LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094011.D

Aca On : 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vial : 20 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

2.916 171 175 181 rBV 185747 202172 3.55% 0.488%
3.545 278 282 288 rBV 446468 466950 8.21% 1.127%
rvB 498712 741496 13.04% 1.789%
4.469 433 439 442 rBV 3711769 4304117 75.68% 10.387%
5.534 613 620 623 rBV 3404755 4076229 71.67% 9.837%
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5.675 638 644 647 rBV 3997520 4710761 82.83% 11.368%
5.928 682 687 690 rBV 1019717 985602 17.33% 2.379%
6.110 712 718 721 rBV 3307318 3714139 65.31% 8.963%
6.581 790 798 801 rBV 2387373 3163007 55.62% 7.633%
7.428 936 942 946 rBV 1311411 1354407 23.81% 3.269%

=
QO ~NO®

11 8.757 1160 1168 1171 rBV 4584658 5687303 100.00% 13.725%
12 9.569 1299 1306 1311 rBV2 1388033 1456786 25.61% 3.516%
13 10.545 1464 1472 1476 rBV 2455322 3085800 54.26% 7.447%
14 11.392 1610 1616 1620 rBV 1320516 1361845 23.95% 3.286%
15 13.380 1944 1954 1957 rBV 3560682 4589509 80.70% 11.076%

16 14.645 2164 2169 2174 rBV 827838 932536 16.40% 2.250%
17 16.274 2441 2446 2457 rBV 453849 605116 10.64% 1.460%

Sum of corrected areas: 41437775
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094011.D

Aca On - 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF094011.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094011.D

Aca On : 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : 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 1 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

2.92 4.10 ng 202172 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 2-Vinvlethvl acetate 114 C6H1002 001576-84-7 9
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 9

Abundance Scan 176 (2.922 min): BF094011.D (-171) (-) m/z 43.00 100.00%
43.0
5000
80 o Tho 2k 30 sk
Ol et by e e bt || M7z 83.00  12.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 NS RS AR
2.60 2.80 3.00 3.20
m/z 39.10 10.16%
0 210 | 550 g5 740 200 980
mz-> 10 20 30 40 50 60 70 8 9 100 110 130
Abundance
43.0
AR RS AR
2.60 2.80 3.00 3.20
5000 m/z 55.10 6.48%
27.0 55.0
150 10 830 980
G R R R R AL IS SRS AR R SARR BARRN B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7001: 2-Vinylethyl acetate s R
43.0 2.60 2.80 3.00 3.20
m/z 41.00 4._43%
5000 54.0
27.0 3.0
0y '|"'h‘|""h' RS RAARARRRAS ""|§4 9'|" ??Iq' "%}?'ql'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094011.D

Aca On : 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : 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 2 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.55 9.48 ng 466950 1,4-Dichlorobenzene-d4 5.93
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 283 (3.551 min): BF094011.D (-278) (-) m/z 83.00 100.00%
55.1 83.0
5000
43.0 98.1
| | w0 320 340 3.60 380
O e e T L e e s S m/z 55.10 86.26%
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 L L LN UL IR B
20,0 43.0 98.0 320 340 3.60 3.80
' m/z 98.10 34.56%
\‘\ \‘\\\ 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 5503 sko 3k
5000 43.0 m/z 42.95 33.61%
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)- B R R
55.0 83.0 3.20 3.40 3.60 3.80
m/z 39.00 24 .78%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ m‘ 1l mH \‘\ | A
LIS FURLELEL FURLELELN FURLELEL LU UL S FURELELS SURLLI IURLL S R S S
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\BF032817\
Data File : BF094011.D

Aca On : 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : 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 3

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

4.08 15.05 ng 741496 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 373 (4.081 min): BF094011.D (-369) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 III|IIII|IIII|IIII|IIII
| 83.0 | 3.80 4.00 4.20 4.40
o) BT S| At A S m/z 59.00 55.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LA L L L
59.0 380 4.00 420 4.40
0
150 4, 1010 m/z 101.10 20.00%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 420 4.40
5000 410 m/z 58.00 14 .90%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e
43.0 3.80 4.00 4.20 4.40
m/z 41.10 9.00%
5000
101.0
oL 150 310 | 80690 860 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 380 400 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094011.D

Aca On : 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : 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 unknown5.67 Concentration Rank 1

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

5.67 95.59 ng 4710760 1,4-Dichlorobenzene-d4 5.93
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 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 643 (5.669 min): BF094011.D (-638) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 A SRR SRS SRS S
401 540 | 540 5.60 5.80 6.00
0 ..,....,....,...:,".'...,::..,::.-.|,..':.,??;9,..!.,}97.-9...,...., berrm| 'm/z 68.10 40.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 UREAE RN SRS RS S
5.40 560 5.80 6.00
2.0 510 ‘ m/z 134.00 31.95%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 540 560 580 6.00
5000 m/z 66.10 24 .80%
104.0
ol 140 270 300 510 060 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R AR R
132.0 5.40 560 5.80 6.00
m/z 69.10 16.14%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
0'w'“w'“w'”hﬂ“'ﬂ“'Nhﬁwmuﬁ““wh'w'”w'hw'””t“w" UREAE RN SRS LRSS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 560 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032817\
Data File : BF094011.D

Acq On : 28 Mar 2017 23:49

Operator : SJ/MA

Sample : 12421-04

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : 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]
4-Penten-2-one, 4... 2.92 4.1 ng 202172 1 5.93 985602 20.0
3-Penten-2-one, 4... 3.55 9.5 ng 466950 1 5.93 985602 20.0
2-Pentanone, 4-hy... 4.08 15.1 ng 741496 1 5.93 985602 20.0
unknown5 .67 5.67 95.6 ng 4710760 1 5.93 985602 20.0
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