LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025975.D
Aca On - 27 Feb 2017 22:28 Instrument :
Operator : SJ/MA EFAﬁZ el
- _ lentosampleld :
3?22'6 : 11990-01 FK-BPM-01-BB13-BB14-CC13-CC14
ALS Vial : 14 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-BG021717.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 5.177 306 313 323 rVB 378425 567645 10.25% 1.978%
2 5.647 385 393 403 rBY 1061004 1685386 30.45% 5.872%
3 7.228 650 662 674 rBY 1081369 1860568 33.61% 6.483%
4 7.610 720 727 736 rBVY 1071053 1797459 32.47% 6.263%
5 8.074 799 806 813 rBV 251899 435757 7.87% 1.518%

8.403 854 862 872 rBV 759072 1309511 23.66% 4 _.563%
9.231 993 1003 1013 rBV 623345 1096617 19.81% 3.821%
10.876 1275 1283 1292 rVB 406814 727058 13.13% 2.533%
2048289 3137242 56.67% 10.931%
14.125 1829 1836 1844 rBV 371084 562925 10.17% 1.961%
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11 14.678 1922 1930 1939 rBV2 732439 1185351 21.41% 4_.130%
12 16.153 2175 2181 2191 rBV 1786687 2768814 50.02% 9.647%
13 17.410 2388 2395 2404 rBV2 1137950 1730540 31.26% 6.030%
14 18.285 2540 2544 2550 rBV3 40924 65486 1.18% 0.228%
15 20.007 2830 2837 2844 rBV 4020203 5535714 100.00% 19.287%

16 21.294 3052 3056 3063 rBvV2 100406 165469 2.99% 0.577%
17 21.652 3111 3117 3124 rBV 1198430 1935848 34.97% 6.745%

18 23.332 3399 3403 3411 rVB 78063 150675 2.72% 0.525%
19 24.854 3652 3662 3676 rVB2 688814 1983000 35.82% 6.909%

Sum of corrected areas: 28701065
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG022717\

Data File : BG025975.D

Aca On : 27 Feb 2017 22:28

Operator : SJ/MA

a?ggle : 11990-01 FK-BPM-01-BB13-BB14-CC13-CC14
ALS Vvial : 14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASEN\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG025975.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025975.D

Aca On : 27 Feb 2017 22:28

Operator : SJ/MA

ﬁ?ggle : 11990-01 FK-BPM-01-BB13-BB14-CC13-CC14
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : 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.

5.18 26.05 ng 567645 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 313 (5.177 min): BG025975.D (-306) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 U I U —
480 5.00 520 5.40 5.60
83.1
...,....,....,....','::..,..'.'.|,~...6.9-,°....,.~...,....-,....,. m/z 59.10 75.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I RN I AL I
59.0 480 500 520 540 5.60
m/z 101.10 22 .59%
31.0 101.0
"w""w"TN“"T*“'l"“l""w"'?iq'l"“lh"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 59.0
480 500 520 540 560
5000 18.0 m/z 58.05 20.41%
28.0
UL UL SO SR SR UL SURELEL I S S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI LI L L L L
59.0 480 5.00 520 5.40 5.60
m/z 41.10 8.68%
5000
410 101.0
o dso 0 liseoy ) 90 e VRSN & WS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60

8270-BG021717.M Tue Feb 28 16:57:04 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025975.D

Aca On : 27 Feb 2017 22:28

Operator : SJ/MA

ﬁ?ggle : 11990-01 FK-BPM-01-BB13-BB14-CC13-CC14
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : 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 unknown7.61 Concentration Rank 1

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

7.61 82.50 ng 1797460 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 727 (7.610 min): BG025975.D (-720) (-) m/z 132.05 100.00%
13R.1
5000 68.1
96.1 LA SRR SRR NS
40.1 7.20 7.40 7.60 7.80 8.00
PR .1.1“?-,1.#‘.,....,1.6?-.7.,.1.9?:0, m/z 68.10 38.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR I L
7.20 7.40 7.60 7.80 8.00
310 510 ‘ ‘ m/z 134.05 33.11%
‘ Ly H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 24.71%
41.0 97.0
117.0
82.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 13.68%
5000
104.0
66.0
270 510 L, 89.0
m/z--> 20 40 60 80 100 120 140 160 180 ' 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\

Data File : BG025975.D

Acq On : 27 Feb 2017 22:28

Operator : SJ/MA

ﬁ?ggle : 11990-01 FK-BPM-01-BB13-BB14-CC13-CC14
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
Quant Title : 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... 5.18 26.1 ng 567645 1 8.08 435757 20.0
unknown7 .61 7.61 82.5 ng 1797460 1 8.08 435757 20.0
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