LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132270.D

Acq On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132270.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.301 414 419 428 rVB 890954 1030004 37.54% 4.644%
2 5.690 480 485 488 rBV 2674994 2556301 93.16% 11.526%
3 6.678 648 653 656 rBV 2719841 2508623 91.42% 11.311%
4 7.066 716 719 723 rVB 1188344 964523 35.15%  4.349%
5 7.631 810 815 818 rBV 1860081 1646950 60.02% 7.426%

6 8.354 934 938 941 rBV 1653703 1281744 46.71%
7 9.431 1117 1121 1124 rBV 3625689 2743965 100.00% 12.
8 10.119 1234 1238 1241 rVB 1768094 1383879 50.43%
9 10.831 1356 1359 1362 rVB 77455 58243 2.12%
10 10.907 1368 1372 1376 rBV 1871402 1713180 62.43%
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11 11.025 1387 1392 1396 rVB2 36631 44435 1.62%
12 11.619 1489 1493 1496 rBV 1428154 1265419 46.12%
13 12.125 1575 1579 1585 rBV 316265 309379 11.27%
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14 12.383 1620 1623 1625 rBV2 52002 47728 1.74% 215%
15 12.836 1697 1700 1705 rVB 59780 60392  2.20% 272%

16 12.913 1710 1713 1721 rBV 104808 123100 4.49%
17 13.072 1737 1740 1747 rBV2 50758 64583 2.35%
18 13.207 1759 1763 1767 rVB 2260869 1959858 71.42%
19 14.060 1905 1908 1912 rBV 146873 146029 5.32%
20 14.107 1913 1916 1929 rVB5 112980 271933 9.91%
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21 14.277 1941 1945 1948 rBV 1072404 936801 34.14%
22 14.419 1967 1969 1972 rBvV2 38592 40197 1.46%
23 15.160 2092 2095 2100 rVB 129213 137587 5.01%
24 15.866 2210 2215 2225 rVB 642014 883805 32.21%
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Sum of corrected areas: 22178658
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 01 Feb 2023 20:35
: CG\JU
: 01356-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
BF132270.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132270.D

Acq On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.301 21.36 ng 1030000 1,4-Dichlorobenzene-d4 7.066

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 419 (5.301 min): BF132270.D\data.ms (-414) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0
R RARREEEREEEE
5.00 5.20 5.40 5.60
o)l 711 81 | P
o1ttt e e m/z 59.10 69.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L U B R
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.00  29.13%
O \\\‘\\‘\.\‘\\\?‘T“\.\O\\“H{\\‘\\‘}\‘\\\\‘\\\\??;9\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
e AAREEEREEE
5.00 5.20 5.40 5.60
m/z 58.10  17.95%
5000 101.0
28.0 59.0
150 ‘ ‘ 84.0
o2 ol o [ L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine R RaE e RN
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.05%
5000 18.0
1.0
o U A S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60

8270-BF013123.M Thu Feb 02 11:18:49 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132270.D

Acq On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.125 4.89 ng 309379  Phenanthrene-di0 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1579 (12.125 min): BF132270.D\data.ms (-1575) (- m/z 73.00 100.00%
73.0
43.0
5000 129.0
213.2 o e
‘ (ﬁ 157.1185.1 ‘ 256.1 12.00 12.50
oHWH“JHH!“_“‘Hm‘“uu‘*“!_hm_m‘_“m_‘m\wmH_HJW m/z 60.05 76.26%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 —— o
213.0 12.00 12.50
‘ 157.0185.0 m/z 43.05 67.64%
O \H‘\‘\‘\ \H‘U‘M\H\‘H“‘\ \H“H‘H‘\“\ \‘\“\H‘\‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
— —
12.00 12.50
5000 m/z 57.10 61.01%
129.0
H ‘ 171.0 2140
O‘H‘mmwﬁmw“UNM%MHuuuwhuuuhwﬂuwukwuw‘uwu
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 12.00 12.50
m/z 55.05 56.01%
5000 129.0
99.0
s e
0%§RKWJJNWwNwmwWMMMWHJMJHJHWH‘WHH_H‘_‘ —— ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132270.D

Acq On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Dehydroabietic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.060 3.12 ng 146029  Chrysene-di12 14.277
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 96
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
3 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 81
4 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 52
5 Methyl dehydroabietate 314 C21H3002 001235-74-1 47

Abundance Scan 1908 (14.060 min): BF132270.D\data.ms (-1905) (- m/z 239.20 100.00%

230.2 '
285.1
5000
141.0 _ A
431 911 14.00
. “ il L 356 s 285015 60.68%

m/z--> 50 100 150 200 250 300 350
Abundance #199993: Dehydroabietic acid
239.0 285.0

5000 et
1410 1970
43.0 14.00
m/z 197.10 33.28%
81.0
0' u\‘h \H ‘\‘\‘ ‘\\\\“\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10
285.0
239.0 T 7 \
14.00
5000 ITI/Z 141.00 25.15%
197.0
141.0
43.0 91.0 ‘ ‘
O\WJMH‘Mch‘MMJWMW\WW ‘””‘W“”‘W““\
m/z--> 50 100 150 200 250 300 350

Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenyla —— ‘
239.0

14.00
m/z 240.15 19.92%
43.0
5000 2850
183.0
91 0
0l U ‘m ‘\\‘ ‘h‘ ! \n ‘Hd il \\P \\“‘ h\ \ ‘H‘ b ‘“\‘ : “‘ b —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132270.D

Acq On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 1-Heptadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.107 5.81 ng 271933  Chrysene-d12 14.277
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 95
2 1-Docosene 308 C22H44 001599-67-3 90
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 1-Tricosene 322 C23H46 018835-32-0 89
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87

Abundance Scan 1916 (14.107 min): BF132270.D\data.ms (-1913) (- m/z 57.05 100.00%

57.0
5000

ol—Ld h o0 L 200 3% s 8310 8e.96%
10

2340

‘H‘ h39 0 ‘ 295 1 356. 14.00 14.50

m/z--> 50 0 150 200 250 300 350

Abundance #121337: 1-Heptadecene
43.0
83.0

5000 — ——
14.00 14.50

m/z 43.10 76.97%
|1

0 HIN 1680 2380
L ‘ T \ T ‘ L ‘ L ‘ L ‘ L ‘ T
mi/z--> 50 100 150 2000 250 300 350
Abundance #209741: 1-Docosene

53.0

97.0 l4f00 14.‘50
5000 m/z 97.10 69.37%
ok0.| | 1] \H\ | P00 ss0 NJ\«W
m/z--> O 100 150 200 250 300 350
Abundance #146039: Ethanol, 2-(tetradecyloxy)- P e
57.0 14.00 14.50

m/z 69.10 68.01%

5000

‘ 196.0
ol bl \ h hu m‘ | |, 258.0
P AL e S — —

m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132270.D

Acq On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.160 3.11 ng 137587  Perylene-di12 15.866
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 87
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 87
5 trans-Farnesol 222 C15H260 000106-28-5 78
Abundance Scan 2095 (15.160 min): BF132270.D\data.ms (-2092) (- m/z 69.10 100.00%
69.1
—— —
‘ ‘ 1211 189 1 3321 3862 15.00 15.50
ob b b kgl ly 189123212761 3321 3862 ., g1 16 51.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 —r ——
15.00 15.50
m/z 41.10 18.22%
121.0
0270 |y )y ] ) 1750 23102730 3410 410
\\\‘\ \‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—— —
15.00 15.50
5000 m/z 95.10 14.37%
137:0 WWM\M
o270y 1010 2730 3410 410
R T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay P ——
69.0 15.00 15.50
m/z 121.05 11.50%
- va«wwﬂmwMAvwwWMMMWWw
121.0
o270 |, || 168.02050 2730 3420
L e e o B A et e —— —
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\BF020123\
Data File : BF132270.D

Acqg On : 01 Feb 2023 20:35
Operator : CG\JU

Sample : 01356-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@13123.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-... 5.301 21.4 ng 1030000 1 7.066 964523 20.0
n-Hexadecanoic ... 12.125 4.9 ng 309379 4 11.619 1265420 20.0
Dehydroabietic ... 14.060 3.1 ng 146029 5 14.277 936801 20.0
1-Heptadecene 14.107 5.8 ng 271933 5 14.277 936801 20.0
Squalene 15.160 3.1 ng 137587 6 15.866 883805 20.0
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