LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087169.D

Aca On : 19 May 2016 4:19

Operator : UM/SJ

Sample : H3105-01

Misc :

ALS Vial : 24 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-BF051716.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 1.713 9 11 55 rVB 3321248 7080071 100.00% 18.766%
2 4.684 269 271 288 rBV 467016 768278 10.85% 2.036%
3 5.164 310 313 329 rBVY 1654248 2036860 28.77% 5.399%
4 5.564 346 348 356 rVB 183882 183131 2.59% 0.485%
5 6.239 405 407 414 rBV 1208192 1399312 19.76% 3.709%

6.353 414 417 419 rBV 2794089 3536747 49.95% 9.374%
6.570 434 436 443 rVB 622354 848787 11.99% 2.250%
448 450 453 rBV 3294218 3025344 42.73% 8.019%
7.153 484 487 489 rBV 2920057 2843788 40.17% 7.538%
7.862 547 549 552 rBV 1150110 1051974 14.86% 2.788%

=
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11 8.948 641 644 646 rBV 4417249 4724000 66.72% 12.521%
12 9.348 676 679 681 rBvY 88559 83932 1.19% 0.222%
13 9.611 699 702 704 rBV 1282435 1130868 15.97% 2.997%
14 10.399 768 771 774 rBV 2608974 2548829 36.00% 6.756%
15 11.085 829 831 834 rBV 1154337 1014077 14.32% 2.688%

16 12.674 967 970 972 rBV 3671240 3806618 53.77% 10.090%
17 13.714 1059 1061 1063 rBV 762820 822831 11.62% 2.181%
18 15.063 1176 1179 1188 rBV 713267 822775 11.62% 2.181%

Sum of corrected areas: 37728222
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA F\DATA\BF051816\
: BF087169.D

: 19 May 2016 4:19

: UM/SJ

: H3105-01

24 Sample Multiplier: 1

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

1.71

TIC: BF087169.D

5.16

4.68
5.56
A

6.35

6.24

6.73
7.15

6.57

0
Time-->

3.50

4.00

I
4.50 5.00

5.50

Abundance

4000000

3000000

2000000

1000000

786 9.61

9.35

TIC: BF087169.D

10.40

11.08

12.67

0
Time-->

A
T T T T T T T

10.00

8.00

8.50

T
9.00 9.50

10.50 11.00

11.50

12.00

12.50

13.00

Abundance

4000000

3000000

2000000

1000000

13.71

1

15.06

TIC: BF087169.D

0
Time-->

16.00

15.00 15.50

14.00 14.50

16.50 17.00

17.50

18.00

18.50

19.00

8270-BF051716.M Thu May 19 17:05:06 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087169.D

Aca On : 19 May 2016 4:19

Operator : UM/SJ

Sample : H3105-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.68 18.10 ng 768278 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 271 (4.684 min): BF087169.D (-269) (-) m/z 43.05 100.00%
43.0
5000 59.1 \\\_
1011 "o ik 4k sho
Ol ettt 090 831 | "m/z 59.10 47.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R R
4.40 4.60 4.80 5.00
59.0 1010 m/z 58.10 12.75%
0 270 | 510 ‘ 6900 830910 ]
miz--> 0 2 30 40 80 60 70 8 80 100 110
Abundance
43.0
440 460 4.80 'é.'ob' -
5000 m/z 101.10 11.83%
58.0
o 15.0 27.0 72.0 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide R EEamm S s L
43.0 4.40 4.60 4.80 5.00
m/z 41.05 9.14%
5000 59.0
73.0
101.0
o 28.0 |l 510 | 86.0 \ %ﬁ%
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\BF051816\
Data File : BF087169.D

Aca On : 19 May 2016 4:19

Operator : UM/SJ

Sample : H3105-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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-methoxy-4-me... Concentration Rank 5

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

5.56 4.32 ng 183131 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 32
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 12
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9

Abundance Scan 348 (5.564 min): BF087169.D (-346) (-) m/z 43.05 100.00%
43.0
73.1
5000
B ARREEEE
55.1 100.1 115.1 520 5.40 5.60 5.80
Ob e il i el o e M7z 73.10  73.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
520 5.40 5.60 5.80
m/z 41.05 11.54%
115.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
100.0 SN R LU I
520 5.40 5.60 5.80
5000 m/z 115.10 8.21%
. 20.0 580 730 g, 1150
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #724: Acetamide, N-methyl- R B R B
30.0 43.0 73.0 520 5.40 5.60 5.80
m/z 42.05 7.36%
5000 58.0
15.0
0"W'“'P'”Jh'wlm'P'”I”'W'“'P'”I”'W'”'P'”I”' A IR UL I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087169.D

Aca On : 19 May 2016 4:19

Operator : UM/SJ

Sample : H3105-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.35 Concentration Rank 2

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

6.35 83.34 ng 3536750 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 417 (6.353 min): BF087169.D (-414) (-) m/z 132.10 100.00%
13%.1
5000 68.1
———
401 540 | %1 6.00 6.20 6.40 6.60
Ot el 8L L dgeousa ot 6e 10 39.58%
m/z--> 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
5000 IBUNEBE SR SRR R
6.00 6.20 6.40 6.60
210 510 m/z 134.10 33.29%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.00 620 640 660
5000 67.0 m/z 66.05 27.28%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.27%
5000
33.0 44.0 0.0 105.0
0'"'I“"I""ﬁ"éﬁ?"'l'”'?9'”I"ﬂ'l'ihl%%ﬁgl"” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051816\
Data File : BF087169.D

Acq On : 19 May 2016 4:19

Operator : UM/SJ

Sample : H3105-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.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]
2-Pentanone, 4-hy... 4.68 18.1 ng 768278 1 6.58 848787 20.0
2-Pentanone, 4-me... 5.56 4.3 ng 183131 1 6.58 848787 20.0
unknown6 .35 6.35 83.3 ng 3536750 1 6.58 848787 20.0
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