LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133706.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.040 498 502 508 rVB 22926 28957 1.62% 0.211%
2 5.445 566 571 574 rBvV 1793681 1633524 91.27% 11.882%
3 6.463 738 744 747 rBV 1646761 1625447 90.82% 11.823%
4 6.834 803 807 810 rBV 558309 465216 25.99%  3.384%
5 7.392 898 902 905 rBV 1151278 1066613 59.59% 7.758%

6 8.116 1021 1025 1028 rBV 728459 563727 31.50% 4.100%
7 9.192 1204 1208 1211 rBV 2252494 1789836 100.00% 13.018%
8 9.869 1320 1323 1327 rBV 672880 542645 30.32% 3.947%
9 10.580 1438 1444 1447 rBV 84722 79102  4.42% 0.575%
10 10.657 1453 1457 1461 rBV 1052789 926558 51.77% 6.739%
11 11.304 1562 1567 1571 rBV5 13522 22903 1.28% ©.167%
12 11.357 1573 1576 1579 rVV 586632 483450 27.01%  3.516%
13 11.380 1579 1580 1583 rVB 61306 39655 2.22% ©0.288%
14 11.851 1656 1660 1663 rBV3 23979 40210 2.25% ©.292%
15 11.886 1663 1666 1670 rVV 278711 242119 13.53% 1.761%
16 12.057 1693 1695 1704 rVB7 19693 28483 1.59% 0.207%
17 12.574 1779 1783 1785 rBV 147754 131029 7.32% ©.953%
18 12.668 1796 1799 1868 rBV 119119 136016 7.60% ©.989%
19 12.804 1817 1822 1825 rBV 111272 111489 6.23% 0.811%
20 12.951 1842 1847 1850 rVV 1333106 1266559 70.76%  9.212%
21 13.015 1854 1858 1862 rBV6 12600 24330 1.36% ©.177%
22 13.233 1892 1895 1898 rBV3 17731 21501 1.20% 0.156%
23 13.515 1939 1943 1946 rBvV4 14807 22188 1.24% 0.161%
24 13.845 1996 1999 2006 rBV 168682 197332 11.03% 1.435%
25 14.004 2018 2026 2029 rBV 548620 660007 36.88% 4.801%
26 14.027 2029 2030 2038 rVB 107741 92702 5.18% 0.674%
27 14.168 2052 2054 2056 rBV 28528 26468 1.48% ©.193%
28 14.480 2104 2107 2112 rBV2 74844 112553 6.29% ©0.819%
29 14.927 2180 2183 2186 rVB 102233 93910 5.25% 0.683%
30 15.039 2198 2202 2205 rBV 71977 103076 5.76% 0.750%
31 15.121 2212 2216 2218 rBV 89208 109911 6.14% ©.799%
32 15.145 2218 2220 2227 rVB 109340 143142 8.00% 1.041%
33 15.345 2251 2254 2259 rVB 43040 55179 3.08% 0.401%
34 15.404 2261 2264 2267 rVB 52675 56528 3.16% 0.411%
35 15.468 2270 2275 2279 rBV 415461 500412 27.96% 3.640%
36 15.698 2311 2314 2322 rVB5 36197 49401 2.76% ©.359%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.939 2351 2355 2359 rVB2 60332 80849 4.52% 0©.588%
38 15.992 2361 2364 2368 rVB4 26068 37949 2.12% 0.276%

39 16.733 2486 2490 2499 rVB4 66089 137437 7.68%  1.000%

Sum of corrected areas: 13748413
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jun 2023 16:19
¢ CG\JU
. 03047-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
BF133706.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133706.D\data.ms
2000000
5.445
6.463
1500000
7.392
1000000
6.834
500000
0 5.040
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 TIC: BF133706.D\data.ms
9.192
2000000
1500000 12951
10.657
1000000
8.116 9.869
11.357
500000
11.886
1295/ 880
0 102 113030 1@5@5}7_’#% 18.0163.233
—— —T — — ——— — e T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133706.D\data.ms
2000000
1500000
1000000
14.004
500000 ‘
Y 5464 16.733
0 T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.580 2.92 ng 79102  Acenaphthene-di1e 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 1444 (10.580 min): BF133706.D\data.ms (-1438) (- m/z 105.00 100.00%
105.0
77.1
5000
51.0 182.1
T T
10.50
152.1
Ol ool ot e b 2280 R w/z 77.10 71.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 o ‘
10.50
5L.0 m/z 182.10  42.73%
J270 ||| 10 1920 |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
T \
77.0 183.0 10.50
5000 51.0 m/z 51.00  35.80%
0 I A | 1270 1540 |
e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30106: Benzenecarbothioic acid, S-methyl ester U ‘
105.0 10.50
m/z 50.00 11.48%
77.0
5000
51.0
152.0
O b 3250 L
m/z--> 20 40 60 80 100 120 140 160 180 10.50

8270-BF060923.M Tue Jun 13 09:51:31 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.886 10.02 ng 242119  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 78
Abundance Scan 1666 (11.886 min): BF133706.D\data.ms (-1663) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.2 T T
‘ 157.1 185.1 256.1 11.50 12.00
o“wu‘ﬂW‘ m/z 73.00 90.60%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 87.01%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 == [
11.50 12.00
5000 129.0 m/z 41.05 80.02%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid e —
73.0 11.50 12.00
43.0 m/z 55.05 72.89%
5000 129.0
171.0
‘ 214.0
o? = h—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF060923.M Tue Jun 13 09:51:32 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.669 5.63 ng 136016  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1799 (12.668 min): BF133706.D\data.ms (-1796) (- m/z 43.05 100.00%

43.0
73.0
5000
129.0

—— —
‘ 185.2 241.2 284.1 12.50 13.00
0,‘Hwh‘ m/z 73.00 79.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. . Lo
185.0 241.0 12.50 13.00

m/z 41.10 73.80%

‘!H‘\h‘ f”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43,0 73.0

T
12.50 13.00

o

5000 129.0 m/z 57.05 73.71%
199.0 2420
ol pma ||, |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00

m/z 60.00 72.48%

5000 129.0
97.0 171 o 2130 256.0
M H‘H il H ‘\ Hh”\ ‘H‘\ i ‘ ‘ "

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.845 5.98 ng 197332  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 90
Abundance Scan 1999 (13.845 min): BF133706.D\data.ms (-1996) (- m/z 43.05 100.00%
43.9
83.1
5000
230.1
— ——
‘ H‘ 13.50 14.00
ol ol “ ‘H% Wu . ‘Muc‘){“u‘J‘_H?"O‘l"?”_m m/z 57.85 98.13%
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.00  94.11%
390
o5 LLLLLLER 1080 2600 200
miz--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.10 72.10%
0 \‘ \‘\ I “ “\]~\ \h L 1‘82 0 238 0 283.0 384.(
e e B e
m/z--> 50 lOO 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester — —
57.0 13.50 14.00
97.0 m/z 69.05 69.14%
- j\#\"
o Ll L P00 290 se0 oA
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\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexatriacontyl pentafluorop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.488  3.41ng 112553  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontyl pentafluoropropio... 669 C3OH73FS02  1666351-89-0 87

2 Pentadecafluorooctanoic acid, he... 652 C25H35F1502 1000406-04-7 87
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
4 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87

Abundance Scan 2107 (14.480 min): BF133706.D\data.ms (-2104) (- m/z 57.10 100.00%
57.1

.

5000
tlll 24101 14.50
b A s e m/z 43.1@ 95.99%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
5000 1
14.50
m/z 55.10 63.19%
ol |1399 222.0292.0362.0432.0504.0 650.(
\\\\[\\\‘\\\f\WT\‘T\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250300 350400 450 500550600 650
Abundance #348223: Pentadecafluorooctanoic acid, heptadecy! este

%

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0 14.50

m/z 69.05 48.82%

57.0
e
14.50
5000 m/z 71.85  51.52%
o 2380

ol b 369.0 634.0

b b et e e PR R e e e

m/z--> 0 50 100150200 250300 350400 450 500 550 600 650
e

5000

5

ol %ﬁ 2520 " 3690 648.(
SETUE LN U N SR A 512 BN .2

7
m/z--> 0 50 100150200 250 300 350400 450500550 600 650 14.50

8270-BF060923.M Tue Jun 13 09:51:35 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.927 3.75 ng 93910 Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
3 Octadecanal 268 C18H360 000638-66-4 93
4 Tetradecanal 212 C14H280 000124-25-4 91
5 Pentadecanal- 226 C15H300 002765-11-9 90

Abundance Scan 2183 (14.927 min): BF133706.D\data.ms (-2180) (- m/z 57.05 100.00%

57.0
5000 96.0

15.00
187t 18112170 27413132
"

ol—d, ‘ hoid g B2 S, (TSP m/z 43.85  98.80%

m/z--> 50 100 150 200 250 300
Abundance #158580: Oxirane, hexadecyl-
82.0

5000

o . . .
miz--> 50 100 150 200 250 300
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0

—
15.00
5000 m/z 55.00 60.56%
24.0
‘ | 166.0 2220 264.0
oL—H ol b4, R S S BB
mlz--> 50 100 150 200 250 300
Abundance #158567: Octadecanal T
43.0 82.0 15.00

m/z 96.05 49.70%

5000
m;24 .0 250.0
h h‘ I H‘h ! 194.0 L

m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.121 4.39 ng 109911  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 2216 (15.121 min): BF133706.D\data.ms (-2212) (-} ' m/z 57.05 100.00%
57.0
5000 \J\JJU
‘ 1500 1550
1411 193 1 268.1 : :
bl h‘ A, H “ [ 229 PO 3181 hyz 43.05  74.47%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 —r —
15.00 15.50
m/z 71.10 68.19%
0 \‘ ‘ H\ \h M‘ \\ ;!.4‘10 1830 225.0 282.0
\\\‘ \\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
—— —
15.00 15.50
5000 m/z 85.05 47 .60%
99.0
ol L L)) 1410 1820 2250 2680
Ll - L T e
m/z--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl- —— ——
57.0 15.00 15.50
m/z 41.05 25.75%
o WA/\MWWM
1130 1550
ol Wb e S
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.145 5.72 ng 143142  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 72
2 1-Heneicosanol 312 C21H440 015594-90-8 60
3 Behenic alcohol 326 C22H460 000661-19-8 60
4 1-Tridecene 182 C13H26 002437-56-1 58
5 Cetene 224 C16H32 000629-73-2 58

Abundance Scan 2220 (15.145 min): BF133706.D\data.ms (-2218) (- m/z 55.00 100.00%

55.0
7.1
252.1
5000

m/z 83.05 86.19%

0 \“\ ‘ “ ‘“ “‘ “‘ “ %54\0\ ;9\6‘9\ \2\5“2\0\ LA B
m/z--> 50 100 200 250 300 350
Abundance #215083.1—Henemosano
55.0

97.0

—— —
IR NETE i
ob— L’UM‘ o u‘\w ‘ M‘H\ \hmm Iy M \ MHHM‘\ el \}\h m —— ’\‘ ITI/Z 69.00 95.56"0
mi/z--> 50 100 150 200 250 300 350
Abundance #138525: 3-Octadecene, (E)-
69.0
5000 1500 1550
29.0 11.0 :

——
15.00 15.50
5000 m/z 57.10  79.86%

39.0
]-SQ“ \‘\ I | ” % \h g 182 O 224.0 266.0

0 e i R e e B e N N B
m/z--> 50 100 150 200 250 300 350

Abundance #232316: Behenic alcohol T —
83.0 15.00 15.50

434 m/z 43.05 79.56%

5000
25.0
\

ol Lil \‘ | ‘ | 1670 210.0  280.0

o

e T \ \
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19

Operator : CG\JU

Sample : 03047-04

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library
TIC Integrati

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
on Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 11

Peak Number 9 Benzo[e]pyrene

R.T. EstConc Area Relative to ISTD R.T.
15.345 2.21 ng 55179  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[e]pyrene 252 C20H12 000192-97-2 90
4 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 78
5 Perylene 252 C20H12 000198-55-0 76

Abundance Scan 2254 (15.345 min): BF133706.D\data.ms (-2251) (| m/z 252.10 100.00%
252.1
15‘06 ‘15‘50‘
55.0 1250 4741 208.1 : : :
o‘uq‘u‘ggq ol . ‘u?99}‘339f m/z 250.10 32.39%
m/z--> 50 100 150 200 250 300
Abundance #138568: Benzol[b]fluoranthene
252.0
5000
15.00 15.50
126.0 m/z 253.10  25.78%
0510 830 | | 2000 . |
T T ‘ T L T ‘ T T T ‘ T T L ‘ L T T L T T ‘ T L T
miz--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene
252.0
— T
15.00 15.50
5000 ITI/Z 251.10 11.00%
126.0
0l 500 870 | 163.0200.0 . |
e 1
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene — i ﬁm&n
252.0 15.00 15.50
m/z 125.00 7.81%
5000
125.0
0,500 830 | 1580 2000 | ‘
e e R = e S B S e e P e
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.939 3.23 ng 80849  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Octadecane 254 C18H38 000593-45-3 93
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
Abundance Scan 2355 (15.939 min): BF133706.D\data.ms (-2351) (- m/z 57.10 100.00%
57.1
5000 J’\//\N\A/\/\VN
‘ 16.00
41.0 183, 2 225.1 296.1 :
ol yit M‘ Li0018322208 | 2961 385 L 4310 71.47%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
16.00
9.0 m/z 71.10 59.43%
01\5\0‘\ “‘\ “H‘ “‘ h‘ “‘ %\4“ 9\ ]‘\-8\3\0‘ \22\5\9’ T \29\6‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
—
16.00
5000 m/z 85.10 47 .43%
‘ 9.0
ol iy 34080 2840
m/z--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl- —
57.0 16.00
m/z 55.05 27 .42%
5000
9.0 141.0
REE RN BT T -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1,19-Eicosadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.733 5.49 ng 137437  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 70
2 Hexadecanal 240 C16H320 000629-80-1 68
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 64
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 62
5 1,15-Hexadecadiene 222 C16H30 021964-51-2 43
Abundance Scan 2490 (16.733 min): BF133706.D\data.ms (-2486) (- m/z 43.05 100.00%
43.0
6.0
5000
278.1
—— —
| 176.9 227.2 382  399.7 16.50 17.00
0 b AL m/z 57.05 98.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
5000 —r ——
16.50 17.00
m/z 55.10 70.57%
09.0
oLl A1l 1520 2080 2780
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123919: Hexadecanal
43.0
—— —
p6.0 16.50 17.00
5000 m/z 82.85 62.78%
196.0
Ll e,
m/z--> 50 100 150 200 250 300 350 400
Abundance #171306: Bicyclo[10.8.0]eicosane, cis- T —
55.0 16.50 17.00
m/z 96.05 57.10%
5000 278.0
‘ 09.0
TR D THNEL - T SR o
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF060923.M Tue Jun 13 09:51:42 2023 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061223\
Data File : BF133706.D

Acqg On : 12 Jun 2023 16:19
Operator : CG\JU

Sample : 03047-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Benzophenone 10.580 2.9 ng 79102 3 9.869 542645 20.0
n-Hexadecanoic ... 11.886 10.0 ng 242119 4 11.357 483450 20.0
Octadecanoic acid 12.669 5.6 ng 136016 4 11.357 483450 20.0
Trifluoroacetox... 13.845 6.0 ng 197332 5 14.004 660007 20.0
Hexatriacontyl ... 14.480 3.4 ng 112553 5 14.004 660007 20.0
Oxirane, hexade... 14.927 3.8 ng 93910 6 15.468 500412 20.0
Eicosane 15.121 4.4 ng 109911 6 15.468 500412 20.0
3-Octadecene, (E)- 15.145 5.7 ng 143142 6 15.468 500412 20.0
Benzo[e]pyrene 15.345 2.2 ng 55179 6 15.468 500412 20.0
Heneicosane 15.939 3.2 ng 80849 6 15.468 500412 20.0
1,19-Eicosadiene 16.733 5.5 ng 137437 6 15.468 500412 20.0
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