LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033669.D

Aca On : 7 Apr 2018 18:41

Operator : SJ/JU

Sample : PB108036BL

Misc :

ALS Vial : 38 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

5.767 416 422 432 rBV2 38545 65690 1.65% 0.359%
6.284 503 510 535 rBV 675827 1343344 33.76% 7.346%
rBv 695753 1548034 38.90% 8.465%
8.370 857 865 882 rBvV 676943 1410140 35.44% 7.711%
8.858 942 948 963 rBV 89378 217232 5.46% 1.188%
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9.193 997 1005 1020 rBV 520350 1036734 26.05% 5.669%
10.056 1145 1152 1170 rBV 396006 912050 22.92% 4_987%
11.743 1430 1439 1455 rBV 155241 358464 9.01% 1.960%
14.104 1834 1841 1859 rBV 1416449 2408085 60.51% 13.168%
15.473 2068 2074 2087 rBV2 335023 601358 15.11% 3.288%
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11 16.948 2318 2325 2343 rBV 1072497 1864953 46.87% 10.198%
12 18.206 2531 2539 2554 rBV2 450475 800998 20.13% 4 _.380%

13 20.379 2904 2909 2913 rVB2 36143 42440 1.07% 0.232%
14 20.726 2962 2968 2982 rBV 2863958 3979345 100.00% 21.761%
15 21.431 3083 3088 3094 rVB4 25374 41424 1.04% 0.227%

16 22.553 3271 3279 3293 rBV 439884 906481 22.78% 4_957%
17 26.320 3907 3920 3940 rBV2 196052 750075 18.85% 4.102%

Sum of corrected areas: 18286847
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033669.D

Aca On : 7 Apr 2018 18:41

Operator : SJ/JU

Sample : PB108036BL

Misc :

ALS Vial : 38 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

Abundance TIC: BG033669.D
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20.73

2500000

2000000

1500000 14.10

16.95
1000000

18.21 22.55
500000 15.47

20.38 21.43

O e L o o o o o o T L o o o o e L B e e LA L e e

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033669.D

Aca On : 7 Apr 2018 18:41

Operator : SJ/JU

Sample : PB108036BL

Misc :

ALS Vial : 38 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 6.05 ng 65690 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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 25
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 422 (5.767 min): BG033669.D (-416) (-) m/z 43.00 100.00%
43
5000
101 o | 50 5& ho 6bo 6%
—t—tr———rrr m/z 59.00 58.41%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 MR R UL RN
540 560 5.80 6.00 6.20
m/z 58.00 17.11%
101
o §
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
540 560 5.80 6.00 6.20
5000 m/z 101.00 14.01%
101
31
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate A e e &
59 540 5.60 5.80 6.00 6.20
m/z 41.10 13.24%
5000 1
29
J B 1ar 177
mz-> 0 50 100 150 200 250 300 350 400 450 500 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033669.D

Aca On : 7 Apr 2018 18:41

Operator : SJ/JU

Sample : PB108036BL

Misc :

ALS Vial : 38 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.
8.37 129.83 ng 1410140 1,4-Dichlorobenzene-d4 8.86
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 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 865 (8.370 min): BG033669.D (-857) (-) m/z 132.00 100.00%
132
5000 68 ]\\_
75 % 8.00 820 8.40 8.60 8.80
104
..,....,....,...:I"‘”" R Y1 O S i N | N m/z 68.00 49.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 A e
8.00 820 8.40 8.60 8.80

78 m/z 66.00 36.18%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 32.16%
3B 44 o g7 105
78
51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- S EEEEEEman eSS B
132 800 820 840 860 880

m/z 69.00 21.41%

5000
63 90 104
N A e A = -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80

8270-BG031918.M Mon Apr 09 08:24:00 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040618\
Data File : BG033669.D

Acq On > 7 Apr 2018 18:41

Operator : SJ/JU

Sample : PB108036BL

Misc :

ALS Vial : 38 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 6.0 ng 65690 1 8.86 217232 20.0
unknown8 .37 8.37 129.8 ng 1410140 1 8.86 217232 20.0

8270-BG031918.M Mon Apr 09 08:24:00 2018 Page: 5



