LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027324.D

Acq On : 8 Jun 2017 19:39

Operator : SJ/MA

Sample - 13460-05

Misc :

ALS Vial : 8 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_G\METHODS\8270-BG060517 .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 5.697 335 342 353 rBVY 340148 544429 11.62% 3.444%
2 6.144 410 418 428 rVB 136958 236211 5.04% 1.494%
3 7.683 673 680 689 rBV 109181 201901 4_.31% 1.277%
4 8.089 741 749 758 rBV 254846 460600 9.83% 2.914%
5 8.553 818 828 836 rvB 151367 279787 5.97% 1.770%

8.882 875 884 895 rBvV 575295 1061997 22.66% 6.718%
9.716 1018 1026 1038 rBV 520968 1001075 21.36% 6.333%
11.373 1300 1308 1324 rVB 225512 438694 9.36% 2.775%
13.764 1706 1715 1723 rBV 1619168 2603641 55.56% 16.471%
15.139 1942 1949 1957 rBV2 380998 656601 14.01% 4._.154%

=
QO ~NO®

11 16.620 2194 2201 2211 rBV 421838 679950 14.51% 4_.301%
12 17.889 2409 2417 2424 rBV2 558315 892554 19.05% 5.646%
13 20.462 2849 2855 2862 rBV 3285459 4686181 100.00% 29.645%
14 22.272 3155 3163 3173 rBV 560076 1069330 22.82% 6.765%
15 25.956 3777 3790 3804 rBvV2 302829 994864 21.23% 6.293%

Sum of corrected areas: 15807815
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027324.D

Acqg On : 8 Jun 2017 19:39

Operator : SJ/MA

Sample - 13460-05

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG027324.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027324.D
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Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027324.D

Acq On : 8 Jun 2017 19:39

Operator : SJ/MA

Sample - 13460-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.70 38.92 ng 544429 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 342 (5.697 min): BG027324.D (-335) (-) m/z 43.00 100.00%
a3
59
5000
101 RN RS LN RN R
51 | 1 83 | 5.40 5.60 5.80 6.00
Obrrr ey e e m/z 59.00 61.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L BARE RARE UL R
59 540 560 580 600 |
m/z 101.00 18.95%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 560 580 600
5000 41 m/z 58.00 18.12%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T TR
59 5.40 5.60 5.80 6.00
m/z 41.00 9.20%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY U RS LN AN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027324.D

Acq On : 8 Jun 2017 19:39

Operator : SJ/MA

Sample - 13460-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.09 Concentration Rank 3

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

8.09 32.93 ng 460600 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (8.089 min): BG027324.D (-741) (-) m/z 132.00 100.00%
32
5000 68
75 % 780 8.00 8.20 8.40
104 - - -
0 ..,....,....,...:l'!.‘.‘?," .6?!.'.|,..':'.,.5?“.3.,..!.,.':..,....,...., - m/z 68.00 50.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 UL U A R SR
7.80 8.00 8.20 8.40
33 44 g7 105 m/z 66.00 32.20%
0 5L %0 T |y
s B B & B e o b 8 1% 110 136 1% 14
Abundance
132
780 8.00 8.20 840
5000 m/z 134.00 31.34%
104
oL 14 27 37 4451 58 % 77 g9 97 | us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R
132 7.80 8.00 8.20 8.40
m/z 69.00 19.99%
5000 67
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'“'l}Pﬁl"jw%%?w T U U A R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027324.D

Acq On : 8 Jun 2017 19:39

Operator : SJ/MA

Sample - 13460-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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]
2-Pentanone, 4-hy... 5.70 38.9 ng 544429 1 8.55 279787 20.0
unknown8 .09 8.09 32.9 ng 460600 1 8.55 279787 20.0
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