LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041218\
Data File : BG033790.D

Aca On : 13 Apr 2018 2:13

Operator : SJ/JU

Sample : PB108178BL

Misc :

ALS Vial : 18 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
1 5.766 417 422 431 rVB 33379 54598 1.35% 0.333%
2 6.284 504 510 528 rBV 580714 1188070 29.48% 7.245%
3 7.964 790 796 814 rBV 589660 1301107 32.29% 7.934%
4 8.369 858 865 881 rBV 571101 1223546 30.36% 7.461%
5 8.857 942 948 962 rBV2 78929 196756 4 .88% 1.200%

9.186 995 1004 1021 rBV 446544 932928 23.15% 5.689%
10.056 1145 1152 1174 rBV 326806 783858 19.45% 4_.780%
rBv 122536 279364 6.93% 1.704%
14.098 1831 1840 1858 rBVY 1076758 1887653 46.84% 11.511%
15.473 2067 2074 2086 rBV3 248537 453529 11.25% 2.766%
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11 16.947 2318 2325 2344 rBV 1014015 1701568 42.22% 10.376%
12 18.205 2532 2539 2553 rBvV 403941 703636 17.46% 4.291%
13 20.725 2961 2968 2979 rBV 2953935 4030048 100.00% 24.575%
14 22.547 3269 3278 3294 rBV2 441477 894868 22.20% 5.457%
15 26.307 3908 3918 3932 rBV2 226239 767151 19.04% 4.678%

Sum of corrected areas: 16398680
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041218\
Data File : BG033790.D

Aca On : 13 Apr 2018 2:13

Operator : SJ/JU

Sample : PB108178BL

Misc :

ALS Vial : 18 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: BG033790.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041218\
Data File : BG033790.D

Aca On : 13 Apr 2018 2:13

Operator : SJ/JU

Sample : PB108178BL

Misc :

ALS Vial : 18 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.

577 55519 54508  1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 42

2 Pentanal. oxime 101 C5H11NO
3 Butanoic acid. 3-hvdroxv-3-methvl- 118 C5H1003
4 Butanedioic acid. diazo-. dimeth... 172 C6H8N204

000628-79-5 23
000625-08-1 9
055514-36-8 9

5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
Abundance Scan 423 (5.772 min): BG033790.D (-417) (-) m/z 43.00 100.00%
43
5000
i A
0 83 326 ' : : : :
O m/z 59.00 62.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L B LB I
540 5.60 5.80 6.00 6.20
m/z 101.00 22 .58%
27| g 83l
O et e R T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
I|AIIII|IIII|IIII|IIII|I
41 540 5.60 5.80 6.00 6.20
5000 m/z 58.00 13.70%

o 82 101
L L B L B B R N L RN R R R R ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #8709: Butanoic acid, 3-hydroxy-3-methyl-

43 5.40 5.60 5.80 6.00 6.20

m/z 41.00 12.17%
5000
85
103
1
o.nflﬁhnpnq””“”.””.”.””.”.””.”.””.”.“”.”w””

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BG041218\
Data File : BG033790.D

Aca On : 13 Apr 2018 2:13

Operator : SJ/JU

Sample : PB108178BL

Misc :

ALS Vial : 18 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.
8.37 124.37 ng 1223550 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
Abundance Scan 865 (8.369 min): BG033790.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\\_
| 75 * 104 ‘ 8.00 8.0 840 8.60 8.80
o..,....,....,...!','!.‘.”" Ll b 8 215l Tm/z 68.00  50.10%
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 AURARIURARAR RS RARARN
800 820 840 8.60 8.80
2 78 m/z 66.00 34 .18%
38 ‘

N R T S NN 1 SN A
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 97 m/z 134.00 33.33%
70
31
. 4451 60 | 77 g5 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- R EEamma e
132 800 820 840 8.60 8.80

m/z 69.00 22 .76%

5000
63 90 104
N R N A o 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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041218\
Data File : BG033790.D

Acq On : 13 Apr 2018 2:13

Operator : SJ/JU

Sample : PB108178BL

Misc :

ALS Vial : 18 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 5.5 ng 54598 1 8.86 196756 20.0
unknown8 .37 8.37 124 .4 ng 1223550 1 8.86 196756 20.0
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