LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094219.D

Aca On : 6 Apr 2017 11:02

Operator : SJ/MA

Sample : PB98067BL

Misc :

ALS Vial : 3 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-BF032217.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

3.463 264 268 277 rVB 757036 728195 14.19% 1.693%
4.004 354 360 370 rvB 1500057 2194113 42.75% 5.100%
rBV 4024526 4202972 81.89% 9.769%
4.781 488 492 497 rVB 103545 89628 1.75% 0.208%
5.463 601 608 611 rBVY 3629881 4188943 81.62% 9.736%
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5.598 626 631 635 rBVY 3943481 4358958 84.93% 10.132%
5.851 670 674 678 rBV 1149135 1001126 19.51% 2.327%
6.034 699 705 708 rBV 3201926 3447025 67.16% 8.012%
6.498 778 784 788 rBV 2252112 2811754 54.78% 6.535%
7.351 923 929 933 rBV 1323345 1374040 26.77% 3.194%

=
QO ~NO®

11 8.681 1147 1155 1158 rBV 4136361 5132523 100.00% 11.930%
12 9.492 1286 1293 1297 rBV2 1462600 1507789 29.38% 3.505%
13 10.469 1451 1459 1462 rBV 2446532 2918481 56.86% 6.783%
14 11.316 1596 1603 1607 rVB 1452607 1521398 29.64% 3.536%
15 13.298 1930 1940 1943 rBV2 4015706 5023230 97.87% 11.676%

16 14.563 2150 2155 2159 rBV 1409493 1447012 28.19% 3.363%
17 16.192 2427 2432 2441 rVB 894458 1076079 20.97% 2.501%

Sum of corrected areas: 43023266
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040617\

BF094219.D

6 Apr 2017 11:02

SJ/MA

PB98067BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094219.D

Aca On : 6 Apr 2017 11:02

Operator : SJ/MA

Sample - PB98067BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.46 14.55 ng 728195 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 267 (3.457 min): BF094219.D (-264) (-) m/z 83.10 100.00%
55.0 83.1
5000 43.0 8.1
‘ L e 320 340 360 3.80
e I B B B T e T m/z 55.05 94 .81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L R AL R R
20,0 43.0 98.0 320 340 3.60 3.80
’ m/z 43.00 40.41%
“\ \‘\\\ Il ‘ | 67.0 75.0 | L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 RS S R R
43.0 3.20 3.40 3.60 3.80
5000 m/z 98.10 35.00%
29.0
98.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- L RN EaEEE TEE
55.0 83.0 3.20 3.40 3.60 3.80
m/z 39.10 28.28%
41.0
5000 270 98.0
1?0 ‘ ‘ 6%0
n il i ‘\ | L il A
m/z--> 10 20 30 40 50 60 70 8 90 100 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094219.D

Aca On : 6 Apr 2017 11:02

Operator : SJ/MA

Sample - PB98067BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.00 43.83 ng 2194110 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9

Abundance Scan 359 (3.998 min): BF094219.D (-354) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 350 350 400 420 440
...,....,....,....',':...,..:!,..??,9...?.3.1..,...:,|....,. m/z 59.10 59.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R NS UL I
59.0 360 3.80 4.00 420 4.40
0
150 a0 1010 m/z 101.10 20.80%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 360 3.80 4.00 4.20 4.40
5000 m/z 58.10 15.09%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e e
59.0 3.60 3.80 4.00 4.20 4.40
m/z 41.05 9.22%
5000
41.0
RN |""”|“' "“*‘”'§q'9“l* T 7?3q '|'§q'9|' "'I""' N AR NRABSRAAERARSE R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 360 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094219.D

Aca On : 6 Apr 2017 11:02

Operator : SJ/MA

Sample - PB98067BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3 unknown5.60 Concentration Rank 1

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

5.60 87.08 ng 4358960 1,4-Dichlorobenzene-d4 5.85
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 631 (5.598 min): BF094219.D (-626) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 510 |1 g0 i 550 50 560 5B0 6bo
R T | W - D N[ £ S | N m/z 68.05 40.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 RS SN LR
5.20 5.40 560 5.80 6.00
310 510 ‘ m/z 134.00 33.07%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580 6.00
5000 67.0 m/z 66.10 24.66%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R Aaa b
132.0 5.20 5.40 560 5.80 6.00
m/z 69.05 15.95%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
Data File : BF094219.D

Acq On : 6 Apr 2017 11:02

Operator : SJ/MA

Sample - PB98067BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 3.46 14.6 ng 728195 1 5.85 1001130 20.0
2-Pentanone, 4-hy... 4.00 43.8 ng 2194110 1 5.85 1001130 20.0
unknown5 .60 5.60 87.1 ng 4358960 1 5.85 1001130 20.0
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