LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097636.D

Aca On : 12 Aug 2017 15:57

Operator : SJ/JU

Sample : PB101388BL

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF081117.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 4.746 516 520 537 rBV 110673 284704 13.28% 1.547%
2 5.428 632 636 668 rBV 636305 1507410 70.29% 8.193%
3 7.051 909 912 926 rBV 712892 1430249 66.69% 7.774%
4 7.157 926 930 946 rVB 978948 1665599 77.67% 9.053%
5 7.498 984 988 1011 rVB 463921 673334 31.40% 3.660%

7.734 1024 1028 1050 rBV 1154107 1625569 75.80% 8.836%
8.404 1138 1142 1170 rBV 687130 1154348 53.83% 6.274%
9.528 1329 1333 1345 rBvV 644088 909786 42.42% 4.945%
1504884 2144585 100.00% 11.657%
12.351 1807 1813 1830 rBV2 715910 1058997 49.38% 5.756%
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11 13.639 2028 2032 2051 rBV 546273 870142 40.57% 4_.730%
12 14.745 2215 2220 2238 rBV2 757806 1047061 48.82% 5.691%
13 17.104 2615 2621 2625 rBV2 1674146 2029641 94.64% 11.032%
14 18.445 2844 2849 2860 rBV 806348 990582 46.19% 5.384%

15 19.874 3088 3092 3098 rBvV2 22220 29617 1.38% 0.161%
16 20.109 3128 3132 3145 rBvV 599534 750092 34.98% 4_077%
17 20.215 3145 3150 3154 rvB2 33154 43968 2.05% 0.239%
18 20.562 3205 3209 3216 rVB 41397 59267 2.76% 0.322%
19 20.956 3272 3276 3281 rVB2 34284 50235 2.34% 0.273%
20 21.403 3346 3352 3357 rBV2 25220 40571 1.89% 0.221%
21 21.927 3439 3441 3450 rVB5 16769 32137 1.50% 0.175%
Sum of corrected areas: 18397894
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097636.D

Aca On : 12 Aug 2017 15:57

Operator : SJ/JU

Sample : PB101388BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081117.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: BF097636.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097636.D

Aca On : 12 Aug 2017 15:57

Operator : SJ/JU

Sample : PB101388BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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.

4.75 8.46 ng 284704 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Butanoic acid, 4-amino-3-hydroxy... 119 C4H9NO3 000924-49-2 9

Abundance Scan 521 (4.751 min): BF097636.D (-516) (-) m/z 42.95 100.00%

43.0
59.0
5000

101.1 A ARARE SRS RARRENSRRE N
510 | 83.0 | 440 4.60 4.80 5.00
o) MRERSINERESUSSSSBNSSMRMBNY N 1 L7 | PO 1R WS m/z 59.00 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- /k
43.0
5000 59.0 IBARRANE NN SRERE

4.40 4.60 4.80 5.00
m/z 58.00 15.78%

31‘0 83.0 93010‘10
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Abundance
43.0

4.40 4.60 4.80 5.00

5000 57.0 m/z 101.10 15.30%
29.0
101.0
78.0

O BRI i o o o S  ILEA e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime

43.0 4.40 4.60 4.80 5.00

m/z 41.00 9.09%

5000
101.0
150 310 %80 690 86.0
Ol el e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097636.D

Aca On : 12 Aug 2017 15:57

Operator : SJ/JU

Sample : PB101388BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknown7.16 Concentration Rank 1

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

7.16 49_47 ng 1665600 1,4-Dichlorobenzene-d4 7.50
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 930 (7.157 min): BF097636.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.0 K
e
400 54, | 9.0 6.80 7.00 7.20 7.40
o..,....,....,...'.I'!...,!!..,::.-.|,..l:.,?‘?;9,....,.-:..,1.1.4.-.9,....,'...,.. m/z 68.05 43.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR N R I
6.80 7.00 7.20 7.40
2.0 510 m/z 134.00 32.67%
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5000 m/z 66.00 27 .36%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.80 7.00 7.20 7.40
m/z 69.05 16.02%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
Data File : BF097636.D

Acq On : 12 Aug 2017 15:57

Operator : SJ/JU

Sample : PB101388BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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... 4.75 8.5 ng 284704 1 7.50 673334 20.0
unknown7 .16 7.16 49.5 ng 1665600 1 7.50 673334 20.0
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