LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033608.D

Aca On : 6 Apr 2018 00:49

Operator : SJ/JU

Sample : PB108007BL

Misc :

ALS Vial : 19 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-BG031918.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

5.768 416 422 431 rBV2 32458 56451 1.44% 0.332%
6.285 503 510 529 rBV 592062 1207466 30.80% 7.091%
rBv 641023 1423232 36.31% 8.358%
8.371 858 865 885 rBvV 618532 1292436 32.97% 7.590%
8.858 941 948 963 rBV2 75613 185076 4.72% 1.087%
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9.193 998 1005 1019 rBV 467250 940937 24.01% 5.526%
10.057 1146 1152 1172 rBV 352240 824531 21.04% 4.842%
11.743 1430 1439 1455 rBV 129290 294447 7.51% 1.729%
14.105 1833 1841 1861 rBV 1276045 2193615 55.96% 12.883%
15.474 2067 2074 2087 rBvV2 285098 522420 13.33% 3.068%
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11 16.949 2317 2325 2348 rBV 1153286 1944764 49.61% 11.421%
12 18.206 2530 2539 2553 rBV 411055 726029 18.52% 4.264%
13 20.727 2962 2968 2980 rBV 2794258 3919730 100.00% 23.020%
14 22.554 3272 3279 3291 rBV2 409310 806076 20.56% 4._.734%
15 26.320 3909 3920 3937 rBB2 192860 690578 17.62% 4._.056%

Sum of corrected areas: 17027788
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033608.D

Aca On > 6 Apr 2018 00:49

Operator : SJ/JU

Sample : PB108007BL

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033608.D
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Abundance TIC: BG033608.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: BG033608.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033608.D

Aca On : 6 Apr 2018 00:49

Operator : SJ/JU

Sample : PB108007BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.77 6.10 ng 56451 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 3-Pentanol 88 C5H120 000584-02-1 28

Abundance Scan 422 (5.768 min): BG033608.D (-416) (-) m/z 43.00 100.00%
a3
5000
1o 540 560 580 6.00 620
o,...l.,J....,|....,....,....,....,....,....,.4.21..‘“,‘9. m/z 59.00 55.88%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U MRS RARE SRR

540 560 580 6.00 6.20
m/z 101.00 17.13%

15 ‘ 101
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e e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
SN N S T
5.40 5.60 5.80 6.00 6.20
5000 m/z 41.00 11.86%
101
15 73
O+ T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13627: 3-Octanol
59 5.40 5.60 5.80 6.00 6.20
m/z 58.00 11.09%
83
5000
J’ 12
0,...., .‘.‘.,.‘...,....,....,....,.... T
m/z--> 0 100 150 200 250 300 350 400 450 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033608.D

Aca On : 6 Apr 2018 00:49

Operator : SJ/JU

Sample : PB108007BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 1

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

8.37 139.67 ng 1292440 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 865 (8.371 min): BG033608.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\¥
96 A AN RS AR
40 - 800 8.20 840 8.60 8.80
o! 115 ! m/z 68.00 47.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AT
800 8.20 840 8.60 8.80
70 m/z 66.00 34 .95%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132
69 SN SR AR AR
104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 30.63%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14503: 1H-Benzimidazole, 2-methy!- R EAE EAR L e B

132 800 820 840 860 880
m/z 69.00 20.99%

5000
63 104
ol15 39 ) 88

Ll |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
Data File : BG033608.D

Acq On : 6 Apr 2018 00:49

Operator : SJ/JU

Sample : PB108007BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 5.77 6.1 ng 56451 1 8.86 185076 20.0
unknown8 .37 8.37 139.7 ng 1292440 1 8.86 185076 20.0
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