LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acqg On : 21 Jun 2023 15:48

Operator : CG\JU

Sample : 03289-20

Misc

ALS vial : 8 Sample Multiplier: 1
Integration Parameters:
Integrator: RTE
Smoothing : ON
Sampling : 1

Start Thrs: 0.2

Stop Thrs : @

rteint.p

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 separation: 5

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

Signal : TIC: BF133872.D\data.ms

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

# min scan scan scan TY height area % max. total
1  2.140 4 9 15 rVB 146705 182316 6.34% 0.997%
2 2.258 23 29 36 rBv3 18128 33715 1.17% 0.184%
3 5.093 507 511 520 rBV 410024 454969 15.82%  2.487%
4 5.493 575 579 592 rBV 2078304 1901342 66.10% 10.395%
5 6.499 745 750 753 rBV 2206203 2258513 78.52% 12.347%
6 6.857 808 811 815 rBV 842200 679896 23.64% 3.717%
7 7.422 902 907 910 rBV 1603533 1372914 47.73% 7.506%
8 8.140 1025 1029 1032 rBV 1080714 857145 29.80% 4.686%
9 9.216 1208 1212 1215 rBV 3539230 2876366 100.00% 15.725%
10 9.898 1324 1328 1331 rBV 1031226 850471 29.57% 4.649%
11 10.616 1446 1450 1453 rBV 197183 175456 6.10% ©0.959%
12 10.692 1458 1463 1466 rBV 1693527 1663042 57.82% 9.092%
13 11.392 1578 1582 1585 rBV 749534 687234 23.89% 3.757%
14 11.922 1668 1672 1684 rBV2 201776 236277 8.21%  1.292%
15 12.610 1786 1789 1794 rBV 36514 39825 1.38% 0.218%
16 12.710 1803 1806 1817 rBV2 40908 56859 1.98% 0.311%
17 12.839 1823 1828 1833 rVB 32701 35888 1.25% 0.196%
18 12.986 1849 1853 1857 rBV 2659133 2466859 85.76% 13.486%
19 13.898 2004 2008 2018 rBv2 88273 158420 5.51% 0.866%
20 14.045 2029 2033 2037 rBV 633563 633241 22.02% 3.462%
21 14.145 2047 2050 2054 rBV 32678 39941 1.39% 0.218%
22 14.916 2178 2181 2187 rVB 123177 128861 4.48% 0.704%
23 15.557 2285 2290 2295 rBV 390540 502199 17.46% 2.745%

Sum of corrected areas: 18291749
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\

BF133872.D
: 21 Jun 2023 15:48
: CG\JU
: 03289-20
: 8 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000
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Time-->

TIC: BF133872.D\data.ms
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TIC: BF133872.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acq On : 21 Jun 2023 15:48
Operator : CG\JU

Sample : 03289-20

Misc

ALS Vial : 8 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.140 5.36 ng 182316  1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance Scan 9 (2.140 min): BF133872.D\data.ms (-4) (-) m/z 73.10 100.00%

731
5000 43.0
5.0 87.1

| 2.202.302.402.50
e L w2 a3.ee 43.27%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 L R L LR B
43.0 2.202.302.402.50
55.0 87.0 m/z 55.80 29.79%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
TR T
410 gy 87.0 2.202.302.402.50
5000 ’ m/z 87.10 24.19%
29.0
15.0 m ‘\ \H
o+t e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2248: Silane, tetramethyl- R  RARARaEEEEa
73.0 2.202.302.402.50

m/z 41.00 15.27%

5000
45.0
o 150 290 1" 590 | 880

m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acq On : 21 Jun 2023 15:48
Operator : CG\JU

Sample : 03289-20

Misc

ALS Vial : 8 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.093 13.38 ng 454969  1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 511 (5.093 min): BF133872.D\data.ms (-507) (-) m/z 43.00 100.00%

43.0
5000
1011 LB R B R R I
‘ ‘ 4.80 5.00 5.20 5.40
Obrrrpe b 899 2070 n/z 59.106 54.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B B LA AL
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.73%
O \\\‘\‘\“\\“h\\\H\“\7\3\.\0“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A RARAR
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.64%
0 1 \‘H ‘ 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4153: 1-Propen-2-ol, acetate e At AR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.32%
5000
15.0 72.0 100.0
0 \w‘\‘H\\\““m\w‘H1\‘\H\}\H\‘\m‘\m‘\m‘\m‘uu R N aE
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acq On : 21 Jun 2023 15:48
Operator : CG\JU

Sample : 03289-20

Misc

ALS Vial : 8 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.616 4.13 ng 175456  Acenaphthene-di0 9.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47

Abundance Scan 1450 (10.616 min): BF133872.D\data.ms (-1446) (- m/z 105.00 100.00%

105.0
77.0 1821
5000
51.0
— —
1520 | 10.50 11.00
0 et b e e M/Z 77.00 64.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
o 182.0
5000 ——t —
10.50 11.00
51.0 m/z 182.10  59.58%
270 | | | 1520 |
O ‘\‘\\\“\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

—_—

105.0
—— —
77.0 10.50 11.00
5000 m/z 50.95 28.83%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl — T
105.0 10.50 11.00
m/z 181.10 9.37%
77.0
5000
51.0
0270 | ) 152.0 242.C
A e ABARssEssssREEES e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acq On : 21 Jun 2023 15:48
Operator : CG\JU

Sample : 03289-20

Misc

ALS Vial : 8 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 6.88 ng 236277  Phenanthrene-di0 11.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1672 (11.922 min): BF133872.D\data.ms (-1668) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.1
213.2 -
M | 157.1185.1 256.3 12.00
oww‘:‘m‘m m/z 73.08  96.98%
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 j i
213.0 1200
‘ 157.0185.0 m/z 59.95 94.33%
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 #109279: Tetradecanoic acid
73.0
43.0 —
12.00
5000 129.0 m/z 41.16  84.96%
185.0
228.0
01‘59“”‘_“ ”1 ‘ ?5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T
3
430 | 730 12.00
m/z 55.00 78.90%
5000 129.0
171.0
214.0
0150? —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
BF133872.D

: 21 Jun 2023 15:48
: CG\JU
: 03289-20

: 8 Sample Multiplier: 1

le

ry

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1-Eicosene Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
13.898  5.00ng 158420 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Eicosene 280 CooHae 003452-07-1 96

1000406-04-8 95
1000406-04-6 94

2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502

4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
Abundance Scan 2008 (13.898 min): BF133872.D\data.ms (-2004) (- m/z 57.05 100.00%
57.0
5000 wwﬁAMmeMAWMWWWANWW
51 — ——
\ 230.1 318.1 13.50 14.00
omWmH‘wmmuw!wumw_m_Hwwwwwm_ m/z 43.85 90.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173727: 1-Eicosene
43.0
5000 — —
1.0 13.50 14.00
2800 m/z 55.05 73.85%
OHJ\ ‘HW\ T‘LTT"lLSZ(T)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 ITI/Z 83.05 56.96%
5.0
ol Ih‘.‘ 2520 3690 648.
T e AL T T e R Rt
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester “ T
57.0 13.50 14.00
m/z 69.05 54.49%
5000
5.0 224 0
obd Lo 415.0 620.0
‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H“ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acq On : 21 Jun 2023 15:48
Operator : CG\JU

Sample : 03289-20

Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

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

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Supraene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.916 5.13 ng 128861 Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Farnesol isomer a 222 C15H260 1000108-92-4 72
3 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 64
4 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59
5 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200 052475-89-5 59

Abundance Scan 2181 (14.916 min): BF133872.D\data.ms (-2178) (- m/z 69.10 100.00%
69.1

-

5000
e
137.1 2031 15.00
ol had by, 2031 25423000 3672 g1 10 se.36%
m/fz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.00  30.75%
137.0
oPT9 bl y | 1910 273.0 3410  410.
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

-

Abundance #101957: Farnesol isomer a
69.0
—
15.00
5000 m/z 95.10 13.41%
121.0
NI TNTY b R WJ\MWN
m/z--> 50 100 150 200 250 300 350 400
Abundance #96898: (3E,7E)-4,8,12-Trimethyltrideca-1,3,7,11-tetraen T
69.0 15.00
m/z 68.00 11.79%
h vawwwwNNNAwahnwwwww
27.0 | \‘ 1310 2030
oL UNM‘NN‘,wH“p“““““““““““ ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133872.D

Acqg On : 21 Jun 2023 15:48
Operator : CG\JU

Sample : 03289-20

Misc

ALS vial : 8 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|
Butane, 2-metho... 2.140 5.4 ng 182316 1 6.857 679896 20.0
2-Pentanone, 4-... 5.093 13.4 ng 454969 1 6.857 679896 20.0
Benzophenone 10.616 4.1 ng 175456 3 9.898 850471 20.0
n-Hexadecanoic ... 11.922 6.9 ng 236277 4 11.392 687234 20.0
1-Eicosene 13.898 5.0 ng 158420 5 14.045 633241 20.0
Supraene 14.916 5.1 ng 128861 6 15.557 502199 20.0
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