LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111617\
Data File : BF100620.D

Aca On : 16 Nov 2017 10:24

Operator : SJ/JU

Sample : PB104249BL

Misc :

ALS Vial : 4 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-BF110817.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 5.116 511 515 524 rBV 323957 444082 14.96% 1.852%
2 5.510 576 582 585 rBVY 2290976 2407453 81.08% 10.039%
3 6.510 746 752 755 rBVY 2213359 2384548 80.31% 9.944%
4 6.651 771 776 779 rBV 2522427 2444608 82.34% 10.194%
5 6.881 811 815 821 rBV 811884 652618 21.98% 2.721%

7.039 834 842 845 rBV 2139584 1990258 67.03% 8.300%
7.281 878 883 886 rBv2 33843 32241 1.09% 0.134%
1503687 1576846 53.11% 6.576%
8.163 1028 1033 1036 rBvV 952591 873966 29.44% 3.645%
9.239 1210 1216 1219 rBV 2857239 2920549 98.37% 12.179%%
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11 9.916 1326 1331 1335 rBV2 1080172 981125 33.04% 4.091%
12 10.457 1420 1423 1427 rBV3 31451 36274 1.22% 0.151%
13 10.704 1460 1465 1468 rBV 1707383 1577996 53.15% 6.580%
14 11.404 1579 1584 1587 rBV 1132212 1050196 35.37% 4_379%
15 12.698 1798 1804 1808 rBV2 17476 30590 1.03% 0.128%

16 12.986 1848 1853 1856 rBV 2888600 2969091 100.00% 12.381%
17 13.510 1936 1942 1946 rBvV4 25875 44715 1.51% 0.186%

18 14.039 2028 2032 2035 rBV 982434 906327 30.53% 3.779%
19 15.510 2276 2282 2290 rVB 528802 656827 22.12% 2.739%

Sum of corrected areas: 23980310
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111617\
Data File : BF100620.D

Aca On : 16 Nov 2017 10:24

Operator : SJ/JU

Sample : PB104249BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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: BF100620.D

2500000 6.65
5.51

6.51 7.04
2000000

1500000 745

1000000
6.88

500000 512

it

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100620.D

2500000

2000000
10.70

1500000

9.92 11.40
1000000 8.16

500000

10.46 { 12.70 13.51

L

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100620.D

2500000

2000000

1500000

1000000 14.04

15.51
500000

——————————

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111617\
Data File : BF100620.D

Aca On : 16 Nov 2017 10:24

Operator : SJ/JU

Sample : PB104249BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.12 13.61 ng 444082 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 516 (5.122 min): BF100620.D (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
10 480 5.00 520 540
83.0 : - : :
0..,....,....','....,..:!,....7,1.9..,....,...:,|....,....,....,....,...., m/z 59.00 56.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR U LR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 18.62%
27.0
0"I”"I“"I'”'I'“'I'“qu"??q'I”"I'”'I'“'I'“'I"”I"“I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 310 430 73.0 m/z 58.00 14 .35%
0 84.0 1010
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59.0 480 500 5.20 5.40
m/z 41.00 9.29%
5000 41.0
0 A A =X 1260 1420 ) .
mz-> % 30 4b 80 60 10 80 9 100 10 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111617\
Data File : BF100620.D

Aca On : 16 Nov 2017 10:24

Operator : SJ/JU

Sample : PB104249BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 74.92 ng 2444610 1,4-Dichlorobenzene-d4 6.88
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF100620.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP AARBE SRR R
401 540 | 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'..:,:!..,::.-.|,..'..,?‘.‘3;9,...'.,.197.-9....,....,~'...,... m/z 68.10 39.73%
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 N
5000 IR IS R R L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.19%
0 L1 H ey . !
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.82%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.69%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF110817.M Fri Nov 17 12:23:28 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111617\
Data File : BF100620.D

Acq On : 16 Nov 2017 10:24

Operator : SJ/JU

Sample : PB104249BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.12 13.6 ng 444082 1 6.88 652618 20.0
unknown6 .65 6.65 74.9 ng 2444610 1 6.88 652618 20.0
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