LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111247.D

Aca On : 10 Dec 2018 17:34

Operator : Ju/SJ

Sample : PB115276BL

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120818.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 2.152 7 11 18 rVB 334888 464640 3.75% 0.439%
2 5.028 493 500 506 rBV 478940 641951 5.18% 0.606%
3 5.422 562 567 571 rBVY 10293228 11217482 90.54% 10.590%
4 6.428 732 738 741 rBVY 10168203 11542572 93.17% 10.897%
5 6.569 757 762 765 rBVY 11391728 11319302 91.36% 10.686%
6 6.798 797 801 810 rBVY 3845298 3130028 25.26% 2.955%
7 6.957 823 828 831 rBVY 9153705 8781585 70.88% 8.290%
8 7.357 890 896 899 rBVY 7089952 7518278 60.68% 7.098%
9 8.081 1013 1019 1022 rBV 4053590 4017117 32.42% 3.792%
10 9.157 1196 1202 1206 rBV 11546672 12389261 100.00% 11.696%
11 9.833 1311 1317 1321 rBV2 4942125 4517600 36.46% 4 .265%
12 10.622 1444 1451 1454 rBVY 7484299 7197681 58.10% 6.795%
13 11.316 1563 1569 1573 rBV 5244041 4486874 36.22% 4.236%
14 12.910 1834 1840 1843 rBVY 10142185 10317678 83.28% 9.740%
15 13.957 2012 2018 2021 rBV 4371298 4055533 32.73% 3.829%
16 15.098 2208 2212 2220 rVB 149190 170801 1.38% 0.161%
17 15.410 2260 2265 2271 rBVY 2521235 3140209 25.35% 2.965%
18 15.468 2271 2275 2281 rVB 186336 236128 1.91% 0.223%
19 15.898 2343 2348 2356 rBvV 169629 245183 1.98% 0.231%
20 16.392 2426 2432 2441 rVB 134855 230372 1.86% 0.217%
21 16.974 2524 2531 2537 rBV3 84831 176227 1.42% 0.166%
22 17.651 2640 2646 2653 rBV5 41588 130262 1.05% 0.123%

Sum of corrected areas: 105926764
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\

BF111247.D

10 Dec 2018 17:34

JussJ

PB115276BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111247.D

Aca On : 10 Dec 2018 17:34

Operator : JU/SJ

Sample : PB115276BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.15 2.97 ng 464640 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 Butanoic acid. 2-hvdroxyv-2-methyvy... 132 C6H1203 032793-34-3 32
4 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 11 (2.152 min): BF111247.D (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0
‘ e 220 2.30 2.40 250 2.60
Ol ki 852 Ly L2069 Thsz 43.05  40.77%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A R R U U U
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 29.89%
29.0
G L U R S S UL I UL A B
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4398: Silane, ethyltrimethyl-
73.0
220 2.30 2.40 250 2.60
5000 59.0 m/z 87.05 22.17%
87.0
43.0
29.0 [ Il 102.0
o L A I IS S S I I WL S B
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester R e  RARmE L
73.0 2.20 2.30 2.40 2.50 2.60
43.0 m/z 41.00 13.21%
5000 55.0
31.0
o R . 830 1030 1170
m/z--> 20 30 40 50 6|0 7'0 80 90 1(')0 110 120 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111247.D

Aca On : 10 Dec 2018 17:34

Operator : JU/SJ

Sample : PB115276BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 4.10 ng 641951 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF111247.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.1 | 460 4.80 5.00 5.20 5.40
T e e L e m/z 59.10 53.55%
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 SR S R
460 4.80 5.00 5.20 5.40
59.0 m/z 101.10 17.26%
270 700 83.0 101.0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
460 480 500 520 540
5000 m/z 58.10 16.35%
41.0
29.0 101.0
O'W'”MM”JJ“'P“MV'”?%Q'ﬁqp'“ﬂt”'P“'P'”l“”l”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.48%
5000 41.0
o T O 2 1260 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121018\
Data File : BF111247.D

Aca On : 10 Dec 2018 17:34

Operator : JU/SJ

Sample : PB115276BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 3 unknown6.57 Concentration Rank 1

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

6.57 72.33 ng 11319300 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 762 (6.569 min): BF111247.D (-757) (-) m/z 132.10 100.00%
132.1
5000 68.1
00 sio || % $50 om0 650 6By 700
Obrrprrrrrrrrr ek e i 2 bbb || M/Z 68.10 44 .68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 " T e eh sk 7
4o a0 m/z 134.00  34.73%
‘ 79.0 :
0'w'“w'”w'“'J”'w“'WL!vaﬁ“'vi'v“'VH”v“'l“'w“
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
690 - 520 640 660 680 7b0
5000 ' m/z 66.05 29.51%
31.0 51.0
0'w'“w'”w'“WVH'M“'v“lVH'v“'VH'P“'V“'P“'V“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R B e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.85%
5000
104.0
ol 140 270 300 51O 00770 590 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121018\
Data File : BF111247.D

Acq On : 10 Dec 2018 17:34

Operator : JU/SJ

Sample : PB115276BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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]
Butane, 2-methoxy... 2.15 3.0 ng 464640 1 6.80 3130030 20.0
2-Pentanone, 4-hy... 5.03 4.1 ng 641951 1 6.80 3130030 20.0
unknown6 .57 6.57 72.3 ng 11319300 1 6.80 3130030 20.0
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