LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134626.D

Acqg On : 04 Aug 2023 11:43
Operator : CG\JU

Sample : 03756-01

Misc :

ALS vial : 7 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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134626.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 16 15 26 rvB2 59551 89664  2.42% 0.327%
2 5.034 497 501 505 rVB 44269 51599 1.39% 0.188%
3 5.422 562 567 571 rBV 3290939 3404129 91.84% 12.430%
4 6.428 732 738 741 rBV 3426348 3418250 92.22% 12.481%
5 6.622 768 771 777 rBV 106928 90557 2.44% 0.331%

6 6.798 797 801 804 rBV 1326054 1117160 30.14%

7 7.357 891 896 899 rBV 2448608 2135697 57.62%

8 8.075 1014 1018 1021 rBV 1839989 1484431 40.05%

9 9.151 1197 1201 1204 rBV 4291393 3706598 100.00% 1
9.269 1218 1221 1225 rVB 59239 50211 1.35%
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11 9.828 1312 1316 1320 rBV 1897472 1524561 41.13%
12 10.616 1446 1450 1454 rBV 2256768 1989352 53.67%
13 11.316 1565 1569 1572 rBV 1572791 1296101 34.97%
14 11.857 1656 1661 1665 rBv2 311169 318670  8.60%
15 12.527 1772 1775 1779 rBV 201254 188576 5.09%
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16 12.645 1790 1795 1800 rBV2 72036 90692  2.45%
17 12.757 1808 1814 1818 rBV 211768 227275 6.13%
18 12.910 1836 1840 1844 rBV 3052306 2662104 71.82%
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19 13.498 1934 1940 1943 rBV2 35256 44762 1.21% 163%
20 13.821 1990 1995 2003 rBV2 176664 223946 6.04% 818%
21 13.963 2014 2019 2022 rBvV 1281331 1249044 33.70% 4.561%
22 13.986 2022 2023 2029 rVB 121159 95309 2.57% 0.348%
23 14.145 2048 2050 2053 rBV2 47397 45724 1.23% 0.167%
24 14.457 2099 2103 2108 rBVv4 47495 74072 2.00% 0.270%
25 14.763 2152 2155 2159 rVB3 41227 40992 1.11% 0.150%
26 14.839 2164 2168 2172 rVV 216468 234428 6.32% 0.856%
27 14.998 2191 2195 2198 rBV 114221 169839 4.58% 0.620%
28 15.110 2211 2214 2218 rVB2 67659 68966 1.86% 0.252%
29 15.304 2244 2247 2253 rVB 69257 82621 2.23% 0.302%
30 15.363 2254 2257 2261 rVB 98298 112448 3.03% 0.411%
31 15.433 2264 2269 2273 rBV 832098 1057929 28.54% 3.863%
32 15.945 2353 2356 2361 rVB2 31777 41217 1.11% 0.150%
Sum of corrected areas: 27386924
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Aug 2023 11:43
¢ CG\JU
. 03756-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
BF134626.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF134626.D\data.ms

5.422 6.428

7.357

6.798

>.175 5.034 L 6.622

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134626.D\data.ms
9.151

12.910

10.616

8.075 9.828
11.316

0
Time-->

oz | A .

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF134626.D\data.ms

13.963

T T ‘ T ‘ T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF080123.M Sat Aug 05 02:54:01 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134626.D

Acqg On : 04 Aug 2023 11:43
Operator : CG\JU

Sample : 03756-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 4.92 ng 318670  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 60
Abundance Scan 1661 (11.857 min): BF134626.D\data.ms (-1656) (- m/z 73.00 100.00%
43.0 ,73.0
5000 129.0
213.2
— =
| 157.1185.1 2561 1150 12.00
0“W‘Hwﬂu m/z 43.05 98.64%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 = e
129.0 11.50 12.00
213.0 m/z 60.00 92.32%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 73.0
— P
11.50 12.00
5000 129.0 m/z 57.10 78.83%
199.0
101.0 157.0 2420
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #46961: n-Decanoic acid == 1
60.0 11.50 12.00
m/z 41.05 74.29%
5000
129.0
29.0
ANTe ] e
A 0 Nt i)
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134626.D

Acqg On : 04 Aug 2023 11:43
Operator : CG\JU

Sample : 03756-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.822 3.59 ng 223946  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 1-Tricosene 322 C23H46 018835-32-0 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 93
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 1995 (13.821 min): BF134626.D\data.ms (-1990) (- m/z 57.10 100.00%
57.1
5000
11.1 J\V\Jb\‘
— ——
13.50 14.00
180.1 2482
0 ,L*‘374D, m/z 43.05 90.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87653: Cyclopentadecane
83.0
210.0
5000 — ——
13.50 14.00
29. m/z 55.05 82.19%
ML
O \\‘\‘\"\‘\\\H‘1‘\“‘\‘“‘“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
13.50 14.00
5000 m/z 83.05 72.04%
111.0
o B R A o
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 97.05 69.38%
5000
11.0
169.0
o L SP0 2800000  asa ot A
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134626.D

Acqg On : 04 Aug 2023 11:43
Operator : CG\JU

Sample : 03756-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.839 4.43 ng 234428 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 64
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2168 (14.839 min): BF134626.D\data.ms (-2164) (- m/z 69.05 100.00%
69.0
14‘56 5.5‘06
253.1 : :
ol bty M“ \ L2031 TRIT29013412 3952 u/; g1.10  46.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 e e
14.50 15.00
m/z 41.05 24.85%
137.0
077 A \\‘ il \\‘ | 191.0 273.0 341.0 410.(
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m/z--> 50 100 150 200 250 300 350 400
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69.0
— —
14.50 15.00
5000 m/z 95.10 13.43%
136.0
027-0 188.0231.0
2 L A T e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — ——
69.0 14.50 15.00
m/z 68.05 10.49%
137.0
D
0'7'41930 = e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134626.D

Acqg On : 04 Aug 2023 11:43
Operator : CG\JU

Sample : 03756-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 11.857 4.9 ng 318670 4 11.316 1296100 20.0
Cyclopentadecane 13.822 3.6 ng 223946 5 13.963 1249040 20.0
Supraene 14.839 4.4 ng 234428 6 15.433 1057930 20.0
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