LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124137.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 14 rVB 332310 418404 33.47% 2.078%
2 2.246 23 27 32 rvB2 16707 20779 1.66% 0.103%
3 3.940 311 315 320 rVB 21497 24095 1.93% 0.120%
4 4.522 411 414 422 rVB3 22399 29372 2.35% 0.146%
5 5.081 506 509 515 rVB 30291 30615 2.45% 0.152%
6 5.198 515 529 530 rBV3 17672 47496 3.80% 0.236%
7 5.304 540 547 548 rBv4 18155 29411 2.35% 0.146%
8 5.457 5706 573 575 rBv2 25574 28659 2.29% 0.142%
9 5.492 575 579 582 rVB 714936 615265 49.22% 3.055%
106 5.616 595 600 606 rBV3 12142 25234  2.02% 0.125%
11 5.704 610 615 621 rVB4 47956 58660 4.69% 0.291%
12 6.022 665 669 675 rVB 34057 33038 2.64% 0.164%
13 6.410 733 735 739 rVB2 26984 22489 1.80% 0.112%
14 6.504 746 751 758 rBV 652275 721060 57.69%  3.581%
15 6.698 780 784 788 rVB2 24162 24440 1.96% 0.121%
16 6.863 809 812 817 rVB 339121 273040 21.84%  1.356%
17 6.928 820 823 829 rBV 109563 109677 8.77%  ©.545%
18 6.981 829 832 834 rVW 277647 209174 16.73% 1.039%
19 7.004 834 836 844 rVB2 49342 48401 3.87% 0.240%
20 7.269 877 881 885 rVB 260935 214437 17.16% 1.065%
21  7.422 900 907 910 rBV 438820 442120 35.37%  2.195%
22 7.463 910 914 919 rBvV 93180 89224 7.14% 0.443%
23 7.569 924 932 939 rBvie 36514 96910 7.75% 0.481%
24 7.651 943 946 949 rBV2 101367 144733 11.58% 0.719%
25 7.681 949 951 955 rBV2 89266 120305 9.62% 0.597%
26 7.769 963 966 975 rVB2 45604 60902 4.87% 0.302%
27 7.910 984 990 994 rBV4 64813 107282 8.58% 0.533%
28 7.945 994 996 1001 rBV 81902 91983 7.36% 0.457%
29 8.051 1001 1014 1017 rBV5 64865 186556 14.93% 0.926%
30 8.081 1017 1019 1025 rVV3 29573 62200 4.98% 0.309%
31 8.145 1025 1030 1033 rVV 389642 365683 29.26% 1.816%
32 8.169 1033 1034 1037 rVB 195214 147575 11.81% 0.733%
33 8.210 1037 1041 1044 rBV3 53818 94524  7.56%  0.469%
34 8.310 1052 1058 1059 rBV5 92147 127797 10.22% 0.635%
35 8.339 1060 1063 1066 rvv3 168632 236288 18.90% 1.173%

36 8.369 1066 1068 1071 rVV 298945 310847 24.87%  1.544%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.392 1071 1072 1075 rVB 164305 119933 9.60% ©0.596%
38 8.451 1075 1082 1084 rBV5 48356 84000 6.72% 0.417%
39 8.551 1088 1099 1102 rBV2 291885 534149 42.73% 2.652%
40  8.581 1102 1104 1109 rVW 675733 691383 55.31%  3.433%
41 8.616 1109 1110 1113 rVB2 98808 66357 5.31% ©.330%
42 8.651 1113 1116 1120 rVB 43181 46536 3.72% 0.231%
43 8.698 1120 1124 1127 rBV 100688 89873 7.19%  0.446%
44  8.739 1128 1131 1133 rVB 44628 33949 2.72% ©.169%
45 8.786 1136 1139 1142 rBV3 63310 56030 4.48% 0.278%
46 8.833 1142 1147 1154 rVB5 64436 130404 10.43% 0.648%
47 8.904 1154 1159 1162 rBV5 65386 130417 10.43% 0.648%
48 8.933 1162 1164 1174 rVB 196322 259969 20.80% 1.291%
49 9.016 1176 1178 1180 rBV2 21195 20413 1.63% 0.101%
50 9.104 1183 1193 1196 rBV 377838 611625 48.93% 3.037%
51 9.163 1200 1203 1210 rVV 1236850 1249940 100.00% 6.207%
52 9.222 1210 1213 1216 rVB 990582 726355 58.11% 3.607%
53 9.304 1224 1227 1230 rBV 80910 67391 5.39% ©.335%
54  9.622 1276 1281 1284 rBV2 326220 407662 32.61% 2.024%
55 9.680 1289 1291 1294 rVB4 28561 22477 1.80% ©.112%
56 9.716 1294 1297 1300 rBv4 44099 58314 4.67% 0.290%
57 9.810 1309 1313 1315 rBv4 28912 41518 3.32% ©0.206%
58 9.833 1315 1317 1318 rW 83536 67408 5.39% ©.335%
59 9.869 1321 1323 1325 rVV 198729 181646 14.53% 0.902%
60 9.904 1325 1329 1332 rVB2 430721 401730 32.14%  1.995%
61 9.969 1337 1340 1343 rVB5 18886 23596 1.89% ©0.117%
62 10.004 1343 1346 1351 rBV5 55776 61910 4.95% 0.307%
63 10.116 1362 1365 1369 rVV 161543 172010 13.76%  ©.854%
64 10.157 1369 1372 1375 rVB5 25539 28052 2.24%  ©.139%
65 10.310 1395 1398 1399 rBV2 34402 31800 2.54% ©.158%
66 10.333 1399 1402 1404 rVB 96179 76953 6.16%  0.382%
67 10.386 1409 1411 1415 rVV5 21757 26358 2.11% ©0.131%
68 10.551 1435 1439 1444 rBV 76519 110973 8.88% ©.551%
69 10.692 1459 1463 1466 rBV 459939 382331 30.59% 1.899%
70 10.745 1469 1472 1474 rVB4 41009 44408 3.55% 0.221%
71 10.804 1479 1482 1483 rBV 130482 97676  7.81%  0.485%
72 10.833 1483 1487 1490 rVB 190261 245795 19.66%  1.221%
73 10.874 1492 1494 1496 rBV2 48021 39824 3.19% 0.198%
74 10.945 1503 1506 1509 rBV 428547 378812 30.31% 1.881%
75 11.057 1522 1525 1528 rVB3 102787 95549  7.64% 0.474%
76 11.086 1528 1530 1533 rBV2 47825 47397 3.79% 0.235%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.127 1535 1537 1540 rVB4 61080 43893 3.51% ©0.218%
78 11.257 1556 1559 1560 rBV 130060 106107 8.49% ©.527%
79 11.286 1561 1564 1570 rVB2 142855 177023 14.16% ©0.879%
80 11.392 1578 1582 1584 rBV 337222 301053 24.09%  1.495%
81 11.633 1621 1623 1626 rVB3 75159 68724 5.50% 0.341%
82 11.680 1629 1631 1635 rBV 143169 137991 11.04% ©.685%
83 11.851 1657 1660 1662 rBV3 109128 141162 11.29% 0.701%
84 11.921 1669 1672 1674 rBV2 269353 262810 21.03% 1.305%
85 11.980 1680 1682 1685 rBv3 111108 141038 11.28% ©.700%
86 12.092 1699 1701 1704 rBV 203951 187926 15.03% 0.933%
87 12.245 1725 1727 1729 rBv4 96452 93651 7.49%  0.465%
88 12.374 1746 1749 1753 rBV 203282 242900 19.43% 1.206%
89 12.480 1765 1767 1770 rBV2 197317 214844 17.19% 1.067%
90 12.627 1790 1792 1794 rBV2 147475 124869 9.99% 0.620%
91 12.857 1829 1831 1834 rBvV2 245187 228254 18.26% 1.133%
92 12.980 1848 1852 1858 rBV2 847673 1138823 91.11% 5.655%
93 13.116 1873 1875 1878 rBV2 186179 153480 12.28% 0.762%
94 13.216 1889 1892 1894 rBV 198287 221030 17.68% 1.098%
95 13.339 1911 1913 1917 rBV2 209970 187297 14.98% ©.930%
96 13.674 1967 1970 1976 rBV3 217335 309860 24.79%  1.539%
97 14.015 2026 2028 2030 rBV 383588 305945 24.48% 1.519%
98 14.215 2059 2062 2068 rVB2 556493 633100 50.65%  3.144%
99 14.668 2136 2139 2145 rVB 619836 670798 53.67%  3.331%
100 15.527 2282 2285 2294 rVB3 233289 413560 33.09% 2.054%

Sum of corrected areas: 20137736
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2583-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
BF124137.D

4 Jun 2021 13:43

Ju/ca

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.140 30.65 ng 418404  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 9 (2.140 min): BF124137.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 43.0
87.1
R ARARRRRRR RN
H\ 90 | 2.202.302.402.50
H’\\H‘\H\‘\H\‘\‘H\‘\‘\w\“H\\‘H‘\\‘HH‘HH‘HH‘HH‘HH‘HH m/z 43.05 46.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A R AU R U B
43.0 2.202.302.402.50
: 87.0 m/z 55.05 34.89%
29.0 % ‘
H’\\H‘\H‘}“\H\“‘}\‘\\‘\\\?‘.\0\\\“\}\\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 PP
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 32.10%
70 )
e el 1120 1200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol e A REAREEEEES
73.0 2.202.302.402.50
m/z 41.00 13.68%
55.0
5000
41.0
27.0
, P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On 4 Jun 2021 13:43

Operator : JU/CG

Sample : M2583-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: 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 D-Limonene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6.081 15.32ng 209174  1,4-Dichlorobenzene-d4  6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 b-Limonene 136 CloHe 005989-27-5 96
2 Limonene 136 C10H16 000138-86-3 93

3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1OH16
4 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1OH16
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C10H16

005989-54-8 91
003760-14-3 87
013898-73-2 60

Abundance Scan 832 (6.981 min): BF124137.D\data.ms (-829) (-) m/z 68.10 100.00%

68.1
93.1
5000
10 121.2 R amaa e AR L
‘ ‘ ‘ 6.60 6.80 7.00 7.20 7.40
A m/z 67.10  89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 A\‘\\\\‘\\\\’\\\\‘\\\\‘\\
6.60 6.80 7.00 7.20 7.40
121.0 B
41.0 m/z 93.10 73.21%
‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15668: Limonene
68.0 A
 EERAREEs B S
39.0 93.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 79.10 45.63%
136.0
il5b
e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15885: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S) m“““‘A“,“‘W““AH
68.0 6.60 6.80 7.00 7.20 7.40
m/z 53.10 34.44%
5000 93.0
39.0
121.0 }\ A
WJM‘WM“M“H“‘H“‘H“H‘ SRRV S S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Pentane, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.339 12.92 ng 236288 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 50
2 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 46
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 43

4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 43
5 Decane 142 C10H22 000124-18-5 43

Abundance Scan 1063 (8.339 min): BF124137.D\data.ms (-1060) (-) m/z 56.00 100.00%
5

6.0
5000
85.1
1110 e RBRasEaas
8.00 8.20 8.40 8.60
140.2 .
““u | ‘1 - L Do 1674 sz 57.10  89.30%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3993: Pentane, 2,3-dimethyl-
568.0
5000 L L R B L B
29.0 8.00 8.20 8.40 8.60
m/z 43.00 88.66%
\‘\\\\‘\‘\\\“\\\“"\\“i\s‘?‘.\()\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120 140 160
Abundance #6736: Cyclobutane, 1,2-diethyl-
56.0
R RERRRES=sSEt
8.00 8.20 8.40 8.60
5000 m/z 41.00 62.50%
84.0
27.0
il 112.0
T s L e L T B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3390: Cyclopentane, 1,1-dimethyl- e ARBERERN S
56.0 8.00 8.20 8.40 8.60
m/z 69.10 55.48%
83.0
5000
27.0
‘1"9”“_‘1‘” ey A A LS AN S
m/z--> 0 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1-(1-Methoxypropan-2-yloxy)... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.369 17.00 ng 310847 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-4 72
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
3 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 64
4 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 64
5 Methane, diethoxy- 104 C5H1202 000462-95-3 64

Abundance Scan 1068 (8.369 min): BF124137.D\data.ms (-1066) (-) m/z 59.00 100.00%

5000 ” v
103.1
‘ ‘ 146.1 8.00 8.20 8.40 8.60
H‘_"qﬂu“H‘quepH‘W‘H“ﬁ‘w‘u“u‘w‘u“u m/z 103.10  18.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87360: 1- (1-Methoxypropan -2-yloxy)propan-2-yl pentant
59.0
5000 \‘HH‘HH‘HA\\’\H,\\/\‘\
8.00 8.20 8.40 8.60
m/z 41.00 18.69%
29.0 ‘ 130.0
\\\‘\\\\“H\‘\\\‘w\\!\’\\\\‘\\\\‘\\‘\\‘\\\\‘;\7\4\‘0\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
R e R
8.00 8.20 8.40 8.60
5000 m/z 57.10 17.53%
103.0
29.0
i M ‘ ‘ 146.0 1720
g e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115144: 2,5,8,11,14,17-Hexaoxaoctadecane  AAAREamEEEEEE S
59.0 8.00 8.20 8.40 8.60
m/z 44.95 11.98%
5000
103.0
31.0
1 I 147.0 177.0 221.C
R R e e RAARAREAEE SRS o R AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60

8270-BF060321.M Mon Jun 07 06:06:39 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS vial : 10

Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

Quant Title

TIC Library
TIC Integration

¢ C:\DATABASE\NIST11.L

Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3-Methyl-hexanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.551 29.21 ng 534149 Naphthalene-d8 8.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 53
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 43
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 Pentanoic acid 102 C5H1002 000109-52-4 38

Abundance Scan 1099 (8.551 min): BF124137.D\data.ms (-1088) (-)

m/z 60.00 100.00%

60.0
5000
‘ ‘ 11?1 8.20 8.40 8.60 8.80
b L4 w/z 73.10  70.56%
mlz--> 50 100 150 200 250 300 350
Abundance #13424: 3-Methyl-hexanoic acid
60.0
5000 L L L L BN R
8.20 8.40 8.60 8.80
m/z 41.05 64.70%
L e
\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #4275: Butanoic acid, 3-methyl-
60.0
R LR LA
8.20 8.40 8.60 8.80
5000 m/z 57.05 63.28%
sollysoto
miz--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt e A RA AR nEs S
60.0 8.20 8.40 8.60 8.80
1270 m/z 55.00 57.27%
: \/WJ\\/\}L
Aibn oo o mve e Nl
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80

8270-BF060321.M Mon Jun 07 06:06:40 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Cyclodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.581 37.81 ng 691383 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 94
2 Cyclooctane 112 C8H16 000292-64-8 90
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C1leH20 013151-99-0 80
4 3-Octene, (Z)- 112 C8H16 014850-22-7 68
5 3-Octene, (E)- 112 C8H16 014919-01-8 68

Abundance Scan 1104 (8.581 min): BF124137.D\data.ms (-1102) (-) m/z 55.00 100.00%

55.0
70.1
5000
971 R A
39" ‘ “ 112.1 8.20 8.40 8.60 8.80 9.00
\\\‘\\\\“1‘\\“\“\‘\‘\\“\‘\\\‘“‘\\‘\‘\’\\\1\4?.\1\ m/Z 56.10 87.36%
miz-> 20 40 60 80 100 120 140
Abundance #17940: Cyclodecane
55.0
70.0
5000 TITT T[T riprirryi1
97.0 8.20 8.40 8.60 8.80 9.00
m/z 41.05 80.10%
39 ‘ 1120 140.0 /
\]-\5\.0‘\‘}‘\\‘i\\\“‘\‘\‘\\“\‘\\‘1“\\‘”\’\\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance #6629: Cyclooctane
41.0 56.0
T T
112.0 8.20 8.40 8.60 8.80 9.00
83.0 : o
5000 ITI/Z 70.10 66.48%
HWZF‘L‘E‘ m“‘ “!M“u A
miz--> 20 40 60 80 100 120 140
Abundance #18039: Cyclooctane, 1,4-dimethyl-, cis- e RARRRARNEEEEERETE S
55.0 8.20 8.40 8.60 8.80 9.00
m/z 43.10 64.15%
5000 79.0
29.0
‘ H 9701120
S e W W I 1 N 0 PO N T WY
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80 9.00

8270-BF060321.M Mon Jun 07 06:06:40 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1-Fluorononane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.933 14.22 ng 259969 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Fluorononane 146 CSOH19F 000463-18-3 50
2 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 50
3 Cyclopropane, 1-heptyl-2-methyl- 154 C11H22 074663-91-5 47
4 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 47
5 1-Nonene 126 C9H18 000124-11-8 46
Abundance Scan 1164 (8.933 min): BF124137.D\data.ms (-1162) (-) m/z 57.10 100.00%
57.1
85.1 A AN A VALV O
39ip H H 1111 8.60 8.80 9.00 9.20
: 145.0
\\\‘\\\\“‘ 1‘\‘\‘%““ \“H\‘\“‘\‘\\\‘H“ ‘\‘\‘u\‘\‘\\\‘\‘\\\|\ m/Z 43.10 75.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22248: 1-Fluorononane
43.0
5000 L B R B B
0.0 8.60 8.80 9.00 9.20
’ 97.0 m/z 56.05 55.06%
T ‘2\6*\ T ‘i }‘\ = ““ T “\ T T T \1\1\6‘0\ T \]‘_46\9\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #61362: Hexane, 1-(hexyloxy)-5-methyl-
57.0
8.60 8.80 9.00 9.20
5000 m/z 41.00 54.53%
85.0
29.0 ‘
N O O =Y 2
miz--> 20 40 60 80 100 120 140 160
Abundance #27084: Cyclopropane, 1-heptyl-2-methyl- R A AREREEEEE
56.0 8.60 8.80 9.00 9.20
m/z 55.05 44.32%
5000
29.0 83.0
L M0 4 1540
A I R ARREBRERNEEERE NS
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF060321.M Mon Jun 07 06:06:41 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On 4 Jun 2021 13:43

Operator : JU/CG

Sample : M2583-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: 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 n-Decanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.104 30.45 ng 611625  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Decanoic acid
2 Octanoic acid

172 C1eH2002
144 C8H1602

3 Ethyl .alpha.-d-glucopyranoside 208 C8H1606

4 Nonanoic acid
5 Hexanoic acid

158 C9H1802
116 C6H1202

Abundance Scan 1193 (9.104 min): BF124137.D\data.ms (-1183) (-)

000334-48-5 95
000124-07-2 64
1000127-29-4 59
000112-05-0 59
000142-62-1 53

m/z 60.00 100.00%

60.0
5000
129.1
P e )
il “370 ‘ 1720 8.80 9.00 9.20 9.40
S8 L) poe8 1720 s 73,00 73.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39473: n-Decanoic acid
60.0
5000 129.0 W\‘HH‘HH‘HH’
8.80 9.00 9.20 9.40
29.0 870 m/z 55.10 51.39%
TTT ‘ \‘{‘\ \‘iu\ \M\ ‘\W‘\‘\ ‘Hh T \H“\ \‘f“\ ‘ T \‘\ T “f TTT ‘1\7\2\‘0\ TTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20837: Octanoic acid
60.0
R R e S S
8.80 9.00 9.20 9.40
5000 m/z 41.00 49.03%
101.0
29.0 ‘
ST 1 VS [ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68145: Ethyl .alpha.-d-glucopyranoside S RREAR TS s S e
60.0 8.80 9.00 9.20 9.40
m/z 57.05 47.52%
5000
\H M‘ 1770 1160 1440 1770 2080
A I R R ERRaRe e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF060321.M Mon Jun 07 06:06:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1-Nonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.163 62.23 ng 1249940  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonene 126 C9H18 000124-11-8 93
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 91
3 1-Undecanol 172 C11H240 000112-42-5 91
4 E-11,13-Tetradecadien-1-o0l 210 C14H260 1000131-00-3 91
5 Cyclopropane, 1-methyl-2-pentyl- 126 C9H18 041977-37-1 83

Abundance Scan 1203 (9.163 min): BF124137.D\data.ms (-1200) (-) m/z 55.05 100.00%
55.0

5000 83.1
‘ 880900920940
111.2 : : : :
LI B i s T \‘M T ‘\‘ T \“\ T \1‘4\4\.9\ T m/Z 41.10 75.40%
60 80

m/z--> 20 40 100 120 140 160

Abundance #11498: 1-Nonene
43.0

-

-

5000

69.0 8.80 9.00 9.20 9.40
670 m/z 56.10 71.69%
150 ‘\ ‘\ | u‘ 12?0
T 1T ‘ T TT ‘ 1T T 1T ‘ LU ‘ LU ‘ T T 1T ‘ L
60 80

m/z--> 20 40 100 120 140 160

Abundance #11535: Cyclooctane, methyl-
55.0

8.80 9.00 9.20 9.40

5000 m/z 43.10 63.84%
29.0 83.0 1110
| H ‘\‘\‘ .
MBS S | A Y
60

|
-
miz--> 20 40 80 100 120 140 160

Abundance #39780: 1-Undecanol R ANBBARSEEEE SRR
55.0 8.80 9.00 9.20 9.40

m/z 69.05 56.70%

5000 83.0
29.0
| 1110 1350 154.0
ety 18901540 e A M e
20 40 60 80

100 120 140 160 8.80 9.00 9.20 9.40

N

o

m/z-->

8270-BF060321.M Mon Jun 07 06:06:41 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Nonanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.622 20.30 ng 407662  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 60
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Octanoic acid 144 C8H1602 000124-07-2 27
5 .beta.-D-Glucopyranoside, 4-nitr... 301 C12H15N0O8 002492-87-7 27

Abundance Scan 1281 (9.622 min): BF124137.D\data.ms (-1276) (-) m/z 60.00 100.00%

60.0
5000 f
39 ‘ 85.0 143.2 B iy ot
115.1 ‘ 9.50 10.00
186.2
S ‘“‘HH“““HM‘uwm]‘*?“‘?wuw m/z 73.00 83.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30178: Nonanoic acid
60.0
5000 “&A‘ Pty g j
9.50 10.00
20.0 670 115.0 m/z 43.05 72.79%
\\\‘\H\\‘\\\\ \\“‘\\‘\\\}““\\\‘\‘\\‘\\‘\\]_\5\?\0\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50052: Undecanoic acid
60.0
— =y
9.50 10.00
5000 20.0 ITI/Z 55.00 71.26%
129.0
87.0
| \“H Iy 1570 1860
L Il 11! L 1k
e A e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8068: Hexanoic acid == =
60.0 9.50 10.00
m/z 41.05 67.28%
5000
27.0 87.0
U e I

m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF060321.M Mon Jun 07 06:06:42 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On 4 Jun 2021 13:43

Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl©.833 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.833 16.33 ng 245795  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyldimethyltetradecylammonium... 367 C23H42C1N 000139-08-2 9
2 Isomethadone 309 C21H27NO 000466-40-0 9
3 Venlafaxine 277 C17H27NO2 093413-44-6 9
4 Dothiepin 295 C19H21NS 000113-53-1 9
5 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 9

Abundance Scan 1487 (10.833 min): BF124137.D\data.ms (-1483) (1 m/z 58.10 100.00%
58.1
5000
— A
10.50 11.00
erd 280 1332 1910 2413 n/z 58.95  3.51%
miz-> 50 100 150 200 250 300
Abundance #194924: Benzyldimethyltetradecylammonium chloride
58.0
5000
10.50 11.00
91.0 m/z 55.10 1.87%
L\5'\O\ \“ T T ‘ \1\2?.‘0\ ‘ L ‘ T \2\4\‘]_‘0\ T T T ‘3\17\.‘
miz--> 50 100 150 200 250 300
Abundance #152217: Isomethadone
58.0
— ——
10.50 11.00
5000 m/z 41.00 1.59%
| 1150 165.0 207.0
—
miz--> 50 100 150 200 250 300
Abundance #125118: Venlafaxine “ —
58.0 10.50 11.00
m/z 44.10 1.20%
5000
134.0
o e it
L . ‘ T T T ‘ T T

m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF060321.M Mon Jun 07 06:06:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl@.945 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.945 25.17 ng 378812  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 42
2 Cyclohexene, 1-methyl-3-(1-methy... 136 C10H16 000499-03-6 42
3 (+)-4-Carene 136 C10H16 029050-33-7 42
4 3-Cyclohexene-1-methanol, .alpha... 210 C13H2202 000080-27-3 38
5 trans-.beta.-Terpinyl butanoate 224 C14H2402 002153-28-8 38

Abundance Scan 1506 (10.945 min): BF124137.D\data.ms (-1503) (1  m/z 57.05 100.00%
57.0

121.1

93.
5000

159.1

——
11.00
J“M“MH“umu“‘“H{““%‘8‘9"‘2‘ 84wz 121.65  67.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #15863: Cyclohexene, 1-methyl-4-(1-methylethylidene)-

93.0 121.0

5000 390 T
11.00

m/z 101.10 61.68%

‘650
“ \‘H \‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15894: Cyclohexene, 1-methyl-3-(1-methylethenyl)-, (.+/

93.0 121.0
\/\ T T ‘ ‘f\ T
11.00
5000 ITI/Z 45.10 59.03%
41.0
67.0
\”*W***\H**M*H\*H*M**W*H*\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15688: (+)-4-Carene PpucatlNmprsgand o
93.0 121.0 11.00

m/z 41.00 54.35%

5000

41.0
\H i

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

8270-BF060321.M Mon Jun 07 06:06:43 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.922 17.46 ng 262810 Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Heptanoic acid 130 C7H1402 000111-14-8 46
4 Nonanoic acid 158 C9H1802 000112-05-0 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 1672 (11.921 min): BF124137.D\data.ms (-1669) (1  m/z 43.10 100.00%

43.1
73.0
5000
129.0
—
12.00
256.1
Mw“““u‘!ﬂ‘ Ly 1l M‘Mma L2207 w/z 57.10 96.59%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 N
12.00
97.0 o 2130 2560 m/z 59.95  85.48%
\H‘HH“\“HH!H!H‘{\‘H!L\‘}hu‘\\‘”‘1‘\“\‘\\‘\\\\‘\\\\‘\\\\‘H\‘\‘HH‘H\!‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72648: Tridecanoic acid
73.0
o e
43.0 12.00
5000 ITI/Z 55.10 77 .96%
129.0
171.0 214.0
a0 4 AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13415: Heptanoic acid —
60.0 12.00
m/z 73.05 73.61%
5000
27.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.092 12.48 ng 187926  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80

Abundance Scan 1701 (12.092 min): BF124137.D\data.ms (-1699) (1  m/z 57.10 100.00%
57.1

5000 MM}\N
99.1 12.00 |
ik “‘1‘ Dl 1052185.02201286.1 0 g0 00 57.21%
mi/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57.0
5000 —— |
12.00
m/z 43.05 57.13%
| |, 141.0 183.0 225.0 2820
\\\‘\\\\’\\\\‘\\\\‘1\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
T \
12.00
5000 ITI/Z 85.15 37.10%
9.0
|0l 4 | 1410 1830 2250 267.0 338
gl e
miz--> 50 100 150 200 250 300
Abundance #117637: Nonadecane T
57.0 12.00
m/z 41.05 34.75%
5000 N\MWWMW\M
99.0
L 0 ass0  zes0 .
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.374 16.14 ng 242900  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 62
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58

Abundance Scan 1749 (12.374 min): BF124137.D\data.ms (-1746) (- m/z 57.10 100.00%

57.1
5000
97.1 "0 19 EQ
12.00 12.50
41.1 183.1 267.3
‘ MLl SSPR292 (S w/z 7110 45.36%
miz--> 50 100 150 200 250 300
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — e
12.00 12.50
113.0 m/Z 55.05 38.84%
‘ ‘ ‘ 183.0
Z\GLO‘\‘ ‘ ‘\ ‘H‘ \H T “‘ \‘ T “\]_4\‘3-‘0\ T \“ T ‘2;6\.()\ \25‘3.\0\ T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
— —r
12.00 12.50
5000 ITI/Z 43.05 37.57%
97.0
20, ||| 1990 sss0 2530 om0
miz--> 50 100 150 200 250 300
Abundance #105904: Pentadecane, 2,6,10-trimethyl- — —
57.0 12.00 12.50
m/z 85.10 26.01%
o0 MW
99.0
2elo | | “ | | 1410 1830 2390
e e e e e e — —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.480 14.27 ng 214844  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 53
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
Abundance Scan 1767 (12.480 min): BF124137.D\data.ms (-1765) (|  m/z 57.10 100.00%
57.1
5000
6.3 1250
A 155.0 207.0 :
e g 0T 2970 25912018 L 43 00 56.81%
miz--> 50 100 150 200 250 300
Abundance #48835: Tridecane
57.0
5000 T
12.50
m/z 71.10 49.43%
20.0 “\‘ |} 1990 1410 1840
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #38335: Undecane, 3-methyl-
57.0
——
12.50
5000 m/z 85.10 41.01%
99.0
miz--> 50 100 150 200 250 300
Abundance #94356: Tetradecane, 2,6,10-trimethyl- ——
57.0 12.50
m/z 41.00  28.75%
5000
113.0 155.0
T s o
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Pentadecane, 8-heptyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.216 14.45 ng 221030 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 76
Abundance Scan 1892 (13.216 min): BF124137.D\data.ms (-1889) (1 m/z 57.10 100.00%
57.1
5000
—— —
‘ 1411 237.2 13.00 13.50
- M\\ dud “‘uw\ i f‘ b — ‘?W\z‘ - m/z 43.05 59.28%
miz--> 50 100 150 200 250 300 350 400
Abundance #153227: Pentadecane, 8-heptyl-
57.0
210.0
5000 —r —
13.00 13.50
‘ W130 m/z 71.10 52.28%
310.0
\‘\\‘“‘\“\‘\“\\‘\\“65\0 \\\\2‘6\4\.(\)\‘1\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
—— —
13.00 13.50
5000 m/z 85.10 42.08%
13.0
LIRS, 70200
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T —
57.0 13.00 13.50
m/z 55.00 33.01%
5000
3.0
h” | 1) 1690 2250 3000 365.0 437.
L B —— ——
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.674 20.26 ng 309860 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Tricosane 324 (C23H48 000638-67-5 83
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
4 Nonadecane 268 C19H40 000629-92-5 64
5 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 59
Abundance Scan 1970 (13.674 min): BF124137.D\data.ms (-1967) (- m/z 57.10 100.00%
57.1
5000
9.1 230.2 TaEn AL
13.50 14.00
140.1
I wh“‘““‘yu“ o 2000 2908 3881 7110 58.10%
m/z--> 0 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
5000 — —
13.50 14.00
9.0 m/z 43.10 51.07%
L ‘ “ ‘\ h‘ \‘ J‘Al.\o ]\_8\3'0 239.0 3100
L -1 I il i I L m L L L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
—— —
13.50 14.00
5000 m/z 85.10 46.06%
9.0
‘“ hM ﬂl4%? \1910 253.0 32f0
I " T T Y S R Y A WM L
e A
m/z--> 0 50 100 150 200 250 300 350
Abundance #59896: Tridecane, 2-methyl- T T
57.0 13.50 14.00
m/z 41.05 31.79%
5000
9.0 155.0
20 L l0[llaeeo
m/z--> 0 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1,2-Cyclohexanedicarboxylic... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.216 41.39 ng 633100 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 382 C23H4204 1000339-54-9 59
2 1,2-Cyclohexanedicarboxylic acid... 452 C28H5204 010593-99-4 58
3 1,2-Cyclohexanedicarboxylic acid... 326 C19H3404 1000339-54-6 53
4 1,2-Cyclohexanedicarboxylic acid... 312 C18H3204 1000339-55-6 53
5 1,2-Cyclohexanedicarboxylic acid... 340 C20H3604 1000339-44-3 50

Abundance Scan 2062 (14.215 min): BF124137.D\data.ms (-2059) (1  m/z 155.10 100.00%

156.1
s000{ 271
107% T T
14.00 14.50
. ““““‘ ‘h L‘h"‘““““}ﬂ‘w 112050 O 8314 3895 e 10 49,004
miz--> 50 100 150 200 250 300 350 400 450
Abundance #203547: 1,2-Cyclohexanedicarboxylic acid, decyl 2-mett
155.0
5000 — —
14.00 14.50
710 m/z 81.10 45.75%
. 295.0
225.0
T \“‘H\”}‘ \L‘\ “‘\ \“\ T \“ T \“\ \“ \‘\ T \““ T T \3\8?\?\ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227591: 1,2-Cyclohexanedicarboxylic acid, didecyl estel
155.0
14.00 14.50
5000| 43.0 m/z 70.10  37.29%
TRTEY Y0 O <L TR O A
Miz--> 50 100 150 200 250 300 350 400 450
Abundance #165961: 1,2-Cyclohexanedicarboxylic acid, hexyl 2-mett — —
155.0 14.00 14.50
m/z 55.00 30.17%
5000
81.0 ‘ 239.0
290 | L0l mso S
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Terephthalic acid, 3-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.668 43.85 ng 670798 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 53
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 50
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 43
5 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 38

Abundance Scan 2139 (14.668 min): BF124137.D\data.ms (-2136) (1  m/z 70.10 100.00%

70.1
149.0
261.1
5000
—— —
‘ ‘ I »104 14.50 15.00
om_M w1 2104 | | 38314 3903 . 149.00  66.24%
miz--> 100 150 200 250 300 350 400
Abundance #182854. Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 — —
70.0 14.50 15.00
149.0 m/z 57.10 64.64%
219.0
2\9‘\.(\%“‘\\\“\\‘\\‘\‘\\\‘\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0 L N
70.0 14.50 15.00
5000 ITI/Z 261.15 55.92%
| h‘ ‘ ‘H‘ 190.0 | 13040 3610
CE S EE-OA IS EC La e
miz--> 50 100 150 200 250 300 350 400
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) P P
70.0 14.50 15.00
112.0 %
1670 261.0 m/z 112.10 42.93%
M h N ‘ . 2170 | 3040 3610
““‘ e e R R S S —— —
mlz--> 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060421\
Data File : BF124137.D

Acqg On : 4 Jun 2021 13:43
Operator : JU/CG

Sample : M2583-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
Butane, 2-metho... 2.140 30.6 ng 418404 1 6.863 273040 20.0
D-Limonene 6.981 15.3 ng 209174 1 6.863 273040 20.0
Pentane, 2,3-di... 8.339 12.9 ng 236288 2 8.145 365683 20.0
1-(1-Methoxypro... 8.369 17.0 ng 310847 2  8.145 365683 20.0
3-Methyl-hexano... 8.551 29.2 ng 534149 2  8.145 365683 20.0
Cyclodecane 8.581 37.8 ng 691383 2  8.145 365683 20.0
1-Fluorononane 8.933 14.2 ng 259969 2 8.145 365683 20.0
n-Decanoic acid 9.104 30.4 ng 611625 3 9.904 401730 20.0
1-Nonene 9.163 62.2 ng 1249940 3 9.904 401730 20.0
Nonanoic acid 9.622 20.3 ng 407662 3 9.904 401730 20.0
unknown10.833 10.833 16.3 ng 245795 4 11.392 301053 20.0
unknown10.945 10.945 25.2 ng 378812 4 11.392 301053 20.0
n-Hexadecanoic ... 11.922 17.5 ng 262810 4 11.392 301053 20.0
Eicosane 12.092 12.5 ng 187926 4 11.392 301053 20.0
Pentadecane, 2,... 12.374 16.1 ng 242900 4 11.392 301053 20.0
Tridecane 12.480 14.3 ng 214844 4 11.392 301053 20.0
Pentadecane, 8-... 13.216 14.4 ng 221030 5 14.039 305945 20.0
Docosane 13.674 20.3 ng 309860 5 14.039 305945 20.0
1,2-Cyclohexane... 14.216 41.4 ng 633100 5 14.039 305945 20.0
Terephthalic ac... 14.668 43.9 ng 670798 5 14.039 305945 20.0
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