LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Q1098-01 :
Misc : OILY-STONE-COMP

ALS Vvial : 12 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141189.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.022 487 498 506 rVB 161802 251976 6.41% 0.694%
2 5.428 559 567 583 rBvV 2197605 2917656 74.22% 8.040%
3  6.445 733 740 759 rVB 2035527 2872682 73.08% 7.916%
4 6.816 798 803 809 rVB 652741 824017 20.96% 2.271%
5 6.887 809 815 843 rBV 2203275 3931123 100.00% 10.833%
6 7.375 891 898 902 rBV 1410030 1821676 46.34% 5.020%
7 7.487 908 917 923 rBV 211102 475017 12.08% 1.309%
8 8.098 1014 1021 1026 rBV 792320 1045142 26.59% 2.880%
9 9.175 1198 1204 1209 rBV 2506233 3093810 78.70% 8.526%
10 9.580 1267 1273 1277 rBv4 70050 157167 4.00% 0.433%
11  9.669 1284 1288 1291 rBV3 87958 143578 3.65% 0.396%
12 9.786 1300 1308 1314 rBV3 105316 216197 5.50% 0.596%
13 9.851 1314 1319 1324 rVB 776287 945380 24.05% 2.605%
14 10.286 1389 1393 1397 rBV 139019 165153 4.20%  0.455%
15 10.510 1425 1431 1436 rBV 107626 182619 4.65% ©.503%

16 10.563 1436 1440 1444 rBV 161600 213644  5.43%
17 10.639 1448 1453 1458 rBV 1312033 1662827 42.30%
18 10.763 1469 1474 1482 rBV 360859 608309 15.47%
19 11.086 1525 1529 1535 rBV3 163159 254558  6.48%
20 11.210 1546 1550 1553 rBV 660186 967382 24.61%

NORLR PO
(o))
N
(o))
R

21 11.239 1553 1555 1561 rVB 433035 574540 14.62%
22 11.339 1568 1572 1577 rBV 692149 958485 24.38%
23 11.522 1600 1603 1606 rBV 207405 267928 6.82%
24 11.592 1612 1615 1619 rBV 260165 342069 8.70%
25 11.639 1619 1623 1627 rBV 1166696 1543855 39.27%

ArOONER
~N
w
00
B

26 11.810 1648 1652 1657 rBV4 362678 859934 21.88%
27 11.874 1660 1663 1666 rBV 466275 593003 15.08%
28 11.945 1672 1675 1680 rBV3 372125 879179 22.36%
29 12.057 1690 1694 1698 rBV 1657241 2209204 56.20%
30 12.345 1739 1743 1750 rBV2 1438797 2729863 69.44%

NONEN
»
N
w
R

31 12.457 1758 1762 1765 rBV 1806282 2580035 65.63% 7.110%

Sum of corrected areas: 36288008
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Jan 2025 16:58
: RC/JU
: 01098-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
BF141189.D

OILY-STONE-COMP

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF141189.D\data.ms

5.428 6.887

6.445
7.375

5.022 6.8 7.487

Time-->

A~
L L L L B L I B L I L L L L L L O B B B B R R

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

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF141189.D\data.ms

0
Time-->

9.851
9.5868986

10.2860%50
: e
9.50

= — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF141189.D\data.ms

Time-->

T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 14
R.T. EstConc Area Relative to ISTD R.T.
5.022 6.12 ng 251976  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 498 (5.022 min): BF141189.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
83.0 4.60 4.80 5.00 5.20 5.40
) | PR AN SV m/z 59.10  60.05%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LA B R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.40%
0 27\\\ Ll | 8370 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 16.59%
b L 125020
m/iz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime Ramas e e R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000
101.0
o130 600 840
e RS
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.887 95.41 ng 3931120 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 50
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50

4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 42
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 42

Abundance Scan 815 (6.887 min): BF141189.D\data.ms (-809) (-) m/z 57.05 100.00%

57.0
5000 k
A RRRNEE NI
‘ ‘98.1 a1 6.60 6.80 7.00 7.20
oL LAd T 148t m/z 41.05 37.79%
miz--> 50 100 150 200 250 300 350
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 L L L L L B L
6.60 6.80 7.00 7.20
4 m/z 43.05 30.51%
98.0
01\5“.\\H{‘“‘h\‘!‘\“\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl est
57.0
R RN R
6.60 6.80 7.00 7.20
5000 m/z 55.05 26.69%
112.0
ol ‘\‘ | |1 129 1690 2190 369.
et
m/z--> 50 100 150 200 250 300 350
Abundance #92371: Heptane, 1,1'-oxybis- R e S RNEE N L
57.0 6.60 6.80 7.00 7.20
m/z 56.05 20.62%
5000
H ‘ 98.0
T W NS 2 R B PN S
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20

8270-BF011025.M Fri Jan 17 ©3:13:08 2025 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Hexanoic acid, 2-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.487 9.09 ng 475017 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53

4 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 917 (7.487 min): BF141189.D\data.ms (-908) (-) m/z 73.00 100.00%

73.0
- ‘J\\A
T
be ‘ 16.1 7.20 7.40 7.60 7.80
oL 3SRl m/z 88.05 80.34%
5

mi/z--> 0 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0

5000 R a s S SEEERES
7.20 7.40 7.60 7.80

m/z 41.10 35.15%

L
T \H\ \h““\ } \ T \“\ T ‘ T ‘ T ‘ T TT ‘ T ‘ T
miz--> 100 150 200 250 300 350
Abundance #24164: 2-Ethyl-4-methylpentanoic acid

73.0

7.20 7.40 7.60 7.80
5000 m/z 57.05 33.06%

27'C‘ 116.0
U
m/z--> 50 100 150 200 250 300 350

Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R N RRRE
43.0 88.0 7.20 7.40 7.60 7.80

m/z 87.00  23.01%

5000
o M I ‘ L || 135017302140 27203130 355,

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.786 4.57 ng 216197  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 91

4 Tetradecane 198 C14H30 000629-59-4 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86

Abundance Scan 1308 (9.786 min): BF141189.D\data.ms (-1300) (-) m/z 57.10 100.00%

57.1
— ——
h H 1 18551 2122 9:50 10.00
oHW‘Uw‘M‘MH”‘_ulu_uu,w_HWww,wwww m/z 43.10 71.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 b —
85.0 9.50 10.00
29.0 m/z 71.05 57.61%
0 d L\H ”\d\ 11§0}4401690 2120
H\‘HH‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
—— ——
9.50 10.00
5000 85.0 m/z 41.10 43.33%

u‘ Lo [f80141.0169.0197,0226.0

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #158598: Nonadecane
57.0 9.50 10.00

m/z 85.05 38.91%

85.0
5000
29.0
\‘ \ I \\‘\ HH\ \H\ ‘11\? 0\141 0169 0197.0 268.(

O ey e el e e DR e 7 -~
miz--> 20 40 60 80 100120140160 180 200220 240 260 9.50 10.00

o
N
©
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Tetradecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.286 3.49 ng 165153  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 81
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1393 (10.286 min): BF141189.D\data.ms (-1389) (- m/z 57.10 100.00%
57.1
1000 10.50
113.1 1401 . :
0 Hwmm“;Huhw‘mlmu“_‘m‘uHyuH_Hlﬁznlwm?ﬁ‘?ns‘ m/z 43.10  72.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 S —
10.00 10.50
29.0 m/z 71.10 59.25%
O L ‘ \‘\‘\ \“M T \H“ T \“} T “1‘\ T \““]\-\]_E.‘O\H\]\-%i‘].\'\()\ \]‘-\62.\()‘ \?‘2?.\(\)\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
= =
10.00 10.50
m/z 85.10 40.86%
5000 85.0 /
29.0 141.0
Ol i T30 L1690
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl- = o
57.0 10.00 10.50
m/z 41.10 33.53%
5000
85.0
29.0 1120 0,
o b M0%aes0 2o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 6 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.510 3.86 ng 182619  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 62
2 Tetracosane 338 C24H50 000646-31-1 58
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 58
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 1431 (10.510 min): BF141189.D\data.ms (-1425) (- m/z 57.10 100.00%
57.1
5000
169.1
T \
‘ ‘ FQO ‘ 10.50
ol bbbl by b 282 m/z 71.1e 52.85%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 =
10.50
m/z 43.10 50.45%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
N \
10.50
5000 m/z 169.05 29.83%
9.0
0 L] |14 1410183.02250267.0  338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl- R SR ‘
57.0 10.50
m/z 85.10 29.60%
- A@L
0 [1] | ‘F | | 14101830 2390
el S
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.563 4.52 ng 213644  Acenaphthene-di10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1440 (10.563 min): BF141189.D\data.ms (-1436) (| m/z 105.00 100.00%
105.0
77.0
182.1
5000 8
51.0 ! ‘
10.50
152.0
Ol it 1 12807780 2191 sz 77.05  64.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 — :
182.0 10.50
510 m/z 182.10  51.73%
ol 20 | ] 1520 |
\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
o \
10.50
5000 77.0 m/z 51.05 24 .84%
51.0
015.0 | ! | 136.0 164.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester P i
105.0 10.50
m/z 181.05 8.66%
77.0
5000
51.0
152.0
P S A e e o etV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.763 12.69 ng 608309  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1474 (10.763 min): BF141189.D\data.ms (-1469) (-} ' m/z 57.10 100.00%
57.1
01 s 1100
- M“ fil 14101832 2402 7110 66.92%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — -
10.50 11.00
9.0 m/z 43.10  66.46%
Olwswdr ‘\““\ ‘“‘ \‘“‘\ HL \“‘\“\4%“0\1\8\3\0‘ T \2\4}0‘0\ L B B B B
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
= —
10.50 11.00
5000 m/z 85.10 41.60%
ol \m ulu“‘lf"lﬁ??‘m??*??ww,w
m/z--> 50 lOO 150 200 250 300 350
Abundance #287977: Heptacosane = —
57.0 10.50 11.00
m/z 41.10 32.87%
h L/JJ\//\\
ol L L F ‘3}410183022502670 323.0 380.
L A B I e g L B i S —— —
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 9 Cyclododecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.086 5.31 ng 254558  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 83
2 1-Tetradecene 196 C14H28 001120-36-1 62
3 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 55
4 Cetene 224 C16H32 000629-73-2 51
5 4-Nonene, 2-methyl- 140 C10H20 055724-84-0 50
Abundance Scan 1529 (11.086 min): BF141189.D\data.ms (-1525) (-} | m/z 69.10 100.00%
41.1 69.1
5000
7.1
T T
125 11.00
168.1196.1 225.2
0Ll Jw‘!h Mw;mw:‘”pmmw_m_%f’?‘ m/z 41.10  96.61%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #43471: Cyclododecane
55.0
83.0
5000 — :
11.00
2710 111.0 m/z 57.10 87.71%
AR ] o
O\H’HHMH‘ ‘HH“\H\‘HH‘HH‘HH‘\l\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #71728: 1-Tetradecene
43.0
RN T
11.00
5000 83.0 m/z 87.85 69.27%
1110
‘ | Ll ]| | 140016801960
) SA| B 8 A Y utihotcd-dd B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #217459: |Isobutyl tetradecyl carbonate e T
57.0 11.00
m/z 43.10 62.12%
5000
970
m/z--> 20 40 60 80 100120140160 180200220 240 260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 10 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.210 20.19 ng 967382  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Eicosane 282 (C20H42 000112-95-8 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 1550 (11.210 min): BF141189.D\data.ms (-1546) (- m/z 57.10 100.00%
7.1

57.
5000

99.1 T I —
L, MH\ \“H\‘ H" ‘u‘ ;

11.00 11.50
141.1
0 192 2043 m/z 43.10 70.33%

m/z--> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0

5000 St e
11.00 11.50

m/z 71.10  65.40%

99.0
LI om0 s
O\‘\‘\““\‘\‘\“‘\“’\“\“\ 1“‘\‘\ \‘\“\\\\“\\\\‘\\\\
Mjze> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0

. —
11.00 11.50

5000 ITI/Z 85.10 44 .74%
99.0
oLl L L1 1410 1830 2250 2670 338
LA A Bt e o S
m/z--> 50 100 150 200 250 300
Abundance #45479: Dodecane T ——
43.0 11.00 11.50

m/z 41.10 33.98%

5000
85.0
d\ ‘ 1270 1700
‘ T

\ T
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 11 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.239 11.99 ng 574540  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 83
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 78

Abundance Scan 1555 (11.239 min): BF141189.D\data.ms (-1553) (- m/z 57.10 100.00%

57.1
5000

113.1 !
11.00 11.50
183.2
o ‘L‘u“w“ﬂ“ el 2671 m/z 71.10 82.45%
miz--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 s ——
11.00 11.50

m/z 85.10 43.98%

T “\ ‘ ‘ H‘ “‘ \“ T “\ \ L T ]\-8\3\0‘ T 1T 2\5‘3\.0\ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
11.00 11.50

o

5000 m/z 43.10 43.72%
0 ‘\\ I H\ A \‘ u‘ 1 0 183.0 239.0 296.0
i R e R
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 11.00 11.50

m/z 55.10  22.49%

5000
99.0
eyl | 1410 1830 2250 2670 3381

Ol e — —
miz--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 12 Carbonic acid, octadecyl pr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.522 5.59 ng 267928  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 81
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 81
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 76
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 74
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 74
Abundance Scan 1603 (11.522 min): BF141189.D\data.ms (-1600) (- m/z 57.10 100.00%
57.1
5000 W
‘ 1150 |
243.2 :
ob— il “ i h L, l?§l 2OV T2783 w7 43.10 54.87%
m/z--> 50 100 15 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — :
11.50
m/z 71.10  52.06%
[ \L \“\‘\‘ H‘\ \‘ “ “H ‘;!“3‘9(‘)‘ 182‘0 2240 T ‘2‘97‘9 —
miz-> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
T \
11.50
5000 m/z 41.10 51.10%
0 “\\ % ‘M | 1390 1830 2390 2910
““ i T
m/iz--> 100 150 200 250 300
Abundance #277469:Carbonk:add,emosyIWnerﬁer ——
57.0 11.50
m/z 55.10 43.94%
- WM
ohs M | 1410 1820 2500 325 -
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 13 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.592 7.14 ng 342069 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1615 (11.592 min): BF141189.D\data.ms (-1612) (- m/z 57.10 100.00%
57.1
5000 Lﬁﬂpﬂvﬁ¥AA««/\Nv\J\
‘ 91 i1‘5d |
141.1 .
1832
ol “w‘w‘ ol SR, 2482 m/z 71.10  88.38%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — :
11.50
m/z 43.10 71.77%
Olwswq\ “‘ \h‘\ h“ \“‘ \}\4%‘(‘)\ %8\3\0‘\22\5\(\)‘ T \\29\6‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
11.50
5000 m/z 85.10 53.93%
ol ‘L‘ ”h‘ i \\ | 14}91830225026703090 367.(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane —
57.0 11.50
m/z 41.10 25.45%
5000
9.0
LD moumo mo
omww” mMuuw””p””_”‘_‘ e
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 14 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.639 32.21 ng 1543860  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Pentadecane 212 C15H32 000629-62-9 91
4 9-methylheptadecane 254 C18H38 026741-18-4 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90

Abundance Scan 1623 (11.639 min): BF141189.D\data.ms (-1619) (- m/z 57.10 100.00%

57.1
5000

[
h 99.1 11.50 12.00

1411 1832 .
e b g AL 1832 2252 2683 L. 4310 68.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158597: Nonadecane
57.0

5000 - e
11.50 12.00

m/z 71.10 65.48%

27\0‘ [ 1] u\ | 410 1830 2250 268.0
\\\‘\\H‘H\\‘\\H‘\H\‘H\\‘\H\‘H\\‘\\H‘H\\’\\H‘\H\’\\\\‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

o

o

11.50 12.00
5000 m/z 85.10 46.03%
99.0 140.0
0\\\‘\‘H‘H‘H“"h}“‘}“”“‘””“H‘l“”“"]‘-\8‘5\\0\’\\2‘2\6\‘(‘)"“““““‘ JM/JL/\/\/\J\/\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane Fo P
57.0 11.50 12.00

m/z 41.10 32.76%

- MJL
27‘ L‘ H 90 140 183.0212.0

0‘HMHWH‘ﬁﬂmﬂmwuﬂwﬂuwuwuu‘uuwuwuuw‘HMHWH —

‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 15 Carbonic acid, tetradecyl v... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.810 17.94 ng 859934  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 83
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 80
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
Abundance Scan 1652 (11.810 min): BF141189.D\data.ms (-1648) (- m/z 57.10 100.00%
57.1
5000
97.1
— ——
11.50 12.00
27.1
ol m‘u u“hu il o (002 2092 2472 2901 yp 7110 81.82%
m/z--> 50 100 150 200 250 300
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
5000 — —
11.50 12.00
97.0 m/z 43.10 71.60%
Nl ‘ “‘ ‘u 4270 16601950 2410
miz-> 50 100 150 200 250 300
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
— ——
11.50 12.00
m/z 85.10 53.85%
5000 85.0
AN A PR0 #0am0
miz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester — —
57.0 11.50 12.00
m/z 41.10 41.11%
5000
97.0
0?7 ‘0‘\ 1 H? 1690 208.0 2520 297 - -
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 16 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.874 12.37 ng 593003 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Sulfurous acid, hexadecyl pentyl... 376 C21H4403S 1000309-14-9 46
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 43
4 3,3-Dimethylnonadecane 296 C21H44 1000360-43-5 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 1663 (11.874 min): BF141189.D\data.ms (-1660) (- m/z 43.10 100.00%
3.1
73.0
5000
129.1
— ——
171.1 213.2 256.1 11.50 12.00
0 2871 m/z 57.10  83.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 — e
11.50 12.00
1710 2130 256.0 m/z 71.10 83.06%
0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #284589: Sulfurous acid, hexadecyl pentyl ester

T

71.0
— 7
11.50 12.00
5000 ITI/Z 73.05 65.63%
410
11.0
0 [idere 18602200 2170
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90196: Tetradecane, 4-methyl- — T
43.0 11.50 12.00
m/z 41.10 63.79%
5000 85.0 M
27.0
e s .
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc : OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 17 Sulfurous acid, butyl octad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.945 18.35 ng 879179  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 74
2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 74
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 74
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 74
5 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 64
Abundance Scan 1675 (11.945 min): BF141189.D\data.ms (-1672) (- m/z 57.10 100.00%
57.1
5000 M
111.1 ——
1511 1921 2533 12.00
ob— \‘\‘ J “H“u \M \H‘ all, \H‘m " mh‘ N ‘ : ‘2‘9‘23 : m/z 43.10 63.87%
m/z--> 50 100 150 200 250 300
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
5000 T
12.00
m/z 71.10 61.17%
139.0
ok \“ \‘L ‘mw\\‘ d‘\ \‘\‘ ‘H L \‘\ ‘\‘ ?‘8‘3‘0‘ — ‘25‘\3‘0‘ — ‘3‘17‘"
miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
——
12.00
5000 m/z 69.10 50.24%
ol dkmuw“ 175.0 — ““Zﬁﬁ?‘
m/iz--> 5 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester ——
57.0 12.00
m/z 55.10 48.59%
5000
oL L L 1410 1960 2520 297.0
bl e — P
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP
ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 18 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.057 46.10 ng 2209200  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 1694 (12.057 min): BF141189.D\data.ms (-1690) (- m/z 57.10 100.00%
57.1
5000 M
99.1 N !
12.00
411
ol b Lyl 1411 1832 2252 2823 4370 eg.eo%
miz--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 —— :
12.00
99.0 m/z 71.10 67.64%
41.
oS0l L L4 || 10 1390 gm0 220
miz-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T \
12.00
5000 m/z 85.10 48.35%
99.0 140.0
182.0
ob— MH‘ bbb P 2260
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T ‘
57.0 12.00
m/z 41.10 33.30%
5000 M
0260 ‘ |4 H\ 1410 1830 2250 2080
e “‘ Aoy o — —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 19 Pentacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.345 56.96 ng 2729860  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Pentacosane 352 (C25H52 000629-99-2 83
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hentriacontane 437 C31He64 000630-04-6 80
Abundance Scan 1743 (12.345 min): BF141189.D\data.ms (-1739) (-} ' m/z 57.10 100.00%
57.1
5000 fM\Jt\/\/A\ﬂ«ﬁAVM\J
9.1 — ——
12.00 12.50
41 2 183.2 267.3
ob— u“ “u b “‘ H PLAtre 2252 22023098 m/z 71.10 58.04%
miz--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0
5000 — e
12.00 12.50
268.0 m/z 43.10 43.68%
141.0 183.0
0 : ‘Q“ / ‘\‘ “\ I H‘ “\“\“ | \\ L ‘2\2‘5‘9 I
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
— ——
12.00 12.50
5000 m/z 85.10 39.84%
9.0
ol L 111 | 14018302250 267.0 309.0 352
e e I e
m/z--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 12.00 12.50
m/z 41.10 22.71%
5000
‘ 99.0 1410
I — —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Qle98-01 :
Misc OILY-STONE-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 20 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.457 53.84 ng 2580040  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
Abundance Scan 1762 (12.457 min): BF141189.D\data.ms (-1758) (-] | m/z 57.10 100.00%
57.1
——
|| \ 14111832 9252 1250
omw b L1770 1832225.2 296338362 4/, 71,10 72.27%
mfz--> 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T
12.50
m/z 43.10 65.94%
oL ‘L il M | 14101830 225.0 267.0 309.0 367
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
——
12.50
5000 m/z 85.10 53.58%
o9 ) || 20000
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7
57.0 12.50
m/z 41.10  29.84%
5000 M
41.0
RERRNE| h\ |M1018302250 2960 o
m/z--> 50 100 150 200 250 300 350 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141189.D

Acqg On : 16 Jan 2025 16:58

Operator : RC/JU

Sample : Q1098-01 :
Misc : OILY-STONE-COMP

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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-... 5.022 6.1 ng 251976 1 6.816 824017 20.0
1-Hexanol, 2-et... 6.887 95.4 ng 3931120 1 6.816 824017 20.0
Hexanoic acid, 7.487 9.1 ng 475017 2 8.098 1045140 20.0
Pentadecane 9.786 4.6 ng 216197 3  9.851 945380 20.0
Tetradecane 10.286 3.5 ng 165153 3 9.851 945380 20.0
Octacosane 10.510 3.9 ng 182619 3 9.851 945380 20.0
Benzophenone 10.563 4.5 ng 213644 3 9.851 945380 20.0
Heptadecane 10.763 12.7 ng 608309 4 11.339 958485 20.0
Cyclododecane 11.086 5.3 ng 254558 4 11.339 958485 20.0
Octadecane 11.210 20.2 ng 967382 4 11.339 958485 20.0
Hexadecane, 2,6... 11.239 12.0 ng 574540 4 11.339 958485 20.0
Carbonic acid, ... 11.522 5.6 ng 267928 4 11.339 958485 20.0
Heneicosane 11.592 7.1 ng 342069 4 11.339 958485 20.0
Nonadecane 11.639 32.2 ng 1543860 4 11.339 958485 20.0
Carbonic acid, ... 11.810 17.9 ng 859934 4 11.339 958485 20.0
n-Hexadecanoic ... 11.874 12.4 ng 593003 4 11.339 958485 20.0
Sulfurous acid,... 11.945 18.4 ng 879179 4 11.339 958485 20.0
Eicosane 12.057 46.1 ng 2209200 4 11.339 958485 20.0
Pentacosane 12.345 57.0 ng 2729860 4 11.339 958485 20.0
Hexacosane 12.457 53.8 ng 2580040 4 11.339 958485 20.0
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