Aca On : 20 Dec 2016 13:27

Operator : UM/SJ

Sample - PB95481BL

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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.

4.27 2.21 ng 145105 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 191 (4.270 min): BF091816.D (-188) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0 98.0
| L e 400 420 440 460
ot e e e m/z 55.10 90.70%
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 RN UL AN I UL
20,0 43.0 98.0 400 420 440 4.60
' m/z 43.05 40.07%
0 \‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 400 420 440 460
5000 m/z 98.00 35.87%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one R
83.0 4.00 4.20 4.40 4.60
55.0 m/z 39.10 27.57%
43.0
5000
29.0
98.0
\‘ ‘ | [ 69.0 JANN
G S S S SRS I IS SIS UL UL W ERE UL L I I
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\BF122016\
Data File : BF091816.D

Aca On : 20 Dec 2016 13:27

Operator : UM/SJ

Sample - PB95481BL

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 44 .69 ng 2936650 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 250 (4.944 min): BF091816.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
O 50 480 500 520
) —" ..:|,....Eﬁ'l...',|....,....,....,....,....,29?-.1. m/z 59.10 59.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L I
59.0 460 480 500 520
0
150 1010 m/z 101.10 20.08%
H\‘ \‘\ Tl 83'0 L ‘
G L L S U S S SIS SR S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 m/z 58.10 14 .85%
41.0
101.0
25.0
S L IS S U S S SIS S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.21%
5000 50.0
101.0
oL 20 [l I 830
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091816.D

Aca On : 20 Dec 2016 13:27

Operator : UM/SJ

Sample - PB95481BL

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown6.53 Concentration Rank 1

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

6.53 84 .98 ng 5583510 1,4-Dichlorobenzene-d4 6.76
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 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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 389 (6.533 min): BF091816.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IPESSEPLAARBENAREE RN
40.0 540 J 6.20 6.40 6.60 6.80
0 S0 T .2 | m/z 68.10 45.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRS A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.77%
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
740 550 om ok0 oo
5000 9go 1160 m/z 66.10 28.27%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- T .{\. R E e EaaRy
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.87%
5000
63.0 81.0
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99.0 \11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122016\
Data File : BF091816.D

Acq On : 20 Dec 2016 13:27

Operator : UM/SJ

Sample - PB95481BL

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.27 2.2 ng 145105 1 6.76 1314110 20.0
2-Pentanone, 4-hy... 4.94 44.7 ng 2936650 1 6.76 1314110 20.0
unknown6 .53 6.53 85.0 ng 5583510 1 6.76 1314110 20.0
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