LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample : L4223-01 5X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122004.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.363 554 557 571 rBV 370445 501895 47.72% 1.976%
2 6.269 708 711 713 rBV 96489 92547 8.80% 0.364%
3 6.328 718 721 728 rVB2 61715 74665 7.10% 0.294%
4 6.387 728 731 742 rBV 436103 585599 55.68%  2.306%
5 6.575 758 763 769 rBV2 435568 440223 41.86% 1.733%
6 6.740 786 791 798 rVB2 819651 833888 79.29%  3.283%
7 6.798 798 801 804 rVB 88624 74217 7.06% ©0.292%
8 6.887 813 816 820 rBv2 122348 121835 11.58% 0.480%
9 7.016 835 838 841 rVB 177218 165295 15.72% 0.651%
10 7.045 841 843 845 rBV 116148 111401 10.59% 0.439%
11 7.081 847 849 854 rVB 184313 154858 14.72% 0.610%
12 7.128 854 857 861 rBv2 251030 248764 23.65% 0.979%
13 7.275 877 882 885 rBv2 143825 179862 17.10% 0.708%
14 7.310 885 888 890 rBV 356391 369641 35.15%  1.455%
15 7.340 8990 893 896 rVB 851595 665973 63.32% 2.622%
16 7.387 896 901 904 rVB5 123299 192853 18.34% 0.759%
17 7.428 904 908 909 rBvV2 72431 82476  7.84% ©.325%
18 7.451 909 912 916 rVB3 88614 105016 9.99% 0.413%
19 7.522 921 924 925 rBvV3 90314 83399 7.93% 0.328%
20 7.545 925 928 931 rVB2 203830 205297 19.52% ©.808%
21 7.645 938 945 946 rBvV3 138189 218098 20.74% 0.859%
22 7.710 952 956 958 rVB3 167632 189665 18.03% 0.747%
23 7.740 958 961 963 rBV3 153608 138004 13.12% 0.543%
24 7.775 963 967 972 rVWW5 248600 334438 31.80% 1.317%
25 7.822 972 975 977 rVW 145932 122956 11.69% 0.484%
26 7.845 977 979 980 rVV2 70328 59375 5.65% 0.234%
27 7.863 980 982 985 rVB 108497 80305 7.64% 0.316%
28 7.892 985 987 991 rBvV2 61388 78891 7.50% 0.311%
29 7.963 996 999 1000 rBv2 62970 66062 6.28% 0.260%
30 7.975 1000 1001 1003 rVvW2 67328 65640 6.24% 0.258%
31 8.010 1003 1007 1008 rvVV 886768 827390 78.67%  3.258%
32 8.028 1008 1010 1013 rVV 1067314 912640 86.78% 3.593%
33 8.087 1015 1020 1023 rVB 417854 420331 39.97% 1.655%
34 8.116 1023 1025 1028 rBV3 103205 95204 9.05% ©.375%
35 8.181 1032 1036 1037 rBV2 77550 81332 7.73% 0.320%

36 8.222 1041 1043 1046 rVB2 145084 137638 13.09%  0.542%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample : L4223-01 5X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.316 1054 1059 1066 rBv4 246732 403533 38.37% 1.589%
38 8.369 1066 1068 1071 rBV2 176306 153375 14.58% ©.604%
39 8.404 1071 1074 1077 rVB2 268470 256268 24.37%  1.009%
40  8.445 1077 1081 1083 rBV 526077 465124 44.23% 1.831%
41 8.487 1086 1088 1091 rVB3 89525 88924 8.46% 0.350%
42 8.528 1092 1095 1098 rBv2 230328 188083 17.88% 0.741%
43 8.563 1098 1101 1103 rBV3 70510 77193 7.34%  0.304%
44  8.616 1107 1110 1114 rBV 913083 748214 71.14%  2.946%
45 8.681 1118 1121 1123 rVV4 82304 85124 8.09% 0.335%
46 8.710 1123 1126 1129 rVB3 192248 238716 22.70%  0.940%
47 8.810 1139 1143 1144 rBv4 48507 67477 6.42%  0.266%
48 8.845 1146 1149 1152 rVB2 159385 116099 11.04% ©.457%
49 8.898 1155 1158 1160 rBvV2 148287 130112 12.37% ©.512%
50 8.981 1168 1172 1175 rVB2 227385 253775 24.13%  0.999%
51 9.022 1175 1179 1180 rVV 156846 141138 13.42% ©.556%
52 9.045 1180 1183 1189 rVV2 400638 391885 37.26%  1.543%
53 9.098 1189 1192 1197 rVV 844217 675090 64.19% 2.658%
54 9.181 1202 1206 1211 rVV 842115 795304 75.62%  3.131%
55 9.222 1211 1213 1215 rVV2 104236 118638 11.28% ©.467%
56 9.251 1215 1218 1221 rVV2 147453 176540 16.79%  0.695%
57 9.369 1235 1238 1240 rVB 75929 66634  6.34% 0.262%
58 9.410 1243 1245 1247 rVWW3 57471 65696  6.25%  0.259%
59 9.434 1247 1249 1251 rVW2 147377 155006 14.74% 0.610%
60  9.457 1251 1253 1255 rVV2 132150 117329 11.16% 0.462%
61 9.498 1255 1260 1262 rVV3 468869 524342 49.86% 2.065%
62 9.522 1262 1264 1267 rVV2 177438 164691 15.66% 0.648%
63 9.557 1267 1270 1273 rVB 149546 113927 10.83%  0.449%
64 9.639 1281 1284 1288 rVB4 49466 62876 5.98% ©0.248%
65 9.710 1293 1296 1300 rVB 417626 382251 36.35% 1.505%
66 9.775 1304 1307 1311 rVV 1101168 1051694 100.00% 4.141%
67 9.810 1311 1313 1316 rVB 87585 67008 6.37% 0.264%
68 9.939 1331 1335 1337 rVV3 58309 89350 8.50% 0.352%
69  9.963 1337 1339 1341 rVV2 63116 71331 6.78% 0.281%
70 9.981 1341 1342 1347 rVV3 58295 76919 7.31% 0.303%
71 10.028 1347 1350 1354 rVV3 99782 125752 11.96%  ©.495%
72 10.204 1377 1380 1383 rVV 246575 194446 18.49% 0.766%
73 10.328 1396 1401 1406 rBV 67289 94705 9.00% 0.373%
74 10.428 1413 1418 1423 rVB 74543 110400 10.50% ©.435%
75 10.569 1439 1442 1453 rVB 297316 332636 31.63% 1.310%
76 10.680 1458 1461 1470 rVB 150218 206811 19.66%  0.814%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample : L4223-01 5X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.122 1533 1536 1539 rBV 85851 82985 7.89%  0.327%
78 11.157 1539 1542 1547 rVB2 71023 85316 8.11% ©0.336%
79 11.263 1556 1560 1562 rBV 1090184 926280 88.08%  3.647%
80 11.286 1562 1564 1568 rVV 323165 269756 25.65% 1.062%
81 11.339 1571 1573 1576 rVB 99920 78821 7.49%  0.310%
82 11.551 1606 1609 1612 rVV2 79727 63592 6.05% 0.250%
83 11.651 1623 1626 1630 rBV 168663 132846 12.63% ©.523%
84 11.792 1648 1650 1655 rVB 65400 60238 5.73% ©.237%
85 11.875 1661 1664 1666 rVV 111472 105456 10.03% 0.415%
86 12.339 1740 1743 1744 rVV 330328 328512 31.24%  1.293%
87 12.357 1744 1746 1752 rVV 693129 596754 56.74%  2.350%
88 12.445 1757 1761 1763 rW 82108 75209 7.15% 0.296%
89 12.474 1763 1766 1771 rVB 455558 377492 35.89% 1.486%
90 12.704 1799 1805 1811 rBV 416239 470057 44.70% 1.851%
91 12.845 1823 1829 1832 rBV 548630 540688 51.41% 2.129%
92 12.922 1838 1842 1850 rBV5 33107 74550  7.09%  0.294%
93 13.033 1854 1861 1864 rBV 70032 118888 11.30% ©.468%
94 13.904 2004 2009 2012 rBV2 781806 912535 86.77%  3.593%
95 13.927 2012 2013 2020 rVB 168452 125379 11.92%  ©.494%
96 14.927 2180 2183 2186 rBV 145020 186204 17.71% 0.733%
97 14.980 2190 2192 2198 rVB2 54646 60855 5.79%  ©.240%
98 15.221 2230 2233 2238 rVB 80250 92640 8.81% 0.365%
99 15.280 2239 2243 2248 rVB 132023 155345 14.77% 0.612%
100 15.339 2249 2253 2257 rBV 573029 714946 67.98%  2.815%

Sum of corrected areas: 25397433
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Oct 2020 21:53

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
BF122004.D

Ju/CaG
L4223-01 5X

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

o

TIC: BF122004.D\data.ms

7.340

6.740

6.386.575

5.363

Time-->
Abundance
1200000

1000000

800000

600000

400000

200000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF122004.D\data.ms

8.928 11.263

9.775
8.616

8.J10

12.357

10.204 10569

0
Time-->
Abundance
1200000

1000000

800000

600000

400000

200000

— — T — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF122004.D\data.ms

13.904

15.339

14.927 15280
14,9802

13927

Time-->
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T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 4
R.T. EstConc Area Relative to ISTD R.T.
6.575 10.56 ng 440223 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 83
3 Undecane 156 C11H24 001120-21-4 83
4 Nonane 128 C9H20 000111-84-2 78
5 Nonane, 2-methyl- 142 C10H22 000871-83-0 72
Abundance Scan 763 (6.575 min): BF122004.D\data.ms (-758) (-) m/z 57.05 100.00%
571.0
5000
1] ‘105_0 6.20 6.40 6.60 6.80
ol by e m/z 43.85 99.56%
mlz--> 50 100 150 200 250 300 350
Abundance #19157: Decane
43.0
5000 LI L L L BB BN R B
6.20 6.40 6.60 6.80
5.0 m/z 41.10 46.57%
‘ ‘ F 142.0
O\\‘\“‘\‘\‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57.0
P
6.20 6.40 6.60 6.80
5000 m/z 71.05 33.14%
0154 L % K HlO 189.0231.0273.0315.0 _ 386.C
B e e e R B B
miz--> 50 100 150 200 250 300 350
Abundance #28422: Undecane WAN‘W“‘W“‘W“‘W‘
43.0 6.20 6.40 6.60 6.80
m/z 85.10 22.59%
5000
| MﬂJ
m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Decane, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.128 5.97 ng 248764  1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 58
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 50
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 50
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 47
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 002216-52-6 43
Abundance Scan 857 (7.128 min): BF122004.D\data.ms (-854) (-) m/z 57.10 100.00%
57.1
5000 85.1
H H 1¢9.1 13"8'1 6.80 7.00 7.20 7.40
0° 1J\MMN‘mM‘_“Mq“H“‘H“H“H m/z 43.10 63.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28436: Decane, 3-methyl-
57.0
5000 UL L B B IR B R
20.0 85.0 6.80 7.00 7.20 7.40
m/z 71.05 62.66%
127.0
O\\\\‘\‘\\\“‘\\\“‘\‘\M\“{\\IH‘\\f\‘\Hf\\[\J\-\SIG‘.\O\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59898: Dodecane, 2,5-dimethyl-
57.0
e AAmaas
6.80 7.00 7.20 7.40
5000 m/z 41.05 58.07%
85.0
29.0 126.0
| L | | . 1550 183.0
Ol bl e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38322: 2,6-Dimethyldecane e e
43.0 6.80 7.00 7.20 7.40
71.0 m/z 85.10 38.42%
5000
113.0
o"‘W‘!‘HU:‘wwhmmw‘HHW‘}“‘?(QHHQ'Q‘HH‘H MM‘,
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknown7.387 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.387 4.23 ng 192853 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl-4-nitro... 175 C7H13NO4 016507-02-1 35
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 27
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 22

4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 22
5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 20

Abundance Scan 901 (7.387 min): BF122004.D\data.ms (-896) (-) m/z 105.10 100.00%

105.1
69.1
5000 41.0
148.1
‘ ‘ | A J ‘ {25'1 7.00 7.20 7.40 7.60 7.80
] SS— A ,MH!H: ep: W e bl el m/z 69.10  84.78%
m/z--> 20 40 60 80 100 120 140
Abundance #42042: Pentanoic acid, 4-methyl-4-nitro-, methyl ester
69.0
41.0
5000 R R R
97.0 7.00 7.20 7.40 7.60 7.80
129.0 ITI/Z 55.05 80.01%
0+ ‘\\“\“\‘\‘1“\\\‘\‘\i\\‘\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
R AR RamaE EE
7.00 7.20 7.40 7.60 7.80
5000 41.0 m/z 97.10 47 .87%
ol 20 AL Al b T
miz--> 20 40 60 80 100 120 140
Abundance #36845: Cyclooctane, (1-methylpropyl)- B A RmaanmEE e
69.0 7.00 7.20 7.40 7.60 7.80
111.0 ITI/Z 41.00 45.93%
5000
41.0
0 H“m“ Al HH, My “H‘ el e e Sttt
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60 7.80

8270-BF101220.M Fri Oct 16 14:17:29 2020 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 +trans-Decalin, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.545 4.50 ng 205297 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 96
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
3 Pulegone 152 C1eH160 000089-82-7 60
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 53
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 53

Abundance Scan 928 (7.545 min): BF122004.D\data.ms (-925) (-) m/z 81.10 100.00%

81.1
152.2
5000 55.1 119.1
137.1
39,0 .
‘ | | ‘ ‘ | ‘ 7.20 7.40 7.60 7.80
O ‘1‘HM“W‘ ‘M M WJMU}W“Mu‘ wﬂ“ m/z 95.10 74.87%
m/z--> 20 40 60 80 100 120 140
Abundance #25429: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 L L NN B L I
7.20 7.40 7.60 7.80
390 109.0 m/z 67.05 74.33%
O \““}\‘\” ‘\\H\\]-‘a\\\‘\\\‘\‘
miz--> 20 40 60 80 100 120 140
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
T
7.20 7.40 7.60 7.80
5000 m/z 152.20 66.02%
109.0 i
65 ‘
ol 25 L ysso |
m/z--> 20 40 60 80 100 120 140
Abundance #25066: Pulegone
81.0 7.20 7.40 7.60 7.80
152.0 m/z 119.10 50.85%
5000 41.0 109.0 }\Mjwu
65
R 0 2 O ™
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Cyclopentane, 1-methyl-3-(1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.645 4.78 ng 218098 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 74
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 59
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 53

4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 53
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53

Abundance Scan 945 (7.645 min): BF122004.D\data.ms (-938) (-) m/z 83.10 100.00%

55.1 83.1
- W
AR s
‘ ‘ bL 0 911‘9'1 | 154.2 7.40 7.60 7.80 8.00
0b e el el L 29, Ll myz 5510 93.37%
miz--> 20 40 60 80 100 120 140 160
Abundance  #11628: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0
83.0
5000 LA L B I IR L
7.40 7.60 7.80 8.00
27‘.0 ‘ 111.0 m/z 82.05 55.45%
O\\\’\\‘\\‘i‘\\\“"\‘\\"1\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #27051: Cyclohexane, pentyl-
83.0
55.0 7.40 7.60 7.80 8.00
5000 m/z 41.10 48.26%
29.0 154.0
o N N N . AN
miz--> 20 40 60 80 100 120 140 160
Abundance #11537: Cyclohexane, propyl- Al AEamanaEE R
55.0 83.0 7.40 7.60 7.80 8.00
m/z 69.10 36.45%
5000
27.0 126.0
J— A “,”‘ : w‘!‘, “:‘M B0 R 4 N N ——
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF101220.M Fri Oct 16 14:17:30 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53

Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 6 Decane, 3,6-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.710 4.16 ng 189665 Naphthalene-d8 8.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
3 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 53
4 Octane, 3,5-dimethyl- 142 C1OH22 015869-93-9 50
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 47

Abundance Scan 956 (7.710 min): BF122004.D\data.ms (-952) (-) m/z 57.10 100.00%
7.1

5
5000
85.1
D e
39 \“ﬂ 112.1 131.0 152.2 7.40 7.60 7.80 8.00
Y SR | N S P o N m/z 43.05 88.44%
miz--> 20 40 60 80 100 120 140 160
Abundance #38343: Decane, 3,6-dimethyl-
57.0
5000 L R I L B B L I R
85.0 7.40 7.60 7.80 8.00
29.0 m/z 71.18 47.85%
113.0
141.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38331: Undecane, 5-methyl-
43.0
VT A
71.0 7.40 7.60 7.80 8.00
5000 ITI/Z 41.10 38.51%
‘ ‘ 112.0
bl b e A 1850
miz--> 20 40 60 80 100 120 140 160
Abundance #48859: Undecane, 5,7-dimethyl- A E A watE L
43.0 7.40 7.60 7.80 8.00
m/z 85.10 32.15%
- | W
127.0
e T
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF101220.M Fri Oct 16 14:17:31 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Tridecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.775 7.33 ng 334438 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
2 Octacosane 394 C28H58 000630-02-4 64
3 Heneicosane 296 C21H44 000629-94-7 59
4 Tetracosane 338 C24H50 000646-31-1 59
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
Abundance Scan 967 (7.775 min): BF122004.D\data.ms (-963) (-) m/z 43.10 100.00%
R R MEERaNER e S
7.40 7.60 7.80 8.00
126.1
ol bl it N — m/z 57.10  92.85%
mlz--> 50 100 150 200 250 300 350
Abundance #59889: Tridecane, 2-methyl-
57.0
5000 LI LA L L LN BN B
7.40 7.60 7.80 8.00
m/z 71.10 50.44%
‘ 9.0 1550
O\\‘\‘“\“‘\“‘\‘L\‘f‘\\“‘\\}\9‘8.\0\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R e
7.40 7.60 7.80 8.00
5000 m/z 41.10 47.46%
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
i S m e e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T
57.0 7.40 7.60 7.80 8.00
m/z 85.10 38.67%
5000
‘ 9.0
41.0
oisa Ll ommsoms0 20 LMLy,
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF101220.M Fri Oct 16 14:17:31 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Undecane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.087 9.21 ng 420331 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
Abundance Scan 1020 (8.087 min): BF122004.D\data.ms (-1015) (-) m/z 57.10 100.00%
57.1
> /\MM
7.808.00 8.20 8.40
85.1 . . . .
113.1
Ol T P 1812 g601 s 10 43.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L L L L L BN R
7.80 8.00 8.20 8.40
m/z 71.10 37.90%
29.0 8.0
O\\‘\‘\‘\\“\\\‘!‘\\\\‘Q\\\“\\U\‘\\\]-\4.‘1\.(\)\\‘1\6\9\.(\)‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl-
57.0
R Ramaaanee S L
7.80 8.00 8.20 8.40
5000 m/z 41.10 24.98%
L o
0“_“‘Mm““h“ﬁ‘Hﬁ“NW“‘W““_““H‘
miz--> 20 60 80 100 120 140 160 180
Abundance #48893: Decane, 2,6,8-trimethyl- R AR Rmaa R
57.0 7.80 8.00 8.20 8.40
m/z 56.10 13.29%
- J\M\/M
85.0
0 “‘ I [ j 1130 155.0  184.0
e B S e e ARG A e R,
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF101220.M Fri Oct 16 14:17:32 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Cyclohexane, hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.316 8.84 ng 403533  Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 58
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 53
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 52
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 50

Abundance Scan 1059 (8.316 min): BF122004.D\data.ms (-1054) (-) m/z 83.10 100.00%
55.1 3.1

> W
R RRRRRRRREERRAE
1191 1451 ;o0 8.00 8.20 8.40 8.60
01 m/z 55.10 89.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36765: Cyclohexane, hexyl-
55.0 83.0
5000 L L R IR B
8.00 8.20 8.40 8.60
29.0 168.0 m/z 82.10 63.95%
L |, 1110
O\\\‘\\\\‘\\\ \\“‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17971: Cyclohexane, butyl-
55.0 83.0
PP
8.00 8.20 8.40 8.60
5000 m/z 41.10 60.60%
29.0 140.0
0 m"H‘M‘M"m‘w!”s,lﬂﬂw“w,w_‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11596: Cyclohexane, (1-methylethyl)- e AARA s R
83.0 8.00 8.20 8.40 8.60
550 m/z 57.10 54.18%
5000
27.0 ‘ 126.0
0 H"‘U‘M‘J‘M‘;“‘M"‘,‘m_m_m,””w AT A Y
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF101220.M Fri Oct 16 14:17:32 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Decane, 1l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.404 5.62 ng 256268 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 64
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
3 Heptacosane 380 C27H56 000593-49-7 58
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
5 1-Iodoundecane 282 C11H23I 004282-44-4 58

Abundance Scan 1074 (8.404 min): BF122004.D\data.ms (-1071) (-) m/z 57.10 100.00%
57.1

131.1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
8.00 8.20 8.40 8.60 8.80
ol lbd “h‘w‘“‘w“‘ﬁ““m il A8 m/z 43.10  96.62%
m/z--> 50 100 150 200 250 300 350
Abundance #116706: Decane, 1-iodo-
657.0
5000 NN R R
8.00 8.20 8.40 8.60 8.80
m/z 71.10 53.34%
‘ 9.0 155.0
O\L\L““H\‘\“\\‘\\“‘\\\\‘\\\\‘2\6§\0\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
CUO A
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 47.76%
9.0 141.0
ol L, Hu_mﬂ_‘1‘9‘3‘-0“H_m_m_m
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R RARR
57.0 8.00 8.20 8.40 8.60 8.80
m/z 85.10 40.42%
- WW
oL \ | F | 141.0 183.0 225.0 267.0 3230 380
““‘ A e e e PO e T
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60 8.80

8270-BF101220.M Fri Oct 16 14:17:33 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.445 10.19 ng 465124 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 80
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
Abundance Scan 1081 (8.445 min): BF122004.D\data.ms (-1077) (-) m/z 57.10 100.00%
57.1
- m
851 LINL L L L BL BLOL BL
‘ 113.1 1552 8.20 8.40 8.60 8.80
Ol e a2 1801 sz 71,10 61.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 L L I B B R LI B
8.20 8.40 8.60 8.80
85.0 . .62%
29.0 m/z 43.10 54.62%
ol Iy ‘ 1130 1410 169.0 197.0
\‘\\\\‘\\\ ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
A ARaREE SRS S
8.20 8.40 8.60 8.80
5000 m/z 41.10 32.28%
85.0 112.0
I o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- R R
57.0 8.20 8.40 8.60 8.80
m/z 56.05 23.68%
5000
290 85.0
A s ORI RE 1
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF101220.M Fri Oct 16 14:17:34 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.616 16.40 ng 748214 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Dodecane 170 C12H26 000112-40-3 78
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72

Abundance Scan 1110 (8.616 min): BF122004.D\data.ms (-1107) (-) m/z 57.10 100.00%
57.1

5000
85.1
R e AAREEE
8.20 8.40 8.60 8.80 9.00
131.0
0 m‘mJ“m”_“‘w1”“‘_m_m“1‘5‘5‘?”1‘?““‘2“””“”‘ m/z 43.10 79.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 850 I R LU B I
8.20 8.40 8.60 8.80 9.00
290 m/z 71.10 51.48%
H || 120 1410 1840
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
R e ARERR
8.20 8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 40.31%
29.0
0 |l 11301410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R o e
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 30.69%
5000
85.0
29.0
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00

8270-BF101220.M Fri Oct 16 14:17:34 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Undecane, 5-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.710 5.23 ng 238716 Naphthalene-d8 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
4 Octacosane 394 (C28H58 000630-02-4 53
5 Undecane 156 C11H24 001120-21-4 53

Abundance Scan 1126 (8.710 min): BF122004.D\data.ms (-1123) (-) m/z 57.10 100.00%
57.1

85.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
H “ | 1122 14‘5'1 co2 8.40 8.60 8.80 9.00
o""m‘h‘m‘“‘m‘u":‘\"w:mH_mﬁul,”” m/z 71.10 44.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 L B L B B
8.40 8.60 8.80 9.00
29.0 85.0 m/z 43.10 38.66%
‘ ‘ ‘ 126.0 155.0
O\‘\h\\“‘\\\!“\\H\\‘{\\\“\\\\‘\‘\\\‘\\\H\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0
PR e
8.40 8.60 8.80 9.00
m/z 41.10 34.81%
5000 85.0
230 127.0
o e b P as10 1790
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48909: Decane, 6-ethyl-2-methyl- R AN maEREEE
57.0 8.40 8.60 8.80 9.00
m/z 85.10 25.30%
5000
85.0
141.0
0113'0, P e
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.981 4.83 ng 253775  Acenaphthene-die 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 78
2 Heneicosane 296 C21H44 000629-94-7 78
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 1172 (8.981 min): BF122004.D\data.ms (-1168) (-) m/z 57.10 100.00%
57.1
91 AN A
‘ [ 1551 8.60 8.80 9.00 9.20 9.40
N 1 7 O Pl S —— m/z 43.10  92.36%
mlz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 U L L R
8.60 8.80 9.00 9.20 9.40
m/z 71.10 47.74%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
O ERRAN RS
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 40.20%
9.0
o5 L L1 1#0mms0ms0 2900
miz--> 50 100 150 200 250 300 350
Abundance #137567: Sulfurous acid, butyl undecy! ester AR E e
57.0 8.60 8.80 9.00 9.20 9.40
m/z 85.10 36.86%
- W
9
155.0
0%2070
mlz--> 100 150 200 250 300 350 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.045 7.45 ng 391885  Acenaphthene-d10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 80
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
5 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 53

Abundance Scan 1183 (9.045 min): BF122004.D\data.ms (-1180) (-) m/z 57.10 100.00%
57.1

5000
85.1
R NSOl
1271 8.80 9.00 9.20 9.40
Il H\ \‘\ R P 15\9'1183'2 9
Ot e S m/z 71.10 81.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 LA L B B IR L
8.80 9.00 9.20 9.40
20.0 85.0 m/z 43.10 55.28%
AN | M30 1650 18302060
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
s
8.80 9.00 9.20 9.40
5000 m/z 41.10 33.88%
113.0
o‘H_‘;“m“u‘M‘_“‘m‘w‘u“"m“‘““‘1‘4‘1"9wml‘?‘?"‘qwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl- R ARAAmaEEEE
57.0 8.80 9.00 9.20 9.40
m/z 85.10 31.84%
5000
29.0
‘ ‘ gso 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.181 15.12 ng 795304  Acenaphthene-die 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1206 (9.181 min): BF122004.D\data.ms (-1202) (-) m/z 57.10 100.00%
57.1

5000
85.0
AN MRS RSt
h 113.1 1401 198.2 8.80 9.00 9.20 9.40 9.60
Ol i 11311401 169.2 1982y 43,10 76.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 850 I N B R
8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10  54.18%
. \\ Ll L) 11301410 1690 198
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
T
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.05 39.41%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane R e A RmaE S
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.05 35.30%
5000 85.0
29.0
0 \‘ 1l H \‘\ i ‘11?0\14101690 212.0
I B B A AN Eaa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.710 7.27 ng 382251  Acenaphthene-d10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 9-methylheptadecane 254 C18H38 026741-18-4 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1296 (9.710 min): BF122004.D\data.ms (-1293) (-) m/z 57.10 100.00%
57.1
o sad MA/\\M
—— —
9.50 10.00
113.1 145.1
o“W‘HAMHH_NmHM‘ﬂ‘ww‘u‘_‘u‘u?§§?‘ﬁ?aﬁ‘u‘u m/z 43.05 73.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
5000 —r s
85.0 9.50 10.00
29.0 m/z 71.10 56.21%
0 \‘ \‘\\ H \‘\ N \‘11\\3 0\14\10 169.0 2120
H\‘\H\‘1\\1‘H\\‘\H\’\H\‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0
—— —
9.50 10.00
5000 85.0 m/z 85.10 38.50%
29.0
0 | \‘\ H “\ Il \\‘11\\3 Ou 141.0 169.0 198 0
e A A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105887: 9-methylheptadecane —— —
57.0 9.50 10.00
85.0 m/z 41.10 36.09%
5000
140.0
29.0 1
b i | a080 2060 200¢ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.681 4.47 ng 206811 Phenanthrene-die 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1461 (10.680 min): BF122004.D\data.ms (-1458) (-  m/z 57.05 100.00%
57.0

-

5000
01 — T
N w 1691 10.50 11.00 )
R R R R m/z 43.10  68.20%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
5000 — —
10.50 11.00
# m/z 71.05 62.42%
9.0
Olwswdw T ‘!‘ r“‘\ “‘ \“ \]T\4\‘1‘0\]\-8\‘4\0|\ L B
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
— —
10.50 11.00
5000 m/Z 85.10 38.88%

9.0
ol L Ll 141018302250 281.0 337.0 394.
A L 0718302250 2810 337.0 394

-

m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane T 1
57.0 10.50 11.00
m/z 41.05 33.13%
5000
9.0
Ols.oi“ |11 141018302250 2960
T B A R 7 7
m/z--> 0 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 9,12-Octadecadienoic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.339 7.09 ng 328512  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97
Abundance Scan 1743 (12.339 min): BF122004.D\data.ms (-1740) (. m/z 67.05 100.00%
67.0
09.1
= e
150.0 263.1 12.00 12.50
. . +294.1
0h— ‘M 18712201 m/z 8l.10 88.92%
miz--> 50 100 150 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 == 7
12.00 12.50
09.0 m/z 55.05 76.03%
[o LM“H‘\ HHH H“\ ‘““‘HH‘ H ‘u‘ T “26‘2‘0‘29‘4‘0
miz--> 50 200 250 300
Abundance  #139708: 9,12—Octadecad|enoic acid, methyl ester
67.0
= —
12.00 12.50
5000 m/z 41.10 63.06%
29.0 09.0
294.0
ol L\“\u“ b ‘uh m i 2230 263077
miz--> 50 100 150 200 250 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — —
67.0 12.00 12.50
m/z 95.05 60.66%
5000
09.0 294.0
el L] =
oL H‘ L“‘H“MH ‘H‘ by \HM“‘HWH‘\‘ \‘h ‘\‘\J"q‘l‘o 22‘0‘0‘ ‘ ‘\L‘ . ‘\‘ . j\ - —
m/z--> 50 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample ¢ L4223-01 5X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 16-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.357 12.89 ng 596754  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 1746 (12.357 min): BF122004.D\data.ms (-1744) (-  m/z 55.10 100.00%

55.1
5000
= —
337 0 180 2 2222 2641 12.00 12.50
0’ iy H\m b b1 2%1 4/ 4110 65.01%
m/z--> 200 250 300
Abundance #141288. 16-Octadecen0|c acid, methyl ester
553.0
5000 = s
87.0 12.00 12.50
264.0 m/z 69.10 61.23%
23.0 1800 222.0 ‘
ok H“ “ I ‘M \ “ .l “\Hn‘ \H\‘H L “\‘ 1‘ o ;L . “‘ ‘2‘96‘0‘
miz--> 100 200 250 300
Abundance #141275. 9—Octadecenoic acid, methyl ester
55.0
— —
12.00 12.50
5000 m/z 74.00 58.12%
264.0
23 0 222.0
VUL, o0 7T | asso
ok \‘ 1“ ‘ ‘u\\‘nH\H \HH\ \h lh, \‘\ — - — ‘\‘ ,
miz--> 50 100 150 200 250 300
Abundance #141283: 15-Octadecenoic acid, methyl ester = M
55.0 12.00 12.50
m/z 83.10 49.92%
5000
264.0
222 0
e, e 720 | e
ol ll wwhww b L2200 e M
m/z--> 50 100 200 250 300 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101520\
Data File : BF122004.D

Acqg On : 15 Oct 2020 21:53
Operator : JU/CG

Sample : L4223-01 5X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 6.575 10.6 ng 440223 1 6.740 833888 20.0
Decane, 3-methyl- 7.128 6.0 ng 248764 1 6.740 833888 20.0
unknown?7.387 7.387 4.2 ng 192853 2 8.028 912640 20.0
trans-Decalin, 7.545 4.5 ng 205297 2 8.028 912640 20.0
Cyclopentane, 1... 7.645 4.8 ng 218098 2  8.028 912640 20.0
Decane, 3,6-dim... 7.710 4.2 ng 189665 2 8.028 912640 20.0
Tridecane, 2-me... 7.775 7.3 ng 334438 2 8.028 912640 20.0
Undecane, 2,6-d... 8.087 9.2 ng 420331 2 8.028 912640 20.0
Cyclohexane, he... 8.316 8.8 ng 403533 2 8.028 912640 20.0
Decane, 1-iodo- 8.404 5.6 ng 256268 2 8.028 912640 20.0
Dodecane, 2,6,1... 8.445 10.2 ng 465124 2 8.028 912640 20.0
Tridecane 8.616 16.4 ng 748214 2 8.028 912640 20.0
Undecane, 5-ethyl- 8.710 5.2 ng 238716 2  8.028 912640 20.0
Octacosane 8.981 4.8 ng 253775 3 9.775 1051690 20.0
Dodecane, 2,6,1... 9.045 7.5 ng 391885 3 9.775 1051690 20.0
Tetradecane 9.181 15.1 ng 795304 3 9.775 1051690 20.0
Pentadecane 9.710 7.3 ng 382251 3 9.775 1051690 20.0
Heneicosane 10.681 4.5 ng 206811 4 11.263 926280 20.0
9,12-Octadecadi... 12.339 7.1 ng 328512 4 11.263 926280 20.0
16-Octadecenoic... 12.357 12.9 ng 596754 4 11.263 926280 20.0
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