LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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: BF122240.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.934 481 484 495 rBV 17115 33353  1.52% 0.149%
2 5.334 549 552 577 rBV 1205433 2033694 92.76% 9.114%
3 5.969 656 660 663 rBV 199913 191525 8.74% ©0.858%
4 6.369 725 728 741 rBV 1444604 2079651 94.86%  9.320%
5 6.457 741 743 755 rVB 52084 91758 4.19% 0.411%
6 6.598 763 767 770 rBV3 12668 23690 1.08% 0.106%
7 6.704 783 785 796 rVB 480044 481896 21.98% 2.160%
8 7.281 879 883 905 rBV 1211597 1345263 61.36% 6.029%
9 7.992 1001 1004 1019 rBV 592310 601505 27.44% 2.696%
10 8.545 1094 1098 1101 rVB 39080 33276 1.52% 0.149%
11  9.063 1182 1186 1197 rBV 2207704 2192347 100.00%  9.825%
12 9.186 1202 1207 1219 rVB 177159 209090 9.54% 0.937%
13 9.363 1235 1237 1240 rBV 32882 28812 1.31% 0.129%
14  9.469 1251 1255 1263 rBV 281101 295449 13.48% 1.324%
15 9.710 1292 1296 1298 rBV 31173 27785 1.27% 0.125%

16 9.745 1298 1302 1311 rVV 660685 708579 32.32%
17  9.857 1317 1321 1324 rVB 26242 24771 1.13%
18 10.539 1433 1437 1452 rBV 1363762 1511531 68.95%
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R

19 11.233 1552 1555 1557 rBV 793713 661700 30.18% 965%
20 11.257 1557 1559 1565 rVV 284602 285598 13.03% 280%
21 11.316 1566 1569 1572 rVWV 40468 49247 2.25% ©0.221%
22 11.339 1572 1573 1580 rVB4 17789 24490 1.12% o.110%
23 11.739 1638 1641 1642 rBV 54092 48124 2.20% 0.216%
24 11.763 1642 1645 1654 rVV2 404213 508815 23.21% 2.280%
25 11.851 1657 1660 1662 rVvV 81714 88412 4.03% 0.396%
26 11.875 1662 1664 1669 rVB 34945 40864 1.86% ©.183%
27 12.033 1687 1691 1696 rBV 29887 32493 1.48% ©.146%
28 12.098 1699 1702 1706 rBV3 27592 31946 1.46% ©.143%
29 12.286 1732 1734 1736 rBV 40522 36465 1.66% 0.163%
30 12.310 1736 1738 1743 rVB5 23699 34788 1.59% 0.156%
31 12.398 1750 1753 1758 rVB3 30663 39576 1.81% 177%

32 12.451 1758 1762 1767 rBV 463667 459284 20.95%
33 12.545 1775 1778 1786 rBV 229671 339134 15.47%
34 12.610 1786 1789 1791 rVV2 72541 116525 5.32%
35 12.680 1795 1801 1809 rVB 439320 577075 26.32%
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36 12.816 1820 1824 1827 rBV 2266802 1962944 89.54%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 12.910 1835 1840 1844 rVB2 28552 50842 2.32% ©0.228%
38 13.016 1851 1858 1863 rVvv3 66998 104886 4.78% ©.470%
39 13.080 1866 1869 1872 rVV 36383 33680 1.54% 0.151%
40 13.127 1872 1877 1884 rVB4 89655 121212 5.53% ©.543%
41 13.216 1889 1892 1893 rBV 23658 23301 1.06% ©.104%
42 13.239 1893 1896 1899 rVvv2 133923 129308 5.90% ©.579%
43 13.274 1899 1902 1909 rVB5 77063 126537 5.77% ©.567%
44 13.327 1909 1911 1916 rBv4 35492 36776 1.68% ©.165%
45 13.657 1962 1967 1970 rVB2 40145 71935 3.28% ©.322%
46 13.704 1970 1975 1976 rBV3 40591 54412 2.48% 0.244%
47 13.739 1976 1981 1988 rVB5 114769 252353 11.51% 1.131%
48 13.839 1995 1998 2001 rBV 676622 617941 28.19% 2.769%
49 13.880 2001 2005 2008 rVV2 545549 619490 28.26% 2.776%
50 13.910 2008 2010 2014 rVB 122935 124922 5.70% ©0.560%
51 13.969 2015 2020 2021 rBV2 53155 70066 3.20% ©.314%
52 14.280 2069 2073 2076 rBV2 35884 44410 2.03% 0.199%
53 14.321 2077 2080 2083 rVB2 37415 41410 1.89% 0.186%
54 14.486 2104 2108 2111 rBV 136199 141158 6.44% ©.633%
55 14.621 2128 2131 2135 rVB3 51768 60416 2.76%  ©0.271%
56 14.692 2139 2143 2148 rVB 104077 116390 5.31% ©.522%
57 14.751 2148 2153 2158 rBV2 46235 88974 4.06% 0.399%
58 14.916 2178 2181 2193 rBV2 123936 307556 14.03% 1.378%
59 15.027 2198 2200 2206 rVB 28465 33263 1.52% 0.149%
60 15.210 2227 2231 2238 rVB 76320 94381 4.31% 0.423%
61 15.274 2238 2242 2247 rBV 108685 161308 7.36% ©.723%
62 15.321 2247 2250 2264 rVB2 357449 552094 25.18% 2.474%
63 15.692 2310 2313 2318 rVB2 41693 58759 2.68% 0.263%
64 15.768 2319 2326 2339 rBV2 146545 524106 23.91% 2.349%
65 16.157 2387 2392 2397 rBV5 20692 43640 1.99% ©.196%
66 16.339 2420 2423 2428 rVB3 23356 32477 1.48% 0.146%
67 16.633 2469 2473 2479 rBV2 14223 33354 1.52% ©0.149%
68 16.704 2479 2485 2491 rVVv2 37822 84993 3.88% ©.381%
69 16.768 2492 2496 2504 rVB 39781 79631 3.63% 0.357%
70 17.204 2565 2570 2582 rBV 34433 127080 5.80% ©.569%

Sum of corrected areas: 22314516
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\

BF122240.D
3 Nov 2020 15:00
Ju/CG
L4609-01
: 5 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF122240.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.969 7.95 ng 191525 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 907785-70-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1OH16 004889-83-2 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
5 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 91
Abundance Scan 660 (5.969 min): BF122240.D\data.ms (-656) (-) m/z 93.10 100.00%
93.1
5000
77.0 A
A AJLA
41.1 1211 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
H 8.0 ‘ "T136.1 5.60 5.80 6.00 6.20
b 80U TR sz e1.10 42.73%
miz--> 20 40 60 80 100 120 140
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 \‘uu‘uu‘uu‘u\/\\/‘\ﬂ
5.60 5.80 6.00 6.20
77.0 m/z 92.00 35.03%
41.0 ‘ 121.0136 0
0 \1\5\.0’ \‘\‘\ \“M\ \56\‘0 \‘H T \‘M‘\ T “\ T \“‘\ T \"‘\ T \" T
miz--> 20 40 60 80 100 120 140
Abundance  #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
SO | IS
5.60 5.80 6.00 6.20
5000 m/z 77.00 32.12%
41.0 o
: 121.
T M ‘\ \ \0136-0
OB e e e e L T
miz--> 20 40 60 80 100 120 140 |
Abundance #15699: .alpha.-Pinene R ARAREEAE i A
93.0 5.60 5.80 6.00 6.20
m/z 79.10 24.00%
5000 390 70
15.0 55.0 12101360 J\
OF+rb 1 L s “M: -k ‘u““ : w,“ —t SMSUMSNS | SN WSS ¥
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 unknown6.457 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.457 3.81 ng 91758 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclopropyl-2-(4-pyr... 161 C10H11NO 006580-95-6 47
2 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 9
3 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 9
4 Cyclopentane, 2-propenyl- 110 C8H14 003524-75-2 9
5 3-Methyl-3-nitrobut-1-ene 115 C5HSNO2 001809-67-2 8

Abundance Scan 743 (6.457 min): BF122240.D\data.ms (-741) (-) m/z 93.00 100.00%

41.0 93.0
69.0
5000
WWAJ\‘AM,WM\H
] m‘ 6.20 6.40 6.60 6.80
O o e -

m_m_m_m_‘ m/z 41.05  99.32%

H\
miz--> 20 40 60 100 120 140 160
Abundance #31566: Ethanone, 1- cydopropyl2(4 pyridinyl)-
69.0 93.0

5000 41.0 LB B e
6.20 6.40 6.60 6.80
m/z 69.05 76.70%
O\H\‘\H\i\\‘{\“M‘\\‘H\‘\‘\\\\‘}\3\2.\0‘\\\1\6‘;\.(\)
m/z--> 20 40 60 80 100 120 140 160
Abundance #1500: 1-Butene, 3,3-dimethyl-
41.0 69.0
620640660680
BD‘
owu‘ww‘” T e —
mize> 20 40 60 80 100 120 140 160
Abundance #13900: Butane, 2,3-dimethyl-2-nitro-
41.0 6.20 6.40 6.60 6.80
69.0 m/z 91.00 27.18%
5000
18.0
o‘m:“‘u e e — Y P
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.186 5.90 ng 209090  Acenaphthene-die 9.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Metacetamol 151 C8HINO2 000621-42-1 50
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 42
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 35
5 1-Acetyl-3-amino-4-cyano-3-pyrro... 151 C7H9N30 002125-74-8 32
Abundance Scan 1207 (9.186 min): BF122240.D\data.ms (-1202) (-) m/z 43.05 100.00%
3.0
109.1
5000 151.1
RERRNEEESEEEEES
‘ | 85‘-1 8.80 9.00 9.20 9.40 9.60
O JWMM Bl e b m/z 109.10  67.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘HH‘\A\H‘HH‘HH‘H
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 41.21%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
R ma o
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 22.29%
43.0
80.0
150 | | [ | |
e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide L L EEe I e
109.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 14.17%
5000 151.0
obr 280 RO SN A O N
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.763 15.38 ng 508815 Phenanthrene-d10 11.233
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1645 (11.763 min): BF122240.D\data.ms (-1642) (- m/z 73.00 100.00%

43.1 73.0
5000
e =
‘ 11.50 12.00
y— m/z 43.10  97.58%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T CT
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 90.02%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T ==
430 11.50 12.00
5000 129.0 m/Z 55.05 77 .43%
171.0
‘ 214.0
0?
m/z--> 20 40 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid = o
73.0 11.50 12.00
43.0 m/z 41.05 76.72%
5000 129.0
185.0
H 228.0
O%QRW‘WHWMWMWkﬂhwuLMWHH‘HM‘HHM‘H_M‘_HW‘ =T —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.851 2.67 ng 88412  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 68
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Methyl diselenide 190 C2H6Se2 007101-31-7 35
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 14
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 14

Abundance Scan 1660 (11.851 min): BF122240.D\data.ms (-1657) (1  m/z 189.05 100.00%
189.1

5000
94.6 NMAA
— R
165.1 11.50 12.00
63.0 139.1
o B RN N -2 P B m/z 190.10  97.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 - ‘ '
94.0 11.50 12.00
' m/z 192.10 50.22%
ol 390 630 | 1130 1370 1630
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
— B
11.50 12.00
5000 m/z 191.10  41.70%
94.0
‘ ‘ 163.0
o_m_m_w‘HM_MW_MMWWWT
miz--> 20 40 60 80 100 120 140 160 180 )\M
Abundance #53209: Methyl diselenide — — A —
93.0 190.0 11.50 12.00

m/z 94.60  27.55%

5000
17110
0 Jﬂz 0 1520 ,

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

8270-BF101220.M Wed Nov 04 12:35:42 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.545 10.25 ng 339134  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1778 (12.545 min): BF122240.D\data.ms (-1775) (- m/z 43.10 100.00%

3

73.0
5000
129.0
185.1 T
‘ 241.2 284.7 12.50
Obprreiils m/z 73.00  81.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284. - :
185.0 241.0 12.50
m/z 57.10 80.08%
O !H‘\h‘ \‘H\‘\\wh“‘\‘\”‘”h‘!h\‘\\“H\\’\\\\‘\\H“\H\‘\‘H\“\H‘\’HH‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid
43.0 730
T 7 \
12.50
5000 129.0 m/z 60.00 77.28%
1990 2420
ol Al b ispa ||, |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid T I
60.0 12.50
m/z 55.05 68.52%
5000 129.0
97.0 1710 2130 256.0
0 w“;‘w!uJ:““H“ewh“‘u“w‘:_ww‘,w_m_H“_HW!,WW —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Benzene, 1,2,3-trimethoxy-5... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.610 3.76 ng 116525 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 50
2 Indole, 6-methyl-2-(4-pyridyl)- 208 C14H12N2 107919-93-7 46
3 Indole, 6-methyl-2-(3-pyridyl)- 208 C14H12N2 293762-69-3 46
4 1H-Indole, 3-methyl-2-(2'-pyridyl)- 208 C14H12N2 000951-25-7 43
5 Benzeneacetonitrile, 4-amino-.al... 208 C14H12N2 004760-58-1 43

Abundance Scan 1789 (12.610 min): BF122240.D\data.ms (-1786) (1  m/z 208.00 100.00%
208.0

5000 57.1
g —r 5
12.50 13.00
04 m/z 57.10 46.06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance  #67534: Benzene, 1,2,3-trimethoxy-5-(2-propenyl)-
208.0
5000 — -

12.50 13.00

1180 1500 177.0 m/z 71.10  39.10%

O\\\\’\\\\’\\\\‘\\\\‘\‘\\\“‘\\\‘H\‘\\“\\“\‘\\\““\\\‘\‘\“\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67817: Indole, 6-methyl-2-(4-pyridyl)-
208.0
— —
12.50 13.00
5000 ITI/Z 43.10 28.54%
0 104.0
51.0 -+~ 130.0
S . Y
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67818: Indole, 6-methyl-2-(3-pyridyl)- —— ——
208.0 12.50 13.00

m/z 85.10  26.30%

5000
77.0
104.0
51.0 130.0 154.0 180.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

ped
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.016 3.39 ng 104886 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90

Abundance Scan 1858 (13.016 min): BF122240.D\data.ms (-1851) (1  m/z 216.10 100.00%
216.

16.1
5000 j\ M
A=
. 189.0 264.1
411 099 ) | ot H\ | S
Ol st b el m/z 215.05  85.35%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #74415: Pyrene, 1-methyl-
216.0 M
5000 A T Nu
13.00
m/z 213.10 21.01%
108.0 189.0
O ‘HH‘\\\6\‘3\.\()\\‘\HH\‘\“!H‘\\H‘\\]\-\G‘J-\.\OH‘\H“\\i\\w““\\H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74425: Fluoranthene, 2-methyl-
216.0 /\ NK
n ) ‘AA‘ g
13.00
5000 ITI/Z 217.10 19.60%
108.0
oL 300 740 " 1s00 9 |
A e e  E R T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \ ﬂ A
Abundance #74413: Pyrene, 2-methyl- e A
216.0 13.00
m/z 107.90  13.39%
5000 95.0
H 189.0 ‘
ol 80 o dozzoasoo M A,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 13.00

8270-BF101220.M Wed Nov 04 12:35:44 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 unknownl3.127 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.127 3.91 ng 121212 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[3-Pyridyl]methylene-3-quinucl... 216 C13H16N20 273748-56-4 38
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 38
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 38
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 30
5 Cyclobutane, tetrakis(1-methylet... 216 C1l6H24 088919-66-8 25
Abundance Scan 1877 (13.127 min): BF122240.D\data.ms (-1872) (. m/z 271.15 100.00%
271.1
216.1
5000 175.1
69.1
—— —
07.9 145.0 13.00 13.50
o390 Jk m/z 216.10  79.16%
miz-> 50 100 150 200 250
Abundance #74234: 2-[3-Pyridyllmethylene-3-quinuclidinol
216.0
1750 AA M
5000 T T T T T T T
21.0 118.0 13.00 13.50
m/z 215.10 56.79%
ol “‘h g ‘N SR
miz--> 50 100 150 200 250
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0 A
prtee AL e
175.0 13.00 13.50
5000 m/z 175.10 43.46%
69.0
290‘ ‘ ﬂ 229.0
Ll \‘ ‘h kil Lm A Lm HHH \u\h n \‘H‘H \‘u \‘ N
04t T .
m/z--> 50 100 150 200 250 /\ f\
Abundance #74412: Pyrene, 1-methyl- A T i
216.0 13.00 13.50
m/z 201.10 43.35%
5000
94.0
270 630 120 1630 | | N
e —
m/z--> 50 100 150 200 250 13.00 13.50

8270-BF101220.M Wed Nov 04 12:35:45 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.239 4.17 ng 129308 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,83,9... 286 C20H300 000511-15-9 52
2 Crinan-1-o0l1, 2,3-didehydro-,(1.a... 271 C16H17NO3 1000111-31-3 18
3 2-Phenazinecarboxylic acid, 6,9-... 286 C13H6N206 023774-17-6 15
4 Isoxazole, 4,5-dihydro-4-(1-meth... 189 C12H15NO 1000362-17-6 15
5 1-Phenanthrenemethanol, 1,2,3,4,... 286 C20H300 024035-43-6 14

Abundance Scan 1896 (13.239 min): BF122240.D\data.ms (-1893) (-  m/z 175.10 100.00%
271.1

175.1
131.1
50001 411
91.0 15.1 A
ST L L .
‘ ‘ 13.00 13.50
0! L, ! L L1 m/z 271.15  98.25%
miz--> 50 100 150 200 250
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-
271.0
175.0
5000 — —
13.00 13.50
69.0 m/z 131.85  75.69%
fo) mt! \‘\‘ ‘\‘h‘ i H‘\‘\ “uu“hh‘ ‘uwn\\”r\\\‘ ‘\H\L\H‘mh‘mW\\L“‘L‘w \“\ . L‘ “r\ ‘\ ‘m‘ b “
miz--> 50 100 150 200 250
Abundance #120116: Crinan-1-ol, 2,3-didehydro-,(1.alpha.-
271.0
13.00 13.50
5000 ITI/Z 187.10 69.82%
41.0
o,
Miz--> 50 100 150 200 250 }\ f\
Abundance #132343: 2-Phenazinecarboxylic acid, 6,9-dihydro-7,8-dit L1} ’JM‘ et i

175.0 13.00 13.50
m/z 201.10  63.55%

286.C
5000
75.0
118.0
o \h\ H\h‘\uu” [ i N B [ | VA W )

miz--> 50 100 150 200 250 13.00 13.50

8270-BF101220.M Wed Nov 04 12:35:46 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 unknownl3.275 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.275 4.09 ng 126537 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methoxy-5-naphthoic acid 202 C12H1e03 007498-58-0 41
2 8-Amino-2,5-dimethyl-6-methoxyqu... 202 C12H14N20 1000214-69-9 38
3 2,4(1H,3H)-Pyrimidinedione, 6-me... 202 C11H10N202 001015-64-1 22
4 4-Carbamoyl-3-methoxyquinoline 202 C11H1eN202 020844-05-7 22
5 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C1@H10N40 1000260-59-4 22

Abundance Scan 1902 (13.274 min): BF122240.D\data.ms (-1899) (-  m/z 202.10 100.00%
20p.1

5000

/jL«AM unf N WW

13.00 13.50

0+ m/z 199.05 65.87%
m/z--> 40 60 80 100120140160 180200220 240260 280
Abundance #62539: 3-Methoxy-5-naphthoic acid

202.0
5000 T T \/\ T T T n \mﬁw A
13.00 13.50
1590 m/z 159.10  47.47%
103.0

OH‘H\6\39\“\\\\“\\\“‘\‘\\\\‘H\‘\“‘HH‘\‘\H‘HH‘HH‘HH‘HH‘HH

m/z--> 40 60 80 100120140160 180200220240260 280

Abundance  #62601: 8-Amino-2,5-dimethyl-6-methoxyquinoline

202.0 N\
aah [Ny

159.0 ‘

13.00 13.50
5000 m/z 284.15  44.93%
41.0
89 0117.0
oL \‘H!\\‘ \‘\M ‘\}h\‘ W‘u‘ ‘”‘1 . ‘Hh . ‘”} . ‘\H\‘ ; ‘H . M‘ ‘u“ o “‘ T AR
m/z--> 40 60 80 100 120 140160 180 200220 240 260 280
Abundance #62402: 2,4(1H,3H)-Pyrimidinedione, 6-methyl-1-phenyl- —r P
202.0 13.00 13.50
m/z 185.10 42.57%
5000 77.0
118.0
39.0 ‘
0 ”“\”‘“\“”“\‘““"\‘”“\”H"\“”‘i””\””\””\””\””\””\””
m/z--> 40 60 80 100120140160 180200220 240260280 13.00 13.50

8270-BF101220.M Wed Nov 04 12:35:46 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 unknownl13.657 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

13.657 2.32 ng 71935 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]phenanthrene 228 C18H12 000195-19-7 49
2 Dimethyl-[4-[2-(3-methylisoxazol... 228 C14H16N20 1000306-39-6 46
3 Benz[a]anthracene 228 C18H12 000056-55-3 46
4 2,1,3-Benzoselenadiazole-5-carbo... 228 C7H4N202Se 140669-75-6 43
5 Triphenylene 228 C18H12 000217-59-4 43

Abundance Scan 1967 (13.657 min): BF122240.D\data.ms (-1962) (-  m/z 228.10 100.00%

228.1
5000
113.1 e L

77 “ 1631193 281 13.50 14.00
ol 229 “”W‘“ b L F M‘J‘ i 227.10  53.74%

miz--> 50 100 150 200 250
Abundance #84664: Benzo[c]phenanthrene
228.0
5000

113.0 13.50 14.00
m/z 226.05 48.92%
120 440 750 | | 150.0 187.0 m
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
Abundance #84431: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl]pheny
228.0
repayelipey
13.50 1400
5000 m/z 113.05 21.60%
0 S . hu " ‘m‘u; ‘ ‘u‘ \ bl —
m/z--> 50 100 150 200 250
Abundance #84661: Benz[a]anthracene = rN}“‘

228.0 13.50 14 00
105.00 20.56%

5000
114.0
0 39.0 7§0u HJ‘ 150.0 1879\ M

m/z--> 50 100 150 200 250 13.50 14.00

8270-BF101220.M Wed Nov 04 12:35:47 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.739 8.15 ng 252353 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 Cyclopentadecane 210 C15H30 000295-48-7 86
4 Behenic alcohol 326 C22H460 000661-19-8 81
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76

Abundance Scan 1981 (13.739 min): BF122240.D\data.ms (-1976) (- m/z 55.10 100.00%

55.1
97.1
5000
149.1
185.1 285.1 13 50 14 00
o! g m/z 96.09%
m/z--> 50 100 150 200 250
Abundance #155046: 1-Heneicosano
55.0
97.0
5000
1350 1400
m/z 81.34%
39.0
O :\Lg\.(j\‘ ‘\“ “ T ‘ \‘H“ ““ \‘R ‘h “h\ :\L8\2 \0 \22\4\0\ ‘2\66\()\ T ‘
m/z--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1
83.0
43.0
1350 1400
5000 ITI z 79.62%
25.0
WLLLL L ae0 om0
oL, HH L A N A st v
m/z--> 50 100 150 200 250
Abundance #69584: Cyclopentadecane
55.0 13 50 14 00
m/z 76.55%
5000
UL g o0
N oSN
m/z--> 50 100 150 200 250 13 50 14 00

8270-BF101220.M Wed Nov 04 12:35:47 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

13.969 2.26 ng 70066 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 74
2 2-methyloctacosane 408 C29H60 1000376-72-8 74
3 Tetratetracontane 619 C44H99 007098-22-8 74
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 72
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 72

Abundance Scan 2020 (13.969 min): BF122240.D\data.ms (-2015) (- m/z 57.10 100.00%
57.1

-

5000
| d” 1 2480 14.00
Ol e W e m/z 71.10  68.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 T
14.00
m/z 43.10 67.06%
o \‘ || 1#7:0197.0267.0 3670
‘\\H‘HH‘\H\‘\\H’H\\‘\\H‘W\\\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
——
14.00
5000 m/z 85.10 54.09%

||1270197.00670 3650

*

0"A‘_‘H‘H"_‘H,H‘W‘H‘_‘H“H‘_‘H‘H‘w‘H‘_‘H‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 14.00
m/z 55.00 22.48%
h J\A\/u
0 \HH 27-0197.0267.0337.0407.0 491.0562.0
[ e e e T T T T e T T T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 1,4-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.486 4.56 ng 141158 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 49
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
4 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 32
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 27
Abundance Scan 2108 (14.486 min): BF122240.D\data.ms (-2104) (-] 70.05 100.00%

70.0
149.0
261.1
5000
‘ ‘ 1600 14:50

0Lyl ‘W‘Wu ﬂww\\w‘,\\\“\\l\“\ e m/z 149.00 67.02%

mlz--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0

5000
1450
m/z 261.15 51.83%
O L \M ‘h‘\”‘ \‘\ "\‘ \‘ \‘ T ‘ T ‘\J-\ \9’0\ L ‘ \‘\ 1:3\()‘4\.0\ T \3‘6\]-.\()\ T ‘
miz--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
——
14.50
5000 70.0 m/z 57.10 49.37%

149.0
219.0
o BV DOV O S s e
miz--> 50 100 150 200 250 300 350

Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)

70.0 1450
112.0 1670 261.0 m/z 112.10 45.48%
5000
ob LMLl 1L 2170 | 3040 se10 b, m/\
mlz--> 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.692 4.22 ng 116390 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 81
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 81
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 78
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53

Abundance Scan 2143 (14.692 min): BF122240.D\data.ms (-2139) (1 m/z 69.05 100.00%

100 150 200 250 300 350 400 14.50 15.00

69.0
5000
—— —
137.1 203.0245.2 3412 14.50 15.00
N uﬁ‘w Lda, SoPRefee | S8l m/z 81.85  49.36%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 — =
14.50 15.00
m/z 41.10 24.63%
137.0
0 \“ ““\ ““1“ \‘M“H\ ‘\M \‘“\ “ T \1\9\1‘0\ T ‘2\7\3\.(\)‘ T \3\4\1‘0\ T \4‘19\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
—— —
14.50 15.00
5000 m/z 95.10 12.34%
137.0
0279 4 d gy |, 1910 2730 3410 410
B e S S
m/z--> 50 100 150 200 250 300 350 400
Abundance  #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- —— —
69.0 14.50 15.00
m/z 68.05 11.14%
5000
27, ‘ 123.0
H }\‘ “\‘\‘ \\}‘ \M Bl \1770
50

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 17 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.751 3.22 ng 88974 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Pentacosane 352 C25H52 000629-99-2 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2153 (14.751 min): BF122240.D\data.ms (-2148) (-~ m/z 57.10 100.00%
57.1

2 M
130 — —
‘ ‘ 11 ‘ JW 278.0 14.50 15.00
owwwww Lyt | m,‘HWHHMHH_H‘_m m/z 71.05 58.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 — ——
14.50 15.00
m/z 43.10 55.89%
1l h\ H 169.0 2250 2950 366.0
O\\‘\\‘ ‘\‘\"\H\“\“‘\‘\\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
— —
14.50 15.00
5000 ITI/Z 85.10 50.12%
0 uh\ H\]\.] h h\ | 6\9 \0 Il 2\2\5.0 Ly 3090 3650 437‘
I R T B B R et A
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T ——
57.0 14.50 15.00
m/z 55.00 20.66%
o‘J,lx169°,225°2960 — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.210 3.42 ng 94381 Perylene-di2 15.321
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 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2231 (15.210 min): BF122240.D\data.ms (-2227) (. m/z 252.10 100.00%
252.1
5000
— —
a0 12T‘3° l6a1 po41 M 15.00 15.50
AL bl 22 1980 T b 2810 myz 250.10  28.85%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000 i ‘/\\M \A\ —
15.00 15.50
m/z 253.10 21.89%
125.0
ol 630 980, | 1740 2240 |
\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘HH‘\\H‘H\\‘H\‘HH‘H
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]lacephenanthrylene
252.0 A
A T 4
15.00 15.50
5000 m/z 125.00 15.06%
126.0
ol 630 990, ‘\\ 174.0 2240 ”H
e e
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #104218: Benzo[a]pyrene
252.0 1500 1550
m/z 126.00 12.84%
5000
126.0
ol 630 990, | 174.0 2240 h\‘

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1500 1550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 10-Nonadecanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.768 18.99 ng 524106 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Nonadecanol 284 C19H400 016840-84-9 52
2 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 50
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 50
4 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 45
5 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 45

Abundance Scan 2326 (15.768 min): BF122240.D\data.ms (-2319) (- m/z 83.10 100.00%

83.1
5000
157.2 = S
‘ l 297.3 15.50 16.00
ou‘Mm‘\"ei‘ué“m“2_2‘1;9‘!”&,”H,Hwawww‘ m/z 57.10  71.75%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131390: 10-Nonadecano
83.0
5000 — S —
15.50 16.00
157.0 m/z 97.85 67.02%
J J 266.0
O\\\“‘\\\\"‘\"\‘\‘\“\\\\‘\\\\‘\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate
57.0
— —
15.50 16.00
5000 ITI/Z 43.05 54.06%
5.0
0 \“ ] h ‘I\J |, 195.0 264.0 334.0 420.0 566.0
O e e R A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate —— ——
57.0 15.50 16.00
m/z 55.05 51.22%
5000
5.0
oty pss0zene 20 s TN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.704 3.08 ng 84993 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Triacontane 422 C30H62 000638-68-6 80
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 2485 (16.704 min): BF122240.D\data.ms (-2479) (1 m/z 57.05 100.00%
57.0

5000 MM
—— —
‘ } ‘ 1.0207.0 278.1 16.50 17.00
o‘w”‘h‘““‘”“‘“ “‘H“H‘ A e m/z 43.05 59.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 — ——
16.50 17.00
m/z 71.10 55.78%
L1130 3600 2250 2820
O\\““\\“‘\“‘\“\““‘\‘\\‘\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
—— —
16.50 17.00
5000 ITI/Z 85.05 46.24%
o LI T] 1690 2250 210 zaro 4
e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T T
57.0 16.50 17.00
m/z 55.00  25.46%
e MM
13.0 239.0
ol b du Al [y 2690 7 2040 352.0
— “ “““““‘““““““‘““““““ —— ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122240.D

Acqg On : 3 Nov 2020 15:00
Operator : JU/CG

Sample : L4609-01

Misc :

ALS vial : 5 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|
(1R)-2,6,6-Trim... 5.969 8.0 ng 191525 1 6.710 481896 20.0
unknown6.457 6.457 3.8 ng 91758 1 6.710 481896 20.0
2,4,7,9-Tetrame... 9.186 5.9 ng 209090 3 9.745 708579 20.0
n-Hexadecanoic ... 11.763 15.4 ng 508815 4 11.233 661700 20.0
4H-Cyclopenta[d... 11.851 2.7 ng 88412 4 11.233 661700 20.0
Octadecanoic acid 12.545 10.3 ng 339134 4 11.233 661700 20.0
Benzene, 1,2,3-... 12.610 3.8 ng 116525 5 13.880 619490 20.0
Pyrene, 1-methyl- 13.016 3.4 ng 104886 5 13.880 619490 20.0
unknown13.127 13.127 3.9 ng 121212 5 13.880 619490 20.0
2-Phenanthrenol... 13.239 4.2 ng 129308 5 13.880 619490 20.0
unknown13.275 13.275 4.1 ng 126537 5 13.880 619490 20.0
unknown13.657 13.657 2.3 ng 71935 5 13.880 619490 20.90
1-Heneicosanol 13.739 8.2 ng 252353 5 13.880 619490 20.0
Hexacosane 13.969 2.3 ng 70066 5 13.880 619490 20.0
1,4-Benzenedica... 14.486 4.6 ng 141158 5 13.880 619490 20.0
Squalene 14.692 4.2 ng 116390 6 15.321 552094 20.0
Hentriacontane 14.751 3.2 ng 88974 6 15.321 552094 20.0
Benzo[e]pyrene 15.210 3.4 ng 94381 6 15.321 552094 20.0
10-Nonadecanol 15.768 19.0 ng 524106 6 15.321 552094 20.0
Eicosane 16.704 3.1 ng 84993 6 15.321 552094 20.90
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