LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094307.D

Aca On : 10 Apr 2017 13:27

Operator : SJ/MA

Sample : PB98131BL

Misc :

ALS Vial : 6 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-BF032217.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

3.440 261 264 272 rVB 231767 246623 5.17% 0.657%
3.987 352 357 366 rBV 909303 1199531 25.16% 3.194%
rBvV 3704250 3830415 80.35% 10.199%
5.481 605 611 614 rBVY 3247160 3868547 81.15% 10.300%
5.598 625 631 634 rBVY 3784553 4014193 84.21% 10.688%
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5.840 667 672 676 rBV 952504 886561 18.60% 2.360%
6.016 697 702 706 rBV 3031099 3206973 67.27% 8.539%
6.487 775 782 786 rBV 1997263 2614728 54.85% 6.962%
7.340 921 927 931 rBV 1204835 1211345 25.41% 3.225%
8.663 1145 1152 1156 rBV 3794094 4767070 100.00% 12.692%

=
QO ~NO®

11 9.481 1285 1291 1295 rBV2 1210042 1328886 27.88% 3.538%
12 10.463 1450 1458 1461 rBV 2210926 2608144 54.71% 6.944%
13 11.304 1595 1601 1605 rVB 1342513 1317475 27.64% 3.508%
14 13.286 1929 1938 1942 rBV2 3533093 4484832 94.08% 11.941%
15 14.551 2148 2153 2157 rBV 1113437 1168966 24.52% 3.112%

16 16.180 2425 2430 2436 rBvV 718962 804258 16.87% 2.141%

Sum of corrected areas: 37558547
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF041017\

BF094307.D

10 Apor 2017 13:27

SJ/MA

PB98131BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094307.D
4,40 5

5.48

60

3.99

3.44

6.02

6.49

7.34

Or——
Time-->

A
LI B | LI B

3.50

1 T T
4.00 4.50 5.00 5.50

6.00

7.00

6.50 7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094307.D

10.46

11.30

13.29

Ob——
Time-->

8.00

11.50

9.50

10.00 10.50 11.00

8.50

9.00

13.50

12.00 12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094307.D

14.55
16.18

O+
Time-->

14.00

14.50 15.00 15.50 16.00 16.50 17.00

17.50

18.00 18.50

19.00

8270-BF032217.

M Tue Apr 11 14:49:44 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094307.D

Aca On : 10 Apr 2017 13:27

Operator : SJ/MA

Sample : PB98131BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

3.44 5.56 ng 246623 1,4-Dichlorobenzene-d4 5.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
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. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 264 (3.440 min): BF094307.D (-261) (-) m/z 83.00 100.00%
55.1 83.0
5000 43.0 98.1
| 1 eo 320 340 3.60 3.80
O e e i e e e e m/z 55.10 91.08%
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 LRI LIS I I I
20,0 43.0 98.0 320 340 3.60 3.80
' m/z 43.00 40.17%
\‘\ \‘\\\ 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
5.0 350 a4 k0 380
5000 43.0 m/z 98.10 36.66%
98.0
29.0
69.0
G S S UL SUL AL 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)- P e
55.0 83.0 3.20 3.40 3.60 3.80
m/z 39.10 27 .20%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”*J|“"i“"le'|“'Mi“"rﬁ"|“'“|“" RN RSN A U
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094307.D

Aca On : 10 Apr 2017 13:27

Operator : SJ/MA

Sample : PB98131BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

3.99 27.06 ng 1199530 1,4-Dichlorobenzene-d4 5.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 358 (3.993 min): BF094307.D (-352) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 I I
3.60 3.80 4.00 4.20 4.40
83.0
Ol el 2 el 820 | Tm/z 59.10  62.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LS L R R
3.60 3.80 4.00 4.20 4.40
59.0 1010 m/z 101.10 23.45%
0 270 | 510 ‘ 6900 830910 ]
miz--> 1 20 30 40 % 60 70 8 % 100 110
Abundance
43.0
o 350 380 400 450 440
5000 m/z 58.10 15.20%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A o L R B
59.0 3.60 3.80 4.00 4.20 4.40
m/z 41.05 8.91%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094307.D

Aca On : 10 Apr 2017 13:27

Operator : SJ/MA

Sample : PB98131BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.60 Concentration Rank 1

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

5.60 90.56 ng 4014190 1,4-Dichlorobenzene-d4 5.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 631 (5.598 min): BF094307.D (-625) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 | 9.1 550 540 560 5H0 600
: 54.0 . . . . .
Ol el 780 | ageousa 06810 39.98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 e ik S oh
410 o o m/z 134.00  33.86%
0....,....,....,....,....,....,....,....,.1.0.7.0....|....|... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
690 o 520 540 560 550 600
5000 ' m/z 66.10 24 .30%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- e
132.0 5.20 5.40 560 5.80 6.00
m/z 69.10 15.53%
5000
630 104.0
300 520 | /70 900 117.0
0'“'w'““t'ﬂu“'thl”w“'“ﬁh'“lh“w'”“w'“”t"" SRS SN LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 560 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041017\
Data File : BF094307.D

Acq On : 10 Apr 2017 13:27

Operator : SJ/MA

Sample : PB98131BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.44 5.6 ng 246623 1 5.84 886561 20.0
2-Pentanone, 4-hy... 3.99 27.1 ng 1199530 1 5.84 886561 20.0
unknown5 .60 5.60 90.6 ng 4014190 1 5.84 886561 20.0
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