LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43 Instrument :
Operator : JU/CG BNA_F

Sample : L5088-12 ClientSampleld :
Misc : [TR3-A-D-COMP

ALS Vvial : 13  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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122751.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 17 20 27 rVB 56215 78225 1.88% 0.236%
2 5.040 498 502 510 rVB 43750 59224 1.43% 0.179%
3 5.434 565 569 573 rBV 3174468 3363036 81.02% 10.148%
4 6.451 736 742 755 rBV 3295172 3625753 87.35% 10.941%
5 6.645 772 775 781 rBV2 75205 85468 2.06% 0.258%

6 6.816 800 804 811 rBV 1431608 1118482 26.94%
7 7.381 895 900 903 rBV 2447188 2318761 55.86%
8 8.098 1018 1022 1026 rBV 1641034 1518731 36.59%
9 9.180 1200 1206 1209 rBV 4603463 4151043 100.00% 12.

9.569 1269 1272 1276 rBV 507200 415041 10.00%
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11  9.716 1293 1297 1301 rBV 108890 93571 2.25%
12 9.857 1314 1321 1324 rBV 2131287 1782649 42.94%
13 10.645 1450 1455 1458 rBV 2969303 2681562 64.60%
14 10.769 1470 1476 1479 rVB4 34435 56973 1.37%
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15 11.339 1569 1573 1576 rBV 1974434 1763405 42.48% 321%
16 11.363 1576 1577 1580 rVV 182570 104511 2.52% 0.315%
17 11.416 1584 1586 1589 rVB 55760 45985 1.11% ©0.139%
18 11.869 1660 1663 1667 rBV 235398 227269 5.47% ©.686%
19 11.951 1674 1677 1680 rBV2 62099 62150 1.50% 0.188%
20 12.392 1749 1752 1754 rBV 56122 50293 1.21% 0.152%
21 12.551 1776 1779 1782 rBV 313056 261912 6.31% ©.790%
22 12.657 1793 1797 1803 rBV2 209664 291045 7.01% 0.878%
23 12.780 1815 1818 1821 rVB 334904 249761 6.02% 0.754%
24 12.927 1839 1843 1846 rBV 4192704 3983494 95.96% 12.020%
25 13.215 1889 1892 1895 rBV2 60581 50516 1.22% ©.152%
26 13.339 1910 1913 1916 rBV 47856 50415 1.21% 152%
27 13.615 1958 1960 1966 rVB 50105 50669 1.22% 153%

28 13.863 1997 2002 2015 rBv4 169899 552823 13.32%
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29 13.980 2016 2022 2025 rVV 1572774 1623687 39.12% 899%
30 14.004 2025 2026 2031 rVB 163273 119536 2.88% 361%
31 15.015 2195 2198 2206 rBV 167081 284922 6.86% ©.860%
32 15.315 2246 2249 2255 rVB 134876 189184 4.56% 0.571%
33 15.374 2255 2259 2265 rBV 178669 301727 7.27% 0.910%
34 15.439 2265 2270 2281 rVB 1040242 1377551 33.19% 4.157%
35 17.309 2585 2588 2596 rVB 83287 150767 3.63% ©.455%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43

Operator : JU/CG

Sample : L5088-12

Misc . TR3-A-D-COMP

ALS Vvial : 13  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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 33140141
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2020 15:43

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
BF122751.D

Ju/CaG
L5088-12

[TR3-A-D-COMP

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->

Abundance

4000000

3000000

2000000

1000000

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
TIC: BF122751.D\data.ms

9.1

180 12.927

10.645

9.857

11.339

8.098

0

Time-->

Abundance

4000000

3000000

2000000

1000000

Time-->

8270-BF120520.M Thu Dec 17 12:49:43 2020

T A
10.00 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43

Operator : JU/CG

Sample : L5088-12

Misc . TR3-A-D-COMP

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.868 2.58 ng 227269  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70

Abundance Scan 1663 (11.869 min): BFlZZ?Sl[ﬂdmarns(lGGO)( m/z 73.00 100.00%
73. 192.1
43.1

5000

-

i
11.50 12.00

0 Ww‘;“‘m m/z 192.10  90.25%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
ey

5000 256.0 o
129.0 11.50 12.00
213.0 m/z 60.00 84.26%
L) H‘l 157.0185.0
O\\\‘\1\\’}‘\\”\”\H‘\‘\‘H!\\\"‘\\‘”‘}‘\H\‘\\‘\\\\‘\\‘\\‘\‘\\‘\“\\\\‘\\\\‘\\\\“\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #54735: Anthracene, 2-methyl-
192.0
— ot ,
11.50 12.00
5000 m/z 43.10 84.12%
83.0
Obrrrre 3202180 S e
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #54750: Phenanthrene, 2-methyl- — —
192.0 11.50 12.00
m/z 57.10 68.84%
- m
0,270 630 M 1260 1630 |
eSS e e e T e e — —r
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43

Operator : JU/CG

Sample : L5088-12

Misc . TR3-A-D-COMP

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.657 3.30 ng 291045  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1797 (12.657 min): BF122751.D\data.ms (-1793) (-} m/z 73.00 100.00%

73.0
5000 1291
185.1 2412 s8u3 S A
‘4' 12.50 13.00
ob— H‘\ wh}m‘m‘\ \‘Hu‘w“ M“‘V‘ d ‘m\“\‘n ‘L b MR m/z 43.10 99.99%
mlz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 —— e
12.50 13.00
1850 5410 2840 m/z 57.85  84.56%
O\\\“ H““h““\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
P e
12.50 13.00
5000 129.0 ITI/Z 60.00 82.27%
29.(
‘ 199.0 242 0
I L e
ot
miz--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es i e
43.0 12.50 13.00
m/z 55.00 74.21%
5000 284.0
3.0 129.0
H ‘ ‘ 185.0 2410
ol bbb o L L 872 .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43

Operator : JU/CG

Sample : L5088-12

Misc . TR3-A-D-COMP

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Cyclotetracosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.863 6.81 ng 552823 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 97
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 2002 (13.863 min): BF122751.D\data.ms (-1997) (-  m/z 55.05 100.00%

5000
— —
‘ “ | *40.1 2071 2581 3163 13.50 14.00
ol ol b S TS m/z 83,10 92.78%
miz--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
83.0
43.0
5000 336.0 T T
13.50 14.00
25.0 m/z 57.10 91.15%
L] 370 200 20 |
oLt LI N \ A m‘\h‘ ‘u‘u’ i - “‘\‘ s
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
55.0
97.0
— —
13.50 14.00
5000 ITI/Z 43.10 91.14%
L o
0 HH‘ \‘\‘ ‘ ‘\ Mm‘\h h‘:\L‘8202220‘262‘0 “HLH"
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol “ —
55.0 13.50 14.00
97.0 o
m/z 97.10 90.63%
- 4/_4\]\%
tsd LU0 020 2200200 e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43

Operator : JU/CG

Sample : L5088-12

Misc . TR3-A-D-COMP

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.315 2.75 ng 189184 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 91
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81

Abundance Scan 2249 (15.315 min): BF122751.D\data.ms (-2246) (-1 m/z 252.10 100.00%

252.1
5000
—~ e
831 125.0 198.0 396 15.00 15.50
ol 391831 | 1980, 4 8128 3961 ., 2se.10  27.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
5000 — SAN
15.00 15.50
m/z 253.10 19.10%
126.0
O 740 1 \“ ZOO'ON i
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]lacephenanthrylene
252.0
P s
15.00 15.50
5000 m/z 125.00  11.05%
126.0
oL 390 830 | 2000 |
T e T S B
miz--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene — —
252.0 15.00 15.50
m/z 251.10 10.28%
5000
125.0
oL7.0 830 \H 200.0, ||
A o — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122751.D

Acqg On : 16 Dec 2020 15:43

Operator : JU/CG

Sample : L5088-12

Misc . TR3-A-D-COMP

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
n-Hexadecanoic ... 11.868 2.6 ng 227269 4 11.339 1763410 20.0
Octadecanoic acid 12.657 3.3 ng 291045 4 11.339 1763410 20.0
Cyclotetracosane 13.863 6.8 ng 552823 5 13.980 1623690 20.0
Perylene 15.315 2.8 ng 189184 6 15.439 1377550 20.0
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