LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample : L4225-10 2X

Misc :

ALS Vvial : 21  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: BF122093.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.351 552 555 576 rBvV 819787 1074883 38.65% 4.209%
2 6.381 727 730 747 rBV 798343 1055182 37.94% 4.131%
3 6.728 786 789 805 rVB 797041 660676 23.76%  2.587%
4 7.298 882 886 895 rBV 677518 730256 26.26% 2.859%
5 8.010 1004 1007 1014 rVB 884163 771450 27.74%  3.020%
6 8.298 1051 1056 1063 rVB8 23183 37335 1.34% 0.146%
7 8.516 1088 1093 1095 rBvV2 34598 33396 1.20% 0.131%
8 8.598 1104 1107 1110 rBV 105275 85761 3.08% 0.336%
9 8.828 1144 1146 1153 rVB4 40619 41996 1.51% 0.164%
10 8.957 1165 1168 1173 rBv4 22545 31854 1.15% 0.125%
11  9.028 1177 1180 1182 rBV2 43946 36844 1.32% 0.144%
12 9.080 1186 1189 1198 rBV 1436014 1278367 45.97% 5.005%
13 9.163 1199 1203 1206 rBV 156844 132822 4.78% 0.520%
14  9.480 1252 1257 1265 rVB 213711 244753 8.80%  0.958%
15 9.627 1278 1282 1285 rBV2 26772 36151 1.30% 0.142%
16 9.692 1290 1293 1297 rVB 165021 137695 4.95% 0.539%
17 9.763 1301 1305 1308 rVVW 924679 848572 30.51% 3.322%
18 9.792 1308 1310 1314 rVB 147532 124255 4.47% 0.487%
19 9.922 1328 1332 1334 rBv4 23023 31131 1.12% 0.122%
20 9.969 1338 1340 1344 rVWV 67048 64697 2.33% 0.253%
21 10.010 1344 1347 1350 rVV4 44225 45836 1.65% ©0.179%
22 10.186 1374 1377 1380 rVB 173466 135310 4.87% 0.530%
23 10.310 1395 1398 1403 rVB 92376 87607 3.15% 0.343%
24 10.404 1410 1414 1420 rVB 51718 76414  2.75% 0.299%
25 10.551 1436 1439 1449 rBV 560413 608480 21.88%  2.382%
26 10.657 1454 1457 1466 rVB 167739 199420 7.17% 0.781%
27 10.769 1473 1476 1478 rVB 44359 35873 1.29% 0.140%
28 10.986 1508 1513 1520 rVB5 30270 39597 1.42% 0.155%
29 11.104 1530 1533 1536 rBV 120986 111185 4.00% 0.435%
30 11.139 1536 1539 1544 rVB2 66118 89178 3.21% 0.349%
31 11.192 1545 1548 1553 rVB 32949 33775 1.21% 132%

32 11.245 1554 1557 1559 rBV 849455 728562 26.20%
33 11.269 1559 1561 1566 rVB 481161 424108 15.25%
34 11.322 1568 1576 1573 rBV 109181 102745
35 11.463 1589 1594 1596 rBV 112871 110880 3.99%
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36 11.486 1596 1598 1603 rVB 65581 71563  2.57% 0.280%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample : L4225-10 2X

Misc :

ALS Vvial : 21  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 11.533 1603 1606 1608 rBV 119413 95213 3.42% ©.373%
38 11.557 1608 1610 1613 rVB 128649 89419 3.22% ©.350%
39 11.639 1620 1624 1627 rBV 2151884 1817954 65.37% 7.118%
40 11.751 1639 1643 1645 rBV 40772 40982 1.47% 0.160%
41 11.780 1645 1648 1653 rVB2 68800 77504  2.79%  0.303%
42 11.863 1658 1662 1664 rBvV 81189 83877 3.02% 0.328%
43 11.939 1671 1675 1680 rBV 96676 92408 3.32% 0.362%
44 12.039 1689 1692 1695 rBV2 45362 44417 1.60% ©.174%
45 12.321 1736 1740 1742 rBV 2848197 2780985 100.00% 10.888%
46 12.345 1742 1744 1750 rVB 3204212 2741635 98.59% 10.734%
47 12.427 1755 1758 1761 rVB 635060 523912 18.84% 2.051%
48 12.463 1761 1764 1768 rBV 789746 663980 23.88% 2.600%
49 12.616 1786 1790 1792 rBV 38883 42904 1.54% 0.168%
50 12.692 1795 1803 1809 rVV 628474 780932 28.08%  3.058%
51 12.745 1809 1812 1816 rVB2 30036 33492 1.20% ©.131%
52 12.827 1821 1826 1830 rBV 1246128 1082821 38.94%  4.240%
53 12.863 1830 1832 1836 rVB 33488 35720 1.28% 0.140%
54 12.910 1836 1840 1843 rBV3 44592 76846 2.76%  ©0.301%
55 12.986 1850 1853 1854 rBV2 47584 45018 1.62% ©.176%
56 13.021 1856 1859 1862 rVB 85122 96925 3.49% 0.379%
57 13.057 1862 1865 1866 rBV 65942 68824  2.47%  0.269%
58 13.121 1873 1876 1878 rBV2 44526 48307 1.74% ©.189%
59 13.145 1878 1880 1883 rVB2 60841 63485 2.28% 0.249%
60 13.245 1895 1897 1900 rBV2 27704 31621 1.14% 0.124%
61 13.310 1906 1908 1919 rVB8 32838 49677 1.79% ©.195%
62 13.398 1920 1923 1926 rVB 49438 45958 1.65% 0.180%
63 13.539 1944 1947 1949 rBV 39298 33612 1.21% 0.132%
64 13.639 1961 1964 1966 rBV 55788 56415 2.03% 0.221%
65 13.692 1970 1973 1975 rW 45320 49289 1.77% ©.193%
66 13.745 1979 1982 1989 rVV3 116758 193504 6.96% ©.758%
67 13.815 1992 1994 1999 rVB2 44859 46255 1.66% ©.181%
68 13.892 2001 2007 2009 rVV2 800883 1046466 37.63% 4.097%
69 13.915 2009 2011 2019 rVB 291589 264320 9.50% 1.035%
70 13.992 2022 2024 2028 rVV 57821 55750 2.00% 0.218%
71 14.039 2030 2032 2039 rVB4 46349 66540 2.39% 0.261%
72 14.345 2081 2084 2088 rBV3 84103 115243 4.14%  0.451%
73 14.757 2152 2154 2159 rVB2 73405 95746 3.44% 0.375%
74 14.915 2178 2181 2184 rBV 259827 328714 11.82% 1.287%
75 15.021 2197 2199 2203 rBV 55176 55570 2.00% 0.218%

76 15.204 2227 2230 2236 rBV 124093 150517 5.41% ©.589%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample : L4225-10 2X

Misc

ALS Vvial : 21  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 15.268 2238 2241 2245 rVB 210365 227296  8.17% ©.890%
78 15.327 2246 2251 2254 rBV2 472783 618847 22.25% 2.423%
79 16.739 2488 2491 2501 rVB 117659 223081 8.02% 0.873%

Sum of corrected areas: 25540590
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Oct 2020 20:05

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
BF122093.D

Ju/CaG
L4225-10 2X

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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TIC: BF122093.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.598 2.22 ng 85761 Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Tridecane 184 C13H28 000629-50-5 72
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1107 (8.598 min): BF122093.D\data.ms (-1104) (-) m/z 57.05 100.00%
57.0

5000
85.0
RN R RN
H 131.1 8.20 8.40 8.60 8.80 9.00
Obrerrer bt b e e m/z 43.@5 79.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 I B LB B
8.20 8.40 8.60 8.80 9.00
290 85.0 m/z 71.05  52.84%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
el
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.05 39.33%
85.0
29.0
b b L1130 110 sagg 1580
H‘_“w‘H"H‘w“u‘u“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane R S R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 30.85%
5000
85.0
29.0
o | 00 s
I AR R AR A e e e e
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\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.163 3.13 ng 132822  Acenaphthene-die 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 1203 (9.163 min): BF122093.D\data.ms (-1199) (-) m/z 57.05 100.00%
57.0

5000
85.1
A BAAAa LTS RO
8.80 9.00 9.20 9.40
112.1
0 m‘mWHH‘_JMHHN‘_m_}‘4‘1“1‘“H“_‘l???‘wm m/z 43.10  76.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 850 L L LI B LI BN B
8.80 9.00 9.20 9.40
29.0 m/z 71.10 53.96%
. \\ Ll L) 11301410 1690 198
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl-
57.0
e
8.80 9.00 9.20 9.40
5000 m/z 41.05 38.13%
85.0
29.0 ‘ 126.0
oot dd L asseamo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane AR
57.0 8.80 9.00 9.20 9.40
m/z 85.10 32.53%
5000
85.0
29.0
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e P T e Y
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\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.692 3.25 ng 137695  Acenaphthene-die 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Tridecane 184 C13H28 000629-50-5 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1293 (9.692 min): BF122093.D\data.ms (-1290) (-) m/z 57.05 100.00%
57.0

5000
85.1
T —
9.50 10.00
1131
om‘mJ“;HH‘_JMMm‘_Mﬂf“l‘?“‘l??%w‘2“1‘2“2‘”‘ m/z 43.05  74.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 T ——
85.0 9.50 10.00
290 m/z 71.05 57.05%
0 \‘ ‘\\ H ([ ‘11\\30\14\101690 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
7 —
9.50 10.00
5000 85.0 m/z 41.05 36.14%
29.0
DLl 1130 1410 1690 1980
rrrrrr e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane 7 —
57.0 9.50 10.00
m/z 85.10 35.07%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.186 3.19 ng 135310  Acenaphthene-die 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1377 (10.186 min): BF122093.D\data.ms (-1374) (- m/z 57.10 100.00%
57.1

5000
8ot {\Mwﬁwvwmnxwﬁwwpwﬂ
— —
M 113 154.1 182.0  226.2 10.00 1050
Obrrrprrrth b 702, 1541 1820 2262 s 10 73, 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 —r —
10.00 10.50
85.0 o
20.0 m/z 71.05 52.36%
0 ‘\ L L 4 M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
— —
10.00 10.50
m/z 85.10  35.70%
5000 85.0
29.0
0 d Lol 11301410 1690 2120
AR e B AR AR AR BAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane 7 ——
57.0 10.00 10.50
m/z 41.05 34.08%
5000 85.0
290‘
113.0 198.0
ey bbby 40,1800 2980 T ol il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.657 5.47 ng 199420  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1457 (10.657 min): BF122093.D\data.ms (-1454) (-  m/z 57.10 100.00%
57.1
o 580 ﬁawwﬂmmuwA\AMMMwah
— —
10.50 11.00
1131 1691
oHwH_Hh‘,u”:w‘luw‘_‘:M,Hl“f’?“l”‘?gwm‘_m‘ m/z 43.10  74.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57.0
5000 e —_
85.0 10.50 11.00
290 m/z 71.05 59.05%
0 \‘ ‘\\ H \‘\ il \‘11?0\14\10 169.0 2120
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
—— —
10.50 11.00
5000 85.0 m/z 85.05 38.21%
29.0
oo b L 11320 1810 1690 1880
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane T —T
57.0 10.50 11.00
m/z 41.10 33.88%
5000
85.0
29.0
o Lm0 0 s
A R AAE R AR A —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.104 3.05 ng 111185  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 90

Abundance Scan 1533 (11.104 min): BF122093.D\data.ms (-1530) (- m/z 57.10 100.00%
57.1

> /waf%ﬁkvﬂkxM\MAJJk
AP
9.0 . .
14111821
ol \““‘u‘“‘ A s e M/Z 43.05  75.90%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 — —
11.00 11.50
m/z 71.05 60.38%
9.0
01‘5‘(&‘ ‘!‘ \“‘\ “‘ \“ \]‘-\4\‘]_‘0\ T \2‘1\2\()\ T ‘ T T ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
— —
11.00 11.50
5000 ITI/Z 85.10 38.81%
ol F ‘}410183022502670 323.0 380.(
B e B i e S
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane 1 —
57.0 11.00 11.50
m/z 41.10 33.16%
B w
0 F \%41918302250 282.0
L A e i L B e — ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Naphtho[2,1-b]thiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.139 2.45 ng 89178 Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 55
2 Dibenzothiophene 184 C12H8S 000132-65-0 46
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 46
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 45
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 43

Abundance Scan 1539 (11.139 min): BF122093.D\data.ms (-1536) (1  m/z 57.05 100.00%
57.0

. 184.0
5000 85.0
139.1 P .-
‘ 1131 ‘ 501 11.00 11.50
0 H\MH‘H“‘H wmH“Hw“‘J‘m;uu%u]m,ww,‘ m/z 184.00  86.10%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48784: Naphtho[2,1-b]thiophene
184.0
5000 — }\ —
11.00 11.50
139.0 m/z 71.05 70.54%
2.
0,400 690, 9“0 113.0 “‘ 1580 ||
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’ \\\’\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48782: Dibenzothiophene
184.0
T -
11.00 11.50
5000 m/z 85.05  43.16%
139.0
92.0
39.0 690 7 1130 | 1580
oY I AU ML M kst NS
miz--> 40 60 80 100 120 140 160 180 200
Abundance #48785: Azuleno(2,1-b)thiophene — 1
184.0 11.00 11.50
m/z 43.05 38.02%
5000
79.0 139.0
Y INC U . O T oY NI OV N N
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF101220.M Fri Oct 23 15:00:10 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Phenol, 4-(1-methyl-1-pheny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.463 3.04 ng 110880  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 91
2 Dimethyl diphenylsilane 212 C14H16Si 000778-24-5 59
3 Benzenemethanol, 2,3,4,5,6-penta... 212 C8H5F50 000830-50-2 59
4 1-Acetyl-4,6,8-trimethylazulene 212 C15H160 000834-97-9 59
5 Benzo[d,E]isocoumarin, 3,3-dimet... 212 C14H1202 005723-17-1 58
Abundance Scan 1594 (11.463 min): BF122093.D\data.ms (-1589) (-  m/z 197.10 100.00%
197.1
5000
20 Adn,
77.0
S ‘ ‘ (1351 1650 | 11.50
0“‘W“W‘NM,M‘wpu‘w‘mh‘H“_‘H“HNWH‘W“M‘ m/z 212.10 17.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71368: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
A
5000 T i
11.50
103.0 m/z 103.00 16.32%
510 /7.0 " 135.0
O \\\’\\\\"w\‘\‘\’\\\\"\\‘\\’L\\\“\\\‘\‘\\\]\.‘615\9\”‘”‘\\\\“\\\‘\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71295: Dimethyl diphenylsilane
197.0
[N VR
11.50
5000 m/z 198.10 15.09%
43.0 105.0
NI L oo S
m/z--> 20 40 60 80 100 120 140 160 180 200 J
Abundance #71597: Benzenemethanol, 2,3,4,5,6-pentafluoro-.alpha.- 4 f,
197.0 11.50
m/z 91.00 14.23%
5000
29.0
oL I, 690 939 11901430190 | |
R o e B E A aRama e ar e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

8270-BF101220.M Fri Oct 23 15:00:11 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.533 2.61 ng 95213  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1606 (11.533 min): BF122093.D\data.ms (-1603) (- m/z 57.05 100.00%

57.0
5000

I [
| 8411 2030 11.50
ol 4l “‘u“\ A e e M/z 43,10 69.53%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 N Jo :

11.50
m/z 71.05 59.91%

F dl41018302250 282.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0

o

11.50
5000 m/z 85.10 42.90%
ol L \ | F ‘%410183022502670 323.0 380.
e e S e
miz--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane T ‘
57.0 11.50
m/z 41.05 31.76%
5000
9.0 198.0
oS|[0 180 e
m/z--> 50 100 150 200 250 300 350 11.50

8270-BF101220.M Fri Oct 23 15:00:11 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 13-Borabicyclo[7.3.0]tridec... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.557 2.45 ng 89419  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Borabicyclo[7.3.0]tridecane, ... 236 C15H29BO 1000156-41-7 91
2 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 87
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 58
4 Palmitoleic acid 254 C16H3002 000373-49-9 49
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 46

Abundance Scan 1610 (11.557 min): BF122093.D\data.ms (-1608) (-  m/z 55.05 100.00%
55.

5.0
5000
T \
I
Y- m/z 41.85  66.63%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #90823: 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)-
41.0
5000 6.0 B ‘
11.50
m/z 69.05 62.83%
O \’\\\\‘i\\w”
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance  #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
T \
11.50
5000 3.0 m/z 74.00 51.83%
‘ M 100 4520 1040 2360
O‘,H‘qhﬂ“mWJm 268.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)- — ‘
55.0 11.50
m/z 43.10 40.89%
5000 3.0
10.0
1520 1940
o AL 20zac L)
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50

8270-BF101220.M Fri Oct 23 15:00:12 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.639 49.91 ng 1817950  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 1624 (11.639 min): BF122093.D\data.ms (-1620) (- m/z 74.00 100.00%
74.0
5000
43.1
143.1 s len RN
| ot 1852 2212 o0 11.50 12.00
owHH_Hwm‘M"MHH_J‘wHH_mwJ‘wam‘www m/z 87.85 73.16%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 e ——
43.0 11.50 12.00
143.0 m/z 43.10 35.73%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.
O\‘HH‘HH‘H‘H‘\‘H\“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
—rs —
11.50 12.00
5000 43.0 m/z 55.05 29.37%
ol Lm0 M50 5o 2270 amc
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #84486: Tridecanoic acid, methyl ester = =
74.0 11.50 12.00
m/z 41.05 27.08%
5000
43.0
Ll om0 20 150 70
(O A O R R R RARAN R 7
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00

8270-BF101220.M Fri Oct 23 15:00:13 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Anthracene, 1-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.780 2.13 ng 77504  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 76
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 76
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 76
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70

Abundance Scan 1648 (11.780 min): BF122093.D\data.ms (-1645) (-,  m/z 192.05 100.00%

192.1
5000
Cop P

11.50 12.00

0 m/z 191.10 58.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54732: Anthracene, 1-methyl-
192.0
5000
11.50 12.00
m/z 189.10 28.82%
83.0 165.0
15.0 . 390 w1y ‘ . H 115.0 1390“ h‘ P
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54731: Anthracene, 9-methyl-
192.0
— o
11.50 12.00
5000 ITI/Z 190.10 19.62%
96.0
0 39.0 630 1L \“ 139'0‘16\‘5.0‘ Hw
I A m o o R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl- —— AL —
192.0 11.50 12.00

m/z 193.05 15.50%

5000 W
165.0
o mosso %60 100 |y [y

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF101220.M Fri Oct 23 15:00:13 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.863 2.30 ng 83877  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 83
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Methyl diselenide 190 C2H6Se2 007101-31-7 53
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 53
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40

Abundance Scan 1662 (11.863 min): BF122093.D\data.ms (-1658) (1  m/z 190.10 100.00%
19p.1
5000
94.5 SN Y S
163.0 11.50 12.00
63.0 139.1
o320 2 L AR50 Sl m/z 189.10  94.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 - PRIV
94.0 11.50 12.00
' m/z 191.10 26.30%
0., 300 630 | 1150137.0 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
180.0 M
11.50 12.00
5000 m/z 192.05 23.51%
94.0
‘ 163.0 HM
) NN N SNSRI NSNS | E—
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide 4 P by GN
93.0 190.0 11.50 12.00
m/z 94.50 22.42%
5000
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF101220.M Fri Oct 23 15:00:14 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Docosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.54 ng 92408 Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 80
5 Heneicosane 296 C21H44 000629-94-7 78

Abundance Scan 1675 (11.939 min): BF122093.D\data.ms (-1671) (- m/z 57.05 100.00%

57.0
5000

99.0 E|_2.00
el HU\ \‘\‘H“‘\“ {‘ ; %4}% 18912112

0 byl A e e A A e m/z 43.10 69.70%
m/z--> 50 100 150 200 250 300
Abundance #153222: Docosane
57.0
5000

A
12.00
m/z 71.85 64.08%
99.0

T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T

m/z--> 50 100 150 200 250 300
Abundance #140552: Dodecane, 1-iodo-

™S
S
o
(6]
l | S—
o

7
12.00

5000 m/z 85.05 42.52%
99.0 155.0
P8Ol J ) wer0
miz--> 50 100 150 200 250 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- —=
57.0 12.00
m/z 41.00 27.04%
5000 MA
99.0 140.0
182.0
A L A e T S -
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\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.321 76.34 ng 2780990  Phenanthrene-die 11.245
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 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 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 1740 (12 321 min): BF122093.D\data.ms (-1736) (1 m/z 67.05 100.00%
67.
5000
09.1 _ —
12.00 12.50
y— ”h ““““‘u ”‘ A ‘1537‘1‘2‘29‘2‘ 20912053 7 s1.10  85.41%
miz--> 50 100 150 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000
1200 1250
09.0 m/z 55.05 71.24%
| u‘\ i H u 262.0294.0
O\\\}‘ e \”\\\‘\\\\‘\”\\\“\
miz--> 50 100 150 200 250 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
12. 00 12 50
5000 m/z 41.10 58.28%
299 o 2940
262.0
0! \ \1\\ ‘\\\ ‘1‘87‘92‘2(‘)9‘ ‘ ‘%‘ . ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
1.0 1200 1250
m/z 95.05 57.25%
5000
09.0 294,
29.0 ‘ 940
262.0
0! \“LM“\H\ I \H\‘ \‘h 1L 18702200 % ‘

m/z--> 50 100 150 200 250 300 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.345 75.26 ng 2741640  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99

Abundance Scan 1744 (12.345 min): BF122093.D\data.ms (-1742) (- m/z 55.10 100.00%

55.1
5000 97.1
371 1802 2222 26“‘ 3 12.00 12.50
0! MMMNWW‘A‘L‘ “\J ﬂ“zgq; m/z 41.10 68.20%
miz--> 50 100 150 200 250 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
5000
87.0 12. 00 12 50
264.0 m/z 69.10 62.31%
‘H 23.0 180.0 222.0 h 296 0
0- . ] \“\‘HH\ HW L \“ T VL T I ‘ T
miz-> 50 100 150 200 250 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
12. 00 12 50
5000 m/z 74.85 53.09%
230 1800 2220 296.0
0,
miz-> 50 100 150 200 250 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
12. 00 12 50
m/z 83.10 49.54%
5000 AtA
O,
m/z--> 50 100 150 200 250 300 12. 00 12. 50
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Data Path :

Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator Ju/caG

Sample L4225-10 2X

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Sample Multiplier:

¢ C:\DATABASE\NIST11.L
LSCINT.P

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\

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

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

Peak Number 17 11H-Benzo[a]fluoren-11-one

R.T. EstConc Area
13.745 3.70 ng 193504
Hit# of 5 Tentative ID

Concentration Rank 6

Relative to ISTD R.T.

Chrysene-d12

1 11H-Benzo[a]fluoren-11-one
2 7H-Benz[de]anthracen-7-one
3 6H-Benz[de]anthracen-6-one

4 Dibenzo[c,h][2,6]naphthyridine

5 4-Pyrenecarbaldehyde

230
230

C17H100
C17H100
C17H100
C16H10N2
C17H100

Abundance Scan 1982 (13.745 min): BF122093.D\data.ms (-1979) (-]
2

000479-79-8 78
000082-05-3 70
080252-14-8 55
000218-30-4 50
022245-51-8 49

m/z 230.10 100.00%

30.1
5000 83.0
41.1 200.1 photr VT hse
2511581 h 2621 300. 13.50 14.00 ]
0! e T m/z 83.05 39.41%
miz--> 50 100 150 200 250 300
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000 — —
13.50 14.00
101.0 200.0 m/z 55.10 38.93%
sso | w0, ||
\\\“\\\‘\‘r\\\‘\\\\ S B B
m/z--> 50 100 150 200 250 300
Abundance #86244: TH-Benz[de]anthracen-7-one
230.0
— —
13.50 14.00
5000 m/z 69.10 31.60%
101.0
200.0
w0 w0 |
m/z--> 50 100 150 200 250 300
Abundance #86242: 6H-Benz[de]anthracen-6-one 7 —
230.0 13.50 14.00
m/z 97.10 27.84%
5000
101.0 200.0
0270 ‘63‘ OH \‘ u“ | 1500 uh‘ “
T A B o e e e MR AR — ——
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Decane, 1l-iodo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.345 2.20 ng 115243 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 60
2 Octadecane 254 C18H38 000593-45-3 60
3 Octacosane 394 C28H58 000630-02-4 53
4 Docosane 310 C22H46 000629-97-0 52
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 52

Abundance Scan 2084 (14.345 min): BF122093.D\data.ms (-2081) (- m/z 57.10 100.00%

57.1
5000
— ——
‘ “ H ‘ 397.: 14.00 14.50
fo - ‘\ H\M\M\Hmm \HHH‘H‘MH‘H‘ \‘\‘ i \‘\“ -l ‘mu e “\‘ , m/z 43.10 68.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116706: Decane, 1-iodo-
57.0
5000 — ——
14.00 14.50
m/z 71.05 59.85%
‘ 9.0 155.0
O\L\“‘“H\‘\“\\\\‘\\\\‘\\\\‘2\6\8\0\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
— ——
14.00 14.50
5000 m/z 85.10 52.43%
‘ 9.0
ol Liliiy tpots0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane — —
57.0 14.00 14.50
m/z 55.10 35.16%
5000 W
oL h‘ H | 14191.83 0225.0 281.0 337.0 394.
N H““"“‘w““““‘_“““““ — ——
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Dimantine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.757 3.09 ng 95746 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimantine 297 C20H43N 000124-28-7 64
2 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
3 N,N-Dimethyloctylamine 157 C1OH23N 007378-99-6 59
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 59
5 1H-Indole-3-acetamide, N-[2-(dim... 259 C14H17N302 1000338-02-3 59

Abundance Scan 2154 (14.757 min): BF122093.D\data.ms (-2152) (-1 m/z 58.10 100.00%

58.1
5000
1450 1500
157.1 . : :
96.1 1 253.1 320.2 366.
0Ll wwqw i ey ??7“;1‘ e m/z 43.10 7.00%
m/z--> 50 100 150 200 250 300 350
Abundance #142088: Dimantine
58.0
5000 — ——
14.50 15.00
m/z 157.10 6.66%
01.5.0 b . 128.0170.0 226.0 297.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194115: Trifluomeprazine
58.0
—— —
14.50 15.00
5000 ITI/Z 59.00 6.61%
ol | 1000 2480 3200 366
—_——t et
m/z--> 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58.0 14.50 15.00
m/z 41.10 6.45%
5000 MM’\W
NEGI 114.0 1570
e o o A B e o B e —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample ¢ L4225-10 2X

Misc :

ALS vial : 21 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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.204 4.86 ng 150517 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 97
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2230 (15.204 min): BF122093.D\data.ms (-2227) (.  m/z 252.10 100.00%

252.1
5000
e -
a0 12‘5-0 | 15.00 15.50
Ol dA0 | 1911, | 20413411 39%. .., 256 19 28.95%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzol[e]pyrene
252.0
5000 e ——
15.00 15.50
m/z 253.10 22.05%
125.0
0,390 830 | 200.0. |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
252.0
R o
15.00 15.50
5000 ITI/Z 125.00 14.34%
126.0
0L 390 830 | 2000 |
e e e e A B
miz--> 50 100 150 200 250 300 350
Abundance #104214: Perylene T —
252.0 15.00 15.50
m/z 126.00 12.62%
5000
125.0
ol7.0 830 \H 200.0, ||
e e o o o — e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122093.D

Acqg On : 22 Oct 2020 20:05
Operator : JU/CG

Sample : L4225-10 2X

Misc :

ALS Vvial : 21  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|
Hexadecane 8.598 2.2 ng 85761 2 8.010 771450 20.0
Tetradecane 9.163 3.1 ng 132822 3 9.763 848572 20.0
Pentadecane 9.692 3.3 ng 137695 3 9.763 848572 20.0
Dodecane, 2-met... 10.186 3.2 ng 1353106 3  9.763 848572 20.0
Tridecane 10.657 5.5 ng 199420 4 11.245 728562 20.0
Heptacosane 11.104 3.0 ng 111185 4 11.245 728562 20.0
Naphtho[2,1-b]t... 11.139 2.5 ng 89178 4 11.245 728562 20.0
Phenol, 4-(1-me... 11.463 3.0 ng 110880 4 11.245 728562 20.0
Eicosane 11.533 2.6 ng 95213 4 11.245 728562 20.0
13-Borabicyclo[... 11.557 2.5 ng 89419 4 11.245 728562 20.0
Hexadecanoic ac... 11.639 49.9 ng 1817950 4 11.245 728562 20.0
Anthracene, 1-m... 11.780 2.1 ng 77504 4 11.245 728562 20.0
4H-Cyclopenta[d... 11.863 2.3 ng 83877 4 11.245 728562 20.0
Docosane 11.939 2.5 ng 92408 4 11.245 728562 20.0
9,12-Octadecadi... 12.321 76.3 ng 2780990 4 11.245 728562 20.0
13-Octadecenoic... 12.345 75.3 ng 2741640 4 11.245 728562 20.0
11H-Benzo[a]flu... 13.745 3.7 ng 193504 5 13.892 1046470 20.0
Decane, 1-iodo- 14.345 2.2 ng 115243 5 13.892 1046470 20.0
Dimantine 14.757 3.1 ng 95746 6 15.327 618847 20.0
Benzo[e]pyrene 15.204 4.9 ng 150517 6 15.327 618847 20.0
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