LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM029626.D

Acqg On : 23 Apr 2021 23:09 Instrument :
Operator : CG/JU BNA_M

Sample : M2142-01 2X ClientSampleld :
Misc : EO-04-042221

ALS Vvial : 14 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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29626.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.234 392 399 408 rBV 699047 1019705 41.14%  3.829%
2 6.816 657 668 682 rBvV 623713 1077671 43.48% 4.047%
3 7.263 739 744 754 rBV2 41536 77678 3.13% 0.292%
4 7.634 798 807 814 rBV 395066 639763 25.81% 2.402%
5 8.169 887 898 904 rBV5 27561 74010 2.99% 0.278%
6 8.292 916 919 923 rvVvB2 23260 30805 1.24% 0.116%
7 8.398 930 937 940 rBV 27464 45777 1.85% 0.172%
8 8.734 983 994 997 rBV5 38681 83412 3.37% 0.313%
9 8.787 997 1003 1011 rVV 386759 690444 27.85% 2.593%
10 8.857 1011 1015 1025 rVB 177867 275043 11.10% 1.033%
11 8.981 1025 1036 1042 rVB9 34768 104092 4.20% 0.391%
12 9.069 1042 1051 1052 rBV6 17132 37098 1.50% 0.139%
13 9.269 1079 1085 1089 rBvV3 23424 49843 2.01% 0.187%
14  9.316 1089 1093 1094 rBV 21284 28342 1.14% 0.106%
15 9.516 1119 1127 1129 rBV7 18217 34541 1.39% 0.130%
16 9.551 1129 1133 1137 rBv4 27269 40546 1.64% 0.152%
17 9.604 1137 1142 1144 rBVS5 23479 40510 1.63% ©0.152%
18 9.704 1150 1159 1163 rVB3 41951 101381 4.09% 0.381%
19 9.775 1163 1171 1175 rBV3 55940 97786 3.94% 0.367%
20 9.822 1175 1179 1181 rBvV3 33235 54030 2.18% 0.203%
21  9.851 1181 1184 1188 rVB 43617 57187 2.31% 0.215%
22 9.957 1197 1202 1206 rBV2 45733 74521 3.01% 0.280%
23 10.004 1207 1210 1214 rVV5 25094 38215 1.54% 0.143%
24 10.045 1214 1217 1224 rVB2 32649 53974 2.18% 0.203%
25 10.122 1224 1230 1234 rBV 22932 45612 1.84% 0.171%
26 10.281 1253 1257 1260 rBv4 19602 32196 1.30% 0.121%
27 10.322 1260 1264 1269 rBV5 18932 33598 1.36% 0.126%
28 10.404 1269 1278 1285 rBV2 611433 1342903 54.18% 5.042%
29 10.533 1296 1300 1304 rVV5 34402 53338 2.15% 0.200%
30 10.581 1304 1308 1314 rVB 124029 188559 7.61% 0.708%
31 10.639 1314 1318 1326 rBV7 34582 73250 2.96% 0.275%
32 10.710 1326 1330 1336 rVB7 27875 50867 2.05% 0.191%
33 10.828 1341 1350 1354 rBV8 25078 70534  2.85% 0.265%
34 10.881 1355 1359 1361 rBV 20749 29395 1.19% 0.110%
35 10.992 1373 1378 1382 rVB5 21116 36805 1.48% 0.138%
36 11.086 1388 1394 1395 rBV3 32682 52089 2.10% 0.196%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM029626.D

Acqg On : 23 Apr 2021 23:09 Instrument :
Operator : CG/JU BNA_M

Sample : M2142-01 2X ClientSampleld :
Misc : EO-04-042221

ALS Vvial : 14 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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.116 1395 1399 1403 rVV3 67309 133670 5.39% 0.502%
38 11.180 1407 1410 1417 rVB4 43881 77247  3.12%  0.290%
39 11.257 1417 1423 1429 rBvV3 74824 131327 5.30% 0.493%
40 11.333 1430 1436 1443 rVB4 90756 176720 7.13% 0.664%
41 11.445 1449 1455 1464 rBV2 177661 360196 14.53% 1.353%
42 11.522 1465 1468 1474 rVB5 28193 51267 2.07% 0.193%
43 11.604 1477 1482 1491 rVB3 85195 152518 6.15% 0.573%
44 11.704 1491 1499 1503 rBV6 30106 64276  2.59% 0.241%
45 11.851 1518 1524 1534 rVB 426299 660402 26.64%  2.480%
46 11.969 1541 1544 1552 rVB3 54504 101343 4.09% 0.381%
47 12.075 1559 1562 1570 rVB5 79087 133297 5.38% 0.501%
48 12.145 1571 1574 1579 rBV7 12895 29744  1.20% 0.112%
49 12.216 1583 1586 1589 rBv4 22732 28518 1.15% 0.107%
50 12.298 1595 1600 1603 rBV5 37819 68819 2.78% 0.258%
51 12.339 1603 1607 1612 rVB2 80361 121488 4.90% 0.456%
52 12.492 1629 1633 1637 rVB3 39789 53403 2.15% 0.201%
53 12.539 1637 1641 1648 rVB4 53867 116997 4.72% 0.439%
54 12.604 1648 1652 1658 rBV4 56081 95820 3.87% 0.360%
55 12.675 1661 1664 1675 rVB2 75035 142751 5.76% 0.536%
56 12.763 1675 1679 1684 rBV4 78003 138835 5.60% 0.521%
57 12.816 1684 1688 1694 rVB2 164828 231527 9.34% 0.869%
58 12.892 1695 1701 1712 rVB 1126972 1660282 66.98% 6.234%
59 13.110 1731 1738 1745 rVB 376162 566876 22.87% 2.129%
60 13.216 1750 1756 1762 rVV3 56466 139882 5.64% 0.525%
61 13.269 1762 1765 1769 rVB3 39946 55535 2.24% 0.209%
62 13.433 1789 1793 1796 rBV6 25477 49007 1.98% 0.184%
63 13.645 1824 1829 1833 rVV6 44575 69599 2.81% 0.261%
64 13.686 1834 1836 1841 rVB5 29356 43469 1.75% 0.163%
65 13.739 1841 1845 1847 rBV3 75733 104598 4.22% 0.393%
66 13.769 1847 1850 1854 rVV2 115885 167688 6.77% 0.630%
67 13.810 1854 1857 1863 rVB3 57516 88515 3.57% ©0.332%
68 13.886 1868 1870 1875 rVB 32703 36881 1.49% 0.138%
69 13.998 1883 1889 1895 rBV 71331 128403 5.18% 0.482%
70 14.133 1905 1912 1915 rVB5 26744 60569 2.44% 0.227%
71 14.192 1917 1922 1927 rVB 233007 312527 12.61% 1.174%
72 14.280 1930 1937 1944 rVB 709808 1089422 43.95% 4.091%
73 14.686 2004 2006 2012 rVB3 34545 48574 1.96% 0.182%
74 14.810 2023 2027 2035 rVB3 49190 85486  3.45% 0.321%
75 14.886 2036 2040 2042 rBV3 19007 32191 1.30% 0.121%

76 15.145 2080 2084 2090 rVB2 122846 151523 6.11% ©0.569%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM029626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS Vvial : 14 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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 15.327 2111 2115 2119 rBV4 28442 41571 1.68% 0.156%
78 15.551 2147 2153 2158 rBV2 45551 82380 3.32% 0.309%
79 15.768 2184 2190 2198 rBV 884651 1241950 50.10% 4.663%
80 16.004 2226 2230 2239 rBV 92429 186528 7.53% 0.700%
81 16.798 2361 2365 2369 rBV3 47042 60369 2.44% 0.227%
82 16.845 2369 2373 2383 rVB2 49564 95796 3.86% 0.360%
83 17.021 2398 2403 2407 rBV 855110 1197073 48.29% 4.495%
84 17.062 2407 2410 2416 rVB 174433 232378 9.37% 0.873%
85 17.157 2421 2426 2432 rVB 95377 150369 6.07% 0.565%
86 17.215 2432 2436 2441 rBV5 19547 38663 1.56% 0.145%
87 17.533 2487 2490 2494 rVB2 47782 55026 2.22% 0.207%
88 17.704 2516 2519 2522 rBV3 32209 35782 1.44% 0.134%
89 17.898 2548 2552 2554 rBV 53796 74477 3.00% 0.280%
90 17.927 2554 2557 2567 rVB2 109003 247033 9.97% 0.928%
91 18.086 2580 2584 2589 rBV2 85496 152793 6.16% 0.574%
92 18.227 2605 2608 2612 rVB2 46545 49763 2.01% 0.187%
93 18.821 2706 2709 2711 rBV 61024 69554 2.81% 0.261%
94 18.856 2712 2715 2717 rBV3 59316 83374 3.36% 0.313%
95 19.080 2749 2753 2760 rBV 500721 703243 28.37% 2.641%
96 19.445 2811 2815 2824 rVB 565958 811523 32.74% 3.047%
97 19.656 2846 2851 2855 rBV 2074804 2478751 100.00%  9.308%
98 20.933 3065 3068 3074 rBV2 254964 314910 12.70%  1.182%
99 21.203 3109 3114 3118 rBV2 1329014 2083421 84.05% 7.823%
100 23.403 3484 3488 3494 rVB2 801898 1348301 54.39% 5.063%

Sum of corrected areas: 26631740
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029626.D\data.ms
2000000
1500000

1000000

5.234 6.816 10.404

500000 7.634 8.787

857
7.263 8. 8aBEDS8. 7399 ER

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\%\\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 1000 10.50 11.00 11.50
Abundance TIC: BM029626.D\data.ms

19.656

2000000

1500000
12.892

1000000

5000007

R R R

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM029626.D\data.ms

21.203
23.403

2000000

1500000

20.933

1000000

500000

o

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Decane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.263 2.43 ng 77678 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Undecane 156 C11H24 001120-21-4 83
3 Dodecane 170 C12H26 000112-40-3 83
4 Tridecane 184 C13H28 000629-50-5 83
5 Tetratetracontane 619 C44H90 007098-22-8 78
Abundance Scan 744 (7.263 min): BM029626.D\data.ms (-739) (-) m/z 57.10 100.00%
57.1
5000
R aa
H H | ‘98.1 1422 281 7.00 7.20 7.40 7.60
bl L T2 Y m/z 43.18 95.00%
miz-> 50 100 150 200 250
Abundance #19158: Decane
43.0
5000 L L R B L B R
7.00 7.20 7.40 7.60
85.0 m/z 41.10 64.64%
UL, e
O T T ‘\ \“ ‘\ ‘\ \‘\ “‘ \‘ T T \‘ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #28424: Undecane
57.0
R e
7.00 7.20 7.40 7.60
5000 m/z 71.10 43.72%
27‘-0“ ‘ 98.0 156.0
Y Tt
miz--> 50 100 150 200 250
Abundance #38315: Dodecane A e
57.0 7.00 7.20 7.40 7.60
m/z 85.10 28.06%
5000
27,0 98.0 170.0
oL L LLIB0 qapol00
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 o0-Cymene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.734 2.61 ng 83412 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 60
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 60
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 60
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60
5 p-Cymene 134 C10H14 000099-87-6 60
Abundance Scan 994 (8.734 min): BM029626.D\data.ms (-983) (-) m/z 119.10 100.00%
119.1 ﬂ
5000 55.1
8.40 8.60 8.80 9.00
. 154.1 221.0 .

0 a ““‘u“““ “w‘u e 28 m/z 97.10  52.42%

m/z--> 0 50 100 150 200 250

Abundance #14812: 0-Cymene

119.0
5000
8.40 8.60 8.80 9.00
m/z 55.10 45.74%
41.0 77.0
0 [ ‘\‘ ““\“\‘”\ \““”\“ Tl L L B s B
miz--> 0 50 100 150 200 250
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
R RRRR R
8.40 8.60 8.80 9.00
5000 m/z 41.05 24.37%
39.0 77.0
) N N A Y
miz--> 0 50 100 150 200 250
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl- S
119.0 8.40 8.60 8.80 9.00
m/z 69.05 23.32%
5000
39.0 77.0
m/z--> 0 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.857 8.60 ng 275043  1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64

Abundance Scan 1015 (8.857 min): BM029626.D\data.ms (-1011) (-) m/z 57.10 100.00%
57.1

5000
85.0
N RREERES Y
H H ‘ | 113.0 156.2 206.9 8.60 8.80 9.00 9.20
O At e m/z 43.10 98.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0
5000 L B I L I L B
85.0 8.60 8.80 9.00 9.20
29.0 ' m/z 41.10 57.58%
‘\ “ L | ‘ 1130  156.0
O\\\‘\\\\“}\\\“\\H\‘1\\\“\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
R R AR RS
8.60 8.80 9.00 9.20
5000 m/z 71.10 55.13%
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ]\
Abundance #83024: Hexadecane R e A RRR
57.0 8.60 8.80 9.00 9.20
m/z 85.05 32.88%
5000
85.0
29.0
0 ‘\‘ ‘\ ‘H H\ i \\‘11530 1410 1690 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown8.981 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.981 3.25 ng 104092 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 42
2 Cyclopentanecarboxylic acid, all... 154 C9H1402 178905-33-4 22
3 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 22
4 4-Methylphthalaldehyde 148 C9H802 015158-36-8 22
5 3,4-Dihydro-2-quinoxalinol 148 C8H8N20 1000332-36-8 22

Abundance Scan 1036 (8.981 min): BM029626.D\data.ms (-1025) (-) m/z 105.10 100.00%

69.0 105.1
43.0
5000 148.1
‘ ‘ Tl 8.60 8.80 9.00 9.20 9.40
o L A m/z 119.10  91.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
91.0 1480 8.60 8.80 9.00 9.20 9.40
m/z 69.05 88.07%
39.0 65.0 ‘ H
O\:L\IS\‘O\‘!‘}\“‘\\“N\‘h\\\H‘\\‘”\“h‘\\\l\M\‘\’\\‘\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27703: Cyclopentanecarboxylic acid, allyl ester
69.0
R AR
8.60 8.80 9.00 9.20 9.40
5000 410 97.0 ITI/Z 55.05 77 .76%
0 | ‘H L ‘H L. .1125.0 154.0
R o e e R RS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56437: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-me AR
69.0 8.60 8.80 9.00 9.20 9.40
m/z 43.00 53.11%
5000 41.0 97.0
125.0
SRS O Y- SO [ FPOY W
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Undecane, 3,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.581 2.81 ng 188559 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 87
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 83
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 81
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59

Abundance Scan 1308 (10.581 min): BM029626.D\data.ms (-1304) (- m/z 57.10 100.00%

57.1
5000
T \
H 9?'1 141.2 169.2 10-59
bl by 1412 1692 2069 1/, 43,10 56.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 — :
10.50
29.0 650 m/z 71.10 45 .84%
O\\‘\\‘\\‘\\\‘!‘\\“\\‘\‘\\\“\\\“\‘\\\\‘\\\‘\‘\\\]\.‘8\4.\0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57.0
T \
10.50
5000 ITI/Z 41.10 39.33%
29.0 98.0
O b b 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48893: Decane, 2,6,8-trimethyl- —
57.0 10.50
m/z 55.10 15.78%
- #JJ\%"AWJW
85.0
0 L | 4 1180 155.0 184.0
R I A mmaa e e A —r
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BM042121.M Mon Apr 26 14:53:40 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tridecane, 7-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.333 2.63 ng 176720 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 C16H34 055045-09-5 64
2 Heptadecane 240 C17H36 000629-78-7 58
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 58
4 Hexadecane 226 Cl6H34 000544-76-3 58
5 Nonadecane 268 C19H40 000629-92-5 52

Abundance Scan 1436 (11.333 min): BM029626.D\data.ms (-1430) (- m/z 43.10 100.00%

43.1
71.1
5000
131.0
— —r—
99.0 11.00 11.50
0 HWm“‘:w‘!uu“‘: NP mhw“}““ml?? 22069 n/z 57.18  81.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83029: Tridecane, 7-propyl-
43.0
71.0
5000 = —
11.00 11.50
140.0 m/z 41.10 56.69%
99.0 183.0
O H\‘\}\\“‘}\\H!“\‘\H}\‘W‘H\h“HH‘\H\“HH’\\\\‘HHH‘H\\2‘2\6\\0\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
— —
85.0 11.00 11.50
5000 m/z 71.10 55.90%
. H || ‘1130141016901970 2400
‘H‘H‘W‘H“‘H‘H‘w“H‘H‘w‘H‘V‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83051: Dodecane, 2-methyl-6-propyl- = T
57.0 11.00 11.50
m/z 85.10 40.90%
h | \/V\/\JWLJ
140.0
om_WHWl_mWM‘\ﬁ???m}mH,H‘l?ﬁ‘?w%am WUV A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BM042121.M Mon Apr 26 14:53:40 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Dodecane, 2,6,11-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.445 5.36 ng 360196 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
4 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 72
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
Abundance Scan 1455 (11.445 min): BM029626.D\data.ms (-1449) - m/z 57.10 100.00%
57.1
- M
820 113.1 1150
L O O S ¥ 0
O bl et S e m/z 71,10 83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 T
11.50
85.0 . .69%
290 m/z 43.10 63.69%
ol Iy ‘ 1130 1410 169.0 197.0
\‘\\\\‘\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
=
11.50
5000 m/z 41.10 44 .39%
290 85.0 )
b 141.0
o‘_m_m :m_Hu‘_m_uwm_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- —
57.0 11.50
m/z 56.05 22.14%
5000
29.0 85.0
O b ol P 1410 1830 Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

8270-BMO42121.M Mon Apr 26 14:53:41 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 9.84 ng 660402 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1000309-15-8 72
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
5 Octadecane 254 C18H38 000593-45-3 59

Abundance Scan 1524 (11.851 min): BM029626.D\data.ms (-1518) (- m/z 57.10 100.00%
57.1

11%6 iZbd
112.1 1411  184.2 i :
om‘m‘H:HMHM‘WMw‘_mu_m‘mH_Meww‘w m/z 43.10  88.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 T T
11.50 12.00
290.0 m/z 71.10 64.85%
‘ | H || 120 1410 1840
O\\\‘\‘\\\“}\\H\“\\M\“l‘\\\“‘\\“\‘\H\\\“\.\\\‘\\\\‘1\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
= T
11.50 12.00
5000 ITI/Z 41.10 55.52%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ N \\\11\\3'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125658: Sulfurous acid, nonyl 2-pentyl ester — ——
71.0 11.50 12.00
m/z 85.05 39.72%
5000 43.0
127.0
0 I N \9?0 | 179.0 209.0
el e e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BM@42121.M Mon Apr 26 14:53:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Eicosane, 10-methyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.675 2.62 ng 142751  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64

Abundance Scan 1664 (12.675 min): BM029626.D\data.ms (-1661) (-
57.1

m/z 57.10 100.00%

- AMWLJ\
= =
‘ h ‘ 97'1 154.1 196.3 12.50 13.00
ol bk pa 1 1903 m/z 43.18  99.85%
m/z--> 50 100 150 200 250
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 T =T
12.50 13.00
‘ 99.0 m/z 41.10 58.81%
Ob— ‘\“ ““\ ”H‘ r‘”‘\ h“ \h‘ it ‘h\ h\ \1\97‘0\ \2\3\9? T 2\8\1\0‘
m/z--> 50 100 150 200 250
Abundance #59889: Tridecane, 2-methyl-
57.0
—— —
12.50 13.00
5000 m/Z 71.10 50.91%
99.0
R7.0 155.0
i O ol TS
m/z--> 50 100 150 200 250
Abundance #28438: Nonane, 4,5-dimethyl- = =T
43.0 12.50 13.00
m/z 85.10 41.48%
126.0
oL B — Y )
m/z--> 50 100 150 200 250 12.50 13.00

8270-BM@42121.M Mon Apr 26 14:53:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Undecane, 2,9-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.763 2.55 ng 138835  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 53
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 52
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 49
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 49
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 47

Abundance Scan 1679 (12.763 min): BM029626.D\data.ms (-1675) (- m/z 57.10 100.00%
57.1

5000 fwwAAmAJ\/J\AA/\fW
145.0 =L S
99.0
H ‘ ‘ 1771 12.50 13.00
oL— 1\\‘\‘\“\\\\““‘ m‘\m‘\mu‘\‘w”\hh“‘ \‘\\‘\Hw‘m‘\ \!u “‘ h‘ ‘u‘ —— m/z 43.10 68.53%
m/z--> 50 100 150 200 250 300
Abundance #48865: Undecane, 2,9-dimethyl-
57.0
5000 T =T
12.50 13.00
m/z 71.10 57.88%
b ‘ ‘99-0 155.0
02\2.‘\‘\“‘\“‘\‘\“\‘\\\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
= =1
12.50 13.00
5000 m/z 41.10 46.74%
L 127.0
oMo b 4 M
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- T —
57.0 12.50 13.00
m/z 85.10 35.88%
5000
‘ 0 183.0
I - R S . T} PUOYV.Y| VA
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BMO42121.M Mon Apr 26 14:53:43 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Octane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.816 4.25 ng 231527  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 68
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64

Abundance Scan 1688 (12.816 min): BM029626.D\data.ms (-1684) (- m/z 57.10 100.00%
57.1

P =
971 11 12.50 13.00
ol ‘wa“\ b b 83 m/z 71.10  93.35%
miz--> 50 100 150 200 250
Abundance #12672: Octane, 2-methyl-
43.0
5000 Rt e
12.50 13.00
m/z 43.10 69.59%
‘ H ‘85.0
O T L\ ‘\‘ ““\ ‘f \H\ ‘ \‘1\28\.0\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P =
12.50 13.00
5000 ITI/Z 41.05 51.97%
99.0
0 ‘\\ “‘\ li \‘ I \14\10 183.0 239.0 296.(
L B e e R e
miz--> 50 100 150 200 250
Abundance #71407: Dodecane, 2,7,10-trimethyl- — —
57.0 12.50 13.00
m/z 85.10 39.85%
5000
210‘ ‘ 113.0
oﬁ‘mm”u\‘uw‘u‘um_‘18‘310_‘H_‘H il e
m/z--> 50 100 150 200 250 12.50 13.00

8270-BMO42121.M Mon Apr 26 14:53:43 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.110 10.41 ng 566876  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72

Abundance Scan 1738 (13.110 min): BM029626.D\data.ms (-1731) (- m/z 57.10 100.00%

57.1
5000 85.1

13.00 13.50
1132 1541 198.3
‘H‘H‘W‘HHMJH‘M‘J_‘w‘u‘w‘u‘w‘u‘u“w‘u‘u“ m/z 43.10  84.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0

5000 — =5
8.0 13.00 13.50

m/z 71.10 64.38%

29.0 ‘
11
\\\‘\‘\‘\\“\\\H‘\\“\\“1‘\\\“‘\\ﬁ?‘\]\.?“]-\\cj\\}?\g\\o‘\\lﬁﬁ\()\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0

o

o

\ T
13.00 13.50
5000 m/z 41.10 50.49%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ i \\1130 141.0 169.0 226.0
rrrpete e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T ——
57.0 13.00 13.50

m/z 85.10 43.11%

5000
85.0
29.0
Lo w00 s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BMO42121.M Mon Apr 26 14:53:44 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.216 2.57 ng 139882  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 93
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 91
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 90

Abundance Scan 1756 (13.216 min): BM029626.D\data.ms (-1750) (-  m/z 145.05 100.00%
145.1

5000

=

e e
5t 170 13.00 13.50
0 22070z 160.10  48.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000
13.00 13.50
1150 m/z 132.05 27.40%
0 \\\‘H\\‘\\‘\\6‘?.\9\“\9?‘-\.9“\‘\\‘i‘.’\i“"\\M‘H\‘!‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30938: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0 /\

T 7
13.00 13.50
5000 m/z 115.05 15.68%

=

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30947: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl- —— —
145.0 13.00 13.50
m/z 57.10 15.39%
5000
117.0
39.0 650 91.0 ‘

o S o T SNOVEN | 9 1 N NN SEPAVSNRS
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BMO42121.M Mon Apr 26 14:53:45 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Hexane, 3,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.769 3.08 ng 167688  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 58
2 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 52
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 50
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 50
5 Nonane, 1-iodo- 254 C9H191I 004282-42-2 50
Abundance Scan 1850 (13.769 min): BM029626.D\data.ms (-1847) - m/z 57.10 100.00%
57.1
85.1
5000
113.1 141.1 1350 1400
Ot Al ke b e /2 71,10 95.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7645: Hexane, 3,3-dimethyl-
43.0
71.0
5000 e s
13.50 14.00
m/z 43.10 82.98%
99.0
O\J\-\S\.P\‘\‘\\““}\\h“\\“}\‘1‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28449: Octane, 5-ethyl-2-methyl-
43.0
— —
71.0 13.50 14.00
5000 m/z 85.10 51.85%
‘ 127.0
ol i Leeo, T ase0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95997: Octane, 1,1'-oxybis- T T
57.0 13.50 14.00
m/z 41.10 42.32%
5000 29.0
84.0
‘ ‘ 112.0
SR A T~ > e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.192 5.74 ng 312527  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
5 9-methylheptadecane 254 C18H38 026741-18-4 90
Abundance Scan 1922 (14.192 min): BM029626.D\data.ms (-1917) - m/z 57.10 100.00%
57.1
> N WVM,/LV
1400 1450
11311411 : :
0 HW‘HM“‘m”m“luHHMM_m,wlfgﬁm“2‘1‘%,%”””_”‘ m/z 43.10 86.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83027: Hexadecane
57.0
5000 85.0 L — T
14.00 14.50
29.0 m/z 71.10 69.07%
O ”‘ “\ 1l HH\ ‘11 \141 0169 0197 022§ -0
\H‘HH‘H\ ‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
. -
14.00 14.50
85.0 o
5000 m/z 41.10 53.67%
29.0
b L POe 010001070 208
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59881: Tetradecane T —
57.0 14.00 14.50
m/z 85.10 45.83%
5000
85.0
29.0
olﬂmﬁmwﬂ%o, bt e
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.145 2.78 ng 151523  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentadecane 212 C15H32 000629-62-9 72
3 Octacosane 394 (C28H58 000630-02-4 72
4 Eicosane 282 (C20H42 000112-95-8 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 2084 (15.145 min): BM029626.D\data.ms (-2080) (- m/z 57.10 100.00%
57.1

> W\J\A/\d
T 3
9.1 164.9 15.00 15.50
L U AT S m/z 43.10  77.32%
m/z--> 50 100 150 200 250 300 350
Abundance #83024: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 67.53%
0 L‘ | “ “\ L ? 1741 0183.0226.0
\\\[ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
T —
15.00 15.50
5000 ITI/Z 85.10 48.63%
9.0
olsg L[ a0 o0
m/z--> 0 100 150 200 250 300 350
Abundance #209566: Octacosane T 7
57.0 15.00 15.50
m/z 41.10 43.60%
- \/V\A/\L\‘
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “““‘ T T T T — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.004 3.12 ng 186528  Phenanthrene-die 17.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane 170 C12H26 000112-40-3 81
3 Tetradecane 198 C14H30 000629-59-4 81
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 76
5 Octacosane 394 (C28H58 000630-02-4 72
Abundance Scan 2230 (16.004 min): BM029626.D\data.ms (-2226) (- m/z 57.05 100.00%
57.0
T
‘ 09.1 169.1 16.00
ob bbbl 1342, | 20512403 2809 3311\ 434 g1.20%
miz-> 50 100 150 200 250 300
Abundance #48835: Tridecane
57.0
5000 —— :
16.00
m/z 71.10 75.72%
5200 ‘\‘ || 99 1410 1840
\\\\‘\\\\‘\\\1‘\\\\‘\\\\’\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #38315: Dodecane
57.0
T
16.00
5000 m/z 85.10 51.51%
8.0 170.0
ol F
miz--> 50 100 150 200 250 300
Abundance #59882: Tetradecane 7 I
57.0 16.00
m/z 41.05 47.17%
- W
99.0
UL o 10
OHH“uu“““ J‘mw‘u‘H‘_‘H,HH_H‘ e
mlz--> 100 150 200 250 300 16.00

8270-BMO42121.M Mon Apr 26 14:53:47 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.927 4.13 ng 247033  Phenanthrene-die 17.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2557 (17.927 min): BM029626.D\data.ms (-2554) (- m/z 73.10 100.00%

73.1
5000 129.0 2132
256.1 ‘18‘00‘
310.9 355. :
0 “‘HMH‘ m/z 43.10 88.54%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 CT
18.00
‘ 171.0 213.0 256.0 m/z 60.10 81.56%
O' ‘\“h“‘ !“““\h} \““\ \‘ \‘\ “ \‘\‘\ T “‘\ 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73.0
DY —
18.00
5000 129.0 m/Z 41.10 76.09%
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid T
73.0 18.00
m/z 57.10 68.33%
5000 129.0
185.0
29. 228.0
o 0 0 A e -
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzaldehyde, 3,5-dichloro-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.086 2.55 ng 152793  Phenanthrene-die 17.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
4 1a,9b-Dihydro-1H-cyclopropal[a]an... 192 C15H12 006109-24-6 38
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 38

Abundance Scan 2584 (18.086 min): BM029626.D\data.ms (-2580) (-  m/z 189.05 100.00%

189.1
5000
T \
95.0 #) 18.00
ol 24l 2200 N, 2272 2741 34110 196.10  98.16%
mlz--> 50 100 150 200 250 300 350
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 ‘18‘00‘ T
630 1330 m/z 192.10  80.82%
01 Q\n ‘HM“ i “‘h‘h ‘\h‘ . h‘ e o
miz--> 50 100 150 200 250 300 350
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
P ‘
18.00
5000 ITI/Z 191.10 65.93%
95.0
430 ‘
ol B0 o |
miz--> 50 100 150 200 250 300 350
Abundance #54739: Anthracene, 1-methyl- —— :
192.0 18.00
m/z 187.00 21.05%
5000
440 960 1390‘ W‘
bttty iy b —
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Cycloeicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.933  3.02ng 314910 Chrysene-di2 21.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cycloeicosane 280 CooHa0 000296-56-0 95

2 17-Pentatriacontene 491 C35H70

3 Eicosyl trifluoroacetate

394 C22H41F302

4 1,2-Octadecanediol 286 C18H3802
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302

006971-40-0 87
1000351-75-2 53
020294-76-2 53
074339-53-0 50

Abundance Scan 3068 (20.933 min): BM029626.D\data.ms (-3065) (- m/z 57.10 100.00%

57.1
226.1
5000
%1 21.00
Ok “ Ll 202 m",uw“.' 20,3922 4742540, 4310 85.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127768: Cycloeicosane
53.0
5000 T
21.00
1110 m/z 83.10 67.40%
O \‘\‘ ‘\{\ ’}J‘ilj-’680’2f24028f00’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene
43.0
—
21.00
5000 ITI/Z 55.10 66.43%
1.0
o ' I || 167.0224.0283.0 490.0
i e e e
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #209361.: Eicosyl trifluoroacetate —
57.0 21.00
m/z 226.10 64.55%
5000
125.0
1 M J | 182.0 252.0 325.0
o e e e 5
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM029626.D

Acqg On : 23 Apr 2021 23:09
Operator : CG/JU

Sample : M2142-01 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Decane 7.263 2.4 ng 77678 1 7.634 639763 20.0
o-Cymene 8.734 2.6 ng 83412 1 7.634 639763 20.0
Undecane 8.857 8.6 ng 275043 1 7.634 639763 20.0
unknown8.981 8.981 3.3 ng 104092 1 7.634 639763 20.0
Undecane, 3,6-d... 10.581 2.8 ng 188559 2 10.410 1342900 20.0
Tridecane, 7-pr... 11.333 2.6 ng 176720 2 10.410 1342900 20.0
Dodecane, 2,6,1... 11.445 5.4 ng 360196 2 10.410 1342900 20.0
Tridecane 11.851 9.8 ng 660402 2 10.410 1342900 20.0
Eicosane, 10-me... 12.675 2.6 ng 142751 3 14.280 1089420 20.0
Undecane, 2,9-d... 12.763 2.5 ng 138835 3 14.280 1089420 20.0
Octane, 2-methyl- 12.816 4.3 ng 231527 3 14.280 1089420 20.0
Tetradecane 13.110 10.4 ng 566876 3 14.280 1089420 20.0
1H-Indene, 2,3-... 13.216 2.6 ng 139882 3 14.280 1089420 20.0
Hexane, 3,3-dim... 13.769 3.1 ng 167688 3 14.280 1089420 20.0
Hexadecane 14.192 5.7 ng 312527 3 14.280 1089420 20.0
Pentadecane 15.145 2.8 ng 151523 3 14.280 1089420 20.0
Dodecane 16.004 3.1 ng 186528 4 17.021 1197070 20.0
n-Hexadecanoic ... 17.927 4.1 ng 247033 4 17.021 1197070 20.0
Benzaldehyde, 3... 18.086 2.5 ng 152793 4 17.021 1197070 20.0
Cycloeicosane 20.933 3.0 ng 314910 5 21.209 2083420 20.0
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