LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031563.D

Aca On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

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 G\METHODS\8270-BG121117.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

3.940 105 111 123 rVB 64632 100341 1.73% 0.396%
4.562 212 217 228 rVB 51246 86852 1.50% 0.343%
rBv 128093 216330 3.73% 0.854%
5.661 397 404 423 rBV 1059148 1858165 32.00% 7.338%
7.271 670 678 697 rBV 1055483 1918513 33.04% 7.577%
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7.635 732 740 755 rBV 1086789 1956826 33.70% 7.728%
8.099 812 819 827 rBV 218512 384360 6.62% 1.518%
8.423 866 874 885 rBV 871262 1578916 27.19% 6.236%
9.269 1010 1018 1033 rBvV 579677 1159295 19.97% 4_.578%
10.914 1291 1298 1308 rBV 253365 527096 9.08% 2.082%

=
QO ~NO®

11 13.346 1705 1712 1724 rBV 1911410 3092741 53.27% 12.214%
12 14.727 1940 1947 1960 rBV2 428920 768240 13.23% 3.034%
13 16.213 2193 2200 2217 rBV 1519987 2463178 42.42% 9.728%
14 17.471 2406 2414 2428 rBV2 652147 1112461 19.16% 4 _.393%
15 20.062 2849 2855 2869 rBV 4319300 5806011 100.00% 22.930%

16 21.460 3087 3093 3098 rBV2 28461 60034 1.03% 0.237%
17 21.736 3133 3140 3154 rBV2 818948 1506946 25.95% 5.951%
18 25.027 3688 3700 3716 rBV3 208665 724656 12.48% 2.862%

Sum of corrected areas: 25320961
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\
Data File : BG031563.D

Aca On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG121117.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: BG031563.D

4000000

3000000

2000000

5.66 7.27 7.64
1000000 8.42

10.91
3.94 4% ﬂﬂ 810

Time--> 350 4.00 450 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG031563.D

20.06
4000000

3000000

20000007 13.35
16.21

1000000 21.74

17.47
14.73
A 21.46

O L L o o o e L o B L B L

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031563.D

4000000

3000000

2000000

1000000

25.03

O e e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031563.D

Aca On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.94 5.22 ng 100341 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 46
3 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 9
5 2-Vinylethyl acetate 114 C6H1002 001576-84-7 9

Abundance Scan 111 (3.940 min): BG031563.D (-105) (-) m/z 43.00 100.00%
43.0
5000 A\
R e ABARREREE
55.0 830 454 3.60 3.80 4.00 4.20
Ol et S e e e e ey || M7z 83.00 9,910
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000
3.60 3.80 4.00 4.20
m/z 39.00 8.75%
Sz 550 50 o0 980
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
3.60 3.80 4.00 4.20
5000 m/z 55.00 6.88%
55.0
27.0 710 830 980
e A R R RS N AR IR RS RAARE LSS SRR SRS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #47485: 2-Heptanone, 7,7-dichloro-
43.0 3.60 3.80 4.00 4.20
m/z 41.10 5.02%
58.0
5000
0 m 710 830 103.0 131.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031563.D

Aca On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4._.56 4.52 ng 86852 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 217 (4.562 min): BG031563.D (-212) (-) m/z 83.00 100.00%
55.1 83.0
5000
43.0 98.0
s e e
420 440 460 4.80
Obrrrprrrrererprrether bl S8 2486 h/7 B5.10  87.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3242: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 S AL I L
29.0 98.0 4.'20 4.210 4.|60 4.50 '
m/z 43.00 38.35%
0 “'I}ﬁﬂ"HI“'HH'“HAl'sz?'“'P"W'“'P"W'“'I“'W"“I“"P'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
83.0
55.0 R S UL L
410 420 4.40 4.60 4.80
5000 : m/z 39.00 32.73%
27.0 98.0
15.0 67.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3395: 2-Pentene, 3,4-dimethyl-, (2)-
55.0 83.0 420 4.40 4.60 4.80
m/z 98.00 32.46%
5000 41.0
98.0
27.0 69.0
0'”&?%'Jh”'“i”lmLP'JV”'PLW'”W”'W””I””P'”P”'P”' RS S UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031563.D

Aca On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 11.26 ng 216330 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 2-Pentanone 86 C5H100 000107-87-9 9
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 9

Abundance Scan 320 (5.168 min): BG031563.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I SARRE NN SRR AR
| 83.0 1351 480 500 520 5.40 5.60
O el e e m/z 59.00 59.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A I L I I
59.0 480 500 520 540 5.60
m/z 101.00 20.77%
. 31‘.0 B | 83.0 101.0
AR N RIS IR UL IR LR AE LA LA RAREE SRASE RSN RS BRRRE BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.48%
101.0
150 310 %80 690 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0 480 500 520 5.40 5.60
m/z 41.00 9.16%
41.0
5000
86.0
0 ‘\ NN ZQO ‘ 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031563.D

Aca On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 4 unknown7.64 Concentration Rank 1

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

7.64 101.82 ng 1956830 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N 1000379-01-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 741 (7.641 min): BG031563.D (-732) (-) m/z 132.00 100.00%
13p.0
5000 68.1 /\_
96.0 N SN L L S
40.1 7.40 7.60 7.80 8.00
0 413.0 215.2 m/z 68.10 37.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A
7.40 7.60 7.80 8.00
33 105.0 m/z 134.00 31.82%
s |
B e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 23.55%
105.0
o 51.0 770 165.0 208.0
m/z--> ﬁo Jo éo éo 160 150 1&0 1&0 180 260 250
Abundance #14491: 5-Aminoindole . M
132.0 'Mo7m mosm

m/z 69.10 15.35%

5000
104.0
66.0
270440 " 870 | \
S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121417\
Data File : BG031563.D

Acq On : 14 Dec 2017 17:56

Operator : SJ/JU

Sample : PB105021BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
4-Penten-2-one, 4... 3.94 5.2 ng 100341 1 8.10 384360 20.0
3-Penten-2-one, 4... 4.56 4.5 ng 86852 1 8.10 384360 20.0
2-Pentanone, 4-hy... 5.17 11.3 ng 216330 1 8.10 384360 20.0
unknown? .64 7.64 101.8 ng 1956830 1 8.10 384360 20.0
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