LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081020\

Data File : BG046210.D

Aca On : 10 Aug 2020 17:23 Instrument :
Operator : CG/JU BNA_G

Sample - L3614-01 ClientSampleld :

Misc - 0495-MODIFIED-ELUTRIATE
ALS Vial : 7 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-BG073020.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 3.155 7 11 29 rvB 780572 1228204 19.54% 5.160%
2 5.534 409 416 425 rBV 453677 712494 11.34% 2.994%
3 7.115 677 685 693 rBV 344156 587163 9.34% 2.467%
4 7.949 821 827 837 rBV 256414 427982 6.81% 1.798%
5 9.101 1014 1023 1034 rBV 621867 1096006 17.44% 4 .605%

10.746 1293 1303 1313 rBV 345984 609854 9.70% 2.562%
13.202 1714 1721 1731 rBV 1795019 2807594 44.67% 11.796%
14.024 1855 1861 1868 rBVY 115145 173938 2.77% 0.731%
14.577 1948 1955 1963 rBVY 575206 890831 14.17% 3.743%
16.063 2200 2208 2221 rBVY 1567899 2481904 39.49% 10.428%

=
QO ~NO®

11 17.315 2415 2421 2431 rBV 782954 1212897 19.30% 5.096%
12 17.996 2532 2537 2548 rBV 132641 229521 3.65% 0.964%
13 18.220 2570 2575 2584 rBV 253591 389028 6.19% 1.635%
14 19.489 2787 2791 2805 rBV3 87282 154861 2.46% 0.651%
15 19.935 2860 2867 2879 rBV 4565308 6285041 100.00% 26.407%

16 21.234 3083 3088 3095 rBvV2 358749 567025 9.02% 2.382%

17 21.304 3097 3100 3108 rvVvB2 36780 79855 1.27% 0.336%
18 21.563 3137 3144 3152 rBV 1124266 1825171 29.04% 7.669%
19 22.385 3279 3284 3290 rVB5 40023 80339 1.28% 0.338%
20 23.225 3424 3427 3436 rVB3 48980 87466 1.39% 0.367%

21 24.671 3663 3673 3682 rBV2 680899 1873424 29.81% 7.871%

Sum of corrected areas: 23800598
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081020\

Data Path :

Data File : BG046210.D

Aca On - 10 Aug 2020 17:23
Operator : CG/JU

Sample - L3614-01

Misc :

ALS Vial =: 7

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

0495-MODIFIED-ELUTRIATE

Abundance

4000000

3000000

2000000

1000000

TIC: BG046210.D

5.53
7.11 7.95

9.10

10.75

0
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 8.50 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

4000000

3000000

2000000

1000000

13.20

14.02

A
T

14.58

TIC: BG046210.D

16.06

17.31

22
1%&%L

1994

21.56

21.23

19.49 J %\41.30 22.39

05
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

4000000

3000000

2000000

1000000

23.23

24.67

TIC: BG046210.D

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\BG081020\

Data File : BG046210.D

Aca On : 10 Aug 2020 17:23

Operator : CG/JU

Sample : L3614-01 :

Misc : 0495-MODIFIED-ELUTRIATE
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 1

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

3.15 57.40 ng 1228200 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 10 (3.149 min): BG046210.D (-7) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 007 3.20 3.30 3.40 3.50 3.60
Ol b bt e e e 224 m/z 43.10  37.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 9 3.20 3.30 3.40 3.50 3.60
87 m/z 55.10 25.94%
0-.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1??---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 23.86%
29
0 97 112 129
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.39%
5000 \\/\\\‘
45
o \\ ‘\ » 101
m/z--> 20 4'0 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\HPCHEMI1\BNA G\DATA\BG081020\

Data File : BG046210.D

Aca On : 10 Aug 2020 17:23

Operator : CG/JU

Sample : L3614-01 :

Misc : 0495-MODIFIED-ELUTRIATE
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.00 3.78 ng 229521 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 60
3 3-Acetvilphenanthrene 220 C16H120 002039-76-1 50
4 9-Acetvilphenanthrene 220 C16H120 002039-77-2 47
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 45

Abundance Scan 2538 (18.002 min): BG046210.D (-2532) (-) m/z 205.10 100.00%

205

5000

%

161
115 133147 17.60 17.80 18.00 18.20 18.40

276
0 m/z 57.10 75.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LA L L L L L L L L L
175 17.60 17.80 18.00 18.20 18.40
91 189 m/z 217.20 71.09%
0 "'|""|"‘M‘ .“.‘.H”‘ ‘\\m U‘\MH\ H\H\ \Hh \H\ h H H - 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 205
T e
17.60 17.80 18.00 18.20 18.40
5000 17 m/z 175.10 54.08%
163 220
91 121 149
77 105 135
29 | 57 191
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77652: 3-Acetylphenanthrene
205 17.60 17.80 18.00 18.20 18.40
177 m/z 177.10 40.95%
220
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081020\

Data File : BG046210.D

Aca On : 10 Aug 2020 17:23

Operator : CG/JU

Sample : L3614-01 :

Misc : 0495-MODIFIED-ELUTRIATE
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.22 6.41 ng 389028 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2575 (18.220 min): BG046210.D (-2570) (-) m/z 73.05 100.00%

143 99 227241 18.00 18.20 18.40 18.60

43 60 7B
5000 129
o7 213
115 157171185 256

0! m/z 60.05 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

18.00 18.20 18.40 18.60

m/z 43.10 85.67%
213
JH, 143157 171185 199
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 e o Bt
18.00 18.20 18.40 18.60
5000 129 m/z 57.05 80.30%
29
g 15 e 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T T T
43 60 78 18.00 18.20 18.40 18.60
m/z 55.10 69.41%
5000 129
29
199
143157171185 242
0 15

’ T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60

8270-BG073020.M Tue Aug 11 06:54:17 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081020\

Data File : BG046210.D

Aca On : 10 Aug 2020 17:23

Operator : CG/JU

Sample : L3614-01 :

Misc : 0495-MODIFIED-ELUTRIATE
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.23 6.21 ng 567025 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Cvclotetradecane 196 C14H28 000295-17-0 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3087 (21.228 min): BG046210.D (-3083) (-) m/z 57.05 100.00%

5000

-

21.00 21.20 21.40 21.60
m/z 55.10 97.37%

0 139 167191 204 252 280 327 356

m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-

83

:

5000 LA L L L L LB
21.00 21.20 21.40 21.60
29 111 m/z 83.05 95.27%
oL b | | | /13 167 106 223 252 280
T o S L
miz--> 50 100 150 200 250 300 350 400
Abundance
55 83
R e
21.00 21.20 21.40 21.60
5000 11 m/z 43.10 87.93%
29 139
0 167 196 224 252 280 308
T o S
miz--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 L
3 21.00 21.20 21.40 21.60
m/z 69.10 82.86%
5000

:

167 195 222 250 280 308 336
R R
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081020\

Data File : BG046210.D

Acq On : 10 Aug 2020 17:23

Operator : CG/JU

Sample - L3614-01 :

Misc : 0495-MODIFIED-ELUTRIATE
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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... 3.15 57.4 ng 1228200 1 7.95 427982 20.0
7,9-Di-tert-butyl... 18.00 3.8 ng 229521 4 17.31 1212900 20.0
n-Hexadecanoic acid 18.22 6.4 ng 389028 4 17.31 1212900 20.0
5-Eicosene, (E)- 21.23 6.2 ng 567025 5 21.56 1825170 20.0
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