LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 4

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123366.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.404 50 54 98 rVB2 6719718 27341224 36.73% 8.465%
2 5.557 585 590 593 rBV 4941109 4878208 6.55% 1.510%
3 6.528 748 755 766 rBV 3819454 5601169 7.52% 1.734%
4 6.863 806 812 815 rBV 2814334 2983387 4.01% 0.924%
5 7.422 896 907 909 rBV 2699952 4551727 6.11% 1.409%
6 7.445 909 911 915 rVB 1228205 1257651 1.69% 0.389%
7 7.757 955 964 965 rBv4 439397 819898 1.10% 0.254%
8 7.881 982 985 991 rVW5 724296 1249826 1.68% 0.387%
9 8.122 1015 1026 1028 rBV2 3280245 6322277 8.49% 1.957%
10 8.139 1028 1029 1032 rVV 2913011 2269466 3.05% 0.703%
11  8.198 1034 1039 1041 rVB3 875629 1405615 1.89% 0.435%
12 8.428 1072 1078 1082 rBV6 866420 1433100 1.93% 0.444%
13 8.516 1090 1093 1096 rVV3 658929 1007751 1.35% 0.312%
14  8.557 1096 1100 1102 rVV2 1056073 1311044 1.76% 0.406%
15 8.645 1112 1115 1117 rVB 1041377 950767 1.28% 0.294%
16 8.728 1122 1129 1133 rBV 3153995 4673942 6.28% 1.447%
17 8.963 1166 1169 1171 rVB2 909756 762855 1.02% 0.236%
18 9.092 1187 1191 1195 rVB4 644726 1065601 1.43% 0.330%
19 9.133 1195 1198 1200 rBV 775525 778674 1.05% 0.241%
20 9.157 1200 1202 1204 rVV2 1060848 951659 1.28% 0.295%
21  9.180 1204 1206 1208 rVV2 925851 966527 1.30%  0.299%
22 9.216 1209 1212 1215 rVB 4018160 3602745 4.84% 1.115%
23 9.298 1216 1226 1229 rBV 4163405 6187543 8.31% 1.916%
24 9.551 1267 1269 1271 rVV2 819648 897320 1.21% 0.278%
25 9.575 1271 1273 1276 rVV3 911219 1196644 1.61% 0.370%
26 9.616 1276 1280 1282 rVV5 1861779 2733123 3.67% 0.846%
27 9.639 1282 1284 1287 rVV2 1011457 1147025 1.54% 0.355%
28 9.798 1308 1311 1314 rVV 1307798 2013160 2.70% 0.623%
29 9.833 1314 1317 1320 rVV 4182822 3954098 5.31% 1.224%
30 9.869 1320 1323 1325 rVV3 1009614 1426260 1.92% 0.442%
31 9.904 1325 1329 1332 rVV 3627067 3578882 4.81% 1.108%
32 10.063 1352 1356 1358 rBV2 540132 788067 1.06% 0.244%
33 10.151 1367 1371 1375 rVV3 1099909 1493126 2.01% 0.462%
34 10.333 1398 1402 1404 rVV 4344052 3960472 5.32% 1.226%
35 10.551 1434 1439 1442 rBV 1540383 1830155 2.46% 0.567%

36 10.698 1461 1464 1467 rBV 2927648 2538208 3.41% 0.786%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 4

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.810 1479 1483 1491 rVB 4215937 5831495 7.83% 1.805%
38 11.257 1555 1559 1561 rBV 4009109 3381207 4.54% 1.047%
39 11.286 1561 1564 1570 rVB 1943223 2082329 2.80% 0.645%
40 11.398 1579 1583 1585 rBV 3900244 3880991 5.21% 1.202%
41 11.421 1585 1587 1593 rVV2 1307722 1401928 1.88% ©0.434%
42 11.633 1620 1623 1628 rVV3 508465 765546 1.03% 0.237%
43 11.686 1628 1632 1634 rVV 3690115 3405805 4.58% 1.054%
44 11.710 1634 1636 1638 rVV 910024 860158 1.16% ©.266%
45 11.751 1640 1643 1645 rVV 1116817 1576864  2.12%  ©.488%

46 11.810 1645 1653 1656 rVB 12720626 23208147 31.18% 7.185%
47 11.851 1656 1660 1665 rBV 527976 940877 1.26% ©.291%
48 11.969 1670 1680 1683 rBV2 2369155 4901773 6.59% 1.518%
49 12.092 1698 1701 1706 rVB 3192114 3096030 4.16% ©0.959%
50 12.551 1757 1779 1781 rBV3 14482947 74437151 100.00% 23.045%

51 12.616 1786 1790 1793 rVV2 10021528 10958495 14.72%  3.393%

52 12.692 1793 1803 1808 rVV2 6074100 17755377 23.85% 5.497%
53 12.745 1809 1812 1820 rVB2 2236921 2802109 3.76% ©.868%
54 12.833 1823 1827 1829 rBV 2011538 1914240 2.57% ©.593%
55 12.868 1829 1833 1835 rBV 2217250 2060479 2.77% ©.638%
56 13.010 1852 1857 1859 rBV 4873980 4951038 6.65% 1.533%
57 13.151 1878 1881 1882 rBV 904946 840392 1.13% ©.260%
58 13.186 1882 1887 1890 rVV3 1260474 2255446 3.03% 0.698%
59 13.221 1890 1893 1894 rVV 1993437 1898892 2.55% 0.588%
60 13.239 1894 1896 1901 rVB2 1992700 1958115 2.63% 0.606%
61 13.315 1906 1909 1912 rBV2 2166871 2548788 3.42% ©.789%
62 13.345 1912 1914 1917 rVB2 1462988 1268883 1.70% ©.393%
63 13.392 1919 1922 1925 rVB2 2218846 2396359 3.22% 0.742%
64 13.521 1941 1944 1948 rVB4 1266971 1990225 2.67% ©0.616%
65 13.563 1948 1951 1958 rVB2 2113012 2025028 2.72% ©.627%
66 13.751 1979 1983 1985 rVB2 910821 1091956 1.47% 0.338%
67 13.892 2004 2007 2012 rVB2 1844504 1731804 2.33% 0.536%
68 13.986 2020 2023 2028 rVB 1751701 1580878 2.12% ©.489%
69 14.068 2032 2037 2039 rBV 3470657 4230651 5.68% 1.310%
70 14.210 2058 2061 2064 rBV 1119187 894327 1.20% 0.277%
71 14.380 2087 2090 2093 rBV 775065 798241 1.07% ©.247%
72 14.515 2108 2113 2118 rBV3 2327816 3924110 5.27% 1.215%
73 14.833 2164 2167 2169 rBV 759068 758990 1.02% ©0.235%
74 14.962 2184 2189 2197 rVB 3083234 5454320 7.33% 1.689%
75 15.174 2222 2225 2232 rVB 1013096 1347548 1.81% 0.417%

76 15.568 2287 2292 2296 rBV2 2491265 3868665 5.20% 1.198%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc

ALS Vvial : 15 Sample Multiplier: 4

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 323004853
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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
1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

: M1542-01 2X

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030321\
BF123366.D

3 Mar 2021 20:53

Ju/CaG

Sample Multiplier: 4

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF123366.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Propane, 2,2-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.404 183.29 ng 27341200 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15C10 100244-09-5 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance  Scan 54 (2.404 min): BF123366.D\data.ms (-50) (-) m/z 73.10 100.00%

73.1
5000 43.1
89.1
e R
m 55.1 2.20 2.40 2.60 2.80 .
-7ttt m/z 43.10 48.48%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 430 LI LA L L L L
2.20 2.40 2.60 2.80
. m/z 89.10 32.46%
310 H 89.0 /
O \\\‘\\\\‘\\\‘\“‘\\\\“\\‘\‘\‘\\5\7\0‘\\\\‘\}\\‘\\\\‘\\\\
miz-> 10 20 30 50 60 70 80 90
Abundance #733.N—Ethyﬁ0nnanﬂde
30.0 73.0
A RAmaE
2.20 2.40 2.60 2.80
5000 m/z 41.05 8.60%
58.0
44.0
e .
0 H“‘ﬁ“‘u‘ et e e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2136: Propane, 2-methoxy-2-methyl- A W o S
73.0 220 2.40 2.60 2.80
m/z 45.10 7.72%
5000
57.0
290 ‘ ‘
15.0
0 "‘_m‘_"‘_"‘_‘m‘_‘w‘_m_mw”_m e
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Undecane, 2,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.198 12.39 ng 1405620 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72

4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72

Abundance Scan 1039 (8.198 min): BF123366.D\data.ms (-1034) (-) m/z 57.10 100.00%
57.1

I ARRESTEAIERRS
98.1 7.80 8.00 8.20 8.40 8.60
Obr 384 “!u ey AL 1692 s 43,10 45.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 | B BB B
7.80 8.00 8.20 8.40 8.60
m/z 71.10 43.57%
29.0 ‘ 98.0
O\ T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ \8‘0\‘\ T \“‘ T U\ ’ T \]-\4.‘1\.9\ T ‘1\6\9\\0‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0
e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 25.97%
85.0
141.0
Ol A 1130
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59887: Tridecane, 6-methyl- R RARAREEEE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 14.86%
5000
290 ‘ e 126.0
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\BF@30321\
Data File : BF123366.D

Acqg On 3 Mar 2021 20:53

Operator : JU/CG

Sample : M1542-01 2X

Misc

ALS vial : 15 Sample Multiplier: 4

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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 3 Ethanone, 1-cyclohexyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
g2 12.63ng 1433100 Naphthalene-ds 8.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclohexyl- 126 caia0 000823-76-7 52

050746-53-7 43
085006-04-8 35
002114-42-3 35
001795-15-9 35

2 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16
3 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18
4 Cyclohexane, 2-propenyl- 124 C9H16
5 Cyclohexane, octyl- 196 C14H28

Abundance Scan 1078 (8.428 mln) BF123366.D\data.ms (-1072) (-) m/z 55.10 100.00%

5511 A
5000
145.0
R RS RRRRAE
‘H 120.1 ‘ ‘ 16?-2 8.20 8.40 8.60 8.80
0 el bl b b m/z 83.10 99.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11363: Ethanone, 1-cyclohexyl-
553.0
83.0
5000 L B L I LN B
8.20 8.40 8.60 8.80
126.0 m/z 57.10  96.34%
27.0
0- H‘\“\1‘\\‘\‘\\\“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10726: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0 83.0
T T
8.20 8.40 8.60 8.80
5000 m/z 41.10 86.62%
27.0
0 . 109.0
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16951: 1,6-Octadiene, 5,7-dimethyl-, (R)- R AREEEEREY
55.0 83.0 8.20 8.40 8.60 8.80
m/z 43.10 65.53%
5000
oL e
owuws‘?""‘m“lum | N — e e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.728 41.19 ng 4673940 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Tetradecane 198 C14H30 000629-59-4 72
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 62

Abundance Scan 1129 (8.728 min): BF123366.D\data.ms (-1122) (-) m/z 57.10 100.00%
57.1

5000
85.1
e
131.1 8.40 8.60 8.80 9.00
Ol el 1 1552 1832 m/z 43.10  76.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 UL L B R I R B |
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.1@ 57.91%
o \‘ L | ‘ ,113.0 141.0  184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48855: Undecane, 2,3-dimethyl-
43.0
SO sl
71.0 8.40 8.60 8.80 9.00
5000 m/z 41.10 44.34%
99.0 140.0
B 0 O e O T-Y- N
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane R Rma e RAmma R
57.0 8.40 8.60 8.80 9.00

m/z 85.10  35.35%

5000
29.0

[or]
[&]
o

1130 141.0 169.0 226.0

0 e
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\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.298 34.58 ng 6187540  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Tridecane, 7-propyl- 226 C16H34 055045-09-5 86

Abundance Scan 1226 (9.298 min): BF123366.D\data.ms (-1216) (-) m/z 57.10 100.00%

57.1
5000 85.1
19.00 9.20 9.40 9.60
0 HW““;H“u“”wlu‘“‘1”13‘1&“‘,1”2‘%@9‘2_1‘9?”2",w_m_m m/z 43.10 73.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
85.0
5000 LU B L B L B
9.00 9.20 9.40 9.60
m/z 71.10 62.64%
29.0
O TTT ‘ \‘\‘\ \“‘} T \“ “ \WH} T “H‘\ T \h“].\:\l-w‘\ ‘ \‘%%’JT \(\)\]_‘\6? \0‘\1-\\93 \OH T ’ TTTT ‘ T \\2‘6\§ \(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59881: Tetradecane
57.0
e RAREBEaEsESE RIS
9.00 9.20 9.40 9.60
5000 m/z 41.10 44.22%
85.0
29.0
owﬂmuwwﬁﬁ%ﬂ%@%%%wwwm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83027: Hexadecane R A REEES T
57.0 9.00 9.20 9.40 9.60
m/z 85.10 40.47%
5000 85.0
29.0
11
ohobdd L M0 0160010702260 o U bt
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tetratetracontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.616 15.27 ng 2733120  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 58
2 Tritetracontane 605 C43H88 007098-21-7 58
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 58
4 Tetradecane 198 C14H30 000629-59-4 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
Abundance Scan 1280 (9.616 min): BF123366.D\data.ms (-1276) (-) m/z 57.10 100.00%
57.1

159.1 Sl et

‘ { h 9.50 10.00

ok bbbt L2290 w/z 43.10  87.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241527: Tetratetracontane

57.0
5000 S —
9.50 10.00
m/z 71.10 85.60%
0 ‘ ‘ J 1270197.0267.0337.0  463.0 5610
‘HH‘\H\‘HH’HH‘TH\‘HW\‘W\HT\HI‘WHW\HT‘\T\W\HT‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
T —
9.50 10.00
5000 m/z 85.10 42 .86%
N ‘ j f27.0197.0267.0337.0  463.0533.0 604.0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro- T 1
57.0 9.50 10.00
m/z 41.10 42.85%
5000
oxm?n%?:,%&OZS&O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.833 22.10 ng 3954100  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 1317 (9.833 min): BF123366.D\data.ms (-1314) (-) m/z 57.10 100.00%

57.1
5000
— ——
H 1451 212.3 950 10.00
ol A | J‘u “‘ e 181a2la8 m/z 43.10  71.00%
m/z--> 50 100 150 200 250
Abundance #59880: Tetradecane
57.0
5000 — —
9.50 10.00
m/z 71.10  67.04%
99.0
O \2\6\\ \ ‘\ ‘!‘ \“‘\ “‘ \H T ]\-4\1‘()\ T \1\9?(\) T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #71393: Pentadecane
57.0
— T
9.50 10.00
5000 m/z 85.10 45.88%
99.0
oL2sol Ly 1T, pm0 | a20
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane T T
57.0 9.50 10.00
m/z 41.10 41.58%
5000
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \%410‘ 1830 225.0 296.(
el - e e R — —
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.333  22.13 ng 3960470  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 90

Abundance Scan 1402 (10.333 min): BF123366.D\data.ms (-1398) (- m/z 57.10 100.00%

57.1
5000
1000 1050
7.1 . :
o BELY 2268 w/z 43.10  70.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83026: Hexadecane
57.0
5000 — .
10.00 10.50
m/z 71.10 67.49%
U F 7.0 226.0
O ‘Hllg‘\!T!H\\H!‘“\‘H\‘H‘H‘HH‘HH‘HH‘\\H‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59879: Tetradecane
57.0
— ——
10.00 10.50
5000 m/z 85.10 47.31%
27.0 198.0
o“wkwﬁhﬂhhuuuﬂw‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T T
57.0 10.00 10.50
m/z 41.10  38.70%
B W
0 ‘ \ 127.0197.0267.0337.0  463.0 533.0 604.
e - e e e e e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.810 30.05 ng 5831500 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90

Abundance Scan 1483 (10.810 min): BF123366.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1

> M
— —
‘ 99.1 10.50 11.00
ob— ‘M‘ Lod 133 16912000 2408 m/z 71.10  71.42%
miz--> 50 100 150 200 250
Abundance #83023: Hexadecane
57.0
5000 — —r—
10.50 11.00
m/z 43.10 69.90%
99.0
O ]\-8\ d\ \“‘ ‘ “ ‘1‘ \H M‘ \‘ T 1\4\1 ‘()\ :\L8\3\0‘ \2\26\9 ‘ T T
m/z--> 50 100 150 200 250
Abundance #94346: Heptadecane
57.0
— —
10.50 11.00
5000 m/z 85.10 47.76%
99.0
obaslol |1 [} ) 2410 gaso 200
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane T 7
57.0 10.50 11.00
m/z 41.10 38.27%
5000
‘ 99.0
41.0
oh20l | |1 | 1400 1830 om0 zeec
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Tridecane, 1-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.257 17.42 ng 3381210 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1559 (11.257 min): BF123366.D\data.ms (-1555) (1  m/z 57.10 100.00%
57.1

o T M
‘ 11.00 11:50
113.1 : :
141.1
om‘w_H!_“‘mm‘_‘:“_uw“1‘?39‘2_1‘912‘?‘2?‘2“2‘?4_3”‘ m/z 43.10  69.40%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #83028: Hexadecane
57.0
5000 850 T T T T I T
11.00 11.50
m/z 71.10 69.05%
0 290 \ \‘\ Il \‘11\‘30\\1410\1690197022\60
H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #94346: Heptadecane
57.0
—— —
85.0 11.00 11.50
5000 m/z 85.10  49.09%
290
0 b 11016901070 2400
HwH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #117637: Nonadecane T ——
57.0 11.00 11.50
m/z 41.10 36.55%
85.0
5000
29.0
0 \‘ \\ \\‘\ HH\ \H\ \‘11\\\3 0\141 0169 0197.0 268(
e et —— —
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.686 17.55 ng 3405810 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1632 (11.686 min): BF123366.D\data.ms (-1628) (- m/z 57.10 100.00%
57.1

> W
—— —
h 99‘-1 412175 120 11.50 12.00
ol b L) 14121721204125722683 ./, 7116 70.13%
miz--> 50 100 150 200 250
Abundance #94346: Heptadecane
57.0
5000 — —
11.50 12.00
99.0 m/z 43.10 69.91%
0 \2\5‘l\0‘r““‘\ ‘M‘ \‘H‘\ HL \“‘ T “14‘-‘1‘0\ %8\3\0‘ T \2\4??\ I
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane
57.0
—— —
11.50 12.00
5000 m/z 85.10 49.,19%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
miz--> 50 100 150 200 250
Abundance #117637: Nonadecane T —
57.0 11.50 12.00
m/z 41.10 35.18%
h MJL/UL
o UL 210 sms0 a0 VLS
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.810 119.60 ng 23208100 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 96
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1653 (11.810 min): BF123366.D\data.ms (-1645) (-  m/z 74.05 100.00%
74.0
5000
411
143.1 T T
1852 2212 270.3 11.50 12.00
0 MAOQLL L v S 826 sy g7.05  77.06%
m/z--> 50 100 150 200 250 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — ——
11.50 12.00
410 143.0 m/z 43.10  36.05%
‘ ¥ 185.0 227.0 270.0
O+ \H“\W“\“M\h“ i ‘\ I e “ T T Fr— T
miz--> 50 100 150 200 250 300
Abundance #84485: Tridecanoic acid, methyl ester
74.0
— ——
11.50 12.00
m/z 41.10 28.72%
5000 41.0
143.0
L | 150 2280
ol pl by L
miz--> 50 100 150 200 250 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester P ——
74.0 11.50 12.00
m/z 55.10  28.70%
5000
41,0
143.0
o100 se50 270 200 o L
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.969 25.26 ng 4901770  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 38

Abundance Scan 1680 (11.969 min): BF123366.D\data.ms (-1670) (- m/z 73.00 100.00%

41)1
5000
129.1
213.2 L=
‘ H‘ 171.1 ‘ 2561 12.00
obs W,H“ iy D11 L T 2081 ) goi00 82.23%
miz--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1710 21‘30 25?0 m/z 43.10 77.81%
M ‘\ H\‘\ MMH\ \H ul [ I

O T T T ’
m/z--> 50 150 200 250 300
Abundance #72647:Tndecanok:add
73.0
—
410 12.00
5000 129.0 m/Z 41.10 68.14%
171.0
‘ ‘ 214.0
o . “‘ H\‘ ’HH HH “HH\‘ dm“\ ;\\H‘ h} “ ‘n“ - ‘ — “\ T
m/z--> 50 100 150 200 250 300
Abundance #84455: Tetradecanoic acid T
73.0 12.00
m/z 55.10 65.18%
5000 129.0
185.0
il
0b— ‘M’H‘H‘ ull u‘ h\\ Ab ol ‘ . “ e “‘ e —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.092 15.95 ng 3096030  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 87

Abundance Scan 1701 (12.092 min): BF123366.D\data.ms (-1698) (- m/z 57.10 100.00%
57.1

99.1 19700 |
12.00
141.1
ol L A, h“ Lot 1971 239.2 2823 326. /7 71,10 70.38%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
5000 — ‘
12.00
99.0 m/z 43.10 69.57%
osd [ L1 h\ | 1419 1830 2250 2060
m/z--> 50 100 150 200 250 300
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
T T \
12.00
5000 ITI/Z 85.10 50.37%
99.0 140.0
182.0
ol u\w‘“ b | 2280
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane T
57.0 12.00
m/z 41.10 33.10%
0 ‘ | i H\ 1410 1830 2250 2660
““‘ ‘ M itk I e ——
mlz--> 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.551 383.60 ng 74437200 Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 7,12-octadecadienoate 294 C19H3402 1000336-43-8 98
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 97

Abundance Scan 1779 (12 551 min): BF123366.D\data.ms (-1757) (1 m/z 67.10 100.00%

5000
09.1
T
264.1 12.50
222.2
0! \‘H“\mhh\ u Hh \\u 1\871‘ e \“\ 297‘-]‘-‘ ‘ m/z 55.10 93.28%
miz--> 100 150 200 250 300
Abundance #139708. 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — :
12.50
29. 09.0 m/z 81.16  85.93%
2940
ol Huh ‘nhwuu‘ m m 22302600717
miz--> 50 100 150 200 250 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
T
12.50
5000 m/Z 41.10 78.58%
09.0 294.0
270‘ H 150.0
o ) | 1187.02200 |1
miz--> 100 150 200 250 300
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester 7 ‘
67.0 12.50
m/z 95.10 59.56%
5000
09.0 294.
29. ‘ 94.0
150.0
0! \H\‘ \1\\ “““1\87“_(‘)2‘2}0.‘0‘2‘6‘1.‘0‘ ‘\‘ —— ——
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\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 6-Octadecenoic acid, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.692 91.50 ng 17755400 Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 95
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 89
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 89

Abundance Scan 1803 (12.692 min): BF123366.D\data.ms (-1793) (- m/z 55.10 100.00%

180 . .
5000 7.1
264.1 5.2‘56 5.3‘06
37.1 . . :
180.2 222.2

0 b 2202 5505 L BILO SST. s 41,10 74.33%
mlz--> 50 100 150 200 250 300 350
Abundance #129348: 6-Octadecenoic acid, (2)-

55.0

%

5000
264.0 12.50 13.00
m/z 69.10 74.15%
37.0 180.0 222 0

0. b L L
m/z--> 150 200 250 300 350
Abundance #129341 Octadec-9-enoic acid

\

%

lB.l
50
55.0
T . .
12.50 13.00
5000 264.0 m/z 83.10 62.50%
38.0 180.0 222.0
0! mmm\\h Hu \!\ Lty M Pl “\‘ e
50
55

m/z--> 150 200 250 300 350
Abundance #129353: 9-Octadecenoic acid, (E)-
5 12.50 13.00
m/z 97.10 48.02%
7.0
5000
264.0
‘ ‘ 3‘7'0 180.0 222.0
oLl A S S BV — ——
\ \ I I I I \ \

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.745 13.25 ng 2802110 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1812 (12.745 min): BF123366.D\data.ms (-1809) (- m/z 73.00 100.00%
3.0

185.1 241.2 T T
H‘ H ‘ ‘ 284.3 12.50 13.00
03 Al b L8820 4310 88.56%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73.0
129.0
500003.0 284.0 —— —
185.0 241.0 12.50 13.00
m/z 60.00 81.22%
0 w‘u‘\‘m} H“‘ o ‘L A “ i ““ I ’\‘ : “‘ IR
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
73.0
— 5
12.50 13.00
5000 m/Z 57.10 72.36%
129.0
29. 185.0 228.0
0 LAM ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ e
m/z--> 50 100 150 200 250 300
Abundance #72647: Tridecanoic acid T —
73.0 12.50 13.00
m/z 55.10 71.97%
5000 129.0
29 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Eicosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.316 12.05 ng 2548790 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 90
4 Methyl stearate 298 (C19H3802 000112-61-8 74
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 74

Abundance Scan 1909 (13.315 min): BF123366.D\data.ms (-1906) (-  m/z 74.05 100.00%

74.0
5000
o 283.3 13.00 13,50
1991 ’ . : :
0 gl i L 3901 4680 ns 87,05 78.36%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 = e
13.00 13.50
143.0 326.0 m/z 43.10  40.29%
OLSQ“ h \‘I\w\‘\‘\ \“\\]\-\9‘9\0\\\2‘\6\9\9“\\“\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0

g

— —

13.00 13.50

5000 m/z 55.10 40.23%
143.0 284.0

J‘Mhhmm \‘ 1990 |

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\

miz—> 0 50 100 150 200 250 300 350 400 450

o

3

Abundance #166215: Methyl 18-methylnonadecanoate P —
74.0 13.00 13.50
m/z 41.10 34.33%
5000
143.0 326.0
199.0
sl | moesse [
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Octadecane, 1-bromo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.515 18.55 ng 3924110 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 87
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 70
3 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
4 1-Bromodocosane 388 C22H45Br 006938-66-5 49
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 46

Abundance Scan 2113 (14.515 min): BF123366.D\data.ms (-2108) (- m/z 57.10 100.00%
57.1

5000
T T \
‘ . 14.50
1 uﬂ"ﬂ‘mut‘ P 1 “3?‘2‘ 2 AML24705 /7 43.10 72.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170752: Octadecane, 1-bromo-
57.0
5000 — ‘
135.0 14.50
m/z 71.10 67.86%
O‘\\"\l\‘WI!‘!!“[\“\‘1\WK%“\‘\]?QIT\O\\ZWS“SIQI!‘\3\3\2\(‘)\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57.0
T T \
14.50
5000 ITI/Z 55.10 56.66%
111.0
0 A‘H | h I 1\1‘69 0224 0 283 0
‘\\\\‘\\\\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86142: Ethanol, 2-(dodecyloxy)- ——
57.0 14.50
m/z 85.10 48.82%
5000
ol MM e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 N,N-Dimethyloctylamine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.962 28.20 ng 5454320 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C10H21NO 071126-60-8 64
3 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
4 Propylhexedrine, propionyl 211 C13H25NO 1000123-85-9 59
5 Benzedrex 155 C10H21N 000101-40-6 59

Abundance Scan 2189 (14.962 min): BF123366.D\data.ms (-2184) (- m/z 58.10 100.00%
58.1

—

5000
15.00
157.1 .
O 2071 3604 43724964 4/, 72,10 8.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29185: N,N-Dimethyloctylamine
58.0
5000 T T
15.00
m/z 55.10 6.17%
157.0
O‘\\“{\H“\!‘1\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

3

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #39002: N,N-Dimethyl-2-cyclohexyloxyethylamine
58.0

—
15.00

5000 m/z 41.10 5.81%

3

ob ity aTLo
R R AR RRRRE IR RS AR AR A ARRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173125: Tetradonium Bromide —
58.0 15.00
m/z 59.10 5.81%
5000

-

., .. 1350 2410
L

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30321\
Data File : BF123366.D

Acqg On : 3 Mar 2021 20:53
Operator : JU/CG

Sample : M1542-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 4

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|
Propane, 2,2-di... 2.404 183.3 ng 27341200 1 6.863 2983390 20.0
Undecane, 2,6-d... 8.198 12.4 ng 1405620 2 8.139 2269470 20.0
Ethanone, 1-cyc... 8.428 12.6 ng 1433100 2 8.139 2269470 20.0
Tridecane 8.728 41.2 ng 4673940 2 8.139 2269470 20.0
Nonadecane 9.298 34.6 ng 6187540 3 9.904 3578880 20.0
Tetratetracontane 9.616 15.3 ng 2733120 3 9.904 3578880 20.0
Tetradecane 9.833 22.1 ng 3954100 3 9.904 3578880 20.0
Hexadecane 10.333 22.1 ng 3960470 3 9.904 3578880 20.0
Heptadecane 10.810 30.1 ng 5831500 4 11.398 3880990 20.0
Tridecane, 1-iodo- 11.257 17.4 ng 3381210 4 11.398 3880990 20.0
Heneicosane 11.686 17.6 ng 3405810 4 11.398 3880990 20.0
Hexadecanoic ac... 11.810 119.6 ng 23208100 4 11.398 3880990 20.0
n-Hexadecanoic ... 11.969 25.3 ng 4901770 4 11.398 3880990 20.0
Dodecane, 2-met... 12.092 15.9 ng 3096030 4 11.398 3880990 20.0
9,12-Octadecadi... 12.551 383.6 ng 74437200 4 11.398 3880990 20.0
6-Octadecenoic ... 12.692 91.5 ng 17755400 4 11.398 3880990 20.0
Octadecanoic acid 12.745 13.3 ng 2802110 5 14.068 4230650 20.0
Eicosanoic acid... 13.316 12.1 ng 2548790 5 14.068 4230650 20.0
Octadecane, 1-b... 14.515 18.6 ng 3924110 5 14.068 4230650 20.0
N,N-Dimethyloct... 14.962 28.2 ng 5454320 6 15.574 3868670 20.0
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