LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On 1 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc :

ALS Vvial : 11 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138791.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 3 12 23 rVB 545033 856681 74.25% 9.050%
2 3.416 221 225 234 rBV 4204 12557 1.09% 0.133%
3 5.075 502 507 523 rVB 46298 79524 6.89%  0.840%
4 5.481 570 576 591 rBV 841164 1143873 99.14% 12.085%
5 6.369 724 727 732 rBV2 15368 20758 1.80% 0.219%
6 6.487 741 747 760 rBV 840707 1153835 100.00% 12.190%
7 6.669 774 778 786 rBv4 7884 20263 1.76% 0.214%
8 6.740 786 790 795 rVW3 12326 17879 1.55% 0.189%
9 6.798 795 800 803 rvv3 8755 14493 1.26% 0.153%
10 6.845 803 808 814 rVB 228404 292634 25.36%  3.092%
11 6.975 824 830 833 rBVS 6727 12563 1.09% 0.133%
12 7.110 848 853 857 rBvV 24748 34667 3.00% 0.366%
13 7.210 862 870 874 rBV7 10291 24502 2.12% 0.259%
14 7.263 875 879 884 rVB2 12855 21186 1.84% 0.224%
15 7.363 890 896 898 rBv4 19475 32801 2.84% 0.347%
16 7.410 898 904 912 rVB 547997 743922 64.47% 7.859%
17 7.481 912 916 919 rBvV2 19809 26759 2.32% 0.283%
18 7.534 919 925 928 rBv4 17384 32517 2.82% 0.344%
19 7.622 937 940 942 rBV 11429 14153 1.23% 0.150%
20 7.71@ 950 955 960 rBV5 16373 33691 2.92% 0.356%
21  7.763 960 964 969 rVV3 16818 23663 2.05% 0.250%
22 8.128 1021 1026 1030 rBV 255826 323876 28.07% 3.422%
23 8.181 1031 1035 1038 rVV2 50591 59566 5.16% 0.629%
24  8.322 1057 1059 1066 rVB4 46828 54672 4.74% 0.578%
25 8.563 1097 1100 1107 rVB4 64395 118636 10.28%  1.253%
26 8.628 1108 1111 1113 rBvV2 46040 50791 4.40% 0.537%
27 8.663 1113 1117 1120 rBV3 73577 109927 9.53% 1.161%
28 8.863 1148 1151 1155 rBV3 72862 104818 9.08% 1.107%
29 9.004 1172 1175 1177 rBV3 49231 62010 5.37% 0.655%
30 9.116 1191 1194 1196 rBvV3 72243 77587 6.72% 0.820%
31 9.198 1204 1208 1213 rBV 803071 1031255 89.38% 10.895%
32 9.586 1271 1274 1279 rBV3 99400 138877 12.04% 1.467%
33 9.745 1298 1301 1304 rBvV 90512 111977 9.70% 1.183%
34 9.881 1321 1324 1328 rVB 247808 296150 25.67%  3.129%
35 10.198 1375 1378 1383 rBV3 95661 166029 14.39% 1.754%

36 10.675 1455 1459 1463 rBV 406315 544221 47.17% 5.749%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On 1 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS Vvial : 11 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.369 1574 1577 1580 rBV 211653 280369 24.30%  2.962%
38 12.586 1781 1784 1788 rBV 129306 152289 13.20% 1.609%
39 12.957 1843 1847 1854 rVB 578676 764948 66.30% 8.081%
40 14.010 2023 2026 2034 rVB2 158162 261854 22.69% 2.766%

41 15.480 2273 2276 2283 rVB 101418 142796 12.38% 1.509%

Sum of corrected areas: 9465569
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138791.D\data.ms
1000000

5.481 6.487
800000

6000004 ;63 7.410

400000

6.845
200000

3.416 27 6.369| 6.66ur08.9751ADFI6HTEAL

0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\/r\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF138791.D\data.ms

1000000

800000

600000

9.588.7

400000

200000

0 ———— — — — — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138791.D\data.ms

1000000
800000
600000 14.010

400000 M
15.480
200000 M

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 58.55 ng 856681 1,4-Dichlorobenzene-d4 6.845

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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 12 (2.163 min): BF138791.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 43.0
87.1
RRAEARE e
‘ 91 2.202.302.402.502.60
Ol R m/z 43.e5  45.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN B R
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 31.01%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“\\\\‘\\H‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.79%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R e Ee aaa
73.0 2.202.302.402.502.60
m/z 41.10 14.79%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ R e S ARARRRARES
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.075 5.44 ng 79524  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
Abundance Scan 507 (5.075 min): BF138791.D\data.ms (-502) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 R R ARR SRR
‘ 83.0 0‘ 4.80 5.00 5.20 5.40
Ol b e e M/z 59.168 0 57.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B B LA L
4.80 5.00 5.20 5.40
590 m/z 101.10  16.51%
101.
o 200, H 70 830 1710
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RNRRRE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.28%
20.0 101.0
o 20 Ll 730 850
g e pe e SR OEER
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A RARERRR R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000
41.0
29.0 101.0
O ettt 730, 860 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF073024.M Tue Aug 06 12:30:04 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 14
R.T. EstConc Area Relative to ISTD R.T.
7.110 2.37 ng 34667 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 90
2 Cyclopentane, hexyl- 154 C11H22 004457-00-5 87
3 3-Undecene, (E)- 154 C11H22 001002-68-2 87
4 3-Undecene, (Z)- 154 C11H22 000821-97-6 74
5 4-Undecene, (E)- 154 C11H22 000693-62-9 72
Abundance Scan 853 (7.110 min): BF138791.D\data.ms (-848) (-) m/z 69.10 100.00%
69.1
41.0
5000
97.1 Lo S
H M | ‘ | 125.1 ¥ 6.80 7.00 7.20 7.40
Y S— T ] b Al m/z 55.05 84.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 L L LR B B
6.80 7.00 7.20 7.40
154.0 m/z 41.05 80.05%
| T e | ]
125.0
0 T \“’M T \“\ \M\‘\H‘H\‘\ \‘}h \\‘} T P i L
miz--> 20 40 60 80 100 120 140 160
Abundance #31428: Cyclopentane, hexyl-
410 690
 EEmma
6.80 7.00 7.20 7.40
5000 m/z 56.05 66.98%
97.0
126.0 154.0
0250 H S 1“‘ I T N
m/z--> 20 40 60 80 100 120 140 160
Abundance #31410: 3-Undecene, (E)- ! R R R
41.0 6.80 7.00 7.20 7.40
m/z 57.10 46.71%
69.0
5000
970 154.0
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown7.534 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.534 2.01 ng 32517 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 38
2 1-Hexadecanol 242 C16H340 036653-82-4 35
3 1H-Imidazole, 4,5-dihydro-2-(1-m... 112 C6H12N2 040029-86-5 35
4 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 32
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 32

Abundance Scan 925 (7.534 min): BF138791.D\data.ms (-919) (-) m/z 57.10 100.00%

57.1
5000 MWN
153.1
R A maaREE
‘H i 7.20 7.40 7.60 7.80
ol M I e m/z 41.10 61.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347933: Tetratriacontyl pentafluoropropionate
57.0
5000 L B L B B
7.20 7.40 7.60 7.80
50 m/z 55.10  55.06%
ol HILLLLL  195.0264.0334.0405.0 476.0 622.(
‘\\\\‘H\\‘\\\\‘\\H‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #126369: 1-Hexadecano
55.0
R A maaREE
7.20 7.40 7.60 7.80
5000 m/z 83.10 53.91%
5.0
ol fEroes
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #7166: 1H-Imidazole, 4,5-dihydro-2-(1-methylethyl)- A aama e
41.0 7.20 7.40 7.60 7.80
m/z 69.10 48.05%
5000
2.0
0 ‘Hm MHJ“‘W‘H"‘H"‘H"H‘_m‘wwwwwww SR N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Undecane, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.181 3.68 ng 59566  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 53
Abundance Scan 1035 (8.181 min): BF138791.D\data.ms (-1031) (-) m/z 57.10 100.00%
57.1
5000 AWA\/W
 RARRmmamas T
H 79 98.0 149.1 7.80 8.00 8.20 8.40 8.60
Oh e 790 L 124 7601 s 10 48,64
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 U L L R
7.80 8.00 8.20 8.40 8.60
m/z 71.10 39.33%
29.0 98.0
O\\‘\‘\‘\\““\\\‘!“\\“\\siq\\\\“‘\\U\’\\}\4.‘1\.\0\\‘]-\6\9\.9‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
 RRAREmamasE e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 28.90%
bt b AT0 L, 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl- R RRaaEEa s e
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 17.53%
o M
“ ‘ 99.0
R e L = o ST T e e
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.322 3.38 ng 54672  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 89
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 87
3 6-Tridecene, (Z)- 182 C13H26 006508-77-6 81
4 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 74
5 6-Tridecene, (E)- 182 C13H26 006434-76-0 74
Abundance Scan 1059 (8.322 min): BF138791.D\data.ms (-1057) (-) m/z 69.10 100.00%
69.1
41.1
5000
AR EaEE RS
8.00 8.20 8.40 8.60
0! m/z 55.10 83.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 L LN B I B LR
8.00 8.20 8.40 8.60
97.0 o
‘ 126.0 182.0 m/z 41.10 81.69%
0 H‘M“HHH‘\‘\“‘H\‘HH‘\‘M\“‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13195: Cyclooctane, methyl-
55.0
AR EaEE RS
8.00 8.20 8.40 8.60
5000 111.0 m/z 56.10 79.30%
83.0
27.0
] ‘wﬂ”m1‘_m_‘m_m_m‘m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56961: 6-Tridecene, (Z)- e Eamammmmas T
55.0 8.00 8.20 8.40 8.60
m/z 70.10 53.49%
29.0
5000 83.0
111. 182.0
0 ‘\ ‘\ \‘ ‘\ o L\ 1540 ‘
e A rr e e e Eamammmmas T
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown8.563 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.563 7.33 ng 118636  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 47
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 38
3 (E)-2-Hexenyl tiglate 182 C11H1802 1000131-83-6 14
4 3-Ethyl-5-methyl-1-heptyn-3-o0l 154 C1eH180 207974-16-1 14
5 11-Methyldodecanol 200 C13H280 085763-57-1 14

Abundance Scan 1100 (8.563 min): BF138791.D\data.ms (-1097) (-) m/z 69.10 100.00%

69.1
5000
R Ras A RamaaRET
8.20 8.40 8.60 8.80
0" m/z 83.10 87.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31469: Cyclohexane, 1,2-diethyl-1-methyl-
69.0
125.0
5000 L L L B BN I
41.0 8.20 8.40 8.60 8.80
154.0 m/z 55.10 78.16%
‘ 97.0
O\’\M‘\\““\\\“!’\M‘\\‘ML\‘\M\“‘\\\\‘L‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
R Ras A RamaaRET
21.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 65.28%
ol 820
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56598: (E)-2-Hexenyl tiglate T
83.0 8.20 8.40 8.60 8.80
55.0 m/z 125.10 63.63%
5000
125.0
0 “ H‘ ‘ MJ “:!.07.0 ‘ ‘ 154.0 182.0
e A Rmama A A RAREaREE o
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF073024.M Tue Aug 06 12:30:10 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown8.628 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.628 3.14 ng 50791 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 30
2 Silane, ethoxydimethylphenyl- 180 C1OH160Si 001825-58-7 27
3 Pyridine-3-carbonitrile, 1,2-dih... 165 C7H7N3S 051561-25-2 27
4 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 25
5 trans,cis-1,7-Dimethylspiro[4.5]... 166 C12H22 1010111-72-7 18

Abundance Scan 1111 (8.628 min): BF138791.D\data.ms (-1108) (-)| [ m/z 165.20 100.00%

165.2
95.1
5000
41.1 67.1
1231145'1 \\\\‘\\\\’\\\\‘\\\\‘\\\
‘ | ' ‘ Lo11 8.40 8.60 8.80 9.00
XM Y OV Y 0 A i by b :“ T m/z 95.10  70.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0
68.0
5000 L B I L LI LN B
8.40 8.60 8.80 9.00
123.0 166.0 m/z 81.10  60.66%
O \\\‘\\\\‘\\\\‘\\\\‘\\\ ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54592: Silane, ethoxydimethylphenyl-
165.0
R AANEEEREY
121.0 8.40 8.60 8.80 9.00
5000 m/z 109.10 43.75%
45.0
91.0 ‘
oltso, Logo 0L 4 L Lo W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40699: Pyridine-3-carbonitrile, 1,2-dihydro-6-amino-4-m T T T
165.0 8.40 8.60 8.80 9.00
m/z 67.10 36.30%
5000
138.0
39.0 78.0 105.0 ‘ ‘
0 \H‘Hm“i“\‘w‘lu“1“”1“1“\m‘\‘\“\‘\\}m1\“‘””‘\“”\‘””‘\ R RS RRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF073024.M Tue Aug 06 12:30:12 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09

Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclohexane, 1,2,3-trimethy... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.663 6.79 ng 109927 Naphthalene-d8 8.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 76

2 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 70
3 3-Tetradecene, (E)- 196 C14H28 041446-68-8 58
4 Tridecane, 7-methylene- 196 C14H28 019780-80-4 53
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 49

Abundance Scan 1117 (8.663 min): BF138791.D\data.ms (-1113) (-) m/z 69.10 100.00%

41.1

5000 111.1

35.1 LI L L L L LI L L B
159.1 196.2 8.40 8.60 8.80 9.00

0 m/z 41.10 80.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
41.0 111.0
5000 L L R B L B R
8.40 8.60 8.80 9.00
m/z 55.10 75.65%
O\\]-\!:_)\.‘O\m\\ 1’!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane (2-methylbutyl)-
69.0
41-0 LI L L L L LI L L B
8.40 8.60 8.80 9.00
5000 111.0 m/z 57.10 59.36%

. w0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance

5000

m/z-->

#71748: 3-Tetradecene, (E)- R R RN RN
41.0 8.40 8.60 8.80 9.00
m/z 43.10  55.25%
69.0
97.0
196.0

15.0 ‘ |1 125.0147.0168.0
“ et e e T
20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF073024.M Tue Aug 06 12:30:14 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown8.863 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.863 6.47 ng 104818 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 35
2 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 25
3 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 22
4 3-Cyclohexylpropionic Acid, 2,2,... 238 C11H17F302 1000376-54-1 22
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 15

Abundance Scan 1151 (8.863 min): BF138791.D\data.ms (-1148) (-) m/z 57.10 100.00%
57 971 179.2

5000 123.1 145 0

8.60 8.80 9.00 9.20
0- Jﬁrmiv—rr m/z 179.20  89.92%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,
179.0
5000 L L R B L B R
430 690 8.60 8.80 9.00 9.20
107.0 m/z 55.10 81.19%
O T \H\ \‘i‘\‘\ \‘ \“ \“h oy \““HH‘\‘\“‘M \“M\ \“H\ ?‘\3‘\‘?“(\)\ T | T rh T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-

410 90 970

8.60 8.80 9.00 9.20

5000 ITI/Z 97.10 80.17%
153.0
0 n H‘m e 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54110: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone R R RRRRE
179.0 8.60 8.80 9.00 9.20
m/z 41.10 78.63%
5000
109.0 136.0
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF073024.M Tue Aug 06 12:30:16 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.004 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.004 4.19 ng 62010 Acenaphthene-die 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 4-pr... 340 C20H24N203 133856-82-3 35
2 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 30
3 Crotyl methacrylate 140 C8H1202 007376-45-6 18
4 6-Octen-1-0l, 7-methyl-3-methylene- 154 C10H180 013066-51-8 18
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 18
Abundance Scan 1175 (9.004 min): BF138791.D\data.ms (-1172) (-) m/z 69.10 100.00%
69.1
5000
R R
8.60 8.80 9.00 9.20 9.40
(o} m/z 55.10 79.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #248485: Cyclohexanecarboxylic acid, 4-propyl-, 2,3-dicy
69.0
125.0
5000 I L AL B
41.0 153.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 73.14%
104.0 ‘
O ]\.ﬁ\.c‘)\“\‘\ \““\ T \‘\‘\ {H‘Hf‘ T \H ’ 1 \‘\ T ‘ !‘\‘\ T ‘ TT \‘\“‘\ T \1’-\8?\.9‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope
41.0
69.0
R R
8.60 8.80 9.00 9.20 9.40
5000 m/z 95.10 69.70%
109.0
0 H““‘l‘m e :
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21188: Crotyl methacrylate R RAARSRARE
41.0  69.0 8.60 8.80 9.00 9.20 9.40
m/z 83.10 63.36%
5000
95.0
o250l L L e
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BF073024.M Tue Aug 06 12:30:17 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.116 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.116 5.24 ng 77587  Acenaphthene-d1e 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenyl-3-vinyloxirane 110 C7H1e0 070597-49-8 43
2 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 38
3 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 35
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 30
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 30

Abundance Scan 1194 (9.116 m|n) BF138791.D\data.ms (-1191) (-) m/z 81.10 100.00%

5000
e EARmmEESs ST
8.80 9.00 9.20 9.40
0! m/z 179.20  69.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6585: 2-Propenyl-3-vinyloxirane
55.0
81.0
5000 L L R IR B
8.80 9.00 9.20 9.40
‘ 110.0 m/z 55.10  63.45%
O \\\‘\\\\H‘\\‘\‘\‘\H‘\‘\\““\\‘\‘\‘\1‘\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6725: Cyclohexane, ethylidene-
81.0
e EARmmEESs ST
8.80 9.00 9.20 9.40
5000 m/z 41.10 58.91%
41.0
110.0
15 0 ‘H L \M ‘
o] Rttt N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45163: trans-(2-Ethylcyclopentyl)methyl acetate EEEmmaREEE SR
81.0 8.80 9.00 9.20 9.40
m/z 69.10 52.09%
43.0
0 |y ‘ 1410 1700
bl el T S e e e e EARmmEESs ST
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF073024.M Tue Aug 06 12:30:18 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.586 9.38 ng 138877  Acenaphthene-di10 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 62
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 35
4 2-Anthracenamine 193 C14H11N 000613-13-8 22
5 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 22

Abundance Scan 1274 (9.586 min): BF138791.D\data.ms (-1271) (-) m/z 193.20 100.00%
411 198.2
69.1
5000 95.1 1231
T T
‘ 571 9.50
0 o 20 L2202 0 4100 83.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — |
9.50
m/z 55.10 67.11%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
T T
9.50
5000 55.0 m/z 57.10 61.09%
109.0
81.0
29.0 ‘ ‘
137.0
SRR A T T P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, P ‘
1938.0 9.50
42.0 m/z 69.10 58.99%
5000
83.0
108.0
158.0
LY 1 I L
oo ot e 320 U _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF073024.M Tue Aug 06 12:30:19 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2,10-Dodecadien-1-o0l, 3,7,1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.745 7.56 ng 111977  Acenaphthene-di10 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,10-Dodecadien-1-01, 3,7,11-tri... 224 C15H280 020576-59-4 55
2 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 50
3 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 50
4 Neopentylidenecyclohexane 152 C11H20 039546-80-0 46
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 30
Abundance Scan 1301 (9.745 min): BF138791.D\data.ms (-1298) (-) m/z 69.10 100.00%
69.1
41.1
5000
—— —
‘ 9.50 10.00
Ot m/z 55.10 90.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104549: 2,10-Dodecadien-1-ol, 3,7,11-trimethyl-, (E)-(.+
41.0 69.0
109.0
5000 —r ——
9.50 10.00
224.0 m/z 41.10 79.63%
‘ 135.0 163.0 191.0 ‘
O\\\‘\\‘\\“\\\‘H‘\ ‘\\H‘\\“\\\\‘\\\\‘\‘\\\‘\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29244: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
41.0 69.0
—— —
152.0 9.50 10.00
5000 110.0 m/z 57.10  69.54%
0’ ‘”M‘JLWH‘J‘HW‘_“W‘H“H‘W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104596: 3-Hexadecene, (Z)- — —
41.0 A 69.0 9.50 10.00
m/z 83.10 69.33%
5000 97.0 MMJ\MN\ANW
oh L | 10 1540 1050 2240
e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF073024.M Tue Aug 06 12:30:21 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On : 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 16 Naphthalene, 1,4,6-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.198 11.21 ng 166029  Acenaphthene-die 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 92
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 89
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 83

Abundance Scan 1378 (10.198 min): BF138791.D\data.ms (-1375) (- m/z 155.10 100.00%

155.1
5000
128.1 : \

69.1 \
41.1 95.1 193.2 10.00 10.50

(o} 2212 m/z 170.10 89.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 UL, L
10.00 10.50

m/z 157.10  25.98%

128.0
somo | ]
‘”\”‘W‘ﬂ‘ﬂ””hw“‘ﬁ‘”\ﬂ”mﬁ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0

T
10.00 10.50

o

5000 m/z 143.05 24.77%
115.0
S L N S 7 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl- —
170.0 10.00 10.50

m/z 153.05 23.66%

- M
128.0
27.0 510 760 1009 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138791.D

Acqg On 1 05 Aug 2024 18:09
Operator : RC/JU

Sample : P3448-09

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.163 58.5 ng 856681 1 6.845 292634 20.0
2-Pentanone, 4-... 5.075 5.4 ng 79524 1 6.845 292634 20.0
1-Ethyl-2,2,6-t... 7.110 2.4 ng 34667 1 6.845 292634 20.0
unknown?7.534 7.534 2.0 ng 32517 2 8.128 323876 20.0
Undecane, 2,6-d... 8.181 3.7 ng 59566 2 8.128 323876 20.0
Cyclohexane, 2-... 8.322 3.4 ng 54672 2 8.128 323876 20.0
unknown8.563 8.563 7.3 ng 118636 2 8.128 323876 20.0
unknown8.628 8.628 3.1 ng 50791 2 8.128 323876 20.0
Cyclohexane, 1,... 8.663 6.8 ng 109927 2 8.128 323876 20.0
unknown8.863 8.863 6.5 ng 104818 2 8.128 323876 20.0
unknown9.004 9.004 4.2 ng 62010 3 9.881 296150 20.0
unknown9.116 9.116 5.2 ng 77587 3 9.881 296150 20.0
Decahydro-1,1,4... 9.586 9.4 ng 138877 3 9.881 296150 20.0
2,10-Dodecadien... 9.745 7.6 ng 111977 3 9.881 296150 20.0
Naphthalene, 1,... 10.198 11.2 ng 166029 3 9.881 296150 20.0
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