LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12

Operator : CG\JU

Sample : 04908-07

Misc

ALS Vvial : 14 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135892.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.957 484 488 501 rBV 465629 633940 33.96% 4.879%
2 5.375 556 559 589 rBvV 1395168 1565645 83.86% 12.049%
3 6.392 729 732 755 rBV 1652849 1576012 84.42% 12.129%
4 6.733 787 790 800 rVB 462969 387681 20.77%  2.984%
5 7.304 883 887 900 rBV 1070952 928017 49.71% 7.142%
6 8.016 1004 1008 1021 rBV 492508 445659 23.87%  3.430%
7 9.092 1187 1191 1194 rBV 2359638 1866955 100.00% 14.368%
8 9.210 1208 1211 1216 rVB 28369 25856 1.38% 0.199%
9 9.769 1303 1306 1315 rBV 656241 575184 30.81% 4.427%
10 10.568 1438 1442 1458 rBV 1249093 1132370 60.65% 8.715%
11 11.268 1557 1561 1571 rBV 657107 567945 30.42% 4.371%
12 11.804 1648 1652 1664 rBV 335764 381567 20.44% 2.937%
13 12.592 1783 1786 1798 rBV 67755 94598 5.07% 0.728%
14 12.862 1828 1832 1836 rBV 1798855 1585675 84.93% 12.203%
15 13.768 1979 1986 1988 rBV 25303 32850 1.76% 0.253%
16 13.821 1988 1995 2006 rVVe6 37167 135651 7.27% 1.044%
17 13.933 2011 2014 2025 rVVW 414144 408551 21.88%  3.144%
18 14.698 2140 2144 2147 rBV2 22570 23502 1.26% 0.181%
19 14.768 2152 2156 2160 rVB 165593 172602 9.25% 1.328%
20 15.027 2197 2200 2205 rVB3 28598 34585 1.85% 0.266%
21 15.409 2261 2265 2273 rBV 313609 418859 22.44%  3.224%

Sum of corrected areas: 12993704
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Oct 2023 18:12
¢ CG\JU
. 04908-07

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
BF135892.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF135892.D\data.ms
2000000
6.392
1500000 5.375
7.304
1000000
500000 4.957 6.733
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF135892.D\data.ms
9.092
2000000
12.862
1500000
10.568
1000000
9.769 11.268
s00000] 8016
11.804
12.592
) S | Y |- U | U t S | | G |
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: BF135892.D\data.ms
2000000
1500000
1000000
500000 13.933
15.409
14.768
13368 14.698 15.027
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 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

8270-BF101323.M Fri Oct 20 04:44:51 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12
Operator : CG\JU

Sample : 04908-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.957  32.70 ng 633940 1,4-Dichlorobenzene-d4 6.733

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
Abundance Scan 488 (4.957 min): BF135892.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
T
| 650 101.1 4.60 4.80 5.00 5.20
ol by 709 22 m/z 59.18  57.31%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L AL B LI BN I
4.60 4.80 5.00 5.20
101.0 m/z 101.10  15.34%
o 310 73.0 83.0 ‘
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
 RAmaaE e R
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.43%
41.0
29.0 101.0
0 73.0 86.0
L e A e L AREmmEEae
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol ‘w“‘w“‘w“‘w“‘\
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.71%
5000 31.0 43.0 73.0
bl i mo seo L
m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12
Operator : CG\JU

Sample : 04908-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 13.44 ng 381567 Phenanthrene-d10 11.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1652 (11.804 min): BF135892.D\data.ms (-1648) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1
213.2
L ] ‘ HH 157.1185.1 ‘ 256.2 1150 12. oo
Y H\“mMwm‘H‘H_MW_LH_HJ_ m/z 73.00 88.11%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000
129.0 11. 50 12 OO
m/z 60.00 86.11%

213.0
‘ ‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\l\i}‘\\”\”\h\‘\‘HH\\\““\\“”h“\H\‘\\‘\\\\‘\\‘\\‘\‘\\‘H‘\\\\‘\‘\\\‘\\\\“\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
7
43.0 30
1150 1200
5000 129.0 m/z 57.05 %
171.0
101.0 214.0
015.0
T [T T T T T T e
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0 1150 1200
m/z 55.05 %
5000 129.0
199.0
o wiT M O A
0%§Rk“JWNWwNmAWWMMMWHJMJHJHWH‘WHHMH‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12
Operator : CG\JU

Sample : 04908-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.592 3.33 ng 94598  Phenanthrene-d1e 11.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1786 (12.592 min): BF135892.D\data.ms (-1783) (- m/z 43.10 100.00%
43.1
73.0
5000
129.1
185.1 T T
‘ ‘ 24T2 284.; 12.50
[ bl e L m/z 60.00 79.95%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000
129.0 12'50
m/z 57.00  75.93%
‘ 1850 5410 284(
oL ‘\“ \“\’\ H‘\ “H“M”‘L w‘u‘\‘h} il - ‘\ B ““ — ““
miz-> 50 100 150 200 250
Abundance
60.0
T \
12.50
5000 129.0 m/Z 55.00 70.31%
97.0 1710 2130 2560
s e S L M H
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.50
m/z 73.00 70.29%
5000 129.0
‘ 199.0 2420
ol W,H“ I “HM\‘H nh\‘\‘ ;\u‘\‘u; ““1‘61-0““ ‘i L ““ S vt
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12
Operator : CG\JU

Sample : 04908-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Acetic acid n-octadecyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.821 6.64 ng 135651  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91

Abundance Scan 1995 (13.821 min): BF135892.D\data.ms (-1988) (- m/z 57.05 100.00%
57.0
97.0
5000
39.0 13.50 14.00
| M h‘ |5 299 aa0s ' 97529
o LRl R e m/z 55.05 97.52%
miz--> 50 100 150 200 250 300 350
Abundance #214932: Acetic acid n-octadecyl ester
43.0
97.0
5000 — ——
13.50 14.00
m/z 43.05 92.91%
39.0
0 \“‘\ . ““\ \‘“\‘H“ H“%\ ‘H “‘ \1\8\1\0’ Tt \2\5“2;0\ \2\97’(\)\ -
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 85.39%
0 30 182.0 252.0 297.0 348.(
B R B L e T
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane — ——
57.0 13.50 14.00
97.0 m/z 41.05 79.65%
39.0
ots0 L LLLL 1300 1980 2690 s00 T
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\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12
Operator : CG\JU

Sample : 04908-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14768 8.2ang 172602 Perylene-d12 15.409

Hit# of 5 Tentative ID MW MolForm CASH# Qual

qualene 410 C30H50 000111-02-4 91
upraene 410 C30H50 007683-64-9 91
,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 78
,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
rans-Farnesol 222 C15H260 000106-28-5 64

uih wNnPE
R, N0V

Abundance Scan 2156 (14.768 min): BF135892.D\data.ms (-2152) (- m/z 69.10 100.00%

69.1
5000

I
| 2032 i 14.50 15.00
i HJN‘WWN LGO55 250:1299.43412 i n/; 81.85  49.82%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0

o

5000 == —
14.50 15.00
m/z 41.10 28.45%
121.0
270 ||| 1750 23102730 3410 410/
\\\‘\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
—— —
14.50 15.00
5000 m/z 95.05 14.71%

137.0
0 7.0 191.0 273.0 341.0 410.
N B B B e B e R e
m/z--> 50 100 150 200 250 300 350 400

Abundance  #101994: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- —— ——
69.0 14.50 15.00

m/z 68.10 13.07%

5000

27 “ 137.0 191.0
C \‘. [ \‘\ ‘\ L wH\ I n

m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

B

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135892.D

Acqg On : 19 Oct 2023 18:12
Operator : CG\JU

Sample : 04908-07

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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|
2-Pentanone, 4-... 4.957 32.7 ng 633940 1 6.733 387681 20.0
n-Hexadecanoic ... 11.804 13.4 ng 381567 4 11.268 567945 20.0
Octadecanoic acid 12.592 3.3 ng 94598 4 11.268 567945 20.0
Acetic acid n-o... 13.821 6.6 ng 135651 5 13.933 408551 20.0
Squalene 14.768 8.2 ng 172602 6 15.409 418859 20.0
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