LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48654.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.635 384 391 402 rBVY 707618 1109028 65.14% 9.553%
2 7.245 656 665 676 rBV 698202 1195537 70.22% 10.298%
3 8.091 803 809 816 rVB 132841 228399 13.41% 1.967%
4 9.260 1000 1008 1017 rBV 449181 800440 47.01% 6.895%
5 10.917 1280 1290 1297 rBV 183748 325585 19.12%  2.805%
6 13.361 1699 1706 1713 rBV 1113270 1633351 95.93% 14.070%
7 14.184 1841 1846 1852 rBV2 30645 47474  2.79%  0.409%
8 14.742 1934 1941 1948 rBV 277567 434280 25.51% 3.741%
9 14.807 1948 1952 1959 rVB2 12655 20006 1.18% 0.172%
10 16.229 2188 2194 2209 rBV 648580 1058545 62.17% 9.118%
11 17.492 2402 2409 2413 rBV 239896 385197 22.62%  3.318%
12 17.533 2413 2416 2422 rW 90984 139073 8.17% 1.198%
13 17.621 2425 2431 2436 rVB2 21424 42226 2.48% 0.364%
14 18.373 2555 2559 2564 rBV2 86950 117024 6.87% 1.008%
15 18.567 2587 2592 2597 rBV2 20942 35551 2.09% 0.306%
16 19.548 2752 2759 2765 rBV 180533 267629 15.72% 2.305%
17 19.642 2770 2775 2778 rBV6 22048 28817 1.69% 0.248%
18 19.695 2781 2784 2787 rBV 14011 18446 1.08% 0.159%
19 19.871 2809 2814 2816 rBV3 22268 29582 1.74% 0.255%

1.

20 19.907 2816 2820 2829 rVB 138674 204100 11.99%

21 20.106 2847 2854 2859 rBV 1262409 1702635 100.00% 14.666%
22 20.394 2896 2903 2909 rVB 31987 61904  3.64%
23 20.500 2916 2921 2925 rBV 24406 35269 2.07%
24 21.405 3071 3075 3086 rBv4 90880 179667 10.55%

G =
w
()
2
3R

25 21.787 3131 3140 3145 rBvV2 285534 586714 34.46% 0547%
26 21.834 3146 3148 3157 rVB 56321 84005 4.93% 0.724%
27 21.975 3167 3172 3180 rBV 15650 36547 2.15% ©.315%
28 22.609 3275 3280 3287 rBV 10627 21907 1.29% ©0.189%
29 24.066 3519 3528 3534 rBV2 48170 139045 8.17%  1.198%
30 24.807 3649 3654 3655 rBV5 21408 32257 1.89% 0.278%
31 24.965 3672 3681 3689 rBV2 41380 116222 6.83% 1.001%
32 25.124 3698 3708 3717 rBV2 151556 441615 25.94%  3.804%
33 28.943 4348 4358 4362 rBV6 18218 51038 3.00% 0.440%

Sum of corrected areas: 11609115
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048654.D\data.ms
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Abundance TIC: BG048654.D\data.ms
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Abundance TIC: BG048654.D\data.ms

1200000

1000000
800000
600000
400000
200000 25.124

24.066 542409 28.943

O‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

8270-BGO33021.M Mon Apr 12 08:19:31 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Diphenylacetylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.621 2.19 ng 42226  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenylacetylene 178 C14H1e 000501-65-5 74
2 2-Cyclopropen-1-one, 2,3-diphenyl- 206 C15H100 000886-38-4 72
3 9H-Fluorene, 9-methylene- 178 C14H1e 004425-82-5 72
4 Anthracene 178 C14H10 000120-12-7 72
5 1,10b(2H)-Dihydropyrano[3,4,5-jk... 288 C15H120 1000217-20-8 72
Abundance Scan 2431 (17.621 min): BG048654.D\data.ms (-2425) (- m/z 178.05 100.00%
178.1
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1750  18.00
741 126.1 2228 330.5 : :
0‘3%%M‘Wvﬁuwu“w“‘u‘ R m/z 176.00  29.35%
miz--> 50 100 150 200 250 300
Abundance #44147: Diphenylacetylene
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5000 — }\ ——
17.50 18.00
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5.0 7901260, |
O\\\‘\\‘\\‘\\\‘\‘\\‘!\‘\\\\‘\\\\’\\\\
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Abundance #66195: 2-Cyclopropen-1-one, 2,3-diphenyl-
178.0 h
e i
17.50 18.00
5000 m/z 177.20 10.62%
028"0 89.0 1260 | |
e
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Abundance #44151: 9H-Fluorene, 9-methylene- by TAA“WA‘Wﬁ }
178.0 17.50 18.00
m/z 151.00 10.14%
5000
76.0
ooy | e (M
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.373 6.08 ng 117024  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 Dodecanoic acid 200 C12H2402 000143-07-7 46

Abundance Scan 2559 (18.373 min): BG048654.D\data.ms (-2555) (-  m/z 72.95 100.00%

73.0
5000 1291 1920

18.00 18.50

0 m/z 60.00 82.74%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.Q
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‘ 213.0
O' “H ”h‘“‘ 1‘““\“} \‘ ‘ ‘\ T \‘\ \?5“? \()\ T ‘ L ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid

73.0

18.00 18.50
5000 129.0 m/z 43.05 79.93%
29.
‘ m ‘ 214.0
oL \huu\
m/z--> 5 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
73.0 18.00 18.50

m/z 41.05 70.47%

5000 129.0
29.
‘ H‘ 199.0
243.0
ol LA o0

m/z--> 5 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 11H-Benzo[b]fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.394 2.11 ng 61904 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 74
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 68
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
Abundance Scan 2903 (20.394 min): BG048654.D\data.ms (-2896) (-  m/z 216.05 100.00%
216.1
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BWIFATLVIW
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ob— {“1‘H'\”‘“\H\”““H‘ wal il i Wl rim m/z 215.00 91.30%
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syl AL P dh
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e
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ol 830 | 1630, |
— —h —
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 13-Tetradecen-1-o0l acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.405 6.12 ng 179667 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 93
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87

Abundance Scan 3075 (21.405 min): BG048654.D\data.ms (-3071) (-  m/z 57.10 100.00%
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A
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Abundance #105686: 13-Tetradecen-1-ol acetate
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Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
, —
21.50
m/z 55.10 75.85%
5000 1110 /
169.0
NEEEL RN RN Y OO
miz--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 —
57.0 21.50
m/z 83.10 72.74%
111.0
5000
oL LLALLL e 40,2100 26403080
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040921\
Data File : BGO48654.D

Acqg On : 9 Apr 2021 21:04
Operator : CG/JU

Sample : M1967-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Diphenylacetylene 17.621 2.2 ng 42226 4 17.498 385197 20.0
n-Hexadecanoic ... 18.373 6.1 ng 117024 4 17.498 385197 20.0
11H-Benzo[b]flu... 20.394 2.1 ng 61904 5 21.787 586714 20.0
13-Tetradecen-1... 21.405 6.1 ng 179667 5 21.787 586714 20.0
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