LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P4103-01

Misc :

ALS vial : 6 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139497.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 9 18 rVB 631034 977729 11.34%  1.592%
2 5.087 500 509 518 rVB 75797 113700 1.32% 0.185%
3 5.492 565 578 583 rBV 1205544 1581198 18.33% 2.574%
4 6.410 729 734 742 rBV3 103405 207941  2.41% 0.339%
5 6.504 742 750 755 rBV 1202189 1699364 19.70% 2.767%
6 6.622 765 770 773 rBV3 90999 150173 1.74% 0.244%
7 6.657 773 776 781 rVB4 80710 126406 1.47% 0.206%
8 6.734 781 789 792 rBV5S 77043 158193 1.83% 0.258%
9 6.798 792 800 803 rBV4 98158 219656 2.55% 0.358%
10 6.839 803 807 809 rBv4 112110 147243 1.71% 0.240%
11 6.875 809 813 818 rVB2 459431 600771 6.97% 0.978%
12 6.934 819 823 826 rBV3 112446 167639 1.94% 0.273%
13  6.992 826 833 835 rBV5 191362 378745 4.39% 0.617%
14 7.022 835 838 841 rVB 226954 260523 3.02% 0.424%
15 7.057 841 844 847 rVB2 88739 90189 1.05% 0.147%
16 7.104 849 852 855 rBV3 152178 178036 2.06%  0.290%
17 7.145 855 859 864 rVB3 325414 513688 5.96% 0.836%
18 7.222 868 872 875 rBv2 173595 268027 3.11% 0.436%
19 7.275 877 881 884 rBV2 394976 571454 6.63% 0.930%
20 7.357 892 895 897 rBV2 88342 99508 1.15% 0.162%
21 7.410 897 904 906 rBv4 663038 1305064 15.13% @ 2.125%
22 7.439 906 909 918 rVvVv 810858 1585500 18.38% 2.581%
23 7.522 918 923 927 rVB3 748218 1219614 14.14% 1.986%
24 7.575 927 932 935 rBV4 267909 469125 5.44% 0.764%
25 7.686 943 951 955 rBV3 963639 1747769 20.27% 2.846%
26 7.763 959 964 967 rBV3 659749 1289338 14.95% 2.099%
27 7.804 968 971 977 rVB5 1404700 1909834 22.15%  3.109%
28 7.986 998 1002 1006 rBV4 651774 1076450 12.48% 1.753%
29 8.039 1007 1011 1014 rBV3 681054 1190129 13.80% 1.938%
30 8.116 1020 1024 1026 rBV3 570057 940168 10.90%  1.531%
31 8.163 1027 1032 1036 rVB5 884645 1994494 23.13%  3.247%
32 8.257 1044 1048 1053 rVB5 613039 909851 10.55% 1.481%
33 8.369 1065 1067 1070 rBV2 559298 582520 6.75%  0.948%
34 8.457 1076 1082 1089 rBV6 1490002 3279986 38.03% 5.340%
35 8.598 1101 1106 1116 rVB2 3899666 8624060 100.00% 14.041%

36 8.710 1122 1125 1131 rBv4 835138 1594912 18.49% 2.597%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P4103-01

Misc :

ALS vial : 6 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.951 1163 1166 1172 rVB5 710227 1201376 13.93% 1.956%
38 9.080 1185 1188 1191 rVB 1164712 1397277 16.20% 2.275%
39 9.192 1204 1207 1212 rVB 3469156 4680672 54.27% 7.621%
40 9.239 1212 1215 1220 rVB 1380610 1735205 20.12% 2.825%
41  9.328 1226 1230 1234 rBV3 1167041 1851426 21.47% 3.014%
42 9.639 1279 1283 1291 rBV3 2463651 3781799 43.85% 6.157%
43 9.792 1306 1309 1312 rBV2 737400 893755 10.36% 1.455%
44  9.833 1313 1316 1320 rVB 1080824 1376807 15.96%  2.242%
45 10.563 1437 1440 1446 rVB 500816 741763 8.60%  1.208%
46 10.704 1461 1464 1470 rVB 551572 681460 7.90% 1.109%
47 10.827 1481 1485 1493 rVB 1027200 1513334 17.55%  2.464%
48 11.292 1561 1564 1571 rVB 450371 622095 7.21% 1.013%
49 11.404 1579 1583 1597 rVB 441175 684473 7.94% 1.114%
50 12.980 1847 1851 1859 rVB 893771 1232833 14.30% 2.007%
51 14.039 2026 2031 2041 rVB 310005 460426 5.34% 0.750%

52 15.509 2277 2281 2291 rVB 190672 337381 3.91% 0.549%

Sum of corrected areas: 61421079
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\

BF139497.D
: 20 Sep 2024 12:50
: RC/JU
: P4l103-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

.146

TIC: BF139497.D\data.ms

5.492

5.087

~ o~ ALY
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF139497.D\data.ms

10.827
12.980

10.56870.
Mj\ 1129204
MM

0
Time-->

— — — — — — 7
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF139497.D\data.ms

14.039
15.509
_— N

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.146  32.55 ng 977729  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# 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 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 9 (2.146 min): BF139497.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
AR RARRREREE
‘ ‘ Lg 1 ‘ 2.202.302.402.502.60
0‘H‘wu‘w‘uhluwumwbu‘ﬂh‘_‘uw‘uw‘u‘uu‘uu‘uu m/z 43.10 50.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T T[T T I T[T TTT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 32.70%
29.0 % ‘
O‘H\\‘H\‘}“HH“‘}\‘H‘H\?“F)H\“\}\\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o RS§ N EESTEEESEREEEE
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 26.67%
27.0
0oyt sl 3120 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- R REARRREREE
73.0 2.202.302.402.502.60
m/z 41.05 16.41%
5000
45.0
ol EO ] 99.0 1150
R A R N AR Rama E R Ean e R RAARREEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.992 12.61 ng 378745 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 59
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
3 Hexadecane 226 C16H34 000544-76-3 59
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
5 Decane, 3-methyl- 156 C11H24 013151-34-3 53
Abundance Scan 833 (6.992 min): BF139497.D\data.ms (-826) (-) m/z 57.10 100.00%
57.1
5000 MW\/\
85.1 A Raama e
112.1 6.60 6.80 7.00 7.20 7.40
l [ | 152.1 o
O+l e e e m/z 43.10 62.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 I L LU B I
6.60 6.80 7.00 7.20 7.40
29.0 85.0 m/z 71.10 53.32%
0 ‘\‘ L ‘\ H\ \‘\ l 1L 11?’0 . 141.0 184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
A T
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 44 ,38%
29.0 85.0
oLl B30 1550 183.09060
R o R e RERRAENaE S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane AREamaREEEE SR
57.0 6.60 6.80 7.00 7.20 7.40
m/z 56.10 23.98%
5000
85.0
29.0
0 ‘\ ““ L M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e R A RRARS BRET
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.145 17.10 ng 513688 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 83
2 Cyclopentane, hexyl- 154 C11H22 004457-00-5 80
3 5-Undecene 154 C11H22 004941-53-1 74
4 5-Undecene, (E)- 154 C11H22 000764-97-6 68
5 2-Undecene, (E)- 154 C11H22 000693-61-8 60
Abundance Scan 859 (7.145 min): BF139497.D\data.ms (-855) (-) m/z 69.10 100.00%
69.1
41.1
5000
97.1
T
| ‘ 1251 1942 6.80 7.00 7.20 7.40
Ol el T L hjz ss.1e 99.98%
miz--> 20 40 60 80 100 120 140 160
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 L L B I B LA BN R I
6.80 7.00 7.20 7.40
‘ 154.0 m/z 41.10 72.42%
‘ 125.0 ‘
O\\\‘\‘\\\“’M\\“\‘\w\‘\“‘”\‘ ‘h‘\\‘}\‘\‘\\\‘i\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31428: Cyclopentane, hexyl-
410 690
T
6.80 7.00 7.20 7.40
5000 m/z 56.10 60.88%
97 0
126.0 154.0
0150 ‘ ‘ Hmwh”_”“_
miz--> 100 120 140 160
Abundance #31397 5- Undecene R B
6.80 7.00 7.20 7.40
m/z 43.10  48.25%
5000
83 0 154.0
111 0
om_m,m HH_H_HHWHAW e
m/z--> 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Naphthalene, decahydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.275 19.02 ng 571454  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 91
2 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 87
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 81
4 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 72
5 Spiro[4.5]decane 138 C10H18 000176-63-6 68
Abundance Scan 881 (7.275 min): BF139497.D\data.ms (-877) (-) m/z 67.10 100.00%
67.1
138.2
41.1 96.1
5000
AR ASESRREEEES SR
m ‘ | ‘ ‘ 1931 7.00 7.20 7.40 7.60
A 1 YT R - m/z 138.15  74.74%
miz--> 20 40 60 80 100 120 140
Abundance #19431: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0
7.00 7.20 7.40 7.60
m/z 68.18  71.59%
O ‘2\6u\b\ \‘i”\ \‘i“} ‘ \“ ‘\ \‘u ‘\ \‘\H“ T \]-‘23\.\0\ \“ L
miz--> 20 40 60 80 100 120 140
Abundance #19454: Naphthalene, decahydro-, cis-
67.0 96.0
138.0
AR
41.0 7.00 7.20 7.40 7.60
5000 m/z 41.10 63.30%
0 FP‘P A 1230 1
m/iz--> 20 40 60 80 100 120 140
Abundance #19465: Naphthalene, decahydro-, trans- AR ARRR RS
670 138.0 7.00 7.20 7.40 7.60
82.0 m/z 96.10 58.66%
41.0
5000
‘ 109.0
0 F?‘}b Al w;”: il “M il ““ e S
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown7.522 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.522  12.23 ng 1219610 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1,2,2,3-tetramethyl... 168 C11H200 059642-07-8 43
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 43
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 38
4 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 38
5 Butanoic acid, 3,7-dimethyl-2,6-... 224 C14H2402 000106-29-6 38
Abundance Scan 923 (7.522 min): BF139497.D\data.ms (-918) (-) m/z 55.10 100.00%
55.1
. W
1111 1362 e
‘ ‘ ] ‘ 7.20 7.40 7.60 7.80
0! W‘ sl Ll m/z 69.18  95.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43436: Ethanone, 1-(1,2,2,3-tetramethylcyclopentyl)-, (1
43.0
69.0
5000 L L R B R
7.20 7.40 7.60 7.80
m/z 41.10 83.13%
12 5.0
N %0 150.0168.0
\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance  #87664: l,7—Dimethyl—4—(1—methylethyl)cyclodecane
55.0
97.0
 AAEEmEEE R
7.20 7.40 7.60 7.80
5000 m/z 43.10 75.85%
29.0
125.0 167.0
0! LT O S U
m/z--> 20 40 60 80 100 120 140 160
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha. R R A
55.0 7.20 7.40 7.60 7.80
m/z 71.10 40.91%
97.0
5000
126.0
27.0
L g ! ‘ ‘
OH“HHH;,HH‘ L e R R R REERE
m/z--> 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Naphthalene, decahydro-2-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.686 17.53 ng 1747776  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 95
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 81
4 Bicyclo[4.1.0@]heptan-2-one, 3,5,... 152 C10H160 029750-24-1 81
5 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 78

Abundance Scan 951 (7.686 min): BF139497.D\data.ms (-943) (-) m/z 81.10 100.00%

41.1 81.1
152.2
5000
ammm AR
123.1 7.40 7.60 7.80 8.00
0 : oy Lo 2802 ny/z a1.10  88.93%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . . 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 L L L L L BN LR
7.40 7.60 7.80 8.00
109.0 m/z 55.10 88.68%
0- 24 ‘\i“‘\\“\’]_\3\3\‘(‘)\\‘\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29490: trans-Decalin, 2-methyl-
81.0
ammm AR
55.0 152.0 7.40 7.60 7.80 8.00
5000 m/z 67.10 85.48%
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29329: Cyclohexanone, 5-methyl-2-(1-methylethylidene T T
81.0 7.40 7.60 7.80 8.00
m/z 152.20  79.80%
41.0 152-0
5000 109.0
0'15'0 ”ﬂm‘\J\WW\\J‘H\M‘\\H‘\\ A e
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF091324.M Mon Sep 23 02:34:21 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown7.763 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.763  12.93 ng 1289340  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,7-Trioxabicyclo[4.4.0]dec-9-... 374 C23H3404 1000161-14-6 43
2 Didodecyl phthalate 502 C32H5404 002432-90-8 43
3 5-(3-Methylbutyl)-2-pyridinecarb... 193 C11H15NO2 049751-50-0 38
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 35
5 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 068296-97-9 27

Abundance Scan 964 (7.763 min): BF139497.D\data.ms (-959) (-) m/z 149.15 100.00%

57.1 149.2
5000
A REaEEREEE
| m 7.40 7.60 7.80 8.00
ol M‘MW e W/z 57.10  97.37%
miz--> 50 100 150 200 250 300 350
Abundance #283144: 2,4,7-Trioxabicyclo[4.4.0]dec-9-ene, 8-decyloxy
149.0
5000 L L LI LI LR B
91.0 7.40 7.60 7.80 8.00
43.0 m/z 41.10 54.04%
ol L, | 216.0 _ 283.0 374.(
\\f‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #338429: Didodecyl phthalate
149.0
A A RARSaRET o
7.40 7.60 7.80 8.00
so00| 2 ° m/z 43.10  43.44%
| 1040
S
m/z--> 50 lOO 150 200 250 300 350
Abundance  #67857: 5-(3-Methylbutyl)-2-pyridinecarboxylic acid T
149.0 7.40 7.60 7.80 8.00
m/z 55.10 36.56%
5000
41. 0 91.0
bl s
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF091324.M Mon Sep 23 02:34:22 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 1-Methyldecahydronaphthalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.804 19.15 ng 1909830  Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 86
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 74
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 58
5 (+)-2-Bornanone 152 C10H160 000464-49-3 52
Abundance Scan 971 (7.804 min): BF139497.D\data.ms (-968) (-) m/z 67.10 100.00%
. 152.2
5000
Ramas A RAR R
15.1 7.40 7.60 7.80 8.00 8.20
e | 1782 9
01 I m/z 95.10 96.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
95.0 152.0
5000 I L AL B
7.40 7.60 7.80 8.00 8.20
m/z 81.10 95.36%
h 123.0
O' ‘\\‘\\‘u\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
950 1520 I L AL B
7.40 7.60 7.80 8.00 8.20
5000 m/z 152.20 85.79%
h 123.0
01 L R L R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29494: cis-Decalin, 2-syn-methyl- EREEREEEEE S e
95.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 56.60%
5000
152.0
H 123.0
01 LA e o e R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20

8270-BF091324.M Mon Sep 23 02:34:23 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50

Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 unknown8.039 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.039 11.93 ng 11901306 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 27

2 Cyclodecane 140 C1eH20 000293-96-9 25
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 22
4 Tridecane, 5-methyl- 198 C14H30 025117-31-1 22
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 18
Abundance Scan 1011 (8.039 min): BF139497.D\data.ms (-1007) (-)| [ m/z 43.10 100.00%
3.1
85.1
5000
e
65 109.1 152.2 7.80 8.00 8.20 8.40
o ooy (| 41782 L 5516 s9.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #217225: Oxalic acid, 6-ethyloct-3-yl isohexyl ester
43.0 85.0
5000 L B LA LA BN B U
7.80 8.00 8.20 8.40
1110 m/z 41.10 57.73%
141.0
0\‘\‘\‘\{“\\‘ \\\’\\\\’\\\\"\\\\’\\\\’\\\
miz--> 20 40 100 120 140 160 180
Abundance #20644.Cycbdecane
55.0

7.80 8.00 8.20 8.40
m/z 57.10 57.25%

5000

111.0 140.0

0,

%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59074: Undecane, 2,4-dimethyl- T
43.0 7.80 8.00 8.20 8.40
m/z 85.10 53.78%
85.0
5000
ok osg L 28D aeso M
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF091324.M Mon Sep 23 02:34:24 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown8.457 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.457  32.89 ng 3279990 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 47
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 43
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 43
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
Abundance Scan 1082 (8.457 min): BF139497.D\data.ms (-1076) (-) m/z 55.10 100.00%
551 83.1
5000
1312 1772
. \\\\‘\\\\‘\\\\‘\\\\‘\\\
1071 8.20 8.40 8.60 8.80
(o} m/z 83.10 91.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19488: 1,6-Octadiene, 5,7-dimethyl-, (R)-
558.0
83.0
5000 L L I L LI L B
8.20 8.40 8.60 8.80
27.0 m/z 82.10 64.98%
O
0 \\\‘\}\\‘}‘\\ml“\‘\‘\\“i”\\\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
S RARRMEEE
8.20 8.40 8.60 8.80
5000 m/z 41.10 56.43%
27.0 | 124.0
0 \H‘\HHi“u\”Mwl\Hi‘lm!,\\H‘HH‘HH‘HH‘HH \
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20677: Cyclohexane, butyl- T RRRmEESE
55.0 83.0 8.20 8.40 8.60 8.80
m/z 81.10 44.79%
29.0 140.0
0 ‘H"HH‘H‘HM““1“‘u‘1H“,1‘1‘%10_kum‘mwmw S ——
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF091324.M Mon Sep 23 02:34:25 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Cyclopentane, (2-methylbutyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.710 15.99 ng 1594910 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 89
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 46
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 45
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 45
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 43
Abundance Scan 1125 (8.710 min): BF139497.D\data.ms (-1122) (-) m/z 69.10 100.00%
69.1
5000
R EmaaE R
8.40 8.60 8.80 9.00
0! m/z 55.10 64.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 L B LR B R
8.40 8.60 8.80 9.00
m/z 41.10 60.08%
0 \H‘\huwiu \\“‘1\\\“\\w\’\\]\-\4?\.9\\’\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0
R EmaaE R
8.40 8.60 8.80 9.00
5000 410 m/z 56.10 47.93%
126.0
97.0
otsoy b o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7604: 1-Hexene, 3,3-dimethyl- A Rmmma
69.0 8.40 8.60 8.80 9.00
m/z 57.10 46.36%
41.0
5000
97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF091324.M Mon Sep 23 02:34:26 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown8.951 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.951 12.05 ng 1201380 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 25
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 25
3 Cyclooctane, ethyl- 140 C1eH20 013152-02-8 22
4 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 18
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 18
Abundance Scan 1166 (8.951 min): BF139497.D\data.ms (-1163) ()| m/z 57.10 100.00%
57.1
125.2
5000
85.1
T
163.2 188.2 8.60 8.80 9.00 9.20
bl il b b 18822102 69 10 75.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19462: 2-Octene, 2-methyl-6-methylene-
69.0
41.0
5000 L LA B L BN BN R B
8.60 8.80 9.00 9.20
95.0 m/z 43.18 67.34%
04 T \‘\‘\ \‘i”\ \‘\M\ T \“U\ \”‘h\ T \‘L T \‘\172‘\3\0\\ [T T T[T T T T[T T77T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13252: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 T
111.0 8.60 8.80 9.00 9.20
5000 ' m/z 41.10 60.89%
:
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20674: Cyclooctane, ethyl- T
69.0 8.60 8.80 9.00 9.20
"y m/z 125.20 60.39%
5000 41.0
S O Y .. O [ I
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091324.M Mon Sep 23 02:34:27 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Heptylcyclohexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.080 20.30 ng 1397280  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 68
2 (Z)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 067883-79-8 53
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 53
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 47
Abundance Scan 1188 (9.080 min): BF139497.D\data.ms (-1185) (-) m/z 83.10 100.00%
3.1
55.1
5000
AR ARAREEEE T
] 1181 1?0 lgos 8.80 9.00 9.20 9.40
Ol AL Wl 17T2082 s 5510 71.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56962: Heptylcyclohexane
83.0
5000 550 L L L BN AL
8.80 9.00 9.20 9.40
m/z 82.10 68.63%
182.0
29.0
0 \\\‘\‘\‘\\““\\\“”‘ \M“\\"!‘\\1“‘1\]\-‘:\]“\?\\:\'-\4.‘:'-\.9\\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #56632: (Z)-Hex-3-enyl (E)-2-methylbut-2-enoate
55.0 83.0
AR ARAREEEE T
8.80 9.00 9.20 9.40
5000 m/z 41.10 32.52%
29.0
0 H‘_‘u‘”‘i‘w“‘:‘mH,um“‘1‘1‘3‘-9‘H_l?ﬁ-?w_ww‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20678: Cyclohexane, butyl- A ARRR RS
83.0 8.80 9.00 9.20 9.40
55.0 m/z 67.10 17.81%
5000
29'0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF091324.M Mon Sep 23 02:34:27 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.192 67.99 ng 4680670  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 72
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
Abundance Scan 1207 (9.192 min): BF139497.D\data.ms (-1204) (-) m/z 57.10 100.00%
57.1
5000
85.1
s ERREaERET
1272 1597 8.80 9.00 9.20 9.40 9.60
0 HwH_HH‘_J‘mmeH_mm“H_ku‘l‘??‘z‘ﬁ‘l?‘? m/z 71.10 80.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 | B ELBLALL B I
8.80 9.00 9.20 9.40 9.60
20.0 85.0 m/z 43.10 52.26%
L |30 1650 18302060
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
s ERREaERET
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 35.04%
29.0 85.0
0 740 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl- s ERREaERET
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 34.42%
5000
29.0 113.0
85.0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF091324.M Mon Sep 23 02:34:28 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.328  26.89 ng 1851430  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 38
3 Cyclopentadecane 210 C15H30 000295-48-7 38
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 27
5 3-Chloropropionic acid, pentadec... 318 C18H35C102 1000281-77-6 27

Abundance Scan 1230 (9.328 min): BF139497.D\data.ms (-1226) (-) m/z 55.10 100.00%

55.1
193.2
83.1
5000 1231
R RamE e A
9.00 9.20 9.40 9.60
161.1 )
0 222.2 m/z 41.10  72.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 95.0 T T T T T T T
9.00 9.20 9.40 9.60
m/z 193.20 69.84%
151.0
O \\\‘\\\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74652: 6-Nitroundec-5-ene
55.0
9.00 9.20 9.40 9.60
5000 m/z 69.10 69.69%
29.0 83.0
H | ‘ ‘ ‘109.0 156.0 182.0
Ol el bl bl e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87653: Cyclopentadecane R RamE e A
55.0 83.0 9.00 9.20 9.40 9.60
210.0 m/z 83.10 50.40%
5000 111.0
29.0
H ‘ ‘139.0 182.0
O\H‘\‘}H‘i‘\u HH“\\‘hM‘mHu\\1”\‘H}H‘mu‘u‘u‘m R RamE e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Data Path :
Data File :
Acqg On 1 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
BF139497.D

Sep 2024 12:50

Operator : RC/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

. P4103-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7-Oxabicyclo[4.1.0]heptane,... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
o635 s4.94ng 3781800  Acenaphthene-d1e 5.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 50

1000222-09-1 30
1000309-12-0 27
1000382-54-5 27
1000382-54-3 25

,6,10-Trimethylundeca-1,3-diene 194 C14H26

ulfurous acid, nonyl 2-propyl e... 250 C12H2603S
arbonic acid, tetradecyl vinyl . 284 C17H3203
arbonic acid, eicosyl vinyl ester 368 C23H4403

uih wNnPE
[Q S E"AN S AN

Abundance Scan 1283 (9.639 min): BF139497.D\data.ms (-1279) (-) m/z 57.10 100.00%

57.1
193.2
5000 83.1
123.1
—r —
‘ 1571 9.50 10.00
- e 15T 22620y 43010 83.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl-
43.0
71.0
5000 T T T T T T
95.0 9.50 10.00
m/z 71.10 75.57%
‘ ‘1260
0' \\‘\‘\U\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69404: 2,6,10-Trimethylundeca-1,3-diene
57.0
— -
9.50 10.00
5000 82.0 ITI/Z 41.10 68.78%
109.0
280 194.0
LA o |
0“m“_“uw N W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester P ——
43.0 9.50 10.00
m/z 193.20 68.38%
71.0
5000
e 20 ey
w"H“H“H“_“w“H,‘H“H“_“w“u"H‘,H“ — s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Heptafluorobutyroxypentad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.792 12.98 ng 893755  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1010245-50-0 50
2 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 43
3 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38
4 Bromoacetic acid, tetradecyl ester 334 C16H31Bro02 018992-01-3 25
5 Cetene 224 C16H32 000629-73-2 25

Abundance Scan 1309 (9.792 min): BF139497.D\data.ms (-1306) (-) m/z 55.10 100.00%

55.1
5000 WM
— —
‘ 9.50 10.00
0“H‘¢M‘ m/z 69.10 98.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #314815: 2-Heptafluorobutyroxypentadecane
43.0
69.0
5000 — —
97.0 9.50 10.00
m/z 41.10 87.66%
125.0 169.0 210.0
0 H”‘\‘Hh‘u\‘iu‘\‘\‘u‘u“uu‘\\“H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl-
41.0
69.0
— —
9.50 10.00
5000 m/z 57.10 65.72%
109.0
b ]| e
o i TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-me T —
41.0 9.50 10.00
69.0
m/z 83.10 65.41%
o %
0! — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown9.833 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.833  20.00 ng 1376810  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 38
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 30
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 18
Abundance Scan 1316 (9.833 min): BF139497.D\data.ms (-1313) (-) m/z 193.20 100.00%
411 691 971 1982
5000
123.1
— T
152.1 9.50 10.00
0! %ﬁ%ﬂﬁm m/z 69.10  84.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68072: 2-Anthracenamine
193.0
5000 165.0 ! ]
9.50 10.00
97.0 m/z 55.10 84.40%
0 390‘ \70\9 | I 13\90 H‘ L. u\‘
\\\‘\\H‘\\\\‘\\\\’\\\\‘\\\\’H\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 _ —
9.50 10.00
5000 m/z 97.10 83.26%
126.0
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene- — —
. 9.50 10.00
m/z 41.10 83.09%
5000
1230 194.0
‘ 151.0
0 LY T S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF091324.M Mon Sep 23 02:34:32 2024 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Heptadecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.827 44.22 ng 1513330  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 80
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 62
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50

Abundance Scan 1485 (10.827 min): BF139497.D\data.ms (-1481) (-] ' m/z 57.10 100.00%
57.1

s

5000
85.1
113.1 183.2 10.50 11.00
141.1
0 wm‘hu‘ et b e e b 213:2, 2432 m/z 71.10  65.98%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 — —
10.50 11.00
85.0 m/z 43.18  62.62%
113.0
0 H‘ J u‘ | 1410 1820 2250253.0
\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
P P
10.50 11.00
5000 ITI/Z 41.10 31.27%
290 85.0
113.0
0,,,,,14101830
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 10.50 11.00
m/z 85.10 24.91%
85.0
5000
‘ 113.0141.0
Ol prrrbely bl e 799, — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P41e3-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.292 18.18 ng 622095  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Hexadecane 226 Cl6H34 000544-76-3 76
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 76

Abundance Scan 1564 (11.292 min): BF139497.D\data.ms (-1561) (- m/z 57.10 100.00%

571
5000
85.1
—— —
113.1 11.00 11.50
141.1 1832
o,‘Hu‘h”“_“‘swM‘W‘Wm‘HH“““‘2‘1“1‘%%“‘5?“”H m/z 71.10  65.58%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

i M
5000 — —
85.0 11.00 11.50
290 30 m/z 43.10 54.34%
0 h |40 18300110 2530080
’\\H‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo-
57.0
— —
11.00 11.50
5000 85.0 ITI/Z 85.10 35.85%
90 | 10 1ss0 1970
0,Juﬂwuﬁ‘mq‘uW‘HWNHW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo- T T
57.0 11.00 11.50
m/z 41.10 29.66%
29.0 113.0
O L PP0is30 200 S
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92024\
Data File : BF139497.D

Acqg On : 20 Sep 2024 12:50
Operator : RC/JU

Sample : P4103-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.146 32.5 ng 977729 1 6.875 600771 20.0
Tridecane 6.992 12.6 ng 378745 1 6.875 600771 20.0
1-Ethyl-2,2,6-t... 7.145 17.1 ng 513688 1 6.875 600771 20.0
Naphthalene, de... 7.275 19.0 ng 571454 1 6.875 600771 20.0
unknown?7.522 7.522 12.2 ng 1219610 2 8.163 1994490 20.0
Naphthalene, de... 7.686 17.5 ng 1747770 2 8.163 1994490 20.0
unknown7.763 7.763 12.9 ng 1289340 2 8.163 1994490 20.0
1-Methyldecahyd... 7.804 19.1 ng 1909830 2 8.163 1994490 20.0
unknown8.039 8.039 11.9 ng 1190130 2 8.163 1994490 20.0
unknown8.457 8.457 32.9 ng 3279990 2 8.163 1994490 20.0
Cyclopentane, (... 8.710 16.0 ng 1594910 2 8.163 1994490 20.0
unknown8.951 8.951 12.1 ng 1201380 2 8.163 1994490 20.0
Heptylcyclohexane 9.080 20.3 ng 1397280 3 9.922 1376810 20.0
Dodecane, 2,6,1... 9.192 68.0 ng 4680670 3 9.922 1376810 20.0
Decahydro-1,1,4... 9.328 26.9 ng 1851430 3 9.922 1376810 20.0
7-Oxabicyclo[4.... 9.639 54.9 ng 3781800 3 9.922 1376810 20.0
2-Heptafluorobu... 9.792 13.0 ng 893755 3 9.922 1376810 20.0
unknown9.833 9.833 20.0 ng 1376810 3 9.922 1376810 20.0
Heptadecane, 2,... 10.827 44.2 ng 1513330 4 11.404 684473 20.0
Hexadecane, 2,6... 11.292 18.2 ng 622095 4 11.404 684473 20.0
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