LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On : 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vial : 5 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-BF050217 .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 2.890 158 162 176 rBvV 45445 91967 2.08% 0.353%
2 4.066 356 362 382 rBV 903563 1638659 37.07% 6.283%
3 5.048 514 529 532 rBVY 1535745 4420974 100.00% 16.951%
4 5.666 630 634 667 rBV 697121 1455980 32.93% 5.583%
5 6.213 722 727 736 rBV 261408 349629 7.91% 1.341%

7.248 899 903 919 rBvV 745568 1378836 31.19% 5.287%
7.372 919 924 938 rVB 1090299 1740683 39.37% 6.674%
7.707 977 981 995 rVB 406339 511716 11.57% 1.962%
7.942 1016 1021 1033 rBV 1641767 1947222 44.05% 7.466%
8.607 1129 1134 1160 rBV 1031648 1504786 34.04% 5.770%

=
QO ~NO®

11 9.725 1320 1324 1344 rBV 437858 717768 16.24% 2.752%
12 11.501 1620 1626 1642 rBV 2358423 3114625 70.45% 11.942%
13 12.554 1800 1805 1825 rBV2 473109 825463 18.67% 3.165%
14 13.848 2021 2025 2044 rBvV 565370 966041 21.85% 3.704%
15 14.960 2209 2214 2232 rBV 507744 853479 19.31% 3.272%

16 15.630 2322 2328 2334 rBV 42180 49095 1.11% 0.188%
17 15.930 2372 2379 2391 rBV 33292 48299 1.09% 0.185%
18 17.283 2603 2609 2613 rBV 2377089 3044043 68.85% 11.672%
19 18.630 2833 2838 2855 rBvV 548633 834038 18.87% 3.198%
20 20.294 3117 3121 3133 rBV 385202 587112 13.28% 2.251%

Sum of corrected areas: 26080415
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On - 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095081.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On : 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6

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

2.89 3.59 ng 91967 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 64
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 53
4 2H-Pvran. 3.4-dihvdro-6-methvl- 98 C6H100 016015-11-5 9
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 162 (2.890 min): BF095081.D (-158) (-) m/z 43.10 100.00%
43.1 ﬂ
5000
55.0 B0 a0 260 280 300 320
S ¥ RSP RS NS oM m/z 83.00 13.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 R I UL L L
2.60 2.80 3.00 3.20
m/z 39.00 9.84%
83.0
e %0630 740 980
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
260 280 300 320
5000 m/z 55.00 8.34%
55.0
27.0
10 63.0 71.0 830 98.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- T } R maa
43.0 2.60 2.80 3.00 3.20
m/z 41.10 4.44%
5000
27.0
L) %% g0 om0 B0
m/z--> 10 20 30 40 50 60 70 8 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On : 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4._.07 64 .05 ng 1638660 1,4-Dichlorobenzene-d4 7.71
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 363 (4.072 min): BF095081.D (-356) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
670 3.80 4.00 4.20 4.40
SOV VP MU M PRI ENSOUIN IS RS m/z 55.10 83.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000
20,0 43.0 98.0 3.80 4.00 420 4.40
' m/z 98.10 35.17%
“\ \‘\\\ M‘ | 67.0 75.0 | L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0
43.0 3.80 4.00 4.20 4.40
5000 m/z 42.95 34 .38%
29.0
98.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10 24 .04%
41.0
5000 270 98.0
1?0 ‘ ‘ 6%0
i 1l ' ‘\ | [l | A
m/z--> 0 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On : 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1

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

5.05 172.79 ng 4420970 1,4-Dichlorobenzene-d4 7.71
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-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.048 min): BF095081.D (-514) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
4.80 500 5.20 5.40
83.0
S N X L N m/z 59.10 62.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
m/z 101.10 23.53%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 5.40
5000 1.0 m/z 58.10 15.41%
73.0 126.0 1420
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 o
Abundance #3152: 5-Hexen-2-one e A ma
43.0 4.80 500 5.20 5.40
m/z 41.10 9.68%
5000
55.0
15.0 27.0
L | 7080 980
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On : 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5

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

6.21 13.67 ng 349629 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Pentanoic acid. 4-oxo- 116 C5H803 000123-76-2 12
3 Acetamide. N-butvl- 115 C6H13NO 001119-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 726 (6.207 min): BF095081.D (-722) (-) m/z 73.10 100.00%
43.0 741
5000
55.1 gso  100.1 115.0 5.80 6.00 6.20 6.40 6.60
e el e e b e | M7z 43.00 97 75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 NSNS SRR R B
580 6.00 6.0 640 6.60
m/z 115.00 11.90%
150 290 | 550 830 1000 1§0
O 0 0 N P Y S S
Abundance
43.0
580 6.00 620 6.40 6.60
5000 m/z 41.10 10.91%
56.0
27.0
730 g50 1010 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7800: Acetamide, N-butyl-
3d.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 6.83%
5000
43.0 720
15.0 6? 0 86‘ .0 1000 11‘5 0
R R A R I R A IR AR RS N RN RARR LA AR RS RARRE MRS

m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051117\
Data File : BF095081.D

Aca On : 11 May 2017 15:48

Operator : SJ/MA

Sample : PB98841BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.37 Concentration Rank 3

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

7.37 68.03 ng 1740680 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 924 (7.372 min): BF095081.D (-919) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 AN SR S S
400 540 7.00 7.20 7.40 7.60 7.80
....,...::n:...,.:..,..l.',..7.5?,0....,..!.,.1??.1,....,....,'...,.. m/z 68.05  35.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.81%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 20.86%
41.0 97.0
53.0
20.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 14.28%
5000
0o S5t 770 104.0
T "'l"'*‘l""lH' "??“q'l' ”lll'?Z'q" "|“'L'|%%§ 9|""| "" T U S UL L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051117\
Data File : BF095081.D

Acq On : 11 May 2017 15:48

Operator : SJ/MA

Sample - PB98841BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
4-Penten-2-one, 4... 2.89 3.6 ng 91967 1 7.71 511716 20.0
3-Penten-2-one, 4... 4.07 64.0 ng 1638660 1 7.71 511716 20.0
2-Pentanone, 4-hy... 5.05 172.8 ng 4420970 1 7.71 511716 20.0
2-Pentanone, 4-me... 6.21 13.7 ng 349629 1 7.71 511716 20.0
unknown? .37 7.37 68.0 ng 1740680 1 7.71 511716 20.0
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