LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090820\
Data File : BG046560.D

Aca On : 8 Sep 2020 16:35

Operator : CG/JU

Sample : L3919-11

Misc :

ALS Vial : 10 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-BG082520.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 3.124 3 6 20 rvB 404854 562428 11.13% 2.503%
2 5.515 405 413 426 rBVY 1018419 1616492 31.99% 7.193%
3 7.101 672 683 700 rBV 978214 1745705 34.54% 7.768%
4 7.930 817 824 832 rBV 210120 364235 7.21% 1.621%
5 9.082 1010 1020 1042 rBV 645801 1204544 23.84% 5.360%

10.727 1292 1300 1313 rBV 291503 541143 10.71% 2.408%
13.183 1710 1718 1739 rBV 1884582 3008070 59.52% 13.385%
14.011 1853 1859 1871 rBV 95615 166175 3.29% 0.739%
526047 854200 16.90% 3.801%
16.050 2199 2206 2225 rBV 1527217 2510939 49.69% 11.173%

=
QOO ~NO®
=
N
a1
)]
\l
=
O
N
)]
=
O
)]
N
=
(o]
)]
)]
=
os]
<
N

11 17.301 2412 2419 2432 rBV 740047 1154844 22 .85% 5.139%
12 19.916 2858 2864 2878 rBV 3687471 5053492 100.00% 22.487%
13 21.208 3080 3084 3095 rBvV 360808 571309 11.31% 2.542%
14 21.549 3135 3142 3157 rBV 797809 1324521 26.21% 5.894%

15 22.360 3273 3280 3290 rVB7 34656 94896 1.88% 0.422%
16 23.335 3442 3446 3454 rVB5 39159 78544 1.55% 0.349%
17 23.835 3527 3531 3543 rVB7 27873 70666 1.40% 0.314%
18 24.646 3659 3669 3685 rBV2 450286 1314352 26.01% 5.849%
19 25.768 3854 3860 3871 rVB4 29465 89744 1.78% 0.399%

20 25.885 3874 3880 3899 rVB5 36179 147007 2.91% 0.654%

Sum of corrected areas: 22473306
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046560.D

Aca On : 8 Sep 2020 16:35

Operator : CG/JU

Sample : L3919-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG046560.D
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2000000

1500000
1000000 5,52 7.10
9.08
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500000 793 10.73

Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG046560.D
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3000000
2500000

20000007 13.18

1500000 16,05

1000000 21.55

17.30
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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: BG046560.D
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3000000

2500000
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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\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046560.D

Aca On : 8 Sep 2020 16:35

Operator : CG/JU

Sample : L3919-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.12 30.88 ng 562428 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 5 (3.118 min): BG046560.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 /\\
55 87
36 o5 320 3.30 340 3.50
Obrrrprrrrrrrr oo by S b e e || M/z 43.10  37.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RSN NAREE RRARE AR
43 3.20 3.30 3.40 3.50
55 87 m/z 55.10 27.26%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RS SR U AR
3.20 3.30 3.40 3.50
5000 41 55 m/z 87.10 25.23%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- R R A RaaEs Ea
30 3.20 3.30 3.40 3.50
m/z 71.10 11.75%
5000 43 87 j\\\
15 72
0'“wj”w'Mh'“ﬁ'“?%fa'“J'“w'”w'“w'“w'“w'“w'“ UL SRR RN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046560.D

Aca On : 8 Sep 2020 16:35

Operator : CG/JU

Sample : L3919-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 8.63 ng 571309 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3084 (21.208 min): BG046560.D (-3080) (-) m/z 57.10 100.00%
97 83
5000 111
3 139 168 20.80 21.00 21.20 21.40 21.60
o L0, 1e8 196 224 252 281 385 hyz 55.10  90.87%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 ALV AR DALV
20,80 21.00 21.20 21.40 21.60
29 111 m/z 83.10 86.06%
o 1 L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 DN AR B B
20.80 21.00 21.20 21.40 21.60
5000 m/z 43.10 83.70%
29 111
o 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol REARE R LRSS S
55 83 20.80 21.00 21.20 21.40 21.60
m/z 97.05 81.74%
5000 111
29
0 \| L) P 167 106 23 206 294
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046560.D

Aca On : 8 Sep 2020 16:35

Operator : CG/JU

Sample : L3919-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

25.89 2.24 ng 147007 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 76
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 68
4 Cvcloundecane. (l1-methvlethvI)- 196 C14H28 062338-56-1 64
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 64

Abundance Scan 3881 (25.891 min): BG046560.D (-3874) (-) m/z 57.10 100.00%

57 g3

5000
4
139 167 101 221 o5 205 341 25.60 25.80 26.00 26.20
(o m/z 83.10 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58280: Cyclotetradecane
56

83

5000 LA L L L L L L L
25.60 25.80 26.00 26.20
m/z 43.05 79.39%
139 168 196
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 R R s e
97 25.60 25.80 26.00 26.20
5000 m/z 97.10 71.58%
125
26 153 196 224

(S L AN LAY RS SRS CARAN ARAN ARAS LARAS LAAAS EALAN LAY SARAN EARAD ARAS EARAS AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #227401: Heptadecy! heptafluorobutyrate B REEE T RS
25.60 25.80 26.00 26.20

m/z 55.10 54.92%

5000

139 169,50 210 238 opcog3

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090820\
Data File : BG046560.D

Acq On : 8 Sep 2020 16:35

Operator : CG/JU

Sample : L3919-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520.M
Quant Title : 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... 3.12 30.9 ng 562428 1 7.93 364235 20.0
5-Eicosene, (E)- 21.21 8.6 ng 571309 5 21.55 1324520 20.0
Cyclotetradecane 25.89 2.2 ng 147007 6 24.65 1314350 20.0
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