LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS Vvial : 12 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122858.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.434 565 569 579 rBV 1133553 1144295 89.24% 5.761%
2 6.069 674 677 680 rBvV2 53543 61915 4.83% 0.312%
3 6.257 704 709 712 rBV2 35621 41419 3.23% 0.209%
4 6.351 722 725 727 rBV 55685 55068 4.29% 0.277%
5 6.410 731 735 738 rBV2 34722 42525 3.32% 0.214%
6 6.451 738 742 756 rVB 1068245 1282243 100.00% 6.455%
7 6.557 756 760 765 rBV6 42143 76370  5.96% 0.384%
8 6.657 773 777 779 rBvV2 101423 101137 7.89% 0.509%
9 6.816 800 804 811 rW 859320 865464 67.50% 4.357%
106 6.875 811 814 818 rVV2 79605 77550  6.05% ©.390%
11 6.934 822 824 827 rW 39943 37912 2.96% 0.191%
12 6.963 827 829 833 rW 108126 103712 8.09% 0.522%
13 6.998 833 835 838 rVB 33644 27086 2.11% 0.136%
14 7.051 841 844 845 rBV2 34855 29468 2.30% 0.148%
15 7.092 848 851 854 rVB3 93068 100286 7.82% 0.505%
16 7.139 854 859 860 rBV2 60396 85451 6.66% 0.430%
17 7.157 860 862 866 rVB2 52813 47749  3.72%  0.240%
18 7.210 868 871 874 rVV2 126385 125167 9.76% 0.630%
19 7.245 874 877 882 rVB4 24820 33432 2.61% 0.168%
20 7.292 882 885 890 rBV6 14574 29023 2.26% 0.146%
21 7.351 890 895 897 rVW3 95443 125443 9.78% 0.632%
22 7.381 897 900 904 rW 780930 780304 60.85% 3.928%
23 7.416 904 906 910 rwv 224726 182772 14.25% 0.920%
24 7.469 910 915 918 rVB5 93418 126550 9.87% 0.637%
25 7.504 918 921 923 rBV2 41762 50681 3.95% ©.255%
26 7.534 923 926 930 rVWW6 47240 61319 4.78% 0.309%
27 7.575 930 933 935 rW3 39734 48005 3.74% 0.242%
28 7.598 935 937 939 rW 65422 69205 5.40% 0.348%
29 7.622 939 941 945 rvVB2 95278 98385 7.67% 0.495%
30 7.704 952 955 956 rBV2 35983 35059 2.73% 0.176%
31 7.722 956 958 960 rVvW2 65024 66319 5.17% 0.334%
32 7.739 960 961 966 rvv4 65657 82445 6.43% 0.415%
33 7.786 966 969 971 rVB3 55497 51999 4.06% 0.262%
34 7.822 971 975 976 rBV3 67124 56804 4.43%  0.286%
35 7.845 976 979 985 rVV5 83084 146724 11.44% 0.739%
36 7.898 985 988 989 rw 47772 36068 2.81% 0.182%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS Vvial : 12 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.922 989 992 994 rVV3 45807 49997 3.90% ©0.252%
38 7.939 994 995 998 rVB 48670 30877 2.41%  ©.155%
39 7.975 998 1001 1004 rBV3 43674 57496 4.48% 0.289%
40 8.104 1017 1023 1026 rVV 1016147 1130208 88.14% 5.690%
41 8.163 1029 1033 1036 rVB2 145077 160136 12.49% ©.806%
42 8.192 1036 1038 1041 rBV3 57263 49159 3.83% 0.247%
43 8.257 1046 1049 1051 rBv4 28213 35610 2.78% 0.179%
44  8.304 1054 1057 1060 rVB2 67739 78957 6.16% 0.397%
45 8.345 1060 1064 1068 rBV5 26662 45747 3.57% ©.230%
46 8.392 1068 1072 1075 rBv4 93602 114473 8.93% 0.576%
47 8.451 1079 1082 1084 rBV3 53249 54660 4.26% 0.275%
48 8.481 1084 1087 1091 rVB3 85455 84377 6.58%  0.425%
49 8.522 1091 1094 1096 rBV 159114 135391 10.56% 0.682%
50 8.545 1096 1098 1100 rVB 45830 30477 2.38% ©.153%
51 8.569 1100 1102 1104 rVB2 41344 32303 2.52% ©0.163%
52 8.604 1105 1108 1111 rBV2 84576 75470 5.89% 0.380%
53 8.645 1111 1115 1117 rBv4 39601 46206 3.60% ©.233%
54 8.692 1120 1123 1127 rBV 361336 301087 23.48% 1.516%
55 8.763 1132 1135 1137 rVV2 49798 43549 3.40% ©0.219%
56 8.792 1137 1140 1143 rVB3 80285 80407 6.27% 0.405%
57 8.922 1160 1162 1165 rVB 74568 64460 5.03% ©0.325%
58 8.975 1169 1171 1175 rBV4 40584 52858 4.12% 0.266%
59 9.057 1181 1185 1189 rVB4 75557 101139 7.89% 0.509%
60 9.098 1189 1192 1194 rBV 60208 48194 3.76% 0.243%
61 9.122 1194 1196 1202 rVB2 144334 125253 9.77% ©.631%
62 9.175 1202 1205 1210 rBV 1533485 1256970 98.03% 6.328%
63 9.257 1216 1219 1224 rBV 343113 319783 24.94% 1.610%
64 9.298 1224 1226 1229 rVV3 33607 50008 3.90% ©0.252%
65 9.328 1229 1231 1234 rVV3 61730 60117 4.69% 0.303%
66 9.516 1260 1263 1265 rVV2 44943 48962 3.82% 0.246%
67 9.533 1265 1266 1269 rVB2 50397 37324 2.91% ©0.188%
68 9.575 1269 1273 1276 rBv4 154342 206012 16.07% 1.037%
69 9.598 1276 1277 1281 rVB2 57359 47771 3.73% 0.240%
70 9.639 1281 1284 1286 rVB 52940 47405 3.70% 0.239%
71 9.669 1287 1289 1295 rVB5 20358 28470 2.22% ©0.143%
72 9.722 1295 1298 1302 rVB4 24598 35257 2.75% 0.177%
73 9.786 1306 1309 1313 rVB 247761 192478 15.01% 0.969%
74 9.857 1317 1321 1325 rVV 1212493 989424 77.16%  4.981%
75 10.016 1345 1348 1351 rVV3 27037 39120 3.05% ©.197%
76 10.045 1351 1353 1357 rVV3 28696 44715 3.49% 0.225%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS Vvial : 12 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 10.110 1360 1364 1368 rVV3 42829 53650 4.18% 0.270%
78 10.286 1391 1394 1397 rVV 154395 120731 9.42% ©.608%
79 10.504 1426 1431 1438 rBV 42224 62698 4.89% 0.316%
80 10.645 1451 1455 1466 rVB 893283 860515 67.11% 4.332%
81 10.757 1472 1474 1479 rVB 84322 99695 7.78% ©.502%
82 11.204 1544 1550 1553 rBV 46544 49931 3.89% 0.251%
83 11.239 1553 1556 1562 rVB2 28402 33192 2.59% 0.167%
84 11.345 1570 1574 1576 rBV 995667 963878 75.17% 4.852%
85 11.363 1576 1577 1582 rVV 157502 145973 11.38% ©.735%
86 11.422 1584 1587 1590 rVB 34444 37574 2.93% 0.189%
87 11.733 1637 1640 1643 rVB 85659 62861 4.90% 0.316%
88 11.869 1660 1663 1671 rVV3 93041 107717  8.40% ©.542%
89 12.416 1754 1756 1758 rBV 107315 104888 8.18% ©0.528%
90 12.439 1758 1760 1765 rVB3 171665 145090 11.32% 0.730%
91 12.527 1771 1775 1777 rBV2 34601 34207 2.67% ©0.172%
92 12.557 1777 1780 1785 rBV 240268 216485 16.88%  1.090%
93 12.786 1813 1819 1825 rVV 196648 230704 17.99% 1.161%
94 12.927 1839 1843 1846 rBV 1372698 1249646 97.46%  6.291%
95 13.110 1872 1874 1878 rVB2 31593 35571 2.77%  ©.179%
96 13.839 1994 1998 2007 rBV6 83882 191411 14.93% 0.964%
97 13.986 2018 2023 2026 rBV 915789 965251 75.28%  4.859%
98 15.021 2196 2199 2202 rBV 80226 113525 8.85% ©.572%
99 15.386 2258 2261 2266 rBV 81350 107377 8.37% 0.541%
100 15.445 2267 2271 2279 rVB 786306 1053689 82.18%  5.305%

Sum of corrected areas: 19863920
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Dec 2020 16:41

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
BF122858.D

Ju/CaG
L5198-01 2X

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 14
R.T. EstConc Area Relative to ISTD R.T.
6.657 2.34 ng 101137 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Octane, 4-ethyl- 142 C1OH22 015869-86-0 68
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
4 Tridecane 184 C13H28 000629-50-5 59
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
Abundance Scan 777 (6.657 min): BF122858.D\data.ms (-773) (-) m/z 57.05 100.00%
57.0
5000
85.1
A
391 111 1
| M ‘h “ 422 6.406:60 6,80 7.00
0 b il b HJM““‘M‘H“““ m/z 43.05 96.74%
miz--> 20 40 60 80 100 120 140 160
Abundance #19158: Decane
43.0
5000 L L I L LI L B
71.0 6.40 6.60 6.80 7.00
m/z 41.10 52.67%
O\\\‘\ \\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #19161: Octane, 4-ethyl-
57.0
A mEEa R
6.40 6.60 6.80 7.00
5000 m/z 71.05 45 .44%
29.0 gso 1120
T A R
om_m‘m ““,

m/z--> 6 100 120 140 160

Abundance #38344: Decane, 3,8-dimethyl-

57.0 6.40 6.60 6.80 7.00

m/z 85.10 28.29%
5000
85.0
29.0
L e gy

0""‘M‘Hﬁ‘“u‘J:‘_“‘H“ﬂ‘_“‘ﬁ““}gqq AL L

m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Cyclohexane, (2-methylpropyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.963 2.40 ng 103712 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 68
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 53
3 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 53
4 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 53
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
Abundance Scan 829 (6.963 min): BF122858.D\data.ms (-827) (-) m/z 83.05 100.00%
83.0
41.0
SO
| | 140.1 6.60 6.80 7.00 7.20
ol ML . m/z 55.05 85.04%
mlz--> 50 100 150 200 250 300 350
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55.0
5000 L L LI LA BN B
6.60 6.80 7.00 7.20
P70 m/z 82.65 59.83%
‘ H ‘ 140.0
Ol\\d‘\‘“\u\‘\“‘\\‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #92571: Cyclohexane, undecyl-
3.0
T
6.60 6.80 7.00 7.20
5000 m/z 41.05 52.96%
41.0
ol Liie9 2880
miz--> 50 100 150 200 250 300 350
Abundance #184205: Cyclohexane, nonadecyl- A ERARamamE R
83.0 6.60 6.80 7.00 7.20
m/z 57.05 52.85%
5000
“““ e i o e A P T
mlz--> 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 unknown7.09 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.092 2.32 ng 100286 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 35
2 Cyclopropane, 1-butyl-1-methyl-2... 154 C11H22 041977-34-8 27
3 1-Undecene 154 C11H22 000821-95-4 22
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 22
5 4-Decene, 3-methyl-, (E)- 154 C11H22 062338-47-0 22

Abundance Scan 851 (7.092 min): BF122858.D\data.ms (-848) (-) m/z 57.05 100.00%

57.0 105.1
5000
84.1
39 1341 L R R B B
H ‘ 154.1 6.80 7.00 7.20 7.40
0 AL m/z 105.10 91.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36735: 1-Dodecene

55.0

83.0 JL\
A 1WA

6.80 7.00 7.20 7.40
m/z 43.10 72.82%

5000

111.0
‘ \ 140.0 168.0
0+ \\1‘\\‘1\‘\“\\\i\\\\‘\}\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #27099: Cyclopropane, 1-butyl-1-methyl-2-propyl-
55.0
P e
6.80 7.00 7.20 7.40
5000 m/Z 55.10 53.99%
97.0
154.0
0 Lorre | 150 |
cerprre e R R
miz--> 20 40 60 80 100 120 140 160
Abundance #27018: 1-Undecene NAAREmEEaS R
43.0 70.0 6.80 7.00 7.20 7.40
' m/z 41.05 45.26%
5000
97.0
154.0
o150 0 e W0 o el
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41

Operator Ju/caG

Sample L5198-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 4 Naphthalene, decahydro-, tr... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

7.210 2.89 ng 125167 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 91
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 50
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 45
4 Cyclodecene 138 C10H18 003618-12-0 43
5 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 43

Abundance Scan 871 (7.210 min): BF122858.D\data.ms (-868) (-) m/z 105.10 100.00%
105.1

41.0 57.0
5000
81.0 138.1 ]L\
‘ ‘ 656‘7‘66‘7“26%6‘7&6
] E— u““‘: ‘H; Mw‘wu‘h, L, 1,23}9 R m/z 57.05 54.97%
miz--> 20 40 60 80 100 120 140
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0
5000 DL B R B R
6.80 7.00 7.20 7.40 7.60
‘ 1090 m/z 67.05 53.80%
O T T ‘2\6‘1\b\ T }M\ \HH} ‘ \“ ‘\ \“‘J ‘\ \‘\H" T \“\ T ’ LI \" T
miz--> 20 40 60 80 100 120 140
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
A
AR RS
6.80 7.00 7.20 7.40 7.60
5000 41.0 m/z 41.05 52.73%
ARSI N Y O -
miz--> 20 40 60 80 100 120 140
Abundance #16914: Naphthalene, decahydro-, cis- R A Raama E e
7.0 6.80 7.00 7.20 7.40 7.60
41.0 9
138.0 m/z 71.10 44.75%
96.0 )
5000
20 | L |
i W -1 A W/ L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41

Operator : JU/CG

Sample L5198-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 5 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.469 2.24 ng 126550 Naphthalene-d8 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 52
2 3,4-Dihydro-2-quinoxalinol 148 C8H8N20 1000332-36-8 25
3 Cyclohexane, 1l-ethyl-2-propyl- 154 C11H22 062238-33-9 25
4 4'-Methylpropiophenone 148 C10H120 005337-93-9 25
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 22
Abundance Scan 915 (7.469 min): BF122858.D\data.ms (-910) (-) m/z 119.10 100.00%
69.1 1191
41.0
5000 911 148.1
‘ ‘ ‘ M ‘ ‘ 7.20 7.40 7.60 7.80
o Wl BB L L s 16510 92.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
5000
91.0 148.0 7.20 7.40 7.60 7.80
m/z 69.10 86.62%
390 650 ‘ ‘ H
0 \1\5‘\.(‘)\“\‘}\‘i‘\\“‘\‘\““\‘\\‘iH‘\\‘U\“M‘\\ll\}“\‘\‘\\‘\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #23160: 3,4-Dihydro-2-quinoxalinol
119.0
DD
7.20 7.40 7.60 7.80
5000 148.0 m/z 55.10  65.96%
65.0 92.0
o180 4 e e b
miz--> 20 40 60 80 100 120 140 160
Abundance #27082: Cyclohexane, 1-ethyl-2-propyl-  EAEEmEEEE e R
69.0 7.20 7.40 7.60 7.80
m/z 41.00 49.33%
5000 111.0
41.0
20 40 60

m/z-->

80 100 120 140 160

8270-BF120520.M Fri Dec 25 17:05:21 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.845 2.60 ng 146724  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1eH14 000527-84-4 87
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 81
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 81
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 74
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 74
Abundance Scan 979 (7.845 min): BF122858.D\data.ms (-976) (-) m/z 119.05 100.00%
119.1
5000 134.1

43.0 “‘WV

‘ ‘ 711 911 7.60 7.80 8.00 8.20
0k w;‘w T M bl m/z 134.05  47.63%

miz--> 20 40 60 80 100 120 140

Abundance #14806: 0o-Cymene

119.0
5000 910 r\mu‘um‘uu‘uu’u\
: 7.60 7.80 8.00 8.20
134.0 m/z 117.00  27.56%
39.0 65.0 ‘
0 \1\5‘\-0‘\‘\\\“\\“1‘\““1‘\\\‘H‘\\‘“\“H‘\\‘}H\\\‘\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0
7.60 7.80 8.00 8.20
5000 m/z 43.05 21.54%
134.0
39.0 65.0 91.0
0 \\\‘\M\\M‘\WN\‘Wﬁ\\“‘\\t\‘ﬂ\\M‘l\\\u‘\\
miz--> 20 40 60 80 100 120 140
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)- AR REES RO
119.0 7.60 7.80 8.00 8.20
m/z 57.10 20.80%
5000
91.0 134.0
39.0 65.0 |
ot e e L el DA R
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF120520.M Fri Dec 25 17:05:22 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Undecane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.163 2.83 ng 160136  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
3 5-Ethyldecane 170 C12H26 017302-36-2 78
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72

Abundance Scan 1033 (8.163 min): BF122858.D\data.ms (-1029) (-) m/z 57.05 100.00%
57.0

o MM
e A ARRaRAEEES
‘ 98.1 140.2 7.80 8.00 8.20 8.40
Obprrrrt i 709 T1 g 1402 692 01 10 43.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L L L L B L I R B
7.80 8.00 8.20 8.40
m/z 43.05 42.94%
29.0 ‘ 98.0
O\\‘\‘\‘\\“‘\\\‘!“\\“\\8#)\‘\\\“‘\\U\‘\\\]-\4.‘1\.(\)\\‘1\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
AR LE
7.80 8.00 8.20 8.40
5000 ITI/Z 41.10 25.30%
29.0 85.0
SN s LB CRET Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38319: 5-Ethyldecane R E s A RAREaRREE
57.0 7.80 8.00 8.20 8.40
m/z 56.05 13.48%
5000
8a0 140.0
112.0 :
S O s o
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF120520.M Fri Dec 25 17:05:22 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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, 2,6,11-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.522 2.40 ng 135391 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59

Abundance Scan 1094 (8.522 min): BF122858.D\data.ms (-1091) (-) m/z 57.10 100.00%

57.1
o m
85.0 e et
| ‘ M ‘ 11‘3 1 1542 182 8.20 8.40 8.60 8.80
OF ool el S SS S S m/z 71,10 73.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 L L R B B
8.20 8.40 8.60 8.80
85.0 . .29%
290 m/z 43.10 56.29%
ol Iy ‘ 1130 1410 169.0 197.0
\‘\\\\‘\\\ ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
R EAARREEES aabot
8.20 8.40 8.60 8.80
5000 m/z 41.10 33.99%
29.0 85.0
O et bbb 40,1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #182581: Sulfurous acid, 2-ethylhexyl undecyl ester S RARREE
57.0 8.20 8.40 8.60 8.80
m/z 56.05 23.11%
5000
85.0 113.0
290 | | 155.0
oWu“WH‘!_“‘m“mu‘_‘1WHWHMWHWH_m i
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF120520.M Fri Dec 25 17:05:23 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Tridecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.692 5.33 ng 301087 Naphthalene-d8 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 81
4 Tetradecane 198 C14H30 000629-59-4 80
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80

Abundance Scan 1123 (8.692 min): BF122858.D\data.ms (-1120) (-)
57.1

m/z 57.10 100.00%

5000
85.1
CT T
8.40 8.60 8.80 9.00
131.0
Y —S wH\ b 16010882 o a3 65 77.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 L B B B B
85.0 8.40 8.60 8.80 9.00
290 m/z 71.85  56.99%
‘\ “ | | | 11301410 1840
O \\\‘\\\\“}\\\“\\H\“l‘\\\“‘\\U\‘\‘\\\“\\\\‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
T T e
8.40 8.60 8.80 9.00
5000 m/z 41.10 40.11%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11\\3'0‘14‘1'0 169.0 226.0
e e e S S e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-butyl- e EARRaEEEsS S
430 41, 8.40 8.60 8.80 9.00
m/z 85.10 35.32%
h 1 M
97.0
SN A -5 o) A, Y RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF120520.M Fri Dec 25 17:05:24 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.122 2.53 ng 125253  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
3 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 53
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 50
5 Tetracosane 338 C24H50 000646-31-1 47

Abundance Scan 1196 (9.122 min): BF122858.D\data.ms (-1194) (-) m/z 57.10 100.00%

57.1
5000
sa0 m
e ARERaERRESS e
127.1 8.80 9.00 9.20 9.40
| 1591 183.2 9
O R T A m/z 71.10 89.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 L L R B B
8.80 9.00 9.20 9.40
290‘ 85.0 m/z 43.10 59.95%
113.0
O T ‘ \M‘\ \“‘\ T \M“ T \‘M T ‘w‘\ T \“ T M\ ‘ \“\\]_\4’1\.\0\ T ‘ TT \178‘3\.\0\\ ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
R AR a S
8.80 9.00 9.20 9.40
5000 m/z 41.05 36.80%
29.0 85.0
Ll M0 e50 1830 2060
R o R RGeS A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52086: Oxalic acid, ethyl neopentyl ester  AAEEaEEEE S
57.0 8.80 9.00 9.20 9.40
m/z 85.05 35.91%
5000 29.0
A mma R RN RERLS S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF120520.M Fri Dec 25 17:05:25 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.257 6.46 ng 319783  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81

Abundance Scan 1219 (9.257 min): BF122858.D\data.ms (-1216) (-) m/z 57.10 100.00%

57.1
5000 85.1
o RRAREREEEES ST
h | 113.1141.2169 1198.2 9.00 9.20 9.40 9.60
bbb o 101216911982 myz 43.10  76.74%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59882: Tetradecane
57.0
5000 850 L L I L LI LN B
9.00 9.20 9.40 9.60
29.0 m/z 71.10  60.07%
. L\ L || 1201420690198
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83027: Hexadecane
57.0
BRREEESEISE L
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 39.99%
29.0
0 H‘ -l H\ UL ‘11 \141 0169. 0197. 0226 0
e A e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane e RARRNEEAEE
57.0 9.00 9.20 9.40 9.60
m/z 85.10 39.30%
85.0
5000
29.0
0 \‘ \ | \\‘\ HH\ \H\ ‘11\? 0\141 0169 0197 0 268 (
‘H‘H‘wu‘w‘H‘_H‘_‘H‘HH,H‘W‘H‘_H‘_‘H,HH‘H‘W‘H‘ AR
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60

8270-BF120520.M Fri Dec 25 17:05:26 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.786 3.89 ng 192478  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Pentadecane 212 C15H32 000629-62-9 59
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53

Abundance Scan 1309 (9.786 min): BF122858.D\data.ms (-1306) (-) m/z 57.10 100.00%
57.1

—— .
H 1131 14511691 2123 950 1000
Ol ot TR0, MDA169.0 2128 43,10 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 T UL
9.50 10.00
29.0 m/z 71.10 63.90%
0 L0 L) 130 1410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
—— .
9.50 10.00
5000 m/z 85.10 41.97%
85.0
29.0
0 d h‘ Loy 11301410 1840
R R e B AR AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane T T
57.0 9.50 10.00
m/z 41.10 35.09%
5000
85.0
29.0
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
rrrrr e e e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF120520.M Fri Dec 25 17:05:27 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.286 2.44 ng 120731  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86

Abundance Scan 1394 (10.286 min): BF122858.D\data.ms (-1391) (- m/z 57.10 100.00%
57.1

-

5000 85.0
113.1 10.00 10.50
140.1
ome‘h"Hm“”_WH‘_mh_wH_‘“‘1‘7“2“0‘”‘_H?Ef"?ww m/z 43.05 68.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane
57.0
5000 85.0  — Y,
10.00 10.50
290 m/z 71.85 65.17%
6 L\ L L 13014101690 1%80
H‘HH‘\\H‘HH‘HH‘HH‘H\\‘\\H‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #83023: Hexadecane
57.0
e =
10.00 10.50
m/z 85.05 46.90%
5000 85.0
29.0
ool [30101016901570 2260
repre et el e S AT e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #105884: Octadecane T =
57.0 10.00 10.50
m/z 41.10 34.01%
5000 85.0
29.0 113.0
0 \‘\ h ”\ A H‘ \‘ \14\101690197022502540
HM‘H_‘H‘HH‘HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Heneicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.757 2.07 ng 99695  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1474 (10.757 min): BF122858.D\data.ms (-1472) (-, m/z 57.05 100.00%
57.0

— —
99"1 169.2 10.50 11.00
ob A b e 88y 43010 75.21%
miz--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
5000 7 —
10.50 11.00
99.0 m/z 71.10 72.09%
OL\5\Q‘\ “h\ ”H‘ \‘h‘\ h“ \“‘ \%41‘1.‘?\ %8\‘3\0‘ \22\5\0\ T \2?6‘(\) T
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
R —
10.50 11.00
5000 m/z 85.10  48.55%
99.0
olso L | (11 050 200
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- T .
57.0 10.50 11.00
m/z 41.05 34.95%
99.0 183.
bbb L pere T awg Tkl
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.868 2.24 ng 107717  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 1663 (11.869 min): BF122858.D\data.ms (-1660) (1 m/z 73.00 100.00%

73.0
43.0
5000 129.1
213.2
157.1185.1 256.3 11.50 12.00
0/ m/z 43.05 77.73%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN RN
11.50 12.00
157.01g5 02130  256.0 m/z 60.00 71.28%
O,
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #72648: Tridecanoic acid
73.0
— A
43.0 11.50 12.00
5000 ITI/Z 41.05 60.55%
129.0
1710 2140
101.0 ‘ ‘
o151Oﬂ
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid I T
43.0 73.0 11.50 12.00
m/z 57.05 59.68%
5000 129.0
199.0
s e
osol WA b [0y L, | e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 2-Chloroethyl linoleate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.416 2.18 ng 104888  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 90
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 74
3 7-Hexadecyne 222 C16H30 074685-28-2 74
4 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 70
5 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 70
Abundance Scan 1756 (12.416 min): BF122858.D\data.ms (-1754) (- m/z 67.05 100.00%
67.
——
150 1 5 11 2631 12.50
0 O PR m/z 81.05 87.52%
miz-> 50 150 200 250 300
Abundance #178355 2-Chloroethyl linoleate
67.
5000 1
12.50
09.0 m/z 55.05 66.38%
263.0
O L T “ ““ ‘\“h‘\hh\ w” \“\ T ‘ T T T ’ T T T T ‘ T \374“2"'
miz--> 100 150 200 250 300
Abundance #139733. 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
——
12.50
5000 m/z 95.05 60.52%
09.0
m 262.0
0 J‘M”m”umwHw,mm_w‘
miz--> 50 100 150 200 250 300
Abundance #79550: 7-Hexadecyne —
67.0 12.50
m/z 41.05 54.57%
5000 29
090
oAb assozene e
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 +trans-13-Octadecenoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.439 3.01 ng 145090  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 90
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 83
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 83
Abundance Scan 1760 (12.439 min): BF122858.D\data.ms (-1758) (- m/z 55.10 100.00%
55.1
5000
264.1 . T
‘ H H 139.1 180.1 222.2 ‘ 12f50
oL hm | \\ \\ L \HH\\\hmum\h\‘mh‘\ \\“u L H‘\ o “‘ — m/z 74.00 71.46%
m/z--> 200 250 300
Abundance #141314. trans-13-Octadecenoic acid, methyl ester
55.0
5000 1T A‘J\‘
97.0 12.50
m/z 69.05 70.78%

o

264.0 ' R
38.0 180 0 222.0
]"5"0\\‘ ‘ LJM H‘H\ H‘HM\ alla \H\‘M U I R ‘ ‘h‘ ‘2‘96‘(:
miz--> 50 100 150 200 250 300
Abundance #141277: 6-Octadecenoic acid, methyl ester
41.0] 74.0
\

12.50
5000 m/z 83.10 67.97%

ob— ““\ ‘\ ¢ . '
m/z--> 50 100 150 200 250 300
I

Abundance #141285: 10-Octadecenoic acid, methyl ester ; :
55.0 12.50
m/z 41.10 66.21%

180.0 222.0 296.C
I

m/z--> 50 100 150 200 250 300 12.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.839 3.97 ng 191411 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 1-Octadecene 252 C18H36 000112-88-9 96
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1998 (13.839 min): BF122858.D\data.ms (-1994) (- m/z 83.10 100.00%

43.1) 83.1
5000 '

267.0 1350 14.00

m/z 57.05 95.40%

m/z--> 50 100 150 200 250
Abundance #104157: E-15-Heptadecenal
43.0

5000

162.0 196,1

13. 50 14 00
m/z 55.05 92.31%

25 0
T T T T ‘ \ \ T T \ T T T T
m/z--> 50 100 150 200 250
Abundance #104182: 1-Octadecene
43.0

83.0 — —
13.50 14.00
5000 m/z 43.10  90.23%
Fzs.o
2520
= “‘ H\ “ H ‘ ‘\ it ‘\h‘ “‘ 1‘680 2100 —
m/z--> 50 100 150 200 250
Abundance #104186: 5-Octadecene, (E)- — —
55.0 13.50 14.00
m/z 97.05 85.61%
- WJ\/\/WV
0 25\‘0‘\ \\h l | 1390 1m0 2520
m/z--> 50 100 150 200 250 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Benzo[e]pyrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.021 2.15 ng 113525 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[a]pyrene 252 C20H12 000050-32-8 91
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 87
4 Perylene 252 C20H12 000198-55-0 87
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81

Abundance Scan 2199 (15.021 min): BF122858.D\data.ms (-2196) (-  m/z 252.10 100.00%

25p.1
5000
126.0 ‘15}00‘ |
. . 296.1 . :
otk 831 ) | 16502093 | 2961 357.2400. ., 259.10  23.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000 T ‘
15.00
m/z 253.10  21.57%
125.0
0390 83.0 | 200.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
T \
15.00
5000 ITI/Z 126.00 11.88%
126.0
0B9:0_87.0 , | 200.0 \
—
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene T
252.0 15.00
m/z 125.00 9.29%
5000
126.0
0390 87.0 | 200.0, H
L e B T R IR N ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122858.D

Acqg On : 24 Dec 2020 16:41
Operator : JU/CG

Sample : L5198-01 2X

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 6.657 2.3 ng 101137 1 6.816 865464 20.0
Cyclohexane, (2... 6.963 2.4 ng 103712 1 6.816 865464 20.0
unknown?7.09 7.092 2.3 ng 100286 1 6.816 865464 20.0
Naphthalene, de... 7.210 2.9 ng 125167 1 6.816 865464 20.0
Benzene, 1,3-di... 7.469 2.2 ng 126550 2 8.104 1130210 20.0
o-Cymene 7.845 2.6 ng 146724 2 8.104 1130210 20.0
Undecane, 2,6-d... 8.163 2.8 ng 160136 2  8.104 1130210 20.0
Dodecane, 2,6,1 8.522 2.4 ng 135391 2 8.104 1130210 20.0
Tridecane 8.692 5.3 ng 301087 2 8.104 1130210 20.0
Dodecane, 2,7,1... 9.122 2.5 ng 125253 3 9.857 989424 20.0
Tetradecane 9.257 6.5 ng 319783 3 9.857 989424 20.0
Pentadecane 9.786 3.9 ng 192478 3 9.857 989424 20.0
Hexadecane 10.286 2.4 ng 120731 3 9.857 989424 20.0
Heneicosane 10.757 2.1 ng 99695 4 11.345 963878 20.0
n-Hexadecanoic ... 11.868 2.2 ng 107717 4 11.345 963878 20.0
2-Chloroethyl 1... 12.416 2.2 ng 104888 4 11.345 963878 20.0
trans-13-Octade... 12.439 3.0 ng 145090 4 11.345 963878 20.0
E-15-Heptadecenal 13.839 4.0 ng 191411 5 13.986 965251 20.0
Benzo[e]pyrene 15.021 2.1 ng 113525 6 15.445 1053690 20.0
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