LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043228.D

Aca On : 15 Oct 2019 21:05

Operator :© JU

Sample : K5339-01 2X

Misc :

ALS Vial : 16 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 G\METHODS\8270-BG092519 .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

3.155 4 11 20 rBv2 78956 185227 1.27% 0.748%
5.635 426 433 452 rBvV 277002 520256 3.57% 2.102%
rBv 284457 602581 4._.13% 2.435%
7.591 757 766 777 rBV 303496 584503 4.01% 2.362%
8.050 835 844 854 rBV 198843 369453 2.53% 1.493%
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8.379 891 900 908 rBvV 236194 444474 3.05% 1.796%
9.213 1035 1042 1051 rBV 164016 324494 2.23% 1.311%
10.858 1311 1322 1338 rBVY 253686 529425 3.63% 2.139%
13.296 1728 1737 1747 rBV 473208 823160 5.64% 3.326%
14.677 1963 1972 1980 rBV2 443599 754089 5.17% 3.047%

=
QO ~NO®

11 16.164 2218 2225 2236 rBV 435080 768757 5.27% 3.106%
12 17.421 2432 2439 2453 rBvV2 525113 924617 6.34% 3.736%
13 20.030 2878 2883 2890 rBV 904339 1211567 8.31% 4 _895%
14 21.692 3161 3166 3173 rVB2 545091 938005 6.43% 3.790%
15 21.951 3198 3210 3234 rVB3 2667828 14583317 100.00% 58.924%

16 24.918 3707 3715 3731 rVvB2 377338 1185613 8.13% 4_790%

Sum of corrected areas: 24749538
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043228.D

Aca On : 15 Oct 2019 21:05

Operator :© JU

Sample : K5339-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG043228.D

2500000
2000000
1500000
1000000

500000

5.63 7.22 7.59 10.86

8.05 8.38
16 9.21

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043228.D

21)95

2500000
2000000

1500000

20.03
1000000 21

17.42

500000 13[0 1‘](38 1] 16 Jl
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Time--> 13.00 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: BG043228.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043228.D

Aca On : 15 Oct 2019 21:05

Operator :© JU

Sample : K5339-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.16 10.03 ng 185227 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
3 1-Hexene 84 C6H12 000592-41-6 50
4 Cvclobutane 56 C4H8 000287-23-0 43
5 2-Butene, (2)- 56 C4H8 000590-18-1 43

Abundance Scan 12 (3.161 min): BG043228.D (-4) (-) m/z 56.10 100.00%
56
84
41
5000
69
3.20 3.30 3.40 3.50 3.60
Ol b 92 124 189 207 Tz 84,05 70.05%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1456: Cyclohexane
56
41 84
5000 A R LA R AR R
27 3.20 3.30 3.40 3.50 3.60
69 m/z 41.05 62 .46%
15
0 R S AL I B B B B
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1487: 1-Pentene, 2-methyl-
56
41
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 45_44%
27 69 g4
15 ‘ Il
0'|""'|"l"‘“'”"|""|""|""|""|"" [rrrrprTrr T
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1453: 1-Hexene lll||lll|llll|llll|llll|lll
421 s 3.20 3.30 3.40 3.50 3.60
27 m/z 39.05 31.99%
5000
84
69
15
0 'ﬁ"hlﬂ'“l'ﬂml'”'l"”I"”I"”I"""'W""P"'
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043228.D

Aca On : 15 Oct 2019 21:05

Operator :© JU

Sample : K5339-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.59 Concentration Rank 2

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

7.59 31.64 ng 584503 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 766 (7.591 min): BG043228.D (-757) (-) m/z 132.00 100.00%
132 ”
5000 68
‘ 75 96103 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,...:,".'.‘.‘.7," Sl 87w MLl Tm/z 68.10  42.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
7.20 7.40 7.60 7.80 8.00
m/z 134.10 34 .05%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
720 740 7.60 7.80 8.00
5000 m/z 66.10 29.71%
69
57
‘ ‘ 6 g9 103
0 III””II”III”IHM\II\I\I\I\I‘hlwlwllII”\Illll”‘I“I\IIIH\HII:I'I:I'ISIIHHI R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17 .54%
5000
63 81
e B a5 e T e T 1 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043228.D

Aca On : 15 Oct 2019 21:05

Operator :© JU

Sample : K5339-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 2-Octyldodecyl butyrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.95 310.94 ng 14583300 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octvldodecvl butvrate 368 C24H4802 1000368-55-2 94
2 1-Eicosene 280 C20H40 003452-07-1 94
3 1-Dodecanol. 2-octvl-. acetate 340 C22H4402 074051-84-6 60
4 2-0Octvldodecvl isobutvrate 368 C24H4802 1000368-55-5 59
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 55
Abundance Scan 3210 (21.951 min): BG043228.D (-3198) (-) m/z 57.10 100.00%

5000

-

21.60 21.80 22.00 22.20

208325353379 419447

(o} m/z 43.10 63.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #195788: 2-Octyldodecyl butyrate
43 71
5000 97 e AL e o
21.60 21.80 22.00 22.20
m/z 71.10 56.97%
ob 196223252280 325351
it
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127767: 1-Eicosene
43
83
21.60 21.80 22.00 22.20
5000 » m/z 97.10 50.45%
139 280
J l | 167 209 252 {
O o B o B o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177145: 1-Dodecanol, 2-octyl-, acetate B e e e
43 21.60 21.80 22.00 22.20
m/z 83.10 50.30%
5000 83
l 111
139
167 280
0.‘.J,....,J.J.H*.‘..*1.9,6.2.2?.25?.£. - R U S W
m/z--> 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101519\
Data File : BG043228.D

Acq On : 15 Oct 2019 21:05

Operator : JU

Sample - K5339-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 3.16 10.0 ng 185227 1 8.05 369453 20.0
unknown? .59 7.59 31.6 ng 584503 1 8.05 369453 20.0
2-Octyldodecyl bu... 21.95 310.9 ng 14583300 5 21.69 938005 20.0
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