LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO70117\

Data File : BG027798.D

Acq On 2 Jul 2017 00:41 Instrument :
Operator : SJ/JU BNA_G

Sample - 14005-01 ClientSampleld :
Misc : CIY-GW-01

ALS Vial : 7 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
1 5.606 286 292 299 rBv 135270 216276 7.41% 2.153%
2 6.059 361 369 378 rBY 95966 165992 5.69% 1.652%
3 7.616 627 634 643 rBY 72785 129518 4._44% 1.289%
4 8.009 694 701 710 rBvV 155825 283853 9.73% 2.825%
5 8.473 772 780 792 rBV 98347 184883 6.34% 1.840%
6 8.802 827 836 845 rBVY 351855 645619 22.12% 6.426%
7 9.643 970 979 989 rBV 308003 596922 20.46% 5.942%
8 11.294 1252 1260 1272 rBV 152920 288935 9.90% 2.876%
9 13.685 1656 1667 1677 rBV 1034590 1686920 57.81% 16.791%
10 15.066 1894 1902 1908 rBvV2 271298 458370 15.71%  4.562%
11 15.124 1908 1912 1918 rVB 19914 31782 1.09% 0.316%

12 16.546 2147 2154 2170 rBV 298201 470344 16.12% 4.682%
13 17.810 2360 2369 2375 rBV 371341 609073 20.87% 6.063%
14 19.079 2581 2585 2592 rVB3 21560 29539 1.01% 0.294%
15 20.048 2744 2750 2754 rBV 29368 38164 1.31% 0.380%

16 20.389 2802 2808 2818 rVB 2224088 2918173 100.00% 29.047%
17 22.175 3104 3112 3123 rBV 350888 658630 22.57% 6.556%
18 25.788 3714 3727 3744 rBV2 191547 633539 21.71% 6.306%

Sum of corrected areas: 10046532
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027798.D

Acq On 2 Jul 2017 00:41

Operator : SJ/JU

Sample - 14005-01

Misc :

ALS Vial : 7 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: BG027798.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027798.D

Acq On 2 Jul 2017 00:41

Operator : SJ/JU

Sample - 14005-01

Misc :

ALS Vial : 7 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 23.40 ng 216276 1,4-Dichlorobenzene-d4 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 293 (5.612 min): BG027798.D (-286) (-) m/z 43.10 100.00%
43
59
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1o 520 540 560 580 6.00
el sl e e | w7 59.05 59750
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRS RS AR
5.20 5.40 5.60 5.80 6.00
m/z 58.10 17.79%
"|'?§'?%"'U""|""|""|""|§?"|??'}ﬁ}"'l""l"“l""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
520 540 560 580 6.00
5000 m/z 101.10 17.33%
41
29 101
53 73 86
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol T
59 5.20 5.40 5.60 5.80 6.00
m/z 41.10 9.62%
5000 29 41 83
101
| ‘ M‘ 53 69 77 | o1 ‘ 112 129
m/z--> 20 30 ' 50 60 7'0 80 90 100 110 120 130 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027798.D

Acq On 2 Jul 2017 00:41

Operator : SJ/JU

Sample - 14005-01

Misc :

ALS Vial : 7 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 2

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

8.01 30.71 ng 283853 1,4-Dichlorobenzene-d4 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 701 (8.009 min): BG027798.D (-694) (-) m/z 132.10 100.00%
5000 68
96 S R L SR
40 54 - | 106 ‘ 7.60 7.80 8.00 8.20 8.40
BTACHNN N (A | N — m/z 68.10 41.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AN RS LN R
760 7.80 8.00 820 8.40
33 44 . 105 m/z 134.00 31.21%
---.---‘-.--‘--GAQ-T‘--.0----‘.-“-1-1-5.-- I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.40
5000 gg 116 m/z 66.10 29.21%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole { gty o
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.76%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 760 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027798.D

Acq On 2 Jul 2017 00:41

Operator : SJ/JU

Sample - 14005-01

Misc :

ALS Vial : 7 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 23.4 ng 216276 1 8.47 184883 20.0
unknown8.01 8.01 30.7 ng 283853 1 8.47 184883 20.0
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