LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acqg On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc :

ALS Vvial : 20 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF13@354.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.263 537 540 548 rVB 240888 255660 12.45% 1.570%
2 5.904 646 649 655 rvB2 100859 117267 5.71% 0.720%
3 6.098 675 682 684 rBV2 66702 90881 4.43%  0.558%
4 6.187 694 697 700 rBV3 79325 79992 3.89% 0.491%
5 6.304 715 717 724 rBV 240685 292944 14.26% 1.799%
6 6.398 729 733 737 rBV4 46952 75061 3.65% 0.461%
7 6.663 774 778 784 rVB2 652394 633773 30.86% 3.893%
8 6.787 796 799 801 rBV 75494 75472 3.67% 0.464%
9 6.810 801 803 807 rVB 99947 88951 4.33% 0.546%
10 6.940 819 825 829 rVB3 103196 149002 7.26% 0.915%
11 7.010 834 837 839 rBV 89247 80496  3.92% 0.494%
12 7.057 842 845 848 rBV3 89160 81417 3.96% 0.500%
13 7.098 848 852 857 rVB3 76641 97877 4.77% 0.601%
14 7.204 862 870 871 rBv4 74451 154125 7.50% ©.947%
15 7.222 871 873 875 rVWW 142419 97932 4.77% 0.602%
16 7.310 883 888 892 rBV5 77493 145321 7.08%  ©.893%
17 7.416 904 906 909 rBV 71102 73839 3.60% 0.454%
18 7.469 913 915 917 rVB2 100821 75205 3.66% 0.462%
19 7.581 933 934 939 rvB4 83354 74530 3.63% 0.458%
20 7.634 940 943 945 rW 77447 72076 3.51% 0.443%
21 7.692 948 953 956 rW 358627 417673 20.34% 2.566%
22 7.722 956 958 963 rvv 334751 310604 15.12% 1.908%
23 7.763 963 965 970 rVB2 127599 126601 6.16% 0.778%
24 7.886 983 986 991 rBV5 81596 130023 6.33% 0.799%
25 7.945 991 996 1000 rVV 746638 675897 32.91% 4.152%
26 8.010 1005 1007 1010 rVB 169405 130035 6.33% 0.799%
27  8.239 1041 1046 1049 rBV3 118630 113004 5.50% 0.694%
28 8.298 1052 1056 1059 rvv3 160727 238060 11.59% 1.462%
29 8.351 1063 1065 1067 rVvV 88962 90672 4.41% 0.557%
30 8.375 1067 1069 1070 rVV 216043 164128 7.99% 1.008%
31 8.410 1073 1075 1078 rVB2 140088 109670 5.34% 0.674%
32 8.445 1078 1081 1084 rBV 112062 103539 5.04% 0.636%
33 8.639 1110 1114 1117 rVB3 84974 119319 5.81% 0.733%
34 8.728 1126 1129 1131 rBv4 55589 73611 3.58% 0.452%
35 8.757 1131 1134 1137 rVB 194831 159397 7.76% ©.979%
36 8.822 1143 1145 1148 rBV 82590 66216 3.22% 0.407%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acqg On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc :

ALS Vvial : 20 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.857 1148 1151 1155 rW3 75794 74242  3.61% 0.456%
38 8.969 1167 1170 1173 rVV 257652 199613 9.72% 1.226%
39 9.022 1176 1179 1182 rVB 352753 283377 13.80% 1.741%
40 9.098 1189 1192 1197 rBVS5S 89344 164229 8.00% 1.009%
41  9.404 1241 1244 1246 rBV2 179342 177392 8.64% 1.090%
42 9.428 1246 1248 1250 rVB 391942 285076 13.88% 1.751%
43 9.557 1268 1270 1274 rBV3 128270 162390 7.91% 0.997%
44 9.604 1276 1278 1281 rVB 292317 242731 11.82% 1.491%
45  9.645 1281 1285 1287 rBV3 76235 109591 5.34% 0.673%
46 9.675 1287 1290 1291 rBV 197249 173725 8.46% 1.067%
47  9.698 1291 1294 1297 rVB2 943802 872399 42.48% 5.359%
48 9.892 1325 1327 1330 rVB4 80129 74238 3.61% 0.456%
49 9.957 1336 1338 1345 rBV2 192351 237012 11.54% 1.456%
50 10.016 1345 1348 1349 rBV2 105928 88958 4.33%  0.546%
51 10.063 1353 1356 1360 rBv4 127910 195977 9.54%  1.204%
52 10.098 1360 1362 1365 rBv2 220812 206937 10.08% 1.271%
53 10.233 1383 1385 1387 rBV2 118584 138360 6.74% 0.850%
54 10.357 1402 1406 1409 rBV 689743 668292 32.54% 4.105%
55 10.486 1423 1428 1430 rBv4 202237 340418 16.58% 2.091%
56 10.622 1446 1451 1457 rBV 1806957 2053779 100.00% 12.615%
57 11.086 1527 1530 1535 rVB 1398255 1466609 71.41% 9.009%
58 11.180 1543 1546 1548 rBV 739029 610557 29.73% 3.750%
59 11.439 1587 1590 1592 rBV 502968 429178 20.90% 2.636%
60 12.774 1814 1817 1820 rBV 1108562 1184666 57.68% 7.277%

Sum of corrected areas: 16280016
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130354.D\data.ms
6000000
5000000
4000000
3000000
2000000
1000000 6.663

/61
0 226 soonmbifon |cmmmmaidtaseney

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: BF130354.D\data.ms

6000000
5000000
4000000
3000000
2000000

10000001 7.945 )

e e o e e o e e
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: BF130354.D\data.ms

6000000

5000000

4000000

3000000

2000000

1000000

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Heptane, 2,2-dimethyl- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
6.939 4.70 ng 149002 1,4-Dichlorobenzene-d4 6.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
2 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 50
3 Heptane, 5-ethyl-2,2,3-trimethyl- 170 C12H26 062199-06-8 45
4 2-Undecene, 6-methyl-, (Z)- 168 C12H24 074630-43-6 43
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 42
Abundance Scan 825 (6.939 min): BF130354.D\data.ms (-819) (-) m/z 57.10 100.00%
57.1
1050 550 650 760750
39 H 8s. 60 6.80 7.00 7.
134.0
0 bl “‘ sl m“, MM et AN m/z 56.05 42.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14547: Heptane, 2,2-dimethyl-
57.0
5000 L L R IR B
6.60 6.80 7.00 7.20
29.0 m/z 43.10  38.68%
‘ 113.0
85.0
O\\\‘\’\‘}\\‘i“\\\‘uﬂ‘\\‘\\‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22119: Heptane, 2,2,4-trimethyl-
57.0
R AEEEeE R S
6.60 6.80 7.00 7.20
5000 m/z 41.10 33.15%
29.0
‘ ‘ 85.0 127.0
0““,“H““w“u“ T
miz--> 60 80 100 120 140 160
Abundance #45524: Heptane, 5-ethyl-2,2,3-trimethyl- e EamammEEss ST
57.0 6.60 6.80 7.00 7.20
m/z 55.10  27.83%
5000
29.0 112.0
85.0
o,Lﬂ,lSS'O .
m/z--> 20 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF091422.M Wed Sep 21 13:43:01 2022

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown7.310

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.310 4.30 ng 145321  Naphthalene-d8 7.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 38
2 Ketone, 2,2-dimethylcyclohexyl m... 154 C10H180 017983-26-5 38
3 2,2,4-Trimethyl-3-hexene 126 C9H18 059643-72-0 35
4 4-Decene, 4-methyl-, (E)- 154 C11H22 060366-66-7 35

5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22

061141-80-8 30

Abundance Scan 888 (7.310 min): BF130354.D\data.ms (-883) (-) m/z 69.10 100.00%
69.1
105.0
41.1
5000
133.1
e
‘ ‘ h 54.2 7.00 7.20 7.40 7.60
oy S m/z 55.00  85.54%
miz--> 20 40 60 80 100 120 140 160
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl-
69.0
5000 L R R B B I R |
o 111.0 7.00 7.20 7.40 7.60
m/z 105.00 72.29%
O T ’ T \ T ’ T \‘! ’ \M‘\ T ’Lgo ‘ T \w T 1£8.0 ‘ \]\_5\‘4\.‘0\
miz--> 60 80 100 120 140 160
Abundance #31159. Ketone, 2,2-dimethylcyclohexyl methyl
43.0 69.0
7.00 7.20 7.40 7.60
m/z 41.10 57.50%
5000 111.0 /
154.0
| ‘ | b 136.0
) IR O 1 et
m/z--> 20 40 60 80 100 120 140 160
Abundance #13217: 2,2,4-Trimethyl-3-hexene N ABEmmEEE T
69.0 7.00 7.20 7.40 7.60
m/z 43.10 46.56%
97.0
5000 41.0
126.0
obaso y Hl gl L WAL
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35

Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Octane, 2,6-dimethyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
7.692 12.36 ng 417673  Naphthalene-d8 7.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 78
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 Tridecane, 7-methyl- 198 C14H3e 026730-14-3 72
Abundance Scan 953 (7.692 min): BF130354.D\data.ms (-948) (-) m/z 57.10 100.00%
57.1
" Nﬂmﬂﬂkajijvakﬂﬁyw
R R ERAmmmEmaREE
‘ ‘ 85.1 113.1 34.0 7.40 7.60 7.80 8.00
Ot [ L 1340 1831 07110 81.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 UL L B I NI LA BN
7.40 7.60 7.80 8.00
m/z 43.10 30.03%
29.0 ‘ gso 1130 /
O\\\\‘\‘\‘\\“M\\“‘\\H}\‘{‘\\\‘\\f“\‘\\\]-\4‘.2\.\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22095: Octane, 3,6-dimethyl-
57.0
A RAREE L
7.40 7.60 7.80 8.00
5000 m/z 41.05 25.23%
29.0
113.0
ol 4 5202420
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22080: Nonane, 3-methyl- A RaR e RN AR
57.0 7.40 7.60 7.80 8.00
m/z 113.05 16.30%
5000 29.0
113.0
Ot A 20 w20
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Decane, 2,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.722 9.19 ng 310604  Naphthalene-d8 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,2,4-trimethyl- 184 C13H28 062237-98-3 72
2 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 72
3 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 64
4 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 64
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 64
Abundance Scan 958 (7.722 min): BF130354.D\data.ms (-956) (-) m/z 57.10 100.00%
57.1
o /WMMVM/\/V\»\N\A
R AR AR
‘ 85.1 1271 7.40 7.60 7.80 8.00
bl i L JO8L TS 1520 1832y 5610 33.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59090: Decane, 2,2,4-trimethyl-
57.0
5000 UL L B R IR BB |
7.40 7.60 7.80 8.00
m/z 41.10 21.19%
o AP L 180 1260 1690
\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59096: Decane, 2,2,9-trimethyl-
57.0
R RamE e R
7.40 7.60 7.80 8.00
5000 m/z 71.10 16.54%
o 2901 |80 1260 169.0
et e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22106: Octane, 2,2-dimethyl- R RAREEREEEEELE
57.0 7.40 7.60 7.80 8.00
m/z 43.10 10.12%
h MWMM
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknown7.886 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.886 3.85 ng 130023  Naphthalene-d8 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
2 2-Methyltetracosane 352 C25H52 001560-78-7 35
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 35
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 27
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 27

Abundance Scan 986 (7.886 min): BF130354.D\data.ms (-983) (-) m/z 57.05 100.00%

57.0
5000
135.0
N A RE S
‘ Lms.o ‘ 7.60 7.80 8.00 8.20
ok ‘wﬂkH‘ WMMWWHWW“““‘ —— m/z 41.05 47.63%
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 L B L LA B B I IR B
70 7.60 7.80 8.00 8.20
: m/z 43.10  35.82%
O T “‘\ \Lh “ T H!‘ \‘H“\ ‘H“ J“ \&4‘\‘1.‘0\ ]\-8f2.\0‘ L 2\5‘2.\0\ T ‘ \32\!:_)\.()\
miz--> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane
57.0
R amaE e RARRRRE
7.60 7.80 8.00 8.20
5000 ITI/Z 56.10 35.09%
‘ 99.0
41.0
ol LLLL | ¥50 1830 250 2670 3090 _
miz--> 50 100 150 200 250 300
Abundance #163251: Oxalic acid, isobutyl nonyl ester e R RARBBERREEEASE S
57.0 7.60 7.80 8.00 8.20
m/z 55.00 34.78%
v M/WWM
0 171.0
o+t R R RRRE
m/z--> 50 100 150 200 250 300 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Undecane, 2,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.010 3.85 ng 130035 Naphthalene-d8 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59

Abundance Scan 1007 (8.010 min): BF130354.D\data.ms (-1005) (-) m/z 57.10 100.00%

57.1
- JU\WM%
e
‘ ‘ 85.0 1121 7.60 7.80 8.00 8.20 8.40
Ol L L 112 1411 1602 L, 4310 43.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 DL B LALEL B W
7.60 7.80 8.00 8.20 8.40
m/z 71.10 40.40%
29.0 98.0
O\ T ‘ \‘\‘\ \““\ T \‘!“ T \H\ T ’ ”\ T \“‘ TT U\ ‘ \\\]-\4"1-\.\0\ \‘]_\6\9\.9‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
AR RESSEEE S S
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 25.85%
29.0 113.0
oot o 50 330 ams
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- s REAma aRR T
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 18.89%
5000
29.0 85.0
oLl M0 5o 18300080
R L B A BAREETE I AR ARARA
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Isoborneol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.298 7.04 ng 238060 Naphthalene-d8 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 55
2 Bicyclo[2.2.1]heptan-2-0l, 1,7,7... 154 C1@H180 000464-45-9 38
3 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 30
4 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 30
5 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 27
Abundance Scan 1056 (8.298 min): BF130354.D\data.ms (-1052) (-) m/z 95.10 100.00%
95.1
5000 i M\JL\MW
1371 LILINL L L I L L L
0 1701 8.00 8.20 8.40 8.60
o ! m/z 57.10 51.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30931: Isoborneo
95.0
5000 LN L B B A AL
41.0 8.00 8.20 8.40 8.60
670 121.0 m/z 71.10 51.22%
O' 15.0 “ \‘IH‘U\ “\ T ! ‘ \]-\5\4\..‘0\ TTT ‘ 11
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31308: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e
95.0
R EEEAREEEEESEE T
8.00 8.20 8.40 8.60
5000 m/z 41.10 42 .88%
41.0
‘ 67.0 Ll 139.0
0 ;ﬁ?NM‘H\H$‘JMuWWwH“M‘,PHEM‘H‘,‘H“‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19171: 3-Hydroxypyridine monoacetate e ARAREEEE T
95.0 8.00 8.20 8.40 8.60
m/z 43.05 40.34%
5000 43.0
137.0
67.0
o‘1‘5;?“u“;wMJ‘mw‘m‘w,w“w,w_” S
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF091422.M Wed Sep 21 13:43:11 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Sulfurous acid, dodecyl 2-e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.375 4.86 ng 164128 Naphthalene-d8 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 90
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 80
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
5 Nonane, 5-propyl- 170 C12H26 000998-35-6 72

Abundance Scan 1069 (8.375 min): BF130354.D\data.ms (-1067) (-) m/z 57.10 100.00%

57.1
T
H 85 1 11”3 1133 o 8.00 8.20 8.40 8.60
o"‘mmm_‘”ml”u"m_m_m‘ml‘ﬁ‘?‘o‘w” m/z 71.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
5000 L L LA L BN B R B
8.00 8.20 8.40 8.60
113.0 m/z 43.10  52.12%
29.0 85.0 ‘ 166.0
O\‘\‘\‘\\‘\\\“\‘\\h}\“\‘\\\“‘\\‘\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
T
8.00 8.20 8.40 8.60
5000 m/z 41.10 31.91%
85.0
29.0 113.0 155.0
bt b L 1330100 ass0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester T
57.0 8.00 8.20 8.40 8.60
m/z 56.10 18.60%
5000
29.0 113.0
‘ ‘ 83.0
oW‘m‘HH_“MHWH\“_m_‘wmwmw e —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BF091422.M Wed Sep 21 13:43:11 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Dodecane, 1-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.757 4.72 ng 159397  Naphthalene-d8 7.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 53
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 43
3 Octane, 2,3,7-trimethyl- 156 C1l1H24 062016-34-6 43
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 43
5 Hexadecane 226 C16H34 000544-76-3 42
Abundance Scan 1134 (8.757 min): BF130354.D\data.ms (-1131) (-) m/z 57.10 100.00%
57.1
T aammaa e RARAR
97.1 ‘14‘1'1 8.40 8.60 8.80 9.00

obdp bl b L el m/z 71.10  92.97%

miz--> 50 100 150 200 250

Abundance #193302: Dodecane, 1-iodo-

57.0
5000 L L LRI B I LR B
8.40 8.60 8.80 9.00
m/z 43.10 43.37%
27,0 ‘ 99.0
0 \‘\ U“M\ ‘1‘ T “ \‘ T “1\6?\0\ LA A \2\96‘(
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
T aammaa e RARAR
8.40 8.60 8.80 9.00
5000 m/z 85.10 42 .69%
27‘.0 127.0
A e
miz--> 50 100 150 200 250
Abundance #33100: Octane, 2,3,7-trimethyl- A EAaRRTE
57.0 8.40 8.60 8.80 9.00
m/z 41.10 31.95%
h MWW
27-0‘ ‘ 113.0
ol LM‘M T S
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00

8270-BF091422.M Wed Sep 21 13:43:12 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Dodecane, 2,6,11-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.969 4.58 ng 199613  Acenaphthene-di0 9.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 80
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 58
Abundance Scan 1170 (8.969 min): BF130354.D\data.ms (-1167) (-) m/z 57.10 100.00%
57.1
5000
851 W
e RARmEES ST
1131 8.60 8.80 9.00 9.20
159.1
0 m‘w‘,“mu”“wm“HJ“_‘mww‘l‘??\l“ 223 7 71018 92.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 L L NI B BN R B
85.0 8.60 8.80 9.00 9.20
m/z 43.10 59.30%
290 169.0
O\\\‘\‘\‘\\"\\\ ‘\\Hl\“!\\\““\\‘U\‘\‘\J\-\4.‘J-\\()\\‘\\\\‘\]\-\9\7‘\0\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
e AARmEES S
8.60 8.80 9.00 9.20
5000 m/z 41.10 38.61%
29.0 85.0
Oborer e e 20 2a10 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl- T
57.0 8.60 8.80 9.00 9.20
m/z 85.10 36.50%
5000
29.0 113.0
85.0
OO U A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091422.M Wed Sep 21 13:43:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 S-Phenyl 5-(phenylthio)pent... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.404 4.07 ng 177392  Acenaphthene-di0 9.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 50
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 41
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 2-Anthracenamine 193 C14H11N 000613-13-8 35
5 3-Phenylindole 193 C14H11N 001504-16-1 35

Abundance Scan 1244 (9.404 min): BF130354.D\data.ms (-1241) (-) m/z 193.20 100.00%

193.2
R SRR
‘ ‘ 9.00 9.20 9.40 9.60 9.80
038l . 1 “‘ ldgeor [ Wz 69.10 46.66%
miz--> 50 100 150 200 250 300
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
193.0
5000 | L AL B R
123.0 9.00 9.20 9.40 9.60 9.80
55.0 m/z 123.10 43.72%
01\-8\q\ ‘f"‘\‘”\ §\7o \‘\‘h\ [ \“\ T \“ T T T T ‘ T T T 3\02\(
miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
R A RARE
123.0 9.00 9.20 9.40 9.60 9.80
5000 69.0 m/z 109.10 36.51%
0\ T T T " T ‘H‘ \“’ ‘!“ \“ T “‘ T T ‘\ \‘ ‘ ‘\ T T T ‘ T T T T ‘ T MW
m/z--> 50 100 150 200 250 300
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- R A RARE
193.0 9.00 9.20 9.40 9.60 9.80
m/z 83.10 36.26%
5000 55.0
109.0
0} o Mt SR
m/z--> 50 150 200 250 300 9.00 9.20 9.40 9.60 9.80

8270-BF091422.M Wed Sep 21 13:43:14 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Carbonic acid, octadecyl vi... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.428 6.54 ng 285076  Acenaphthene-di0 9.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 80
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
3 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 80
4 Decane, 5-propyl- 184 C13H28 017312-62-8 76
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1248 (9.428 min): BF130354.D\data.ms (-1246) (-) m/z 57.10 100.00%

57.1
2000 W
920 9.40 9.60 9.80
1410 . . . .
1831
ol M‘NL‘ I “‘ b 22202 m/z 71.10 86.73%
m/z--> 50 100 15 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
5000 L B I L LI LN B
9.20 9.40 9.60 9.80
m/z 43.10 72.54%
ol L | M 1410 1960 2520 297.0
L ‘ L L ‘ T T T T L ‘ T T T
miz--> 100 150 200 250 300
Abundance #277469:Carbonk:add,ewosylvmylemer
57.0
R B ARREEEEEE
9.20 9.40 9.60 9.80
5000 m/z 85.10 45, 34%
fo ! ‘Lu‘ I \H\ \‘ ‘\\ \n‘4“l‘0‘ 182‘0 — ‘2‘5‘2"0‘ T ?%5'
m/z--> 50 100 15 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride e ARARMEAEE
57.0 9.20 9.40 9.60 9.80
m/z 55.10 42.60%
5000
I JNJWAWMJKW$R$MNVN
0
ol 1Ll w‘ \LHM_ R — - S
m/z--> 50 100 150 200 250 300 9.20 9.40 9.60 9.80

8270-BF091422.M Wed Sep 21 13:43:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknown9.604 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.604 5.56 ng 242731  Acenaphthene-di0 9.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 42
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 CO9H18 053907-59-8 27
3 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 20
4 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 18
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 18
Abundance Scan 1278 (9.604 min): BF130354.D\data.ms (-1276) (-) m/z 193.20 100.00%
41.1 97.1 198.2
69.1
123.1
5000
= =
‘ ‘ 152.1 294.2 9.50 10.00
[ byl sz 41,10 90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0
so00] 0 —r— ——
153.0 9.50 10.00
m/z 97.10  88.25%
. | l1260 | 1810 2240
N \\\‘\\\\’1\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 T ‘ T T ‘ T
9.50 10.00
5000 m/z 55.10 87.81%
126.0
1 ) N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope —— ——
41.0 69.0 9.50 10.00
' m/z 69.10 78.96%
5000
109.0
0! el ey — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF091422.M Wed Sep 21 13:43:16 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 unknown9.957 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.957 5.43 ng 237012  Acenaphthene-di0 9.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38
2 Tridecane 184 C13H28 000629-50-5 38
3 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 38
4 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 38
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 22

Abundance Scan 1338 (9.957 min): BF130354.D\data.ms (-1336) (-) m/z 57.10 100.00%
57.1

5000

i

T
10.00

167.0  205.2 2347

01 m/z 71.10 87.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 T T
85.0 10.00
m/z 43.10 84.79%
29.0 141.0
O\\\‘\‘\‘\\“‘\\\h\“\\“}\‘1‘\\\““:\L?—\?’\.‘()\\\\}‘\\\\]’-\6\9\.\()‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
—
10.00
5000 ITI/Z 55.10 73.48%
85.0
29.0
| ‘ | |, 11301410 1840
0""“H““1"“"“h“m‘““‘mM‘m‘“w‘H,‘m‘mwuw‘m,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8553: 1,3-Dimethylcyclopentanol T
43.0 71.0 10.00
m/z 85.10 62.27%
5000
15.0 99.0
01 ‘\“M\““m\1“‘\u\‘\\\\‘\\u,\m‘\m‘\m‘uu,\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF091422.M Wed Sep 21 13:43:16 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 unknownl©.063 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.063 4.49 ng 195977  Acenaphthene-di0 9.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 35
2 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 22
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 18
4 5-Methylisoxazol-3-trifluoroacet... 194 C6H5F3N202 211429-86-6 18
5 .beta.-Bisabolene 204 C15H24 000495-61-4 15

Abundance Scan 1356 (10.063 min): BF130354.D\data.ms (-1353) (- m/z 69.10 100.00%
69.1

%

5000
10.00
01 m/z 55.10  90.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29080: photocitral B
81.0 1230
41.0
5000 —— |
10.00
m/z 193.20 80.03%
152.0
O ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56913: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-

?

69.0
41.0
109.0 10.00
5000 m/z 41.10 78.04%
H ‘ 1640
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68082: 9-Phenanthrenamine ——
193.0 10.00
m/z 105.05 72.74%
165.0
5000
300 630 o070 1390
0] R NV SRS NP AR ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 unknownl@.098 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.098 4.74 ng 206937  Acenaphthene-die 9.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 photocitral A 152 C10H160 ©055253-28-6 49
2 2-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000278-98-2 47
3 Benzamide, 3-fluoro-N-(2-phenyle... 313 C20H24FNO 1000451-30-4 47
4 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 47
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 46
Abundance Scan 1362 (10.098 min): BF130354.D\data.ms (-1360) (- m/z 123.10 100.00%
123.1
5000 811
41.1 :
207.2 —r —
‘ 1731 ‘ 10.00 10.50
0 el b L T L - m/z 81.10 37.06%
miz--> 50 100 150 200 250 300
Abundance #29084: photocitral A
123.0
81.0
5000 —— —
41.0 10.00 10.50
‘ m/z 109.10  36.01%
O T L ‘ T T ‘\ T ‘ ‘\ T T ‘\ “ T T T T ‘ L ‘ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #118375: 2-Fluorobenzoic acid, 1-cyclopentylethyl ester
123.0
—— —
10.00 10.50
5000 m/z 69.10 35.84%
67.0
29|11,
e U N T -
m/z--> 50 100 150 200 250 300
Abundance #216051: Benzamide, 3-fluoro-N-(2-phenylethyl)-N-(3-me —— —
123.0 10.00 10.50
m/z 95.10 35.64%
5000
166.0
42.0
| —— 30 S ‘22\2'02‘56.0 313,
e e A e e e P ;
m/z--> 50 100 150 200 250 300 10.00 10.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
BF130354.D

Sep 2022 20:35

: CG\JU
: N4630-06 5X

. 20

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
10.357 15.32 ng 668292  Acenaphthene-di10 9.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 80
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 1406 (10.357 min): BF130354.D\data.ms (-1402) (- m/z 57.10 100.00%
57.1

:

5000
10.00 1050
155.1
ol “ ! % Lai2219722892 0wz 7110 55.77%
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 = _—
10.00 1050
m/z 43.10  49.83%
Ll Fn | 14101830 2300
T \ ‘ T ‘ L ‘ 1T ‘ UL ‘ T 1T ‘ T T T ‘ T 1T

miz--> 100 150 200 250 300 350

W

Abundance #287977: Heptacosane
57.0
10.00 10.50
5000 ITI/Z 85.10 27.68%
ol L |y F | 141.0183.0225.0 267.0 323.0 380.l
e e
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane — —
57.0 10.00 10.50
m/z 41.10 25.61%
5000
9.0
oLl 14101820 2400
""“‘“‘“"““““““““““““ — —r—
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Heptadecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.622 67.28 ng 2053780  Phenanthrene-d10 11.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 86
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 83
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 80
Abundance Scan 1451 (10.622 min): BF130354.D\data.ms (-1446) (- m/z 57.10 100.00%
57.1
- M
— —
| ‘11‘31 1552515, ( 1050 1100
ob b ded L 2g7d TrT2lse 2832 30 sz 71.10  81.06%
m/z--> 50 100 150 200 250 300
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 e o
10.50 11.00
m/z 43.10 57.85%
113.0
0 h‘ H‘ M‘ \“\ T ]\-8\‘2\0‘ | — \25‘3\0\ L —
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 33.31%
990
-~ L e B EEE
m/z--> 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl- T —
57.0 10.50 11.00
m/z 41.10 29.39%
. M
112.0
ol a0 1830 s S
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\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.086 48.04 ng 1466610  Phenanthrene-d10 11.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1530 (11.086 min): BF130354.D\data.ms (-1527) (- m/z 57.10 100.00%
57.1
11.00 |
oL d L “ ““%4‘1‘0‘ 183222522671 3261 /7 71.10  81.29%
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
5000 — ‘
11.00
m/z 43.10 51.30%
226.0
01\5\q\ ‘\““‘\“‘!‘ \H‘\ “L r“‘\]r\4\%‘9\]\-8\3\9 T \‘\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
T \
11.00
5000 m/z 85.10 46.80%
oisg || [ om0 200
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 11.00
m/z 41.10 29.55%
- W
ol | L 1 M | 141.0183.0 225.0 267.0309.0 367.(
R A L T A e ——
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acq On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.439 14.06 ng 429178  Phenanthrene-d10 11.180
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
3 Heneicosane 296 (C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 1590 (11.439 min): BF130354.D\data.ms (-1587) (- m/z 57.10 100.00%
57.1
‘ 091 a1 11,50
11.50
210.1
ob— u“‘“ Li ”‘u‘“ Ll ST 2771326 0 71010 90.46%
miz--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 R
11.50
99.0 m/z 43.10 73.94%
O L ‘\ \‘ “\ h“‘ h‘ h‘ \“‘ \‘%\ “ “\ ‘]‘\-8\3\(‘)‘ \22\5)\9 ‘ \2\8\‘2.\0‘ LI
miz—-> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
——
11.50
5000 m/z 85.10 53.82%
113.0 183.0
ol AL LTl 1880 a0
miz--> 50 100 15 200 250 300
Abundance #194590: Heneicosane T
57.0 11.50
m/z 41.10 24.53%
5000
‘ 99.0
41.0
50 | |11 140 1830 250 2960 o
m/z--> 50 100 150 200 250 300 11.50

8270-BF091422.M Wed Sep 21 13:43:22 2022 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092022\
Data File : BF130354.D

Acqg On : 20 Sep 2022 20:35
Operator : CG\JU

Sample : N4630-06 5X

Misc :

ALS vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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|
Heptane, 2,2-di... 6.939 4.7 ng 149002 1 6.663 633773 20.0
unknown?7.310 7.310 4.3 ng 145321 2 7.945 675897 20.0
Octane, 2,6-dim... 7.692 12.4 ng 417673 2 7.945 675897 20.0
Decane, 2,2,4-t.. 7.722 9.2 ng 310604 2 7.945 675897 20.0
unknown?7.886 7.886 3.9 ng 130023 2 7.945 675897 20.0
Undecane, 2,6-d... 8.010 3.9 ng 130035 2 7.945 675897 20.0
Isoborneol 8.298 7.9 ng 238060 2 7.945 675897 20.0
Sulfurous acid,... 8.375 4.9 ng 164128 2 7.945 675897 20.0
Dodecane, 1-iodo- 8.757 4.7 ng 159397 2 7.945 675897 20.0
Dodecane, 2,6,1... 8.969 4.6 ng 199613 3 9.698 872399 20.0
S-Phenyl 5-(phe... 9.404 4.1 ng 177392 3 9.698 872399 20.0
Carbonic acid, ... 9.428 6.5 ng 285076 3 9.698 872399 20.0
unknown9. 604 9.604 5.6 ng 242731 3 9.698 872399 20.0
unknown9.957 9.957 5.4 ng 237012 3 9.698 872399 20.0
unknownl10.063 10.063 4.5 ng 195977 3 9.698 872399 20.0
unknown10.098 10.098 4.7 ng 206937 3 9.698 872399 20.0
Pentadecane, 2,... 10.357 15.3 ng 668292 3 9.698 872399 20.0
Heptadecane, 2,... 10.622 67.3 ng 2053780 4 11.180 610557 20.0
Hexadecane 11.086 48.0 ng 1466610 4 11.180 610557 20.0
Eicosane 11.439 14.1 ng 429178 4 11.180 610557 20.0
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