LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 17 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136434.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 13 16 23 rVB 25234 35032 1.58% 0.153%
2 5.034 493 501 508 rVB 57872 79159 3.58% 0.345%
3 5.434 564 569 572 rBV 2380542 2213455 100.00% 9.651%
4 6.292 711 715 718 rVB 383689 296991 13.42%  1.295%
5 6.434 734 739 742 rBV 2205657 2185091 98.72% 9.527%
6 6.486 745 748 752 rVB 65615 67590 3.05% ©.295%
7 6.569 759 762 769 rVB2 123101 167279 7.56% 0.729%
8 6.634 769 773 775 rBvV2 39160 33390 1.51% 0.146%
9 6.734 787 790 792 rVB 106252 77608 3.51% 0.338%
106 6.798 797 801 802 rBV 723856 626402 28.30% 2.731%
11 6.875 812 814 818 rVB 218210 198246 8.96% 0.864%
12 6.922 818 822 827 rBV 1299554 1156080 52.23% 5.041%
13 6.969 827 830 833 rVB2 36179 37726 1.70% 0.164%
14 7.016 835 838 840 rBV 71804 51894  2.34% 0.226%
15 7.045 840 843 845 rBV 207973 217452  9.82% 0.948%
16 7.069 845 847 853 rVB 1249029 1185467 53.56% 5.169%
17 7.139 855 859 861 rBV 766305 664506 30.02% 2.897%
18 7.157 861 862 866 rVB3 53665 47986 2.17% ©0.209%
19 7.228 871 874 880 rVvV2 505286 664028 30.00% 2.895%
20 7.304 883 887 890 rVWW 163959 214236 9.68% 0.934%
21 7.357 890 896 899 rVV 1581492 1565485 70.73% 6.826%
22 7.392 900 902 906 rVvV 147333 140490 6.35% 0.613%
23 7.428 906 908 910 rVWV 52880 58140 2.63% 0.253%
24 7.451 910 912 916 rVWV 66421 86106 3.89% ©.375%
25 7.522 920 924 925 rW 83883 89413 4.04%  0.390%
26 7.545 925 928 933 rVW 153286 180854 8.17% 0.789%
27 7.592 933 936 938 rVW2 45922 61257 2.77% 0.267%
28 7.628 938 942 944 rVW2 60224 82984 3.75% 0.362%
29 7.675 947 950 954 rVB3 22040 33978 1.54% 0.148%
30 7.728 954 959 961 rBv4 20126 31194 1.41% 0.136%
31 7.763 961 965 967 rvwW 60814 71682 3.24% 0.313%
32 7.816 970 974 977 rVWV 338439 324426 14.66% 1.415%
33 7.851 977 980 984 rVW 201306 221419 10.00%  0.965%
34 7.892 984 987 991 rvv2 78188 75446  3.41% 0.329%
35 7.957 995 998 1005 rVvB2 29889 41453 1.87% 0.181%

36 8.075 1012 1018 1021 rBV 815683 692278 31.28% 3.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 17 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.886 1153 1156 1159 rVB 33684 29952 1.35% 0.131%
38 9.151 1197 1201 1204 rBV 2787540 2153401 97.29%  9.389%
39 9.233 1211 1215 1219 rBV4 23717 28297 1.28% 0.123%
40  9.486 1255 1258 1260 rBvV 31084 26700 1.21% 0.116%
41  9.692 1290 1293 1296 rBV3 26585 32509 1.47% 0.142%
42 9.827 1313 1316 1320 rVB 752422 596482 26.95% 2.601%
43 9.863 1320 1322 1326 rVB3 30812 29077 1.31% 0.127%
44 10.374 1406 1409 1415 rVB3 33700 38784 1.75% 0.169%
45 10.486 1422 1428 1431 rBV 54263 58047 2.62% 0.253%
46 10.622 1447 1451 1454 rBV 1330547 1162054 52.50% 5.067%
47 10.751 1469 1473 1481 rVB 116268 164342 7.42% 0.717%
48 11.192 1545 1548 1550 rBV 38943 31457 1.42% 0.137%
49 11.221 1550 1553 1558 rVB2 72729 77489 3.50% 0.338%
50 11.321 1566 1570 1572 rBV 729400 605371 27.35% 2.639%
51 11.345 1572 1574 1577 rVB 140753 110456 4.99% 0.482%
52 11.857 1658 1661 1666 rBv2 236270 216095 9.76% 0.942%
53 11.933 1671 1674 1677 rBV2 49331 46062 2.08% 0.201%
54 12.380 1747 1750 1752 rBV 34817 33152 1.50% 0.145%
55 12.539 1773 1777 1779 rBV 150536 132186 5.97% 0.576%
56 12.580 1782 1784 1787 rVWW 80368 62400 2.82% 0.272%
57 12.645 1792 1795 1801 rVV3 58435 65440 2.96% 0.285%
58 12.768 1813 1816 1819 rVB 145431 118398 5.35% 0.516%
59 12.915 1837 1841 1845 rBV 2434090 2113330 95.48% 9.214%
60 13.163 1879 1883 1885 rVB4 32571 43363 1.96% 0.189%
61 13.827 1994 1996 2003 rVB3 37190 39330 1.78% 0.171%
62 13.974 2017 2021 2023 rBV 501099 482998 21.82% 2.106%
63 14.457 2100 2103 2106 rVB 49889 43138 1.95% 0.188%
64 15.109 2212 2214 2220 rVB3 57522 67820 3.06% 0.296%
65 15.451 2268 2272 2276 rBV 289198 351183 15.87% 1.531%

Sum of corrected areas: 22935536
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17
Operator : CG\JU

Sample : 05602-09

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136434.D\data.ms
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— — — —
11.50 12.00 12.50 13.00

2500000

2000000

1500000

1000000

13.974

500000

T ‘ T 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 18.50

8270-BF120523.M Thu Dec 07 ©3:30:18 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknown5.034 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.034 2.53 ng 79159  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1,8-Nonanediol, 8-methyl- 174 C1OH2202 054725-73-4 23
5 3-Hexanol 102 C6H140 000623-37-0 23
Abundance Scan 501 (5.034 min): BF136434.D\data.ms (-493) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R TR
‘ | ‘ 83.0 4.80 5.00 5.20 5.40 ;
O e e e m/z 59.10 69.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L LR U
4.80 5.00 5.20 5.40
59.0 m/z 101.10  20.77%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
ARAANEEAEE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 19.16%
29.0
87.0
0 15.0 70.0 98.0
e e B mama s oL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- T ERGRRREEREEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 12.04%
5000
410 101.0
27.0 '
o -2 A TP N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\

Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2 Octane, 2,2,6-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.292 9.48 ng 296991 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 78
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
3 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 59
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 59
Abundance Scan 715 (6.292 min): BF136434.D\data.ms (-711) (-) m/z 57.05 100.00%
57.0
5000
39} 85.1 1412 6.00 6.20 6.40 6.60
bt b 121 1412 s6 10 34.42%
miz--> 20 40 60 80 100 120 140 160

Abundance #33105: Octane, 2,2,6-trimethyl-

570
5000

6.00 6.20 6.40 6.60

m/z 43.05 24.52%
29. 85.0
LB g s
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
T e
6.00 6.20 6.40 6.60
5000 ITI/Z 71.10 20.88%
85.0
29.0
0 127.0 156.0
e e T e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59085: Decane, 2,6,6-trimethyl- R ARNRRRIA T
57.0 6.00 6.20 6.40 6.60
m/z 41.10 20.37%
5000
99.0
127.0
N 0 O O O N X I S 9 /Y )
m/z--> 20 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.569 5.34 ng 167279 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 72
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 72

Abundance Scan 762 (6.569 min): BF136434.D\data.ms (-759) (-) m/z 57.05 100.00%

57.0
5000 85.0
| 11‘3-1 6.20 6.40 6.60 6.80
Ok b L2822 w/z 71.65  59.65%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #158598: Nonadecane
57.0
85.0
5000
6.20 6.40 6.60 6.80
m/z 43.10 57.63%
29.0
O T ‘ \‘\‘\ \“‘} T \“ “ \WH} T “H‘\ T \““J\-]\-‘ﬁ.‘c\)“\]\-%&.\(\)%\6%.\(‘)\]7\93.\0\\ T ‘ TTTT ‘ TTT \2‘6\§.\(
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
57.0
6.20 6.40 6.60 6.80
5000 m/z 85.05 45 .88%
85.0
113.0
0 141.0 182.0 2250253.0
T T e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #33101: Octane, 2,4,6-trimethyl- N SN },\ o]
57.0 6.20 6.40 6.60 6.80
m/z 41.05 30.84%
5000
85.0
29.0
O bbb 2700860
m/z--> 20 40 60 80 100120140160 180 200220240260 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.734 2.48 ng 77608  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 83
2 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 83
3 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 78
4 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 78
5 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 78
Abundance Scan 790 (6.734 min): BF136434.D\data.ms (-787) (-) m/z 57.10 100.00%
57.1
5000
6.40 6.60 6.80 7.00
39‘ 851 1101
0 H""‘“‘P"uﬂ‘H‘H_‘Huwm”wmwm m/z 56.10 48.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45523: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000
6.40 6.60 6.80 7.00
m/z 41.10 19.43%
ol 220850 1120  1s50
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
6.40 6.60 6.80 7.00
5000 m/z 43.10 15.05%
29.0
0 85.0 1120 155.0
T e T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33102: Octane, 2,2,6-trimethyl-
57.0 6.40 6.60 6.80 7.00
m/z 71.10 10.83%
5000
29.0 85.0
0 A H Lo 77 1110 1410
e
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\

Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 5 Tetradecane, 2,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.875 6.33 ng 198246  1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 78
2 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72
3 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 59
4 Heptane, 2,2,4-trimethyl- 142 C1eH22 014720-74-2 53

5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 53

Abundance Scan 814 (6.875 min): BF136434.D\data.ms (-812) (-) m/z 57.10 100.00%
57.1
5000 %
6.60 6.80 7.00 7.20
| 41851 1131 4851 g
ot m/z 56.05 32.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
5000
6.60 6.80 7.00 7.20
m/z 41.10 18.70%
o 290/ 850 1130 1410 1680 2110
\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
6.60 6.80 7.00 7.20
5000 ITI/Z 43.05 12.65%
o 29.0 85.0 112.0 155.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59093: Decane, 2,2,5-trimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 71.10 9.31%
5000
oL 290 180 1270 1690
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\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.922 36.91 ng 1156080 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 64
3 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50

Abundance Scan 822 (6.922 min): BF136434.D\data.ms (-818) (-) m/z 57.10 100.00%

57.1
5000 85.1
1271 6.60 6.80 7.00 7.20
) S M| S VSR Y M 3 m/z 71.10  58.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
5000 85.0
6.60 6.80 7.00 7.20
m/z 43.10 43.50%
29.0 113.0
O\\\\‘\‘\‘\\“‘\\\h“i\H}\‘w‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 85.10 41.35%
85.0
29.0 126.0
0 155.0 183.0
T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170572: Sulfurous acid, hexyl octyl ester rﬁxxu%wmw‘mwwwwww
57.0 85.0 6.60 6.80 7.00 7.20
m/z 41.05 27.53%
5000
29.0 ‘ 113.0
O el 1370 3650
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

8270-BF120523.M Thu Dec 07 ©3:30:23 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Undecane, 2,9-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.045 6.94 ng 217452 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 78
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 78
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53
Abundance Scan 843 (7.045 min): BF136434.D\data.ms (-840) (-) m/z 57.10 100.00%
57.1
5000
85.0
‘ 1271 6.80 7.00 7.20 7.40
ol 380 Ll L 1059 ST 1880 np 7110 43.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
5000
6.80 7.00 7.20 7.40
90.0 85.0 m/z 43.05  39.20%
155.0
ol Il ‘ 1130 >0 1840
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
miz--> 60 80 100 120 140 160 180
Abundance
57.0
6.80 7.00 7.20 7.40
5000 m/z 56.05 25.89%
29.0 85.0
R B R I m e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59062: Undecane, 3,5-dimethyl-
57.0 6.80 7.00 7.20 7.40
m/z 41.10 24.15%
5000
29.0 85.0
oL u20 1550 1840
et N e ARAREEREE Lo
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF120523.M Thu Dec 07 ©3:30:24 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\

Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 Hexane, 2,2,5-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.069 37.85 ng 1185476  1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 43

Abundance Scan 847 (7.069 min): BF136434.D\data.ms (-845) (-) m/z 57.10 100.00%
57.1
5000
41,1
85.1 113.1 6.80 7.00 7.20 7.40
ALl CRT T 1339 g
O bl et | M/z 56.10 43.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
5000
6.80 7.00 7.20 7.40
41.0 m/z 43.10  26.60%
H\’\\H‘\H\‘\\H‘HH‘\H\’\\H‘HH‘HH’HH‘HH‘HH’HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
57.0
6.80 7.00 7.20 7.40
5000 ITI/Z 71.10 25.21%
41.0
ol 150 720 910 11305559
R T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14598: Pentane, 2,2,3,4-tetramethyl- e e e
57.0 6.80 7.00 7.20 7.40
m/z 41.10 22.07%
5000
41)0
85.0
A Y N R = X
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF120523.M Thu Dec 07 ©3:30:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexane, 2,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.139  21.22 ng 664506 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 59
4 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 53
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 53
Abundance Scan 859 (7.139 min): BF136434.D\data.ms (-855) (-) m/z 57.05 100.00%
57.0
5000
41.0
I 85‘ .0 1131 1551 6.80 7.00 7.20 7.40
o-+———t—th—— 1 m/z 56.05 34.00%
miz--> 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 o
m/z 71.05 23.06%
0 ‘\ . . 830 1130
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 60 80 100 120 140 160
Abundance
57.0
6.80 7.00 7.20 7.40
5000 m/z 43.10 22.64%
41.0
0. 25.0 730 910 1130
T e a a
m/z--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0 6.80 7.00 7.20 7.40
m/z 41.05 20.88%
5000
41,0 85.0
0L 250 “‘ I u‘ ‘ /11001270 156.0
el e R amaEEEEe s e
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF120523.M Thu Dec 07 ©3:30:29 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Decane, 3,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.228 21.20 ng 664028 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 83
2 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 72
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64
5 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 59

Abundance Scan 874 (7.228 min): BF136434.D\data.ms (-871) (-) m/z 71.10 100.00%

71.1
43.1
5000
‘ ‘ 99.0 1411 168.8 7.00 7.20 7.40 7.60
ottt e e e e e e m/z 57.10 68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000
7.00 7.20 7.40 7.60
m/z 43.10 65.30%
O \“M\\H\“ T \w\‘{‘\\g\‘g“.(\)\\\]]2\3;?“%5\\5;0\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
71.0
R O BB RRREE Ly o
43.0 7.00 7.20 7.40 7.60 .
5000 m/z 85.10 39.02%
141.0
0 99.0 193.0 223.
L B B e B EmEaRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4482: Pentane, 3,3-dimethyl-
43.0 7.00 7.20 7.40 7.60
71.0 m/z 70.10 29.97%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60

8270-BF120523.M Thu Dec 07 ©3:30:30 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Tritetracontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.304 6.84 ng 214236 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 78
2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 887 (7.304 min): BF136434.D\data.ms (-883) (-) m/z 57.05 100.00%
57.0
5000 %
1271 7.00 7.20 7.40 7.60
B I m/z 71.85 80.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000
7.00 7.20 7.40 7.60
m/z 43.10 72.29%
ol | ”J‘PH;Q‘JQ?.OZG?.OBS?.O 463.0 533.0 604.
HH‘\\H‘\\H‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘\\H‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43.0
e ARERANE S e
7.00 7.20 7.40 7.60
5000 m/z 85.10 41.63%
126.0
B —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0 7.00 7.20 7.40 7.60
m/z 41.05 34.32%
5000
ol L1 127:0 197.0 267.0 338.0
A A e e T AREEAREE L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 7.00 7.20 7.40 7.60

8270-BF120523.M Thu Dec 07 ©3:30:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Decane, 2,2,5-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.451 2.49 ng 86106  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 78
2 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 78
3 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 64
4 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56
Abundance Scan 912 (7.451 min): BF136434.D\data.ms (-910) (-) m/z 57.10 100.00%
57.1
5000 %
7.20 7.40 7.60 7.80
e | | %3t 131 ;
o+ttt m/z 56.05 44.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59093: Decane, 2,2,5-trimethyl-
57.0
5000
7.20 7.40 7.60 7.80
m/z 71.05 17.65%
29.
LB w0 a0 g
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
A T
7.20 7.40 7.60 7.80
5000 m/z 41.10 15.52%
29.0
Ob o0 1180 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59090: Decane, 2,2,4-trimethyl-  EREREEEE S
57.0 7.20 7.40 7.60 7.80
m/z 43.10 11.89%
5000
29.0
ol 880 1260 1690
R L e A=t S R BBREELENE SRR
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF120523.M Thu Dec 07 ©3:30:31 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Decane, 2,2,8-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.522 2.58 ng 89413 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 78
2 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 78
3 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 78
4 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 78
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 72
Abundance Scan 924 (7.522 min): BF136434.D\data.ms (-920) (-) m/z 57.10 100.00%
57.1
5000 L
85.1 7.20 7.40 7.60 7.80
39H) 127.1
OF it el ““‘ 20T 1889 h/z se.1e 48.02%
miz--> 20 40 60 80 100 120 140 160
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0
5000
7.20 7.40 7.60 7.80
m/z 41.10 23.62%
29.0
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
e
7.20 7.40 7.60 7.80
5000 m/z 43.10 20.16%
. 29.0 85.0 127.0 169.0
B L B S LA B e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59096: Decane, 2,2,9-trimethyl- A BEAAAN SRR
57.0 7.20 7.40 7.60 7.80
m/z 71.10 18.58%
5000
29.0
oL il ) 880 126.0 169.0
Tt —t— 7 R ABEAEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF120523.M Thu Dec 07 ©3:30:32 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17
Operator : CG\JU

Sample : 05602-09

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Decane, 2,2,9-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.545 5.22 ng 180854  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 64
2 Heptane, 2,2,4-trimethyl- 142 C1eH22 014720-74-2 59
3 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 59
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 53
Abundance Scan 928 (7.545 min): BF136434.D\data.ms (-925) (-) m/z 57.10 100.00%
57.1
5000 L
7.20 7.40 7.60 7.80
127.1 .

- u“‘ ‘ ‘ Ao 1092 2609 8850 m/z s6.10  32.04%

miz--> 50 100 150 200 250 300 350

Abundance #59096: Decane, 2,2,9-trimethyl-

57.0
5000
7.20 7.40 7.60 7.80
m/z 41.10 19.81%
ol || 12601690
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
S TR
7.20 7.40 7.60 7.80
5000 m/z 71.10 18.67%
127.0
oA e
m/z--> 50 100 150 200 250 300 350
Abundance #59094: Decane, 2,2,6-trimethyl- R mmaas e e
57.0 7.20 7.40 7.60 7.80
m/z 43.05 14.93%
5000
0 | “ I ‘ | . 12u7'0 169.0
At  EANUNNS S S S s
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF120523.M Thu Dec 07 ©3:30:33 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Octane, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.816 9.37 ng 324426  Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
2 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 64
3 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 64
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 59

Abundance Scan 974 (7.816 min): BF136434.D\data.ms (-970) (-) m/z 57.10 100.00%

57.1
- WKMMM
T T
39} 85.1 11‘3'1 7.40 7.60 7.80 8.00 8.20
(I b 3340 1831y 71010 72.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 B L AL B R
7.40 7.60 7.80 8.00 8.20
9.0 113.0 m/z 43.10  23.70%
| ‘ 85.0 142.0
O‘\‘\\\“‘\\\‘\\‘\\“‘\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance
57.0
R A mmane e
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 19.86%
29.0
. 83.0 113.0
L I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135266: Sulfurous acid, butyl 2-ethylhexyl ester B EEama R R
57.0 7.40 7.60 7.80 8.00 8.20
m/z 113.10 15.37%
5000
29.0
ol s 130 b
0 _mwm e A e e e
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Decane, 2,2,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.851 6.40 ng 221419 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 78
2 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
3 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 72
4 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 64
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 64
Abundance Scan 980 (7.851 min): BF136434.D\data.ms (-977) (-) m/z 57.05 100.00%
57.0
- WMJLW
' 7.60 7.80 8.00 8.20
85.0 . . . .
113.2
0 ‘_Hu‘“m‘ M2 1401 1831 se.es  33.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59090: Decane, 2,2,4-trimethyl-
57.0
5000 L L L I LN B
7.60 7.80 8.00 8.20
m/z 71.10 16.62%
29.0
B0 s0 w60 aeso
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
S R ARRNREEANEaS
7.60 7.80 8.00 8.20
5000 m/z 41.05 15.95%
29.0
0 85.0 127.0 169.0
i R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59093: Decane, 2,2,5-trimethyl- AR AR RN REE
57.0 7.60 7.80 8.00 8.20
m/z 43.05 9.64%
5000
O 2901880 1270 1690
R L AR S R A RRESREEEEE
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\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.751 5.43 ng 164342  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1473 (10.751 min): BF136434.D\data.ms (-1469) (- m/z 57.10 100.00%
57.1
e UM
99.1 — —
‘ ‘ ‘ 183.2 10.50 11.00
141.0
o‘_m_H!_“‘wm“‘H!‘wH_m_H‘,‘1”ww%‘}f“?‘ww m/z 71.05 78.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 s i
10.50 11.00
113.0 m/z 43.10  49.48%
.O
027\0‘ L ‘ 1500077 55400530
\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH’HH‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
—— —
10.50 11.00
5000 m/z 85.05 27.35%
113.0
o 155.0 1960 538 9267.0
N maaws o e e AERAA
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl- —— ——
57.0 10.50 11.00
m/z 41.10 22.95%
- AWWWJWWVMJk\MﬂvaMﬁK
11
o0 L L LY asa01e30 AR
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 18 Hexadecane, 2,6,10,14-tetra... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11222 2.56ng 77489 Phenanthrene-d1o 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282

2 Tridecane, 2-methyl-

198

3 Heptadecane, 2,6,10,15-tetramethyl- 296

C20H42
C14H30
C21H44

000638-36-8 86
001560-96-9 83
054833-48-6 83

4 Pentacosane 352 C25H52 000629-99-2 80
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 78
Abundance Scan 1553 (11.221 min): BF136434.D\data.ms (-1550) (- m/z 57.05 100.00%
57.0
20 A\"\/M
. 184.0 L T
‘ | 80.0 ‘12‘72 ‘ 9211 11.00 11.50
L L e m/z 71.10  66.73%
m/z--> 0 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 i etk
11.00 11.50
m/z 85.10 45.76%
113.0 1
0 T \“‘\ | “\ H‘ \H‘\““‘ \“\“\ { “\ \8\\‘?’\0“ T \\25‘3\0\ T
m/z--> 0 50 100 150 200 250
Abundance
57.0
—— —
11.00 11.50
5000 m/z 43.10 45.24%
99.0 155.0
020 198.0
-t
m/z--> 0 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 11.00 11.50
m/z 55.10 23.10%
h AMWMWM
99.0
0 ‘\\ MH\ Il \‘ | \14\1'0 183.0 239.0 296.(
e A e e A e — —
m/z--> 0 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc ROUTE-4-TP-5

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.857 7.14 ng 216095  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1661 (11.857 min): BF136434.D\data.ms (-1658) (| m/z 73.00 100.00%
73.0
43.1
5000
— Pt
‘ 11.50 12.00
0 ‘H,‘HJ“HM‘:“‘“ m/z 60.00 91.53%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 A -
11.50 12.00
97.0 15701552130 256.0 m/z 43.10  77.27%
O \H’HH“}‘HH!H \H‘H“‘\‘Hwh““\\”‘M\“\‘H‘HH‘\\H‘\‘H\‘H\‘\‘HH‘\H!‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
73.0
43.0 T [ -
11.50 12.00
5000 129.0 m/z 57.05 73.04%
185.0
228.0
101.0
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.05 67.42%
5000 129.0
99.0
e e T
O%QRh“wNNMﬁNm\LWMMM‘HH_ﬂwjuwHH_‘H_HWH — —r—
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Eicosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.110 3.86 ng 67820 Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 2-Methyltetracosane 352 C25H52 001560-78-7 87
3 Tricosane 324 C23H48 000638-67-5 81
4 11-Methyltricosane 338 C24H50 027538-41-6 81

5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 2214 (15.109 min): BF136434.D\data.ms (-2212) (|  m/z 57.10 100.00%
57.1
5000 M%kammwwﬂuvawwjhw
131 —— —
| ‘ \]ﬂ " 168.0 22102731 3323 4023 15.00 15.50
0 H@‘ WMH mewmmwuiudm‘uwm\Hmthm e m/z 71.10 79.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 — ——
15.00 15.50
m/z 43.10 65.22%
13.0
oLl |l | /1690 2250 2820
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 49.03%
113.0 309.0
ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane T ——
57.0 15.00 15.50
m/z 69.10 25.76%
5000 \WMMMMWW
324.0
WLLTL 2670
0t NM‘uu‘ﬁ\ﬂ‘ﬂJmap‘h‘w““‘u““‘u —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136434.D

Acqg On : 06 Dec 2023 18:17

Operator : CG\JU

Sample : 05602-09

Misc . ROUTE-4-TP-5

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
unknown5.034 5.034 2.5 ng 79159 1 6.798 626402 20.0
Octane, 2,2,6-t... 6.292 9.5 ng 296991 1 6.798 626402 20.0
Nonadecane 6.569 5.3 ng 167279 1 6.798 626402 20.0
Heptane, 2,2,4,... 6.734 2.5 ng 77608 1 6.798 626402 20.0
Tetradecane, 2,... 6.875 6.3 ng 198246 1 6.798 626402 20.0
Sulfurous acid,... 6.922 36.9 ng 1156080 1 6.798 626402 20.0
Undecane, 2,9-d... 7.045 6.9 ng 217452 1 6.798 626402 20.0
Hexane, 2,2,5-t... 7.069 37.9 ng 1185470 1 6.798 626402 20.0
Hexane, 2,2,4-t... 7.139 21.2 ng 664506 1 6.798 626402 20.0
Decane, 3,7-dim... 7.228 21.2 ng 664028 1 6.798 626402 20.0
Tritetracontane 7.304 6.8 ng 214236 1 6.798 626402 20.0
Decane, 2,2,5-t... 7.451 2.5 ng 86106 2 8.075 692278 20.0
Decane, 2,2,8-t.. 7.522 2.6 ng 89413 2 8.075 692278 20.0
Decane, 2,2,9-t... 7.545 5.2 ng 180854 2 8.075 692278 20.0
Octane, 3,6-dim... 7.816 9.4 ng 324426 2 8.075 692278 20.0
Decane, 2,2,4-t.. 7.851 6.4 ng 221419 2 8.075 692278 20.0
Pentadecane, 2,... 10.751 5.4 ng 164342 4 11.322 605371 20.0
Hexadecane, 2,6... 11.222 2.6 ng 77489 4 11.322 605371 20.0
n-Hexadecanoic ... 11.857 7.1 ng 216095 4 11.322 605371 20.0
Eicosane 15.110 3.9 ng 67820 6 15.451 351183 20.0
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