LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086987.D

Aca On : 13 May 2016 23:19

Operator : UM/SJ

Sample : H2877-02

Misc :

ALS Vial : 13 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-BF050916.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 1.736 11 13 47 rVB 4481424 9332141 100.00% 18.823%
2 4.753 275 277 289 rBV 56706 130534 1.40% 0.263%
3 5.199 314 316 333 rBVY 2184569 2469112 26.46% 4 .980%
4 6.273 408 410 417 rBV 1299809 1555329 16.67% 3.137%
5 6.387 417 420 422 rBVY 3337358 4434933 47.52% 8.945%

6.605 437 439 442 rBvY 859067 1087834 11.66% 2.194%
6.765 450 453 456 rBV 3790701 3800435 40.72% 7.665%
7.187 487 490 492 rBV 3444364 3739191 40.07% 7.542%
7.896 550 552 555 rBV 1435659 1403317 15.04% 2.830%
8.982 644 647 649 rBV 5471455 5840387 62.58% 11.780%

=
QO ~NO®

11 9.382 680 682 684 rBvV 105299 104460 1.12% 0.211%
12 9.645 702 705 708 rBV 1719140 1605347 17.20% 3.238%
13 10.091 741 744 746 rBV 126872 113450 1.22% 0.229%
14 10.434 771 774 777 rBV2 2888377 3836231 41.11% 7.738%
15 10.559 783 785 790 rVB 123888 137774 1.48% 0.278%

16 11.119 832 834 837 rBV 1497139 1559867 16.71% 3.146%
17 11.668 880 882 892 rBV 65401 102018 1.09% 0.206%
18 12.719 970 974 976 rBV 3814892 5741448 61.52% 11.580%
19 13.748 1061 1064 1067 rBV 1565347 1495901 16.03% 3.017%
20 15.108 1180 1183 1186 rBV 946852 1089623 11.68% 2.198%

Sum of corrected areas: 49579332
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051316\

BF086987 .D

13 May 2016 23:19

UM/SsJ

H2877-02

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086987.D

Aca On : 13 May 2016 23:19

Operator : UM/SJ

Sample : H2877-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.75 2.40 ng 130534 1,4-Dichlorobenzene-d4 6.60
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 277 (4.753 min): BF086987.D (-275) (-) m/z 43.00 100.00%
43.0
5000 59.1
| o O Tk ko 4k ko
ot m/z 59.10 47.62%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B A A AR A
59.0 440 460 480 500
m/z 58.00 13.61%
31.0 ‘ 830 o30 1010
O T T e e o T L T e e
mz-> 20 30 40 50 60 70 8 9 100
Abundance
43.0
4.40 4.60 4.80 5.00
5000 57.0 m/z 101.10 12.90%
29.0
101.0
78.0
S L S UL LIS SR SIS FUL LI BUR B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl- B B s B
43.0 440 4.60 4.80 5.00
m/z 41.05 8.58%
5000
29.0 ‘ 55.0 83.0 98.0
S L S L UL SR LI I FU LI DU B AR SRR SR RN
m/z--> 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086987.D

Aca On : 13 May 2016 23:19

Operator : UM/SJ

Sample : H2877-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.39 Concentration Rank 2

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

6.39 81.54 ng 4434930 1,4-Dichlorobenzene-d4 6.60

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9

5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 420 (6.387 min): BF086987.D (-417) (-) m/z 132.10 100.00%
132.
5000 68.1
e e
40.0 540 | %1 ‘ 6.00 6.20 6.40 6.60 6.80
8.1 6.0 - v : : ;
Ot rld, 8L L 3801170 L 6e 10 39.08%
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
6.00 6.20 6.40 6.60 6.80
0
310 510 m/z 134.10 33.92%
0 ‘ N | H | ! 750 !
”..“..w..”,.”.,”..“..w..”,.”.,”..“..w..“, R
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
e e
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 27.23%
33.0 44.0 0.0 105.0
o 60.0 """ g0.0 115.0
B b N B ERmas R s R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.41%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 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\BF051316\
Data File : BF086987.D

Acq On : 13 May 2016 23:19

Operator : UM/SJ

Sample : H2877-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.75 2.4 ng 130534 1 6.60 1087830 20.0
unknown6 .39 6.39 81.5 ng 4434930 1 6.60 1087830 20.0
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