LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027733.D

Acq On 29 Jun 2017 9:17

Operator : SJ/JU

Sample - 13926-10

Misc :

ALS Vial : 28 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-BG062817 .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

5.609 286 293 301 rVvB 224070 346488 8.41% 2.007%
6.055 360 369 382 rBV 762081 1268765 30.80% 7.349%
rBv 695788 1273036 30.90% 7.374%
8.006 692 701 710 rBV 759858 1359880 33.01% 7.877%
8.476 774 781 790 rVB 118549 211349 5.13% 1.224%
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8.799 828 836 846 rBV 528512 961125 23.33% 5.567%
9.639 971 979 991 rBV 461961 853511 20.72% 4.944%
11.290 1252 1260 1268 rBVY 174707 332335 8.07% 1.925%
13.688 1659 1668 1675 rBVY 1235152 2046610 49.68% 11.855%
15.062 1892 1902 1911 rBV2 261975 453001 11.00% 2.624%

=
QO ~NO®

11 16.549 2147 2155 2164 rBV 1154668 1866206 45.30% 10.810%
12 17.806 2361 2369 2382 rBV2 396064 656287 15.93% 3.802%
13 20.391 2802 2809 2817 rBV 2927563 4119951 100.00% 23.865%
14 22.172 3104 3112 3121 rBV 413612 768519 18.65% 4.452%
15 25.779 3712 3726 3739 rBv2 228180 746503 18.12% 4.324%

Sum of corrected areas: 17263566
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027733.D

Acq On 29 Jun 2017 9:17

Operator : SJ/JU

Sample : 13926-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027733.D
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Abundance TIC: BG027733.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027733.D

Acq On 29 Jun 2017 9:17

Operator : SJ/JU

Sample : 13926-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 3

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

5.61 32.79 ng 346488 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 293 (5.609 min): BG027733.D (-286) (-) m/z 43.10 100.00%
43
59
5000
51 | o 1‘|’1 520 540 560 580 6.00
R e T m/z 59.10 62.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR RN AR
5.20 5.40 5.60 5.80 6.00
59 101 m/z 58.10 18.05%
21 36, 51 H 67 76 83 91 |
miz-> 2 30 40 50 60 70 80 90 100 110 130 130 140
Abundance
43
520 540 560 580 6.00
5000 57 m/z 101.10 16.03%
29
101
36/ 50 78
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R o e
59 5.20 5.40 5.60 5.80 6.00
m/z 41.10 8.11%
5000 41
68
"I”"I"“H'L"P"'I'”'I"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027733.D

Acq On 29 Jun 2017 9:17

Operator : SJ/JU

Sample : 13926-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 unknown8.01 Concentration Rank 1

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

8.01 128.69 ng 1359880 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 702 (8.012 min): BG027733.D (-692) (-) m/z 132.00 100.00%
32
5000 68
40 %6 J 7.60 7.80 8.00 8.20 8.40
54 : : : : :
qrer |asus | n/z 68.10  42.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LN AR L LR B
760 7.80 8.00 820 8.40
33 44 o 105 ‘ m/z 134.00 33.01%
...‘.,.‘.‘..6;9..‘..5,0....‘,.“.%1.5 e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.40
5000 9g 116 m/z 66.10 28.36%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.70%
5000
67
80 91
Sl | 20811
mz-> 40 60 80 100 120 140 160 180 | | 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027733.D

Acq On 29 Jun 2017 9:17

Operator : SJ/JU

Sample : 13926-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.61 32.8 ng 346488 1 8.48 211349 20.0
unknown8.01 8.01 128.7 ng 1359880 1 8.48 211349 20.0
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