LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc :

ALS Vvial : 11 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135889.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.957 484 488 503 rBV 482821 622479 40.25% 5.362%
2 5.375 556 559 584 rBvV 1392795 1546602 100.00% 13.321%
3  6.393 729 732 748 rBV 1243215 1250135 80.83% 10.768%
4 6.734 787 790 799 rVB 449930 380468 24.60% 3.277%
5 7.304 884 887 905 rBV 951258 833891 53.92% 7.183%
6 8.016 1004 1008 1025 rVB 468708 424313 27.44%  3.655%
7 9.092 1187 1191 1194 rBV 1888360 1485016 96.02% 12.791%
8 9.210 1207 1211 1216 rVB 23756 21802 1.41% 0.188%
9 9.769 1303 1306 1314 rBV 601930 549587 35.54% 4.734%
10 10.569 1439 1442 1454 rBV 1096599 1027264 66.42% 8.848%
11 10.939 1503 1505 1511 rBV3 15535 20753 1.34% 0.179%
12 11.269 1558 1561 1569 rBV 578879 494280 31.96% 4.257%
13 11.727 1637 1639 1646 rBv4 20388 30224 1.95% 0.260%
14 11.804 1649 1652 1666 rVV 339165 359712 23.26%  3.098%
15 12.516 1767 1773 1780 rBV5 15606 41520 2.68% ©0.358%
16 12.592 1783 1786 1795 rBV2 43725 70574 4.56% 0.608%
17 12.863 1828 1832 1836 rBV 1427853 1295147 83.74% 11.156%
18 13.433 1926 1929 1932 rBV3 18141 18430 1.19% 0.159%
19 13.810 1988 1993 2006 rBV6 30356 95424 6.17% 0.822%
20 13.933 2011 2014 2022 rVB 329211 339452 21.95% 2.924%
21 14.086 2036 2040 2043 rVB 22132 21437 1.39% 0.185%
22 14.392 2089 2092 2097 rBV2 20540 19832 1.28% 0.171%
23 14.698 2141 2144 2148 rVB 19861 21563 1.39% 0.186%
24 14.768 2152 2156 2161 rVB 284871 281936 18.23% 2.428%
25 15.027 2198 2200 2205 rVB2 21952 24427 1.58% 0.210%
26 15.410 2261 2265 2272 rBV 233804 314260 20.32% 2.707%
27 15.839 2336 2338 2342 rVB3 18043 19312 1.25% 0.166%

Sum of corrected areas: 11609840
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Oct 2023 16:38
¢ CG\JU
. 04908-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
BF135889.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: BF135889.D\data.ms
1500000 5.375
6.393
1000000 7.304
500000 4.957 6.734
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: BF135889.D\data.ms
9.092
1500000 12.863
10.569
1000000
9.769 11.269
500000 8.016
11.804
2
o e N\ esse I upw 0 188eR ||
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: BF135889.D\data.ms
1500000
1000000
500000
13.933
14.768 15.410
3.433 13.81014.086 14.392 14.698 15.027 15.839
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc

ALS vial : 11 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  32.72 ng 622479 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 488 (4.957 min): BF135889.D\data.ms (-484) (-) m/z 43.00 100.00%

43.0
5000

R R RARREEEEE
101.1 4.60 4.80 5.00 5.20

o"‘_Hm“u"“‘6‘3‘9‘_m"H‘_‘H_MW_M%QT‘Q m/z 59.10 57.93%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20
m/z 101.10  16.43%

101.0
O\\\‘\W‘\\“h\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
R Rmma
4.60 4.80 5.00 5.20
5000 ITI z 58.00 14.12%
29.0 101.0
-t e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl- ““H“‘H,“H“‘H“
59.0 4.60 4.80 5.00 5.20

m/z 41.05 8.58%

5000
101.0
31.0
0 [T A

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc

ALS vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 14.56 ng 359712  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan 1652 (11.804 min): BF135889.D\data.ms (-1649) (- m/z 43.10 100.00%
43.1
73.0
5000
129.1
213.2 = e
157.1185.2 256.3 11.50 12.00
I . ;
O+ m/z 60.00 95.85%
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 P e
129.0 11.50 12.00
213.0 m/z 73.00 85.30%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\H‘\ \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
— Py
11.50 12.00
5000 129.0 m/z 57.05 82.12%
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 #109281: Tetradecanoic acid e P
73.0 11.50 12.00
43.0 m/z 55.05 73.94%
5000
129.0
185.0 228.0
1
0?7 — =
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\BF101923\
Data File : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc

ALS vial : 11 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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.592 2.86 ng 70574  Phenanthrene-d1e 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64
4 Octadecanoic acid 284 C18H3602 000057-11-4 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1786 (12.592 min): BF135889.D\data.ms (-1783) (- m/z 43.05 100.00%
4’2

-

\‘\
mi/z--> 5 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid

3.0

%

5000 129.0

12.50
m/z 73.00 81.66%

29.C

5000 1291
185.1
‘ ‘ 241.25g4 1 12.50
— Hu‘h‘m_“”‘ B N m/z 60.00  87.65%

199.0 242 0
0 ‘ wﬂJ\MMMﬂMﬁMW
mi/z--> 5 100 150 200 250 300 350
Abundance
60.0
W”TMFM? T
12.50
5000 129.0 m/z 57.00  79.40%

171.0213.0256.0

-

oAb
m/z--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt
3.0 12.50
m/z 55.00 77.68%
155.0
5000
29.
ol AMWM‘ L 217.0 279.0 330.0 387.(
el P e e e —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc

ALS vial : 11 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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.810 5.62 ng 95424  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
2 1-Docosene 308 C22H44 001599-67-3 86
3 10-Heneicosene (c,t) 294 C21H42 095008-11-0 86
4 1-Tricosanol 340 C23H480 003133-01-5 86
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 83
Abundance Scan 1993 (13.810 min): BF135889.D\data.ms (-1988) (- m/z 57.05 100.00%
57.0 97.0
5000
— ——
| 1391 2070 341, 13.50 14.00
ob— M‘“ “‘\ Ll ‘M e m/z 55.05  98.88%
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 — —
13.50 14.00
m/z 97.05  88.32%
O T \“\ ‘\‘ “ T h\ \“H\M“ }L \}\3?.?\]\-8\2.\0‘ 2\2\3\.0\ ‘ \2\8\0.\0‘ L
miz--> 50 100 150 200 250 300
Abundance
55.0
— ——
97.0 13.50 14.00
5000 m/z 43.05 84 .44%
o140 139.0 1810 308.0
e T T
m/iz--> 50 100 150 200 250 300
Abundance #192006: 10-Heneicosene (c,t) “ 7
55.0 13.50 14.00
m/z 41.10 74.23%
97.0
- MMW‘
39.0
ot AN e R
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc

ALS vial : 11 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 2
R.T. EstConc Area Relative to ISTD R.T.
14.769 17.94 ng 281936  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 trans-Farnesol 222 C15H260 000106-28-5 72
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 50

Abundance Scan 2156 (14.768 min): BF135889.D\data.ms (-2152) (- m/z 69.05 100.00%

69.0
5000

=
137.1 14.50 15.00

N T w‘“ﬂk by, 2032 2731 3413 4100 ./, 8110 53.02%

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

5000

o

m/z 41.05 31.00%
‘\\‘

121.0
ol i | ] /1750 231.0 285.0 3410 410.
L ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T ‘ TT T ‘ T
miz—-> 50 100 150 200 250 300 350 400
Abundance
69.0

5000 m/z 95.10 16.05%
137.0
0 26.0 191.0 273.0 341.0 410.
A I e e e e R B e A EERE e
m/z--> 50 100 150 200 250 300 350 400
Abundance #101946: trans-Farnesol T —
69.0 14.50 15.00

136.0
26.0 | |y} 0 "179.0222.0 o,

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

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101923\
Data File : BF135889.D

Acqg On : 19 Oct 2023 16:38
Operator : CG\JU

Sample : 04908-01

Misc

ALS Vvial : 11 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 622479 1 6.734 380468 20.0
n-Hexadecanoic ... 11.804 14.6 ng 359712 4 11.269 494280 20.0
Pentadecanoic acid 12.592 2.9 ng 70574 4 11.269 494280 20.0
5-Eicosene, (E)- 13.810 5.6 ng 95424 5 13.933 339452 20.0
Squalene 14.769 17.9 ng 281936 6 15.410 314260 20.0
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