LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078733.D

Aca On : 23 Apr 2015 00:12

Operator : TP/1Z

Sample : PB82927BL

Misc :

ALS Vial : 16 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-BF040115.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

1.404 18 19 25 rBvV 573135 998511 50.23% 11.182%
1.495 25 27 65 rvB 968407 1988072 100.00% 22.264%
rBv 53435 77142 3.88% 0.864%
3.804 226 229 243 rBV 420249 549016 27.62% 6.148%
5.290 356 359 368 rBvV 433309 554654 27 .90% 6.211%
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5.416 368 370 373 rBV 395806 579343 29.14% 6.488%
5.781 400 402 406 rVB 90917 124375 6.26% 1.393%
6.021 420 423 426 rBvV 384675 448325 22.55% 5.021%
6.719 482 484 487 rBV 235370 334489 16.82% 3.746%
7.942 589 591 594 rBvV 127883 168164 8.46% 1.883%

=
QO ~NO®

11 9.953 764 767 770 rBV 483729 720135 36.22% 8.064%
12 11.131 867 870 874 rBvV 160489 207512 10.44% 2.324%
13 12.605 996 999 1006 rBB 274596 429504 21.60% 4_.810%
14 13.862 1106 1109 1112 rBV 170571 222368 11.19%% 2.490%
15 16.400 1328 1331 1334 rBV 910938 963381 48.46% 10.788%

16 17.737 1445 1448 1451 rBV 247198 283029 14.24% 3.170%
17 19.406 1591 1594 1597 rBV 244877 281712 14.17% 3.155%

Sum of corrected areas: 8929732
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078733.D

Aca On : 23 Apr 2015 00:12

Operator : TP/1Z

Sample : PB82927BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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: BFO78733.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078733.D

Aca On : 23 Apr 2015 00:12

Operator : TP/1Z

Sample : PB82927BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.29 12.40 ng 77142 1,4-Dichlorobenzene-d4 5.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
3 5-Hexen-2-one 98 C6H100 000109-49-9 9

000540-88-5 9
001116-98-9 9

4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

Abundance Scan 184 (3.290 min): BF078733.D (-182) (-) m/z 43.10 100.00%
43
59
5000
101 L B B B R
83 3.00 3.20 3.40 3.60
R o S N i e e o e e e LR m/z 59.10 56.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA I LI L L L L LB BN L
3.00 3.20 3.40 3.60
m/z 101.10 18.91%
25 77 37 ‘ 83 gz 01
B o A B i e o IR e s e e R
m/z--> 10 40 50 60 70 80 90 100
Abundance
59
R L EEE ey
a1 3.00 3.20 3.40 3.60
5000 m/z 58.10 16.22%
86
51 69 101
B o BRI e LR E e e
m/z--> 10 40 50 60 70 80 90 100
Abundance #3092: 5-Hexen-2-one A E B e R
43 3.00 3.20 3.40 3.60
m/z 41.10 9.55%
5000
. 27 55
1 37,] 49 65 71 77 83 98
B o L I e o o e I e e e e R L EEE ey
m/z--> 10 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078733.D

Aca On : 23 Apr 2015 00:12

Operator : TP/1Z

Sample : PB82927BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 4 unknown5.42 Concentration Rank 3

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

5.42 93.16 ng 579343 1,4-Dichlorobenzene-d4 5.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 370 (5.416 min): BF078733.D (-368) (-) m/z 132.00 100.00%
5000 68
500 520 540 5.60 580
m/z 68.10 44 _01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U N
500 520 5.40 5.60 5.80
0,
3638 iT 78 m/z 134.00 32.64%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
500 520 540 5.60 580
5000 m/z 66.10 28.05%
104
u 2 37 45lsg ® T g g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl- s m s EE S
132 5.00 520 5.40 5.60 5.80
117 m/z 69.10 17.40%
5000
- 91
s B e ® T el | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042215\
Data File : BF078733.D

Acq On : 23 Apr 2015 00:12

Operator : TP/1Z

Sample : PB82927BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
2-Pentanone, 4-hy... 3.29 12.4 ng 77142 1 5.78 124375 20.0
unknown5 .42 5.42 93.2 ng 579343 1 5.78 124375 20.0
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