LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc :

ALS Vvial : 10 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132996.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 475 483 487 rBV 1256756 1360678 24.51% 3.946%
2 5.351 551 555 558 rBv 1977601 1660404 29.91% 4.815%
3 6.340 716 723 725 rBV 46195 62361 1.12% 0.181%
4 6.375 725 729 732 rBV 1382638 1060925 19.11% 3.077%
5 6.745 788 792 795 rBV 1725197 1359702 24.50%  3.943%

6 7.310 882 888 891 rBV 3744106 3463095 62.39% 10.043%
7 8.028 1006 1010 1013 rBV 2429055 1890746 34.06% 5.483%
8 9.110 1188 1194 1197 rBV 6191649 5550767 100.00% 16.098%
9 9.369 1235 1238 1242 rBV 166556 115445 2.08% ©0.335%

9.781 1304 1308 1311 rBV 2736672 2096726 37.77% 6.081%

11 10.098 1359 1362 1369 rVB 197382 173466 3.13%
12 10.492 1425 1429 1432 rBV 850695 640011 11.53%
13 10.569 1437 1442 1445 rBV 2707328 2360950 42.53%
14 11.263 1556 1560 1563 rBV 2428989 2052421 36.98%
15 11.804 1648 1652 1662 rBV 1017299 1001694 18.05%

NUTO R e
0
IS
N
3R

16 12.586 1781 1785 1794 rBV 356434 370251 6.67%
17 12.851 1826 1830 1834 rBV 5241557 5349497 96.37% 15.
18 13.774 1983 1987 1999 rVB 332370 585709 10.55%

PR VIR
o)
O
O
Y

19 13.898 2004 2008 2011 rBV 1791391 1519064 27.37% 405%
20 13.998 2019 2025 2037 rVB 145194 185084 3.33% 537%
21 14.757 2151 2154 2158 rVB 213526 196462 3.54% ©.570%
22 15.321 2245 2250 2256 rVB 1101313 1268626 22.85% 3.679%

23 15.886 2340 2346 2359 rVB6 46239 157211  2.83% 0.456%

Sum of corrected areas: 34481295
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132996.D\data.ms
6000000

5000000
4000000 7310
3000000

2000000 5.351 6.745

4.928 6.375

1000000

6.340

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T T T T[T T[T T

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: BF132996.D\data.ms
6000000 9.110

12.851
5000000

4000000

3000000 9.781 10.569
8.028 11.263

2000000

11.804

1000000 10.492

&69 10.098 12.586 L\d
| S )

0 — — — 1 = e T e 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: BF132996.D\data.ms

6000000

5000000

4000000

3000000

2000000 13.898

1000000

15.886

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\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
4.928 20.01 ng 1360680 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 483 (4.928 min): BF132996.D\data.ms (-475) (-) m/z 43.00 100.00%

43.0
59.1
5000
1011 TT T T T T[T T T[T T T T[T TTT]
‘ 831 4.60 4.80 5.00 5.20
) NS MY MU &t SRS m/z 59.10  51.84%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R IR R
4.60 4.80 5.00 5.20
101.0 m/z 101.10 18.20%
270 ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e amma s e A RRES
4.60 4.80 5.00 5.20
5000 2410 m/z 58.05 14.91%
byl L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ““H“‘H“‘H“‘HA‘
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.12%
5000
58.0
15.0 100.0
R A e Ay
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.492 6.10 ng 640011  Acenaphthene-die 9.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 1429 (10.492 min): BF132996.D\data.ms (-1425) (- m/z 105.05 100.00%
105.1
77.0
5000 182.1
51.0
——
10.50
152.0
bl e 2280 85 L m/z 77.00  63.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — 1
10.50
51.0 m/z 182.10  47.79%
0 2?.0 L A | 126.0 15%.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56773: Azobenzene
77.0
——=
10.50
5000 51.0 m/z 51.00 26.94%
182.0
105.0
152.0
0 \27\0 Il | I | 128.0 ‘\ |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #183449: Benzoic acid, pentafluorophenyl ester —
105.0 10.50
m/z 50.00 8.37%
5000 770
51.0
o270 | ‘ 155.0 183.0
L B L A A I —
m/z--> 20 40 60 80 100 120 140 160 180 10.50

8270-BF042123.M Tue Apr 25 12:51:27 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 9.76 ng 1001690  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 96
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1652 (11.804 min): BF132996.D\data.ms (-1648) (- m/z 43.05 100.00%
43.0 73.0
5000 1290
213.2
H‘ cﬂ 157.1185.2 ‘ 256.3 1150 12 oo
0 WWM:‘H Al ”m”m‘w‘s e wm“‘m‘”_Mwmwm‘w m/z 73.00  99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11. 50 12 00
167.01g5 02130  256.0 m/z 60.00 0.33%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0
11. 50 12 00
5000 129.0 m/z 57.05 77.76%
185.0
|
o???”ﬂ‘ﬁ”ﬂﬂﬂk%uw MH_Hmmﬂ_‘m_uwwu_uw‘
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #92069: Tridecanoic acid
73.0 11. 50 12 00
43.0 m/z 41.10 %
5000 129.0
171.0
‘ 214.0
0 ‘H_‘1H‘i‘;‘ww“‘m“ ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.586 4.87 ng 370251 Chrysene-d12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
Abundance Scan1785(12586num BF132996.D\data.ms (-1781) (- m/z 43.05 100.00%
85.0
1852 T T
H ‘ 241.3 2843 12.50
0 ‘““‘ H‘”‘ Mot 4 - J‘ b, “‘ - m/z 73.00 83.04%
m/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
1
129.0
5000p8.0 284.0 =T T
185.0 241.0 12.50
m/z 57.05 80.48%
0 ‘\‘!‘\ HM\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ .
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
T 1 T
12.50
m/z 59.95 71.35%
5000 284.0 /
3.0 1290
1850 2410
fo) \‘\\M uhH M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ e ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — ‘
73.0 12.50
m/z 41.10 67.54%
5000
129.0
29. 185.0 228.0
0, HH‘ h” M‘\ m . ‘ .
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\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 5-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.774  7.71ng sg5769  Chryseme-diz 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Eicosene, (B)- 280 Coot4e 074685-30-6 99

2 n-Tetracosanol-1
3 n-Nonadecanol-1
4 Bromoacetic acid, hexadecyl ester

354 C24H500
284 C19H400
362 C18H35Bro02

000506-51-4 94
001454-84-8 94
005454-48-8 94

5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1987 (13.774 min): BF132996.D\data.ms (-1983) (- m/z 43.10 100.00%
43.1 g3.0
5000
—— —
H |, 2\51 18212191 2801 1350 14.00
ol i A Hw‘mm 191 2801wz 57.05 96.61%
mfz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 or.0 1 LI
13.50 14.00
m/z 55.05 89.88%
O T \“\ \ ‘ h “H M‘ “ \%\:3\90\]\-8\2\0 2\2\3\0\ \2\8\0\0‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— —
13.50 14.00
5000 m/z 83.05 86.27%
oo LLLLEL i 1810 2220 264,0 3080 _
miz--> 50 100 150 200 250 300
Abundance #179255: n-Nonadecanol-1 T T
43.0 83.0 13.50 14.00
m/z 97.10 73.54%
5000
AYRUTIVINE: SOC. - NN L
m/z--> 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\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38

Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: 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 Triphenylphosphine oxide Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.998 2.44 ng 185084  Chrysene-di12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 9

Abundance Scan 2025 (13.998 min): BF132996.D\data.ms (-2019) (-

m/z 277.10 100.00%

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclg
27

277.1
5000
77.0 1500 199.1 T
4710 ‘ - ‘ 14.00
ol ‘u“‘~“1??¥~“ N“‘wh J“ 2432 m/z 278.10  32.78%
miz--> 50 100 150 200 250
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T
152.0 14.00
m/z 77.05 21.88%
18.0 95.0
oL \‘ \‘ “ “\ T \H“ ‘L‘\ “\‘\Mhr‘ 1 ’\H\‘ ”\ ‘\“ }\ ‘2‘2‘9(‘) — “ .
miz--> 50 100 150 200 250
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
P
14.00
5000 m/Z 199.10 20.78%
77.0
15201830
A
IR N LW O Y S
miz--> 50 100 150 200 250

14.00

7.0
m/z 201.05 18.58%
5000
195.0
510 910 1420
O bbb il 2450, =
miz--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.757 3.10 ng 196462  Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220 023262-34-2 59
5 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 53

Abundance Scan 2154 (14.757 min): BF132996.D\data.ms (-2151) (-] ' m/z 69.10 100.00%

69.1
5000

137.1 14.50 15.00
obbedddu il 2071 2731 3414 a1 65 46.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 S e
14.50 15.00

m/z 41.05 24.94%

137.0
oPT9 Ll y [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘Y\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0

— —
14.50 15.00

5000 m/z 95.10 12.98%

121.0
7.0 1 | 11113750 23102730 3410 4104
7.0, Lyl i 12750 28102730 3410 410,
m/z--> 50 100 150 200 250 300 350 400

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- —— ——
69.0 14.50 15.00

m/z 137.05 10.06%

5000
136.0
p
_7\‘ L “ ‘ il \h el “ 205. 0248 0 ‘

(e L e o S me — T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.886 2.48 ng 157211  Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 86
2 1-Tetracosene 336 C24H48 010192-32-2 83
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 83
4 Triacontan-15-o0l 438 C30H620 031849-26-0 81
5 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 80
Abundance Scan 2346 (15.886 min): BF132996.D\data.ms (-2340) (- m/z 43.00 100.00%
I WWM
5000
— ——
189.2 ,,41281.1 3410 15.50 16.00
0! m/z 83.10 95.71%
miz--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — —
15.50 16.00
‘ #250 m/z 57.05 94.72%
0 \“‘\ ‘M”i“ ‘\ “‘\‘ \“ \““‘ ‘1“”\‘ ““\ ‘\h |‘“\ T ?‘9\‘?(\)\ L Bt
miz--> 50 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
55.0 97.0
— ——
15.50 16.00
5000 m/z 55.05 69.23%
‘ ‘ 1{39.0 336.0
oteo LARIALLL, T
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester “ —
57.0 15.50 16.00
7.0 m/z 69.05 67.88%
. MW/J\WW
39.0 210.0
olso ||| 1| |40 20050 aec
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132996.D

Acqg On : 24 Apr 2023 15:38
Operator : CG\JU

Sample : 02469-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.928 20.0 ng 1360680 1 6.745 1359700 20.0
Benzophenone 10.492 6.1 ng 640011 3 9.781 2096730 20.0
n-Hexadecanoic ... 11.804 9.8 ng 1001690 4 11.263 2052420 20.0
Octadecanoic acid 12.586 4.9 ng 370251 5 13.898 1519060 20.0
5-Eicosene, (E)- 13.774 7.7 ng 585709 5 13.898 1519060 20.0
Triphenylphosph... 13.998 2.4 ng 185084 5 13.898 1519060 20.0
Supraene 14.757 3.1 ng 196462 6 15.321 1268630 20.0
Trichloroacetic... 15.886 2.5 ng 157211 6 15.321 1268630 20.0
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