LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085015.D

Acq On : 11 Feb 2016 13:29

Operator : SJ/1Z

Sample : PB88282BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 height area % max. total
1 1.735 11 13 17 rBV 869249 1136838 22.24% 3.067%
2 4.021 211 213 218 rBvY 144858 231086 4_52% 0.623%
3 4_753 273 277 280 rBV 2064372 3053989 59.75% 8.239%
4 5.199 314 316 319 rBV 2748236 2628776 51.43% 7.092%
5 5.599 350 351 354 rVB 101257 134016 2.62% 0.362%

6.262 406 409 412 rBV 2584490 2450331 47.94% 6.611%
6.376 416 419 421 rBV 3117712 2708018 52.98% 7.306%
6.604 437 439 442 rBV 1012971 893564 17.48% 2.411%
6.765 450 453 455 rBV 3534576 3131156 61.26% 8.447%
7.176 486 489 492 rBV 1951815 2542467 49.74% 6.859%

=
QO ~NO®

11 7.896 550 552 554 rBV 1416400 1264407 24.74% 3.411%
12 8.982 643 647 649 rBV 4048873 5022573 98.26% 13.550%
13 9.645 702 705 707 rBV 1528738 1385345 27.10% 3.737%
14 10.433 771 774 776 rBV 2215917 2085439 40.80% 5.626%
15 11.119 832 834 837 rBv2 1221651 1352527 26.46% 3.649%

16 12.719 971 974 976 rBV 4361241 5111540 100.00% 13.790%
17 13.748 1062 1064 1067 rBV 979560 1140903 22.32% 3.078%
18 15.108 1181 1183 1186 rBV 666686 794180 15.54% 2.143%

Sum of corrected areas: 37067155
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF021116\

BFO8

5015.D

11 Feb 2016 13:29

PB88

7

TIC Library :

- SJ/1Z

282BL

Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085015.D

Acq On : 11 Feb 2016 13:29

Operator =: SJ/1Z

Sample : PB88282BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.02 5.17 ng 231086 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80

Abundance Scan 213 (4.021 min): BF085015.D (-211) (-) m/z 55.05 100.00%
55 a3
5000 43 o8 A\
4 360 3.80 4.00 420 4.40
el 9Ll e2 67 7 ) m/z 83.10 99.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R AR R R RN
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.05 38.99%
! 3?‘ Ly 49\ ! 62 67 7 ! 89 .
mz-> 10 20 3'0 & % 60 70 8 90 100
Abundance
83
% SRR R LR B
43 3.60 3.80 4.00 4.20 4.40
5000 m/z 98.10 34.73%
29
98
37 49 62 69
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- R e B RRE
55 83 3.60 3.80 4.00 4.20 4.40
m/z 39.10 27.88%
5000 41
o7 98
15 67
"I'”"P"M“"”ﬁ't"fml'l"JW"??l'h'l""I”" SRR R LR B
m/z--> 10 20 30 40 50 60 70 80 90 100 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\BF021116\
Data File : BF085015.D

Acq On : 11 Feb 2016 13:29

Operator =: SJ/1Z

Sample : PB88282BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
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-hydroxy-4-me... Concentration Rank 2

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

4.75 68.36 ng 3053990 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 277 (4.753 min): BF085015.D (-273) (-) m/z 43.05 100.00%
43
59
5000
10 440 460 480 500
...,....,....,...3?',':...,?3.'!!,...‘??...7?,??..,...:,|....,. m/z 59.10 61.18%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL IR B
59 440 460 480 500
m/z 101.10 18.84%
25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14 .54%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.40 4.60 4.80 5.00
m/z 41.10 9.58%
5000 41
31
‘ 69 87
"'I'%é'l"'MI""‘iH"'I??HL"""i""I'"'I"'Q?I""I' AR SRAE SR N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085015.D

Acq On : 11 Feb 2016 13:29

Operator =: SJ/1Z

Sample : PB88282BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.60 3.00 ng 134016 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 28
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12

Abundance Scan 351 (5.599 min): BF085015.D (-350) (-) m/z 43.10 100.00%
a3 73
5000
55 e 100 15 520 540 560 580 6.00
e e et e e e | M7z 73.10  80.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 ISR SR R
5.20 5.40 5.60 5.80 6.00
m/z 41.10 11.43%
miz--> T 20 30 4 5 60 70 8 90 1060 110 130
Abundance
30 43 73
5.20 5.40 5.60 5.80 6.00
5000 58 m/z 115.10 9.08%
15
51
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- T R b
43 5.20 5.40 5.60 5.80 6.00
100 m/z 39.10 7.55%
5000
115
29 37 || 515861 798501 | 107
miz--> At A A N A A P P 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085015.D

Acq On : 11 Feb 2016 13:29

Operator =: SJ/1Z

Sample : PB88282BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
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 5 unknown6.38 Concentration Rank 3

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

6.38 60.61 ng 2708020 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 419 (6.376 min): BF085015.D (-416) (-) m/z 132.00 100.00%
32
5000 68
6 T[rrrr|yrrrrfrrrr|yrrrrj[|r
40 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
.,....,...:l'!.‘.‘?,!!..6.1:.-.|,....,..??,....,.:..,.1.1?.,...., | M- m/z 68.10  43.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L R A
6.00 6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 33.00%
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.10 28.09%
63 81
31 33 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e N A
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.01%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— L L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085015.D

Acq On : 11 Feb 2016 13:29

Operator : SJ/1Z

Sample : PB88282BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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. .. 4.02 5.2 ng 231086 1 6.60 893564 20.0
2-Pentanone, 4-hy... 4.75 68.4 ng 3053990 1 6.60 893564 20.0
2-Pentanone, 4-me... 5.60 3.0 ng 134016 1 6.60 893564 20.0
unknown6 .38 6.38 60.6 ng 2708020 1 6.60 893564 20.0
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