LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031318.D

Aca On : 1 Dec 2017 15:16

Operator : SJ/JU

Sample : PB104639BL

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG111017.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

5.204 321 326 336 rBvV2 52068 86069 1.62% 0.377%
5.686 401 408 422 rBvV 867133 1512597 28.48% 6.620%
rBv 877389 1569584 29.55% 6.869%
7.660 737 744 762 rBV 885790 1614671 30.40% 7.067%
8.130 816 824 834 rBV 206839 359267 6.76% 1.572%
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8.453 871 879 888 rBvV 710865 1293935 24.36% 5.663%
9.299 1014 1023 1038 rBvV 457063 941454 17.72% 4_.120%
10.944 1295 1303 1313 rBV 225216 487692 9.18% 2.134%
13.377 1709 1717 1730 rBV 1553285 2712121 51.06% 11.870%
14.751 1944 1951 1965 rBV2 431928 778467 14.66% 3.407%

=
QO ~NO®

11 16.238 2197 2204 2230 rBV 1203509 2126577 40.04% 9.307%
12 17.495 2411 2418 2435 rBV2 662405 1145046 21.56% 5.011%
13 20.080 2852 2858 2869 rBV 3844178 5311645 100.00% 23.247%
14 21.767 3137 3145 3159 rBV 802876 1495316 28.15% 6.544%
15 25.063 3694 3706 3721 rBV2 455719 1414323 26.63% 6.190%

Sum of corrected areas: 22848764
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031318.D

Aca On : 1 Dec 2017 15:16

Operator : SJ/JU

Sample : PB104639BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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: BG031318.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031318.D

Aca On : 1 Dec 2017 15:16

Operator : SJ/JU

Sample : PB104639BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 4.79 ng 86069 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 1.2-Butanediol 90 C4H1002 000584-03-2 32
4 3-Pentanol 88 C5H120 000584-02-1 25
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 17

Abundance Scan 325 (5.198 min): BG031318.D (-321) (-) m/z 43.00 100.00%
43
59
5000
101 SRR AR AR R
51| 83 | 4.80 500 520 5.40 5.60
R o o o N B S B T m/z 59.00 65.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR UL LR
59 480 5.00 520 5.40 5.60
m/z 101.00 20.50%
15 31 101
o | 25 7 37, 53 83
miz--> e o A A A A AR
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 15.35%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol
3 59 480 5.00 5.20 5.40 5.60
m/z 41.00 7.90%
5000
41
LB ) ‘“47 53| 7 g9
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031318.D

Aca On : 1 Dec 2017 15:16

Operator : SJ/JU

Sample : PB104639BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 89.89 ng 1614670 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 744 (7.660 min): BG031318.D (-737) (-) m/z 132.00 100.00%
132
5000 68 /\‘
6 L ASRAS SURLE RARSE S
40 54 | 75 104 7.40 7.60 7.80 8.00
o....,...:|I!..4.8,:!..,%:.-.|,..':.,..5.‘?,..!.,.-:..,.1.1.5.,....,'...,.. m/z 68.00 37.43%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS A LA LA
7.40 7.60 7.80 8.00
2 78 m/z 134.00 32.41%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.00 25 .45%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R a
132 7.40 7.60 7.80 8.00
m/z 69.10 15.75%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|O 9'0 100 110 12'0 130 140 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120117\
Data File : BG031318.D

Acq On : 1 Dec 2017 15:16

Operator : SJ/JU

Sample : PB104639BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 4.8 ng 86069 1 8.13 359267 20.0
unknown7 .66 7.66 89.9 ng 1614670 1 8.13 359267 20.0
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