LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136745.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 9 14 23 rVB2 17908 27604 1.76% 0.164%
2 5.028 495 500 506 rVB 45452 60292 3.83% 0.358%
3 5.428 564 568 582 rBV 1646046 1572605 100.00%  9.326%
4 6.275 709 712 716 rVB 302631 237345 15.09%  1.408%
5 6.381 727 730 731 rBV 18046 17187 1.09% 0.102%
6 6.398 731 733 735 rW 85610 78705 5.00% 0.467%
7 6.434 735 739 742 rVW 1615290 1473023 93.67% 8.735%
8 6.469 742 745 750 rVB 63085 64699 4.11% 0.384%
9 6.551 757 759 766 rVB2 89348 136512 8.68% 0.810%
10 6.622 766 771 773 rBvV2 28110 29345 1.87% 0.174%
11 6.716 784 787 790 rBV 85921 60710 3.86% 0.360%
12 6.786 795 799 804 rVB2 549235 755622 48.05% 4.481%
13 6.863 804 812 815 rBV 202156 170704 10.85% 1.012%
14 6.904 815 819 824 rBV 967245 891264 56.67% 5.285%
15 6.951 824 827 830 rVB3 27120 31478 2.00% 0.187%
16 6.998 832 835 837 rBV 54591 41586 2.64% 0.247%
17 7.034 837 841 842 rBV 172921 145928 9.28% 0.865%
18 7.051 842 844 846 rBV 810102 671650 42.71%  3.983%
19 7.122 852 856 858 rBvV 689510 526430 33.48% 3.122%
20 7.145 858 860 863 rVB 44501 38335 2.44% 0.227%
21 7.181 863 866 868 rVB2 24825 22590 1.44% 0.134%
22 7.216 868 872 873 rBV 352717 347987 22.13% 2.064%
23 7.286 880 884 887 rBV 128115 149397 9.50% ©0.886%
24 7.322 887 890 891 rVW2 97408 105530 6.71% 0.626%
25 7.345 891 894 897 rVV 1090753 1001582 63.69% 5.940%
26 7.375 897 899 903 rVB2 114419 114132 7.26% 0.677%
27 7.416 903 906 908 rBvV2 36128 47514 3.02% 0.282%
28 7.439 908 910 913 rW 52829 50839 3.23% 0.301%
29 7.504 917 921 923 rVV 71675 72376 4.60% 0.429%
30 7.528 923 925 927 rW 123021 104610 6.65% 0.620%
31 7.581 931 934 935 rVW2 30862 36620 2.33% 0.217%
32 7.610 935 939 941 rVW2 51217 63173 4.02% 0.375%
33 7.663 945 948 952 rVB4 15600 19756 1.26% 0.117%
34 7.716 952 957 959 rBV3 12839 22370  1.42% 0.133%
35 7.745 959 962 964 rw 48711 50382 3.20% 0.299%

36 7.798 967 971 974 rW 261627 256757 16.33%  1.523%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.833 974 977 981 rVW 182520 178251 11.33% 1.057%
38 7.875 981 984 988 rVB2 67809 62553 3.98% 0.371%
39 7.939 993 995 996 rBV 23860 17119 1.09% 0.102%
40 8.063 1012 1016 1018 rVB 481773 404628 25.73%  2.400%
41  8.869 1149 1153 1157 rVB2 19779 19383 1.23% 0.115%
42 9.139 1194 1199 1202 rBV 1775493 1416649 90.08% 8.401%
43 9.216 1209 1212 1215 rBV3 19115 19807 1.26% 0.117%
44  9.539 1265 1267 1269 rVB 27521 18799 1.20% 0.111%
45 9.680 1288 1291 1294 rBvV2 25151 28008 1.78% 0.166%
46 9.722 1295 1298 1300 rvv3 26853 22451 1.43% 0.133%
47  9.751 1300 1303 1307 rVB2 20377 21449 1.36% 0.127%
48 9.816 1307 1314 1317 rBV 514933 413767 26.31%  2.454%
49 9.851 1317 1320 1324 rVB2 24281 23097 1.47% 0.137%
50 10.022 1345 1349 1354 rVB5 16447 25877 1.65% 0.153%
51 10.075 1354 1358 1361 rBV3 11487 170662 1.08% 0.101%
52 10.251 1385 1388 1390 rVB 31733 22552 1.43% 0.134%
53 10.363 1404 1407 1413 rBV3 25550 31697 2.02% 0.188%
54 10.469 1420 1425 1429 rBV 44807 53079 3.38% 0.315%
55 10.610 1445 1449 1454 rBV 921909 763030 48.52% 4.525%
56 10.739 1466 1471 1478 rVB 102865 140542 8.94% 0.833%
57 11.174 1543 1545 1547 rBV 37718 29046 1.85% 0.172%
58 11.204 1547 1550 1555 rVB 66254 69016 4.39% 0.409%
59 11.310 1564 1568 1570 rBV 530015 431074 27.41% 2.556%
60 11.333 1570 1572 1575 rVB 98247 73043 4.64% 0.433%
61 11.604 1616 1618 1621 rVB 34747 26483 1.68% 0.157%
62 11.810 1651 1653 1655 rBV 23136 21796 1.39% 0.129%
63 11.845 1655 1659 1665 rVV 243549 229453 14.59% 1.361%
64 11.921 1670 1672 1675 rBV 33409 32566 2.07% 0.193%
65 12.016 1686 1688 1691 rVB 24321 17955 1.14% 0.106%
66 12.292 1732 1735 1738 rBV4 19570 22485 1.43% 0.133%
67 12.363 1745 1747 1750 rBV 24823 25693 1.63% 0.152%
68 12.404 1751 1754 1758 rVB4 30927 32849 2.09% 0.195%
69 12.527 1772 1775 1778 rBV 103177 85085 5.41% 0.505%
70 12.568 1779 1782 1785 rVB2 60781 51741 3.29% 0.307%
71 12.633 1790 1793 1796 rBV2 60195 61640 3.92% 0.366%
72 12.757 1811 1814 1816 rBV 110280 89380 5.68% 0.530%
73 12.780 1816 1818 1821 rVB4 25414 21367 1.36% 0.127%
74 12.910 1835 1840 1843 rBV 1530113 1500601 95.42%  8.899%
75 13.139 1876 1879 1881 rBV 36647 34357 2.18% 0.204%
76 13.486 1936 1938 1940 rVB2 29449 22653 1.44% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48
Operator : CG\JU

Sample : 05602-09

Misc

ALS Vvial : 22 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.815 1992 1994 1997 rVB2 34658 27109 1.72% .161%

79 13.962 2016 2019 2022 rBV 376072 348040 22.13% .064%

0
78 13.862 1997 2002 2012 rBV5 52888 152499 9.70%  ©.904%
2
80 14.439 2098 2100 2104 rVB 46770 36719 2.33% 0.218%

81 15.445 2267 2271 2275 rBV2 185270 223713 14.23% 1.327%

Sum of corrected areas: 16862802
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Dec 2023 04:48
¢ CG\JU
. 05602-09

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
BF136745.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

o

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136745.D\data.ms
5.428

6.434

7.345

6.904

6.275

AVYARVA A7
L L L L L B L L L L I I L L L L L L L L L L B B LB L R R R L B I

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

TIC: BF136745.D\data.ms

9.139

12.910

10.610

8.063

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

10.

e — — — — —
00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF136745.D\data.ms

13.962

13.486 13386

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\

Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1 Decane, 2,5,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.275 6.28 ng 237345 1,4-Dichlorobenzene-d4 6.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 78
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
4 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 712 (6.275 min): BF136745.D\data.ms (-709) (-) m/z 57.10 100.00%
57.1

5000
41.0
‘ ‘ 85.1 6.00 6.20 6.40 6.60
bt L2002 141, 6,05 35.10%
miz--> 20 40 60 80 100 120 140
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000
6.00 6.20 6.40 6.60
4110 m/z 43.05 27.95%
‘ 84.0
0 T ‘ LI \“M T \“‘ T \‘H\ T ’ U\ \9\%’.0\ T \‘\ ’J-\27\.(\)\ ’]\_5\0\0\
miz--> 20 40 60 80 100 120 140
Abundance #33102: Octane, 2,2,6-trimethyl-
57.0
T e
6.00 6.20 6.40 6.60
5000 m/z 41.05 24.52%
41.0 85.0
ol 260 1L %0000 141.0
e e e L
miz--> 20 40 60 80 100 120 140
Abundance #14584: Hexane, 2,2,5-trimethyl- R RRAREE ST S
57.0 6.00 6.20 6.40 6.60
m/z 71.10 20.63%
5000
41.0
ol 260 || | 720 10 1130
ettt
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.551 3.61 ng 136512 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
2 Tetradecane 198 C14H30 000629-59-4 78
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 72
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64

Abundance Scan 759 (6.551 min): BF136745.D\data.ms (-757) (-) m/z 57.05 100.00%

57.0
5000 85.1
H 1131 6.20 6.40 6.60 6.80
ob el e e m/z 43.16 67.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
85.0
5000
6.20 6.40 6.60 6.80
m/z 71.10 53.64%
29.0 ‘ 113.0
O\‘\‘\‘\\“\\\1‘\\h}\““\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
6.20 6.40 6.60 6.80
5000 m/z 85.10 44 .87%
85.0
29.0
R e N R  RRARE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45502: Decane, 2,4-dimethyl-
43.0 6.20 6.40 6.60 6.80
m/z 41.00 35.58%
5000 71.0
obdlle b M2 1550
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Decane, 2,2-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.863 4.52 ng 170704 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 78
2 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 78
3 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 78
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 78
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 78
Abundance Scan 812 (6.863 min): BF136745.D\data.ms (-804) (-) m/z 57.05 100.00%
57.0
5000
6.60 6.80 7.00 7.20
85.1 1132
0 ““‘ e S m/z S6.10 32.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45509: Decane, 2,2-dimethyl-
57.0
5000
6.60 6.80 7.00 7.20
m/z 41.05 20.93%
29 0
0 || 80 1120 1550
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 43.05 15.89%
oL 2300 L 1%80 1130 1410 1680 2110
B o L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59096: Decane, 2,2,9-trimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 71.10 9.09%
5000
o 2900 11850 1260 169,
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Nonane, 3-methyl-5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.904  23.59 ng 891264 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 78
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
Abundance Scan 819 (6.904 min): BF136745.D\data.ms (-815) (-) m/z 57.10 100.00%
57.1
5000 851 L
1272 6.60 6.80 7.00 7.20
oWHJ“M‘J_J“‘_m_m_‘m_1‘5‘5‘1“”_“‘_ m/z 71.85 55.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000
85.0 6.60 6.80 7.00 7.20
20.0 m/z 43.05 51.46%
112.0 141.0
O\‘\‘\‘\\“‘\\\h‘\\“}\‘\\\\‘\\‘1\‘\‘\\\i‘\\\\‘\\\q“8\4.\9\‘\
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 85.10 37.74%
200 85.0
127.0
0 S RS -1 70 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-

57.0 6.60 6.80 7.00 7.20
m/z 41.05 30.59%

5000

26.0 85.0

7, 1410 183.0
Ot 1410 1830 ey

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Decane, 3,8-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.034 3.86 ng 145928 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 841 (7.034 min): BF136745.D\data.ms (-837) (-) m/z 57.05 100.00%
57.0
5000
85.1
20 \L ‘ 1274 e 6.80 7.00 7.20 7.40
OFv e btk Y m/z 43.10 46.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45512: Decane, 3,8-dimethyl-
57.0
85.0
5000
6.80 7.00 7.20 7.40
m/z 71.10 43.78%
1130 141.0
0 \H‘HH“‘M\ ‘\\“}\‘w‘\\\“\\‘\\‘\\\\i‘\\\\‘]\-?o\.\o
miz--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl-
57.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 31.01%
29.0
‘ 850 113.0
ol bl b L w20
miz--> 20 40 60 80 100 120 140 160
Abundance #45518: Octane, 3,4,5,6-tetramethyl- R ANAREREY S o
57.0 6.80 7.00 7.20 7.40
m/z 56.10 24.42%
5000 290 85.0
113.0
ol bl b L T 1390 1680
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF122023.M Wed Dec 27 ©6:54:27 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexane, 2,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.051 17.78 ng 671650 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72

4 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64

Abundance Scan 844 (7.051 min): BF136745.D\data.ms (-842) (-) m/z 57.10 100.00%

57.1
5000
411
‘ || es1 s - 6.80 7.00 7.20 7.40
0t el P % m/z 56.10 44.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000
6.80 7.00 7.20 7.40
41.0 m/z 43.10  31.98%
0 ‘\ |, 720 950 11301280
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 80 100 120 140 160
Abundance #14582. Hexane, 2,2,5-trimethyl-
57.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 24.17%
41.0
026 6.0 “ ! 7#0 91.0 11309250
‘HH‘HH‘HH‘HH‘HH‘HH_H‘_
miz--> 20 60 80 100 120 140 160
Abundance #14571: Hexane, 2,2,3-trimethyl- R R AR
57.0 6.80 7.00 7.20 7.40
m/z 71.10 22.36%
5000
41.0
026 60 ‘ L 80 11301280 |
‘HH‘HH‘HH‘HH‘HH‘HH_H‘_ R AR
m/z--> 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF122023.M Wed Dec 27 ©6:54:28 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.122 13.93 ng 526430 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 64
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 50
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 50
Abundance Scan 856 (7.122 min): BF136745.D\data.ms (-852) (-) m/z 57.05 100.00%
57.0
5000 k
85.1 6.80 7.00 7.20 7.40
G N B :
ot m/z 56.10 33.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
5000
6.80 7.00 7.20 7.40
m/z 43.05 26.84%
29.0
O\‘\\\\’H\\\‘ ’\\“\\‘8?\0\\‘\1-\1\3\0‘\\\\‘\\\\‘1\6\9\0\
miz--> 20 60 80 100 120 140 160
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
6.80 7.00 7.20 7.40
5000 m/z 41.05 23.17%
29.0 ‘
113.0
85.0
m/z--> 60 80 100 120 140 160
Abundance #14581: Hexane, 2,2,4-trimethyl- R ERNREEES EE L
57.0 6.80 7.00 7.20 7.40
m/z 71.05 22.05%
5000
29 0
L0 ss0 130
“‘H‘,“‘ ——_—T
m/z--> 20 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF122023.M Wed Dec 27 ©6:54:28 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\

Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 Decyl octyl ether Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.216 9.21 ng 347987 1,4-Dichlorobenzene-d4 6.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl octyl ether 270 C18H380 1000406-38-3 72
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 72
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 64

5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 59

Abundance Scan 872 (7.216 min): BF136745.D\data.ms (-868) (-) m/z 71.05 100.00%
0

71.
43.0
5000
‘ 99.0 141.1 6.80 7.00 7.20 7.40 7.60
ob e el PR T 1890wz 57,100 72.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #161354: Decyl octyl ether
57.0
5000
83.0 6.80 7.00 7.20 7.40 7.60
290 1120 m/z 43.05 71.24%
| 1 1400
O \\\‘\‘\\\“\\\“’\ \\\H‘\\\\‘\\\\i‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33107: Octane, 6-ethyl-2-methyl-
43.0
71.0 BESENEEEEEERREE REREE
6.80 7.00 7.20 7.40 7.60
5000 ITI/Z 85.10 40.77%
127.0
ol 240 L L, o 0 useo
m/z--> 20 40 60 80 100 120 140 160
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 6.80 7.00 7.20 7.40 7.60
m/z 41.05 31.18%
71.0
5000
99.0
0 ‘1‘5{9““”““1H‘l‘,w‘mlm“WHWHWHWH N i
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60

8270-BF122023.M Wed Dec 27 ©6:54:28 2023

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Undecane, 2,8-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.286 3.95 ng 149397 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 59
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 59
3 Heptacosane 380 C27H56 000593-49-7 53
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
Abundance Scan 884 (7.286 min): BF136745.D\data.ms (-880) (-) m/z 57.05 100.00%
57.0
5000 L
‘ 7.00 7.20 7.40 7.60
o Pt wz 43.10 71.96%
mlz--> 50 100 150 200 250 300 350
Abundance #59050: Undecane, 2,8-dimethyl-
43.0
5000 LI L L L B B B
7.00 7.20 7.40 7.60
50 m/z 71.10  69.92%
141 0
miz--> 50 100 150 200 250 300 350
Abundance #45501: Decane, 3,7-dimethyl-
43.0
7.00 7.20 7.40 7.60
5000 m/z 41.05 37.76%
5.0
127.0
ol b bt 2T 02700
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane g e
57.0 7.00 7.20 7.40 7.60
m/z 85.05 33.11%
5000
oLl L | F | 141.0183.0 225.0 267.0 8230 _380.
““‘ T e
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60

8270-BF122023.M Wed Dec 27 ©6:54:29 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\

Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octane, 2,2-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.504 3.58 ng 72376  Naphthalene-d8 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 72
2 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
3 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 72
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 72
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 64

Abundance Scan 921 (7.504 min): BF136745.D\data.ms (-917) (-) m/z 57.10 100.00%
57.1

5000 k
85.0 7.20 7.40 7.60 7.80
39 ‘ 127.2
bt L A0S 1691 nz se.10 43.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22106: Octane, 2,2-dimethyl-
57.0
5000
7.20 7.40 7.60 7.80
m/z 43.00 26.67%
S O A .
O\\\‘\‘\\\“‘\‘\\w‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0
R e
7.20 7.40 7.60 7.80
5000 ITI/Z 41.10 25.55%
29.0
0 \‘ ‘H Il ‘ 8?0 . 12“7'0 169.0
T T B L T B T B P SR
miz--> 20 40 60 80 100 120 140 160
Abundance #59094: Decane, 2,2,6-trimethyl- o RARRREESESE SR
57.0 7.20 7.40 7.60 7.80
m/z 71.05 20.94%
5000
0 230 “‘ Il ‘ 85‘0 . 12\7'0 169.0
et e O b
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF122023.M Wed Dec 27 ©6:54:29 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Decane, 2,2,4-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.528 5.17 ng 104610 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 78
2 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 78
3 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 78

4 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 78
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64

Abundance Scan 925 (7.528 min): BF136745.D\data.ms (-923) (-) m/z 57.10 100.00%

57.1
5000 k
H ‘ 1961 7.20 7.40 7.60 7.80
ol bgd 0 1691 2669 3840 )z se.e5  37.19%
mlz--> 50 100 150 200 250 300 350
Abundance #59090: Decane, 2,2,4-trimethyl-
57.0
5000
7.20 7.40 7.60 7.80
m/z 41.05 22.63%
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #59095: Decane, 2,2,7-trimethyl-
57.0
o RAARREaSESEES R
7.20 7.40 7.60 7.80
5000 m/z 43.10 19.16%
oLl 1270 2600
A1
miz--> 50 100 150 200 250 300 350
Abundance #59092: Decane, 2,2,8-trimethyl-  ARRREAEaTE S e
57.0 7.20 7.40 7.60 7.80
m/z 71.10 18.78%
5000
oLl L, 12701690
A AARaREREESS RIS
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF122023.M Wed Dec 27 ©6:54:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Nonanol, trimethylacetate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.610 3.12 ng 63173 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 72
2 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 50
3 Acetyl valeryl 128 C7H1202 000096-04-8 38
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
5 Tetradecane 198 C14H30 000629-59-4 38

Abundance Scan 939 (7.610 min): BF136745.D\data.ms (-935) (-) m/z 57.05 100.00%

57.0
85.0
5000
7.20 7.40 7.60 7.80 8.00
| :
Ol R m/z 85.85  55.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #109310: 2-Nonanol, trimethylacetate
57.0
5000 LA B LR B R
85.0 7.20 7.40 7.60 7.80 8.00
m/z 43.10 40.25%
29.0 126.0
0\\\\‘\\\\‘\\\‘!‘\\‘\\‘\\\\“‘\\\\‘\‘\‘\\‘\\\\‘]\-7\]\-\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74028: Heptane, 2,2,3,3,5,6,6-heptamethyl-
57.0
R e RAREEEE
7.20 7.40 7.60 7.80 8.00
5000 85.0 m/z 71.10 28.45%
bl L la1s0 190 s
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13974: Acetyl valeryl REame aa R ST S
57.0 7.20 7.40 7.60 7.80 8.00
m/z 41.05 22.38%
5000 29.0 85.0
‘ ‘ ‘ 128.0
ottt e e  RAMsansaase
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00

8270-BF122023.M Wed Dec 27 ©6:54:30 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Sulfurous acid, di(2-ethylh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.798 12.69 ng 256757 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 72
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 56
4 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50

Abundance Scan 971 (7.798 min): BF136745.D\data.ms (-967) (-) m/z 57.10 100.00%

57.1
- WM[\W\/
R R
39 g51 1132 7.40 7.60 7.80 8.00 8.20
oHH_"w‘u‘“Uﬂ"JHW‘Huwl“_’w?"ﬁ'?”H_m m/z 71.10  68.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester
57.0
5000 I B LA B
7.40 7.60 7.80 8.00 8.20
113.0 m/z 43.10 29.40%
29.0
| hﬂ |, 830 |
O\\\\‘\‘\\\“‘\\\ H\}\“MH“\H‘\‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #22080: Nonane, 3-methyl-
57.0
R R AEaE BAE R
7.40 7.60 7.80 8.00 8.20
5000 29.0 m/z 41.10 23.57%
‘ 113.0
85.0
o b Ml A 50 [ ae20
miz--> 20 40 60 80 100 120 140 160
Abundance #59070: Undecane, 6,6-dimethyl- AR RS
57.0 7.40 7.60 7.80 8.00 8.20
m/z 113.15 12.95%
5000
113.0
29.0
bt 80 | 1m0 1700
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20

8270-BF122023.M Wed Dec 27 ©6:54:30 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.833 8.81 ng 178251 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 78
2 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 78
3 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 78
4 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 78
5 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
Abundance Scan 977 (7.833 min): BF136745.D\data.ms (-974) (-) m/z 57.05 100.00%
57.0
' 7.60 7.80 8.00 8.20
85.1 . . . .
113.1
0 wH“““Huﬂ_u‘”_‘”WH“H‘lf‘?‘z‘”_ﬂ?ﬁl‘ m/z 56.05 33.48%
m/z--> 20 60 80 100 120 140 160 180
Abundance #59090: Decane, 2,2,4-trimethyl-
57.0
5000 L L I L L I L B
7.60 7.80 8.00 8.20
m/z 41.05 19.39%
29 0
B0 | 1580 160 1600
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
A RAEaEEEETERER RS
7.60 7.80 8.00 8.20
5000 m/z 71.05 16.75%
29.0
ob ol ] 880 1130 169.0
B o R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59096: Decane, 2,2,9-trimethyl- R ARSEEERR RS
57.0 7.60 7.80 8.00 8.20
m/z 43.10 10.60%
5000
o 290 | 880 126.0 169.0
‘\“‘w“‘ e e A AREREaEEEEEE SR
m/z--> 20 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptane, 2,4-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.875 3.09 ng 62553  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 78
2 Pentan-2-yl 2-methylbutanoate 172 C10H2002 1000372-71-7 72
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 72
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 64
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 47
Abundance Scan 984 (7.875 min): BF136745.D\data.ms (-981) (-) m/z 43.10 100.00%
3.1 85.1
5000
7,60 7.80 8.00 820
| ‘\ H | tos0 D1 T
0 bl ol el R m/z 85.10 0 90.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
5000 UL L B I B A B
85.0 7.60 7.80 8.00 8.20
m/z 71.05 61.72%
\\\‘\\\\‘\\\\‘\f{\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47050: Pentan-2-yl 2-methylbutanoate
85.0
57.0 T T T P T
7.60 7.80 8.00 8.20
5000 m/z 57.10 59.45%
29.0 ‘ ‘ 129.0
ol AL L3080 | 3570
miz--> 20 40 60 80 100 120 140 160 180
Abundance #188716: Sulfurous acid, hexyl nonyl ester AR L
85.0 7.60 7.80 8.00 8.20
m/z 41.05 37.05%
43.0
5000
127.0
0 A s 2790 R
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.739 6.52 ng 140542  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 91
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 90
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 72
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 72

Abundance Scan 1471 (10.739 min): BF136745.D\data.ms (-1466) (- m/z 57.10 100.00%
57.1

" m
e e
‘ | 11‘3-1 183.3 10.50 11.00
ol bl L D00 2442 3290 s 71,05 74.52%
miz--> 50 100 150 200 250 300
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 S s
10.50 11.00
43.05 58.68%
‘ 1130 196.0 "
Obr—r— 1“’"\“‘1‘ \H\M‘ \‘“ T ‘\ %5’5\0\ T \H‘.\ T ’2\67\0\\ T T
miz--> 50 100 150 200 250 300
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
e o
10.50 11.00
5000 m/z 85.05  28.56%
113.0
H ‘ 183.0
Obr b 2880
miz--> 50 100 150 200 250 300
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —— ——
57.0 10.50 11.00
m/z 41.00 28.14%
5000
113.0 169.0
o0 L[ | auo pero o T
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.204 3.20 ng 69016 Phenanthrene-dio 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
2 Docosane 310 C22H46 000629-97-0 64
3 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62

Abundance Scan 1550 (11.204 min): BF136745.D\data.ms (-1547) (- m/z 57.10 100.00%

57.1
5000
184.0
—— —
‘ 990 1100 11.00 11.50
00— ‘W‘M $wmmkﬁ‘t‘www‘wwuu 7 m/z 71.05 65.34%
miz--> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 s e
11.00 11.50
a0 m/z 43.05  38.06%
' 183.0
O]\-S\.d\ ‘\“‘ ‘\ H‘ ey ““ \“\“\ { “\ g \“\“‘ T \\25‘3\0\ L
miz--> 50 100 150 200 250 300
Abundance #212281: Docosane
57.0
—— —
11.00 11.50
5000 m/z 85.10 37.60%
oL L0 L) 410 1830 2250 2670 310«
e e
miz--> 50 100 150 200 250 300
Abundance #90198: Tetradecane, 3-methyl- — —
57.0 11.00 11.50
m/z 184.00 34.34%
5000
99.0 183.0
ozsoy by e 10
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\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.845 10.65 ng 229453  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1659 (11.845 min): BF136745.D\data.ms (-1655) (1  m/z 73.00 100.00%

43.1 73.0
5000 129.0
1571 [ ol
L | T s e
omwHM:‘H‘WWMHMJ m‘hHu‘um_JHWWHWM m/z 43.10  98.58%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 89.94%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
450 . S -
’ 11.50 12.00
5000 129.0 m/Z 57.10 77.79%
171.0
‘ 214.0
AR T 1 NV
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 41.05 73.51%
5000 129.0
199.0
s ) e T
o%ﬁgk“JﬂNWwmewWumhwuﬂwﬂ‘muwu‘wuuwu‘_‘ — —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.633 2.86 ng 61640 Phenanthrene-di0 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1793 (12.633 min): BF136745.D\data.ms (-1790) (- m/z 43.05 100.00%

43.0
5000
185.1 241.2 e o
284.3 12.50 13.00
oy — m/z 73.60 86.43%
mlz--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
5000 MZ 50 13 00
129.0 284.0
3.0 m/z 59.95 82.77%
‘ H ‘ 1850 241.0
oL ‘h‘ (i M ‘H“u‘\‘\ M‘m e ! “‘ I “ “‘ L T
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
12.50 13.00
m/z 41.05 72.46%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\ uf ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 57.05 69.95%
5000 129.0
185.0
29. H 2280
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.863 8.76 ng 152499  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 86
2 1-Heptadecene 238 C17H34 006765-39-5 86
3 1-Tricosene 322 C23H46 018835-32-0 83
4 Cyclotetradecane 196 C14H28 000295-17-0 72
5 7-Heptadecene, 17-chloro- 272 C17H33Cl 056554-79-1 70
Abundance Scan 2002 (13.862 min): BF136745.D\data.ms (-1997) (- m/z 69.05 100.00%
69.0
5000
— ——
M 165.1207.1 2541 314.2 13.50 14.00
0ty m/z 83.05 92.72%
mlz--> 50 100 150 200 250 300 350 400
Abundance #155960: 1-Nonadecene
41,0
83.0
5000 — —
13.50 14.00
‘ %5'0 m/z 57.18  89.16%
0 \h\ ‘ “\‘“\‘ \‘H\‘H“ H‘ \“‘\ “1 %??\O\ T \2‘6\§(\)\ LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #121337: 1-Heptadecene
43.0
— ——
13.50 14.00
5000 97.0 m/z 97.10 84.96%
o LLLLL 300 2300
miz--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene “ —
43.Q
97.0 13.50 14.00
m/z 55.05 83.16%
5000
iz
ol I see0 s220
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136745.D

Acqg On : 27 Dec 2023 04:48

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
Decane, 2,5,6-t... 6.275 6.3 ng 237345 1 6.786 755622 20.0
Sulfurous acid,... 6.551 3.6 ng 136512 1 6.786 755622 20.0
Decane, 2,2-dim... 6.863 4.5 ng 170704 1 6.786 755622 20.0
Nonane, 3-methy... 6.904 23.6 ng 891264 1 6.786 755622 20.0
Decane, 3,8-dim... 7.034 3.9 ng 145928 1 6.786 755622 20.0
Hexane, 2,2,4-t... 7.051 17.8 ng 671650 1 6.786 755622 20.0
Heptane, 4-ethy... 7.122 13.9 ng 526430 1 6.786 755622 20.0
Decyl octyl ether 7.216 9.2 ng 347987 1 6.786 755622 20.0
Undecane, 2,8-d... 7.286 4.0 ng 149397 1 6.786 755622 20.0
Octane, 2,2-dim... 7.504 3.6 ng 72376 2 8.063 404628 20.0
Decane, 2,2,4-t... 7.528 5.2 ng 104610 2 8.063 404628 20.0
2-Nonanol, trim... 7.610 3.1 ng 63173 2 8.063 404628 20.0
Sulfurous acid,... 7.798 12.7 ng 256757 2 8.063 404628 20.0
Heptane, 4-ethy... 7.833 8.8 ng 178251 2 8.063 404628 20.0
Heptane, 2,4-di... 7.875 3.1 ng 62553 2 8.063 404628 20.0
Octadecane, 2,6... 10.739 6.5 ng 140542 4 11.310 431074 20.0
Hexadecane, 2,6... 11.204 3.2 ng 69016 4 11.310 431074 20.0
n-Hexadecanoic ... 11.845 10.7 ng 229453 4 11.310 431074 20.0
Octadecanoic acid 12.633 2.9 ng 61640 4 11.310 431074 20.0
1-Nonadecene 13.863 8.8 ng 152499 5 13.963 348040 20.0
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