LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078724.D
Aca On : 22 Apr 2015 19:33 Instrument :
Operator : TP/1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : G1955-01 TILCONMH3.8-STONE002
ALS Vial : 7 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 177753 372040 10.83% 4_.513%
1.496 25 27 69 rvB 1647978 3435811 100.00% 41.681%
rBv 43806 55797 1.62% 0.677%
3.804 227 229 240 rBB 250680 342488 9.97% 4_.155%
5.290 357 359 368 rBvV 291625 360052 10.48% 4 _.368%
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5.427 368 371 374 rVB 251842 372034 10.83% 4_.513%
5.782 400 402 406 rVB 84212 114545 3.33% 1.390%
6.022 421 423 426 rBvV 249588 287264 8.36% 3.485%
6.719 482 484 487 rBV 162415 220648 6.42% 2.677%
7.942 588 591 594 rBV 119616 160750 4.68% 1.950%

=
QO ~NO®

11 9.954 765 767 770 rBV 327894 483331 14.07% 5.863%
12 11.131 867 870 874 rBvV 156967 208630 6.07% 2.531%
13 12.605 996 999 1002 rBV 200442 293090 8.53% 3.556%
14 13.862 1106 1109 1112 rBV 182513 228157 6.64% 2.768%
15 16.400 1328 1331 1334 rBV 664485 687069 20.00% 8.335%

16 17.737 1443 1448 1451 rBV 250401 336572 9.80% 4.083%
17 19.474 1597 1600 1603 rBV 210206 284849 8.29% 3.456%

Sum of corrected areas: 8243127
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\

Data File : BF078724.D

Aca On - 22 Apr 2015 19:33

Operator : TP/I1Z

ﬁ?ggle : 61955-01 TILCONMH3.8-STONE02
ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\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: BF078724.D
1{50
1500000
1000000
500000
3.80 52943 6.02
1.4
6.72 7.94
3.29 5.78 N
r—rTrrr-——r——rr—rrrtr
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF078724.D
1500000
1000000
500000
9.95
11.13 12.61 13.86
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
Abundance TIC: BF078724.D
1500000
1000000
16.40
500000
1]i4 19.47
[ e e e e I B o o o o e o o e o o e e e o S I B B B s B S L L L S B B B H B S e e s e e e e
Time--> 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 23.00 23.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\

Data File : BF078724.D

Aca On - 22 Apr 2015 19:33

Operator : TP/1Z

ﬁ?ggle : G1955-01 TILCONMH3.8-STONE02
ALS Vial : 7 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 9.74 ng 55797 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 72
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 184 (3.290 min): BF078724.D (-182) (-) m/z 43.10 100.00%
a3
59
5000
101
3.00 3.20 3.40 3.60
..,....,....',':...?1..~.-I,....,....,?3...,...:,|....,. m/z 59.10 56.46%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL R L L
3.00 3.20 3.40 3.60
59 101 m/z 101.10 21.43%
27 37 38 | 48 53 ‘ 67 72 77 8 o1 96
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance
43
300 320 3.40 3.60
5000 m/z 58.10 16.04%
271 38 505 63 6974 0 o1 98
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one e
43 3.00 3.20 3.40 3.60
m/z 41.10 9.57%
5000
55
27 33| 50 65 71 77 83 98
m/z--> 20 30 40 50 60 70 80 9 100 110 300 320 3.40 3.60

8270-BF040115.M Thu Apr 23 13:14:04 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\

Data File : BF078724.D

Aca On - 22 Apr 2015 19:33

Operator : TP/1Z

ﬁ?ggle : G1955-01 TILCONMH3.8-STONE02
ALS Vial : 7 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 unknown5.43 Concentration Rank 3

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

5.43 64 .96 ng 372034 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 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 371 (5.427 min): BF078724.D (-368) (-) m/z 132.00 100.00%
32
5000
68
96 RN SRR UL L S
....,...::':...E‘,....,‘S.%I.,....,.f.*?.,..!.,.':..,....,....,'...,.. m/z 68.10 34.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S S IR L
5.00 5.20 540 5.60 5.80
0
31384451 78 m/z 134.00 33.19%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
500 520 540 560 580
5000 67 m/z 66.10 21.84%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon RS LI LI L N B
132 500 5.20 5.40 5.60 5.80
m/z 69.10 13.32%
5000
66
"”I”"P'”I”'W"”I”'W'”'I”'W'”'P'”I}%ﬂ AR IR R U IR L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 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 : BF078724.D

Acq On : 22 Apr 2015 19:33

Operator : TP/1Z

ﬁ?ggle - 61955-01 TILCONMH3.8-STONE002
ALS Vial : 7 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 9.7 ng 55797 1 5.78 114545 20.0
unknown5.43 5.43 65.0 ng 372034 1 5.78 114545 20.0
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