LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036093.D

Aca On : 3 Aug 2018 14:19

Operator : JU/SJ

Sample : J4316-01

Misc :

ALS Vial : 6 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-BG071218 .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

5.136 306 314 325 rBV 126542 199681 5.54% 1.209%
5.606 386 394 410 rBV 748142 1251947 34.71% 7.581%
rBv 755074 1374132 38.09% 8.321%
7.556 719 726 742 rBV 773360 1332861 36.95% 8.071%
8.020 799 805 812 rBv2 117407 201336 5.58% 1.219%
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8.343 852 860 873 rvB 601622 1042763 28.91% 6.314%
9.183 995 1003 1019 rBV 452862 859129 23.82% 5.202%
10.828 1276 1283 1298 rBVY 120758 258325 7.16% 1.564%
13.266 1690 1698 1715 rBY 1330863 2201598 61.03% 13.332%
14.106 1836 1841 1851 rBV2 23550 52845 1.46% 0.320%

=
QO ~NO®

11 14.646 1926 1933 1943 rBV3 224638 395605 10.97% 2.396%
12 16.133 2180 2186 2202 rBV 953406 1696635 47.03% 10.274%
13 17.390 2395 2400 2408 rBV 296722 513223 14.23% 3.108%
14 19.998 2838 2844 2852 rVB 2748890 3607200 100.00% 21.843%
15 21.649 3119 3125 3138 rVB 366480 676237 18.75% 4_.095%

16 23.305 3401 3407 3414 rVB 102098 195915 5.43% 1.186%
17 24.844 3657 3669 3684 rBv2 201983 654733 18.15% 3.965%

Sum of corrected areas: 16514165
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080318\
Data File : BG036093.D

Aca On : 3 Aug 2018 14:19

Operator : JU/SJ

Sample : J4316-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036093.D

2500000

2000000

1500000

1000000
5.61 7.19 7.56
8.34

500000 9.18
5.14 8.02 10.83

O USSR SNBSS SNNSHSRNSUSNSSTESME L SUMS LN | SSED | SRS SR N A

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG036093.D

20.00

2500000
2000000
1500000 13.27

1000000 16.13

500000 17.39 21.65
14.65

14.11
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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: BG036093.D

2500000

2000000

1500000

1000000

500000

23.31 24.84
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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 : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036093.D

Aca On : 3 Aug 2018 14:19

Operator : JU/SJ

Sample : J4316-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.14 19.84 ng 199681 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 315 (5.142 min): BG036093.D (-306) (-) m/z 43.15 100.00%
43.1
5000
101.2
T AR
480 5.00 520 5.40
Obrrrprrer] ...|,....,'....-,....,.1.3.“.3,1....,....,.1.?“?,1.... e || m/z 59.15  68.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR RS LA I

480 5.00 520 5.40
m/z 101.15  28.70%

101.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
R R e e e ]
480 5.00 5.20 5.40
5000 m/z 58.15 17.40%
101.0
120 _l730
O et b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 480 5.00 5.20 5.40
m/z 41.15 O.77%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036093.D

Aca On : 3 Aug 2018 14:19

Operator : JU/SJ

Sample : J4316-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 132.40 ng 1332860 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.562 min): BG036093.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
96.2 LR LI IR L B
40.1 0513 2811 720 7.40 7.60 7.80
0 . : m/z 68.15 48.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AT
7.20 7.40 7.60 7.80
105.0 m/z 134.15 34._.75%
| | 70.0 |
0'”P'”Pﬁ'hlh'“W”'W”'I“”P'”'”"”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 740 7.60 7.80
5000 m/z 66.15 33.26%
0 15.0 3?0\\ 63”0 \\10\40 |
m/z--> ﬁo 40 60 86 100 120 140 160 180 200 220 240 260 280
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- . T

132.0 720 7.40 7.60 7.80
m/z 69.15 21.91%

5000
69.0
390 103.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036093.D

Aca On : 3 Aug 2018 14:19

Operator : JU/SJ

Sample : J4316-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2,6,10,14,18-Pentamethyl-2,_.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.31 5.98 ng 195915 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18-Pentamethyl-2.6.10.... 342 C25H42 075581-03-2 90
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
3 Saualene 410 C30H50 000111-02-4 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 3408 (23.311 min): BG036093.D (-3401) (-) m/z 69.15 100.00%
69.2
5000
00.2 1493 23.00 23.20 23.40 23.60
0 ..39.14,-'. g 2002 2734 AL “m/z 81.20 40.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69.0
5000
23.00 23.20 23.40 23.60
121.0 m/z 41.10 18.40%
o 29. 63.0 205.0 2430273.0 342.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.15 13.50%
137.0
29.0 bmyo ] 192.0 247.0 316.0
0.‘J.‘.1|J‘.J‘.i‘.‘l‘u.‘.u‘..‘l...Jl‘....‘....l.‘...l....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene e
69.0 23.00 23.20 23.40 23.60
m/z 68.25 10.87%
5000
137.0
0290, | 07.0 |~ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080318\
Data File : BG036093.D

Acq On : 3 Aug 2018 14:19

Operator : JU/SJ

Sample - J4316-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.14 19.8 ng 199681 1 8.02 201336 20.0
unknown? .56 7.56 132.4 ng 1332860 1 8.02 201336 20.0
2,6,10,14,18-Pent... 23.31 6.0 ng 195915 6 24.84 654733 20.0
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