LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample : L4222-01 2X

Misc :

ALS Vvial : 19 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: BF122062.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.346 551 554 568 rBV 1022703 1263726 90.71% 2.776%
2 6.375 725 729 739 rBV 1071649 1338156 96.05% 2.939%
3 6.557 756 760 766 rBv2 154381 178225 12.79%  0.391%
4 6.722 784 788 795 rVB2 788374 880869 63.23% 1.935%
5 6.869 810 813 817 rVB 158584 143658 10.31% 0.316%
6 6.998 829 835 838 rVB3 175873 234807 16.85% 0.516%
7 7.028 838 840 844 rBV2 115756 124873 8.96% 0.274%
8 7.063 844 846 851 rVB2 157783 145943 10.48% 0.321%
9 7.110 851 854 858 rBv2 351843 358749 25.75% 0.788%
106 7.145 858 860 865 rVB4 85693 107359 7.71% 0.236%
11 7.263 873 880 882 rBv2 271257 391605 28.11% ©0.860%
12 7.292 882 885 888 rBV 997889 899725 64.58% 1.976%
13 7.322 888 890 893 rVB 596703 454968 32.66% ©.999%
14 7.369 893 898 901 rVB5 279519 460325 33.04% 1.011%
15 7.410 901 905 907 rBv4 171395 237142 17.02%  0.521%
16 7.440 907 910 914 rVB6 167201 187580 13.46% 0.412%
17 7.481 914 917 918 rBV2 101066 97071 6.97% 0.213%
18 7.504 918 921 923 rBV2 216798 233711 16.78% 0.513%
19 7.528 923 925 928 rVB2 601310 493284 35.41% 1.084%
20 7.645 936 945 950 rBV7 396826 961173 68.99% 2.111%
21 7.692 950 953 955 rBvV2 329187 309514 22.22% 0.680%
22 7.728 955 959 961 rBV3 270056 252034 18.09% 0.554%
23 7.757 961 964 969 rVB5 326325 423681 30.41% 0.931%
24 7.804 969 972 974 rBV 242785 172369 12.37% 0.379%
25 7.828 974 976 978 rBv2 225388 180334 12.94%  0.396%
26 7.887 981 986 988 rBv3 207187 331119 23.77% 0.727%
27 7.910 988 990 993 rVB2 211202 161635 11.60%  ©.355%
28 7.963 993 999 1001 rBv4 281837 480200 34.47% 1.055%
29 7.992 1001 1004 1006 rVV2 1200294 1366966 98.12% 3.003%
30 8.010 1006 1007 1010 rVV 1190109 691128 49.61% 1.518%
31 8.034 1010 1011 1013 rvv 181321 154315 11.08% 0.339%
32 8.069 1013 1017 1020 rVB 912357 1053963 75.65% 2.315%
33 8.098 1020 1022 1025 rBV2 352797 336756 24.17%  0.740%
34 8.163 1029 1033 1034 rBV2 208427 223842 16.07% 0.492%
35 8.210 1038 1041 1043 rVB2 424838 386044 27.71% 0.848%

36 8.298 1051 1056 1063 rBV6 643984 1043801 74.92%  2.293%

8270-BF101220.M Thu Oct 22 14:36:03 2020 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample : L4222-01 2X

Misc :

ALS Vvial : 19 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 8.351 1063 1065 1068 rVB2 432217 348648 25.03% 0.766%
38 8.387 1068 1071 1075 rVB3 597460 584979 41.99%  1.285%
39 8.428 1075 1078 1080 rBV 1233100 1128174 80.98% 2.478%
40  8.451 1080 1082 1083 rVB2 218106 156361 11.22% 0.343%
41 8.510 1089 1092 1095 rVB2 423279 341753 24.53% ©.751%
42 8.545 1095 1098 1100 rBV3 275020 305572 21.93% 0.671%
43 8.598 1104 1107 1111 rBV 1348912 1283419 92.12%  2.819%
44  8.663 1116 1118 1120 rVV3 383302 443357 31.82% 0.974%
45 8.692 1120 1123 1126 rVB3 544902 716835 51.45% 1.575%
46 8.757 1132 1134 1136 rBV3 139134 110007 7.90%  0.242%
47 8.781 1136 1138 1139 rBV2 107347 109098 7.83%  0.240%
48 8.828 1144 1146 1149 rVB 458096 313061 22.47% ©.688%
49 8.881 1153 1155 1157 rBV3 425767 374291 26.87% 0.822%
50 8.963 1165 1169 1172 rVB3 455757 595562 42.75% 1.308%
51 9.004 1173 1176 1177 rVV 330234 275684 19.79%  ©.606%
52 9.028 1177 1186 1186 rVV2 1202086 1092245 78.40%  2.399%
53 9.081 1186 1189 1192 rVV 1638314 1331595 95.58% 2.925%
54 9.116 1193 1195 1198 rVB3 201656 180127 12.93% ©.396%
55 9.163 1199 1203 1207 rBV 1384920 1393163 100.00% 3.060%
56 9.204 1207 1216 1212 rVV3 255554 318351 22.85% 0.699%
57 9.234 1212 1215 1220 rVB3 398379 455460 32.69% 1.000%
58 9.351 1233 1235 1237 rVB 195978 142426 10.22% ©.313%
59 9.392 1240 1242 1244 rVV3 170370 212487 15.25% 0.467%
60 9.416 1244 1246 1248 rVV2 342710 346344 24.86% 0.761%
61 9.439 1248 1250 1252 rVV2 348016 288755 20.73% ©0.634%
62 9.481 1252 1257 1259 rVV3 1230728 1345816 96.60%  2.956%
63 9.504 1259 1261 1264 rVV2 444051 435464 31.26% ©.957%
64 9.539 1264 1267 1269 rVB 360566 277358 19.91% ©0.609%
65 9.628 1278 1282 1285 rBv4 120283 158746 11.39% ©.349%
66 9.663 1285 1288 1290 rVV2 165380 162029 11.63% ©.356%
67 9.692 1290 1293 1297 rVB 716437 687125 49.32% 1.509%
68 9.728 1297 1299 1301 rBV3 172404 196750 14.12% ©.432%
69 9.757 1301 1304 1308 rVB 1162318 1054992 75.73%  2.317%
70 9.863 1319 1322 1327 rVB4 133076 132290 9.50% 0.291%
71 9.916 1328 1331 1334 rBV3 107144 163935 11.77% ©.360%
72 10.010 1343 1347 1350 rBV3 231774 255679 18.35% 0.562%
73 10.081 1355 1359 1362 rBV6 92198 139937 10.04% 0.307%
74 10.186 1374 1377 1380 rVV 459696 386405 27.74% ©.849%
75 10.239 1384 1386 1392 rVB5 75878 102376  7.35% ©.225%

76 10.404 1409 1414 1420 rVV 199068 268077 19.24%  ©.589%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample : L4222-01 2X

Misc :

ALS Vvial : 19 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 10.551 1436 1439 1449 rVB 763345 827931 59.43% 1.819%
78 10.657 1454 1457 1466 rVB 323014 477007 34.24%  1.048%
79 11.104 1530 1533 1535 rBV = 217319 166286 11.94%  0.365%
80 11.133 1535 1538 1543 rVB2 136339 154533 11.09% ©.339%
81 11.239 1553 1556 1559 rBV 1041550 981442 70.45%  2.156%
82 11.263 1559 1560 1564 rVV 118912 120212 8.63% 0.264%
83 11.528 1602 1605 1608 rVV 171959 130504 9.37% 0.287%
84 11.633 1619 1623 1625 rBV 392038 318451 22.86% ©.700%
85 11.933 1671 1674 1678 rBV 144867 111288 7.99%  ©.244%
86 12.316 1736 1739 1740 rVV 873444 719301 51.63% 1.580%
87 12.333 1740 1742 1749 rVB 1293760 1330809 95.52%  2.923%
88 12.422 1754 1757 1760 rVB 313673 247869 17.79%  ©.544%
89 12.457 1760 1763 1768 rBV 171554 174829 12.55% ©.384%
90 12.686 1796 1802 1808 rVV2 206469 303783 21.81% ©.667%
91 12.822 1821 1825 1835 rVB 1462937 1272432 91.33%  2.795%
92 13.051 1861 1864 1872 rBV3 100485 148901 10.69% 0.327%
93 13.733 1975 1980 1987 rVB2 92504 218212 15.66% 0.479%
94 13.880 2001 2005 2008 rBV 870372 853652 61.27% 1.875%
95 14.033 2028 2031 2036 rBv2 101209 110746  7.95% ©.243%
96 14.339 2080 2083 2086 rBV 116665 111435 8.00%  ©.245%
97 14.951 2185 2187 2191 rVB 136147 153490 11.02% ©.337%
98 15.315 2244 2249 2253 rBV 641539 795283 57.08% 1.747%
99 15.715 2314 2317 2322 rVB 104789 117472 8.43% 0.258%
100 15.939 2352 2355 2365 rVB 173904 304067 21.83% 0.668%

Sum of corrected areas: 45525318
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2000000

1500000

1000000

500000

0

: 21 Oct 2020 18:45

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
BF122062.D

Ju/CaG
L4222-01 2X

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF122062.D\data.ms

5.346

Time-->
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TIC: BF122062.D\data.ms
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Time-->
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TIC: BF122062.D\data.ms

13.880
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 unknown7.369 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.369 10.45 ng 460325 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 47
2 1-Pyrroline, 3-ethyl- 97 C6H11IN 1000073-06-0 35
3 Cyclopentanecarboxylic acid, 4-n... 235 C12H13NO4 1000307-58-0 35
4 Cyclooctanemethanol 142 C9H180 003637-63-6 35
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 27

Abundance Scan 898 (7.369 min): BF122062.D\data.ms (-893) (-) m/z 69.10 100.00%

69.1
105.1
41.1
5000
148.1
o5, e AR RmaaS BEE
7.00 7.20 7.40 7.60
YN | m/z 55.10  95.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11585: Cyclohexane, 1,2,3-trimethyl-
55.0
5000 970 L L L I B BN R I
27.0 126.0 7.00 7.20 7.40 7.60
$ m/z 105.10  70.99%
0 m LC. ‘
T ‘

h Ly n
L L L B L L O L L R BN

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

Abundance #2986: 1-Pyrroline, 3-ethyl- M
69.0 jL
s

7.00 7.20 7.40 7.60

5000 41.0 96.0 m/z 97.10 56.04%

2

(O e L e o e R BEmmn
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #89673: Cyclopentanecarboxylic acid, 4-nitrophenyl ester R A REEnamsaEaw
69.0 7.00 7.20 7.40 7.60
m/z 41.106 52.82%
97.0
5000
41.0
0 Lol L 139.0 194.0
B LA o e e o MR RS R e A REEnEEER S
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Naphthalene, decahydro-2-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.528 14.27 ng 493284 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 89
4 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 80

5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160

Abundance Scan 925 (7.528 mm) BF122062.D\data.ms (-923) (-)

005948-04-9 70

m/z 81.10 100.00%

1.1
152.2
55.1
5000
109.1 DO
H ‘ 7.20 7.40 7.60 7.80
o280 e 3L w2 e7.10 79.37%
miz--> 20 40 60 100 120 140 160
Abundance #25446: Naphthalene, decahydro-2-methyl-
810 152.0
5000 UL L B R I R B |
7.20 7.40 7.60 7.80
109.0 m/z 95.10 73.15%
0 3 }\w‘\\“\\‘M:\L\s\‘oww‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25429: trans-Decalin, 2-methyl-
81.0
D
55.0 152.0 7.20 7.40 7.60 7.80
5000 m/z 152.20 63.53%
29.0 109.0
I | ass0
0\‘\\\\_\1\ \ - w\\\\‘\\\\‘\ww‘\\\\
miz--> 80 100 120 140 160 /LuJ\/m
Abundance #25450.Uans—4a—MethyLdecahydronaphthmene o RRREEEEE AT
95.0 7.20 7.40 7.60 7.80
m/z 55.10 53.44%
67.0 137.0
5000
O\‘\\\\‘\\MV‘H‘\ML\\Wu\wh\‘h\\lH\\J\‘\\\\ D
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 1-Methyldecahydronaphthalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.645 27.81 ng 961173 Naphthalene-d8 8.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 86
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 81
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 58
5 Bicyclo[4.1.0]heptane, 2-methyl- 110 C8H14 041977-46-2 55
Abundance Scan 945 (7.645 min): BF122062.D\data.ms (-936) (-) m/z 67.10 100.00%
67.1 95.1 152.2
41.1 '
5000
AR AEEEEEREE
123.1 7.40 7.60 7.80 8.00
0 m/z 95.10 90.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 67.0
950 152.0
5000 LA L B I IR L
7.40 7.60 7.80 8.00
m/z 81.10 86.96%
L o
O' ‘\\‘}}\‘\H\‘\\‘\\‘u\\\“\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 67.0
950 1520 LA L B I IR L
7.40 7.60 7.80 8.00
5000 m/z 152.20 84.66%
M 123.0
0! el
miz--> 20 40 60 80 100 120 140 160
Abundance #25429: trans-Decalin, 2-methyl- e M\M%
81.0 7.40 7.60 7.80 8.00
m/z 82.05 83.06%
55.0 152.0
5000
29.0 ‘ 109.0 J
o Ll ol DL e b e
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Undecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.757 12.26 ng 423681 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 64
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
4 Octane, 2-methyl- 128 C9H20 003221-61-2 53
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 964 (7.757 min): BF122062.D\data.ms (-961) (-) m/z 43.10 100.00%
43.1
o T MMU\JJ\W
T
97"1 1191 1551 7.40 7.60 7.80 8.00
bl bl ST 1S s 57,10 92.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38329: Undecane, 2-methyl-
43.0
5000 L L BN B A BN B
71.0 7.40 7.60 7.80 8.00
m/z 71.10 50.77%
Lm0 0 s
0 \\\‘\1\\i}\\h\“\\Hi\‘w\\\M“\\\‘\‘\‘\\\‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl-
43.0
B REEEaE SRS
7.40 7.60 7.80 8.00
5000 71.0 m/z 41.10 49.43%
126.0
0 “‘%‘5@ T P s
miz--> 20 40 60 80 100 120 140 160
Abundance #38327: Undecane, 3-methyl-  RAmaaaE T
57.0 7.40 7.60 7.80 8.00
m/z 85.10 39.15%
5000 85.0
29.0
‘ 141.0
0‘“"M‘NM"M"N:wwu‘wh}}%q““ﬂ“u‘%?qp‘ A L aR SR
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.069 30.50 ng 1053960 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 97
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 86
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
Abundance Scan 1017 (8.069 min): BF122062.D\data.ms (-1013) (-) m/z 57.10 100.00%
57.1
> JUAMUMA¢AUKVVWJMAALﬁ
e REBEEARmEmas R
‘ 98.1 7.80 8.00 8.20 8.40
obr 380 Ny b 1AL 1692 s 43,10 44.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L B L B L AL B
7.80 8.00 8.20 8.40
m/z 71.10 37.83%
29.0 98.0
O\\‘\‘\‘\\““\\\‘!“\\“\\SIQ\\\\“‘\\U\’\\}\4‘1\.(\)\\‘1\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
57.0
e REREERameEas S
7.80 8.00 8.20 8.40
5000 m/z 41.10 25.44%
bt b AT0 L, 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl- e EARRaEEES S
57.0 7.80 8.00 8.20 8.40
m/z 56.10 14.16%
5000
Lo 00
0 e e e e e R R AARERRNRRS
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 6 unknown8.210 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.210 11.17 ng 386044 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 C9H18 002040-95-1 46
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38
3 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 35
4 3-Tridecene, (Z)- 182 C13H26 041446-53-1 30
5 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 25

Abundance Scan 1041 (8.210 min): BF122062.D\data.ms (-1038) (-) m/z 57.10 100.00%
57.1

104.1
5000
R R o
7.80 8.00 8.20 8.40 8.60
Ol m/z 69.10  84.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11534: Cyclopentane, butyl-
41.0 69.0
5000 DL B AL B W
7.80 8.00 8.20 8.40 8.60
970 126.0 m/z 104.10  75.38%
O' \\“!‘\V\H‘\\f\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3320: 1-Hexene, 3-methyl-
55.0
VLUIVENRWAT N WOV
7.80 8.00 8.20 8.40 8.60
5000 m/z 55.10 70.72%
27.0
[
R [ Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl- R EAmaRR R
69.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 41.10 70.12%
5000
97.0
‘ 126.0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 unknown8.298 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.298 30.21 ng 1043800 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 46
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 46
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 43

Abundance Scan 1056 (8 298 min): BF122062.D\data.ms (-1051) (-) m/z 83.10 100.00%

55.1 83.1
5000
137.1 S ——
05 1 ‘ ‘ 166.2 8.00 8.20 8.40 8.60
o \‘\J‘\‘l‘wuc“mu,“\‘\‘u“‘u m/z 55.10  92.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36765: Cyclohexane, hexyl-
55.0 83.0
5000 LU BN L L B L L B R
8.00 8.20 8.40 8.60
m/z 82.10 64.84%
290 168.0
L | 1110
O\\\‘\\\\‘\\\ \\“‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0 e
8.00 8.20 8.40 8.60
5000 ITI/Z 41.10 62.20%
290
0 || 10501250 1680
H“‘H“‘H‘ B R
miz--> 80 100 120 140 160 180
Abundance #11596.Cyd0hexane,(14neﬂwkﬂhyb— A RAR e AR RS
83.0 8.00 8.20 8.40 8.60
550 m/z 57.10  39.52%
5000
27.0 ‘ 126.0
0 H"‘U‘M‘J‘M‘;“‘M"‘,‘m_m_m,””w R s
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Dodecane, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.351 10.09 ng 348648 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
2 Octacosane 394 C28H58 000630-02-4 47
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 47
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 47
5 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 47

Abundance Scan 1065 (8.351 min): BF122062.D\data.ms (-1063) (-) m/z 43.10 100.00%

=

5000 5.1
1371 Py
‘ 1822 8.00 8.20 8.40 8.60
om“h “H“w‘h\ﬂ“‘m“ A e m/z 57.10  79.26%
mlz--> 50 100 150 200 250 300 350
Abundance #48846: Dodecane, 4-methyl-
43.0
5000 85.0 R R R R R

8.00 8.20 8.40 8.60
m/z 71.10 72.83%

141.0
O\\“\“‘\ \‘h\h“\‘h\\U‘\]\_8\4\-(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
AR R
8.00 8.20 8.40 8.60
5000 ITI/Z 41.10 52.58%
ol ‘h“ H | 141 0183 0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #76838: Decane, 3-bromo- e A RARESREE
57.0 8.00 8.20 8.40 8.60
m/z 55.10 47.29%
5000 141.0 MMM
o‘m“u“whwH_m‘mwmwm_m B R R e
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Sulfurous acid, butyl decyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.387 16.93 ng 584979 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 68
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
3 Octadecane 254 C18H38 000593-45-3 58
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 52
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 52

Abundance Scan 1071 (8.387 min): BF122062.D\data.ms (-1068) (-) m/z 57.10 100.00%
57.1

o o MM
= 8.00 8.20 5.40 .60 8.60
165.2 ’ : ’ . '
0 www‘i‘ m!whu ‘W‘:J‘wu_u‘m‘mWm_m_WW_W m/z 43.18  99.80%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
5000 850 I L L I R
8.00 8.20 8.40 8.60 8.80
m/z 71.10 52.91%
29.0
O \‘HH‘\‘\‘H‘H\H‘H“H“HHH‘HH‘\\]:%i‘]:\o\\‘\\\\‘]-\gﬁ‘o\\\\‘\\\\‘HH‘\
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #48851: Dodecane, 2-methyl-
43.0
R M AERe e
8.00 8.20 8.40 8.60 8.80
5000 710 m/z 41.10 51.99%
99.0 141. 0169 0
0 %g‘wﬁwwhJMHWWM‘W‘JW‘HWMHW‘HW‘H‘_H‘_H‘_H‘_
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #105884: Octadecane R RARER R
57.0 8.00 8.20 8.40 8.60 8.80
m/z 85.10 40.41%
5000 85.0
29.0 113.0
0 \‘ \ h ”\ il H‘ \‘ \14\1 0169 0197 02250254C
rprrrr b e e e e R R A
m/z--> 0 20 40 60 80 100120140160180200220240 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Heptadecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.428 32.65 ng 1128170 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 80
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 76
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1078 (8.428 min): BF122062.D\data.ms (-1075) (-) m/z 57.10 100.00%
57.1

?

5000
85.1 \\\\‘\\\\’\\\\‘\\\\‘\\\
‘ ‘ 131 e, 8.20 8.40 8.60 8.80
Obprreerib e 2201882 m/z 71.10  65.56%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
5000 L B I L LI LN B
8.20 8.40 8.60 8.80
85.0 m/z 43.10 57.04%
113.0
0 H‘ J u‘ | 1410 1820 2250253.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
R R RRRE RS
8.20 8.40 8.60 8.80
5000 m/z 41.10 34.82%
85.0
290
o H‘ I ‘ 1130441 0169.0197.0
_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59899: Dodecane, 4,6-dimethyl- R AANEEEREY
57.0 8.20 8.40 8.60 8.80
m/z 56.10 24.62%
5000
29.0‘ 85.0
113.0
ol bbbt 550 D e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.598 37.14 ng 1283420 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Dodecane 170 C12H26 000112-40-3 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58

Abundance Scan 1107 (8.598 min): BF122062.D\data.ms (-1104) (-) m/z 57.10 100.00%
57.1

5000
85.1
R A Ea R MR
h 131.1 160.1184.2 8.20 8.40 8.60 8.80 9.00
om‘m‘U:Hw“w1”WHw‘u_‘H_Mwwww m/z 43.10  81.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 I B LB B
85.0 8.20 8.40 8.60 8.80 9.00
29.0 m/z 71.10 52.14%
0 d h‘ L |, ;11301410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
R R R
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 42.42%
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 #59881: Tetradecane R S R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 30.64%
5000
85.0
290
0“30141016901980‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.663 12.83 ng 443357 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 62
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 46
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 38
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 25
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 25

Abundance Scan 1118 (8.663 min): BF122062.D\data.ms (-1116) (-) m/z 131.05 100.00%

97.1 131.1
5000 55.1
‘ 8.40 8.60 8.80 9.00
Obrrrrr ““‘M Al ‘MM%% ‘ UMJ“E ‘u‘w 2532 18‘22 — m/z 97.10 82.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21675: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 L L R B L BN R
105.0 8.40 8.60 8.80 9.00
m/z 118.10 75.82%
270 510 77.0 ‘
04 T \H.\ \“‘\ \“1‘\“‘1‘\“1 \‘“‘ T “M‘\\ \‘“\‘\ T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
R e
8.40 8.60 8.80 9.00
5000 m/z 146.05 54.08%
105.0
270 5L0 770
0\\\MW\AHJNWWN$WHW\NH\ \VMH\‘H\\_\\W\
miz--> 20 40 60 80 100 120 140 160 180 200 N\w
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl- N RARBREERLE SR e
131.0 8.40 8.60 8.80 9.00
m/z 55.10 47.53%
5000
103.0
39.0 77.0 ‘
0 ‘H‘mu“m“w‘:hwl“_““”p:m!“‘mlw“‘w”wuu_ .
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.692 20.74 ng 716835 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 52
2 Hexadecane 226 C1l6H34 000544-76-3 50
3 Dodecane 170 C12H26 000112-40-3 50
4 Nonadecane 268 C19H40 000629-92-5 47
5 Pentadecane 212 C15H32 000629-62-9 47

Abundance Scan 1123 (8.692 min): BF122062.D\data.ms (-1120) (-) m/z 57.10 100.00%
57.1

85.1 1451 SRS S L 6
‘ “ 1772 8.40 8.60 8.80 9.00
om_Hm“um‘w“HH_m_HWw‘wwwwm m/z 43.10  44.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 850 L B L B L LN B
8.40 8.60 8.80 9.00
29.0 m/z 71.10 40.06%
“ ‘ ‘ “ | ‘1120 141.0 184.0
O\\\‘\\\\‘}\\"\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
AR
8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 30.16%
29.0
o by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane AR B
57.0 8.40 8.60 8.80 9.00
m/z 55.10 24.48%
5000
85.0
290
||| 120 141 1700
om_H‘_mm‘“1‘H”_mu_HWwmwwww I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Tridecane, 6-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.881 10.83 ng 374291 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 47
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 47
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 47

Abundance Scan 1155 (8.881 min): BF122062.D\data.ms (-1153) (-) m/z 57.10 100.00%

57.1
5000
N REREEEEEEEEREE
‘ h ‘ 180.2 8.60 8.80 9.00 9.20
owk‘ww‘“H“‘w‘ ““ e m/z 43.10 51.33%
miz--> 50 100 150 200 250
Abundance #59887: Tridecane, 6-methyl-
57.0
5000 L L B BN LR
8.60 8.80 9.00 9.20
m/z 71.10 46.09%
98.0
0 2\7“\0‘\“ T H‘ \h‘ T ““‘ 1T }J\_4r0‘0 T ?‘8\3\0 L B e
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
SO e T
8.60 8.80 9.00 9.20
5000 m/z 41.10 40.75%
99.0
0 ‘\‘ H\ A \\ | 1410 1830 239.0 296.( W\AMM
ey HH‘HH‘HH‘HH‘
miz--> 50 100 150 200 250
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl- AR AR T
43.0 8.60 8.80 9.00 9.20
m/z 55.10 31.94%
5000
85.0
UL e
oA ——
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Nonane, 4,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.963 11.29 ng 595562  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 76
2 1-Iodoundecane 282 C11H23I 004282-44-4 72
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64

Abundance Scan 1169 (8.963 min): BF122062.D\data.ms (-1165) (-) m/z 57.10 100.00%

57.1
5000
RN EREEER
| h 97-1 1562 8.60 8.80 9.00 9.20
ol A gl P 1062 m/z 43.10  92.46%
miz--> 50 100 150 200 250
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
85.0 8.60 8.80 9.00 9.20
m/z 71.1@  49.95%
126.0
0 \“\ \““‘\ ‘\‘ \“\H‘ \H\h\ \1‘56\0\ LA B e B B e B
miz--> 50 100 150 200 250
Abundance #128607: 1-lodoundecane
57.0
L R Rl
8.60 8.80 9.00 9.20
5000 m/z 41.10  46.98%
27,0 99.0 155.0
ol b b Ll T 1ero 282
miz--> 50 100 150 200 250
Abundance #59889: Tridecane, 2-methyl- R ARARRRERREE
57.0 8.60 8.80 9.00 9.20
m/z 85.10 39.15%
- \JLWM
99.0
27,0 155.0
S o I P O O S
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Dodecane, 2,6,11-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.028 20.71 ng 1092250  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
Abundance Scan 1180 (9.028 min): BF122062.D\data.ms (-1177) (-) m/z 57.10 100.00%
57.1
5000
85.1
R A mmaE T
8.80 9.00 9.20 9.40
H\ \‘\ I I 12\7 ! 15\9 ! 1832 9
0“‘H“‘H“MH"MH"H“‘H“_“‘_“‘_“w““ m/z 71.10 81.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 L B I L I LN B
8.80 9.00 9.20 9.40
85.0 . .21%
29.0 m/z 43.10 56.21%
N L ‘ 130 1410 169.0 1970
\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
R AR B
8.80 9.00 9.20 9.40
5000 m/z 41.10 36.79%
29.0 85.0
L 30 1550 1630 5060
e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- B ARmESEE R
57.0 8.80 9.00 9.20 9.40
m/z 85.10 32.13%
5000
29.0 85.0
A s ORI RE 1
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\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.163 26.41 ng 1393160  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Undecane 156 C11H24 001120-21-4 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74

Abundance Scan 1203 (9.163 min): BF122062.D\data.ms (-1199) (-) m/z 57.10 100.00%
57.1

5000
85.1
e n a e CEREE
h \ 113.1 140.1 173.1198.2 8.809.009.20 9.40
bl il 477021401 17311982 0 ny; 43.10 76.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 850 L L LI LA BN B
8.80 9.00 9.20 9.40
29.0 m/z 71.10  54.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
e AU
8.80 9.00 9.20 9.40
5000 85.0 m/z 41.10 40.65%
29.0
o by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane AR
57.0 8.80 9.00 9.20 9.40
m/z 85.10 34.72%
5000
85.0
290
||| 120 141 1700
0 m_Hwku“1‘H”_mu‘mWwmwwww s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.692 13.03 ng 687125  Acenaphthene-die 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 9-methylheptadecane 254 C18H38 026741-18-4 80
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1293 (9.692 min): BF122062.D\data.ms (-1290) (-) m/z 57.10 100.00%

57.1
5000 85.1
—— —
9.50 10.00
113.1 145.1
o‘H‘mWHh‘_“‘m‘lm‘_m_Hwmwu‘lﬁz“?wz“l?ﬁ”w m/z 43.10  73.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
5000 — —
85.0 9.50 10.00
29.0 m/z 71.10 56.88%
0 \‘ “\‘ | ) 3014101600 2120
\H‘H\\‘\H\‘\H\‘\H\‘\H\‘\1\\‘\H\‘\H\‘H\\‘H\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57.0
— —
9.50 10.00
5000 85.0 ITI/Z 85.10 38.38%
290‘
113.0 1980
e L Y
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 38.12%
5000
140.0
29.0 ‘
11.0
o d P01 es0a060 2s9c M-
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\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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.
12.316 14.66 ng 719301  Phenanthrene-die 11.239
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 (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1739 (12.316 min): BF122062.D\data.ms (-1736) (- m/z 67.05 100.00%
67.0

5000
09.1 S L V—
12.00 12.50
P — ull ““Lw“‘““‘u J “‘18‘2‘1 2202 20312941 7 110 84.74%
miz--> 50 100 150 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 = o
12.00 12.50
09.0 m/z 55.05 71.78%
oL— L“ \H‘h‘ H“\ ‘Hh ‘”u‘ H ‘\‘ — “26‘?‘0‘29‘4‘(
miz--> 50 150 200 250
Abundance #139726: 9,12- Octadecadlenmc acid (z,2)-, methyl ester
67.0
— —
12.00 12.50
5000 m/z 41.10 60.69%
29.0 o 294.(
263.0294-
oL, \“ | - mH ‘uu‘ m ‘\‘1‘8‘1‘0 2200 1 |
m/z--> 200 250
Abundance  #139708: 9,12- Octadecadlenoic acid, methyl ester — T
67.0 12.00 12.50
m/z 95.05 56.82%
5000
29.0 09.0
294.(
ol AL mH uh ‘nhwu”‘ m e 2230 26307°F e
miz--> 50 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample ¢ L4222-01 2X

Misc :

ALS vial : 19 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 10-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.333 27.12 ng 1330810 Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 96
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 95
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 95
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91

Abundance Scan 1742 (12.333 min): BF122062.D\data.ms (-1740) (- m/z 55.10 100.00%

o $
2222 2641 1200 1250
iy . H vt O N ;
o! LIRS ”m R P e m/z 41.10  63.29%
miz--> 15 200 250 300
Abundance #141285. 10-Octadecen0|c acid, methyl ester
55.0
5000 = -
12.00 12.50
264.0 m/z 69.10 62.76%
230 .
Loy, 100 %20 | 2m0
0 L M u‘u\‘ i \HU\ T SRS N
miz--> 50 150 200 250 300
Abundance #141283. 15—Octadecenoic acid, methyl ester
55.0
— —
12.00 12.50
5000 m/z 74.60  62.09%
264.0
. “‘ “ 180.0 222.0 296.0
T T \H‘
miz--> 50 100 150 200 250 300
Abundance  #141313: 11-Octadecenoic acid, methyl ester, (2)- o o
. 12.00 12.50
m/z 83.10 51.36%
5000
264.0
180.0 222.0
0! — =
m/z--> 50 100 150 200 250 300 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122062.D

Acqg On : 21 Oct 2020 18:45
Operator : JU/CG

Sample : L4222-01 2X

Misc :

ALS Vvial : 19 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|
unknown7.369 7.369 10.4 ng 460325 1 6.728 880869 20.0
Naphthalene, de... 7.528 14.3 ng 493284 2 8.010 691128 20.0
1-Methyldecahyd... 7.645 27.8 ng 961173 2 8.010 691128 20.0
Undecane, 2-met... 7.757 12.3 ng 423681 2 8.010 691128 20.0
Undecane, 2,6-d... 8.069 30.5 ng 1053960 2 8.010 691128 20.0
unknown8.210 8.210 11.2 ng 386044 2 8.010 691128 20.0
unknown8.298 8.298 30.2 ng 1043800 2 8.010 691128 20.0
Dodecane, 4-met... 8.351 10.1 ng 348648 2 8.010 691128 20.0
Sulfurous acid,... 8.387 16.9 ng 584979 2 8.010 691128 20.0
Heptadecane, 2,... 8.428 32.6 ng 1128170 2 8.010 691128 20.0
Tridecane 8.598 37.1 ng 1283420 2 8.010 691128 20.0
Naphthalene, 1,... 8.663 12.8 ng 443357 2 8.010 691128 20.0
Hexadecane 8.692 20.7 ng 716835 2 8.010 691128 20.0
Tridecane, 6-me... 8.881 10.8 ng 374291 2 8.010 691128 20.0
Nonane, 4,5-dim... 8.963 11.3 ng 595562 3 9.757 1054990 20.0
Dodecane, 2,6,1... 9.028 20.7 ng 1092250 3 9.757 1054990 20.0
Tetradecane 9.163 26.4 ng 1393160 3 9.757 1054990 20.0
Pentadecane 9.692 13.0 ng 687125 3 9.757 1054990 20.0
9,12-Octadecadi... 12.316 14.7 ng 719301 4 1.239 981442 20.0
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10-Octadecenoic... ng 1330810 .239 981442 20.
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