LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF122084.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.945 483 486 498 rBV 28118 49251 1.80% ©0.200%
2 5.351 552 555 586 rBV 2317714 2522393 92.05% 10.268%
3 6.381 726 730 751 rBV 2458940 2551648 93.12% 10.387%
4 6.575 760 763 786 rVB 93299 160611 5.86% 0.654%
5 6.728 786 789 796 rBV 690117 565792 20.65% 2.303%

6 7.298 882 886 907 rBV 1909084 1774588 64.76% 7.224%
7 8.010 1003 1007 1025 rVB 830697 773713 28.24%  3.150%
8 9.081 1185 1189 1200 rBV 2719717 2729773 99.62% 11.112%
9 9.204 1205 1210 1219 rVB 768052 750744 27.40%  3.056%

9.480 1254 1257 1265 rBV 442291 391930 14.30%  1.595%

11 9.622 1279 1281 1286 rVB 36174 32869  1.20%
12 9.757 1301 1304 1317 rVB 1029246 908405 33.15%
13 10.339 1400 1403 1415 rVB 206753 256146  9.35%
14 10.551 1435 1439 1454 rBV 1860898 1961928 71.60%

WNR WO
[
a
w
3R

15 11.245 1553 1557 1560 rBV 1102994 953615 34.80% 882%
16 11.269 1560 1561 1565 rVV 182205 119855 4.37% 0.488%
17 11.322 1568 1570 1574 rVB 57360 54296 1.98% 0.221%
18 11.427 1584 1588 1594 rVB2 27574 44940 1.64% ©.183%
19 11.492 1594 1599 1602 rBv4 23070 37088 1.35% 0.151%
20 11.745 1639 1642 1645 rBV 65156 63173 2.31% 0.257%
21 11.774 1645 1647 1653 rVB 146424 137091 5.00% ©.558%
22 11.857 1658 1661 1663 rVvV 96042 96787 3.53% 0.394%
23 11.880 1663 1665 1672 rVB 50299 53732 1.96% 0.219%
24 12.039 1690 1692 1697 rBV2 29637 36572 1.33% 0.149%
25 12.086 1697 1700 1703 rVB3 33103 34693 1.27% ©0.141%
26 12.298 1732 1736 1739 rBV2 188072 262200 9.57% 1.067%
27 12.392 1748 1752 1755 rBV2 35261 48062 1.75% ©.196%
28 12.457 1760 1763 1766 rBV 347259 325627 11.88% 1.326%
29 12.480 1766 1767 1773 rVB2 119231 99878 3.64% 0.407%
30 12.610 1786 1789 1791 rBV2 42880 39579 1.44% 0.161%

31 12.686 1797 1802 1808 rBV 391304 426312 15.56% 1.735%

32 12.739 1809 1811 1815 rVB 42608 43891 1.60% 0.179%
33 12.827 1822 1826 1829 rBV 3010314 2740165 100.00% 11.155%
34 12.904 1835 1839 1846 rBV3 46088 79245 2.89% ©.323%
35 12.998 1851 1855 1856 rBV3 43204 50482 1.84% 0.206%
36 13.016 1856 1858 1861 rVB 44616 35907 1.31% 0.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.051 1861 1864 1868 rBvV2 64055 98606 3.60% 0.401%
38 13.121 1873 1876 1880 rVB 66378 72915 2.66% 0.297%
39 13.216 1889 1892 1894 rBV 51753 43276 1.58% 0.176%
40 13.245 1894 1897 1899 rBV 44589 38968 1.42% 0.159%
41 13.392 1919 1922 1924 rBV2 35442 35218 1.29% 0.143%
42 13.533 1944 1946 1949 rVB 41423 37817 1.38% 0.154%
43 13.692 1970 1973 1975 rBV 26059 30297 1.11% 0.123%
44 13.727 1975 1979 1990 rVB2 266790 567573 20.71% 2.310%
45 13.857 1998 2001 2002 rBV 58404 52384 1.91% 0.213%
46 13.886 2002 2006 2009 rVVv2 781954 843928 30.80% 3.435%
47 13.910 2009 2010 2015 rVB 141222 104844 3.83% 0.427%
48 14.051 2029 2034 2041 rVB7 27158 61168 2.23% 0.249%
49 14.274 2070 2072 2076 rVB 50081 42820 1.56% 0.174%
50 14.339 2080 2083 2086 rBv4 47342 55837 2.04% 0.227%
51 14.762 2152 2155 2158 rVB5 29262 32448 1.18% 0.132%
52 14.915 2177 2181 2183 rBV 78542 104093 3.80% 0.424%
53 15.015 2196 2198 2206 rVB2 29529 42966 1.57% 0.175%
54 15.204 2226 2230 2235 rBV 70340 82504 3.01% 0.336%
55 15.262 2237 2240 2245 rVW 73523 84347 3.08% 0.343%
56 15.315 2245 2249 2258 rW 488997 637942 23.28% 2.597%
57 15.715 2314 2317 2322 rVB3 20783 30908 1.13% 0.126%
58 15.798 2327 2331 2332 rBv4 29763 40026 1.46% 0.163%
59 16.733 2485 2490 2497 rVB2 51734 97302 3.55% 0.396%
60 16.892 2512 2517 2522 rBV7 17641 38378 1.40% 0.156%
61 17.162 2559 2563 2572 rVB 36940 75659 2.76% 0.308%
Sum of corrected areas: 24565205
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Oct 2020 15:28

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
BF122084.D

Ju/CaG
L4463-02

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.575 5.68 ng 160611 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
Abundance Scan 763 (6.575 min): BF122084.D\data.ms (-760) (-) m/z 45.00 100.00%
45.0
5000
59.1

721 e e

‘\ M 104.1 6.20 6.40 6.60 6.80 )
0“_‘H‘H‘wu‘wuu‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘HW‘H m/z 59.10  32.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 \‘\\\\/\‘\\\\‘\\\\‘\\\\’\
31.0 . 6.20 6.40 6.60 6.80
72.0 .
m/z 72.10 20.21%
0180[!!11’890104()’
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #32644: Diethyl carbitol
45.0
T
6.20 6.40 6.60 6.80
5000 59.0 72.0 m/z 43.00 13.08%
31.0
o 15.0 M‘ M 89.0 103.0116.0
R A RA AR ARAR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- T e
45.0 6.20 6.40 6.60 6.80
m/z 73.00 12.81%
5000 59.0
31.0
73.0
o L L] 70 10m0
H“H‘_“w‘H"H‘w"H‘H“_‘H,‘H‘_“W‘H‘,H‘w“‘ e AR AR REE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.204 16.53 ng 750744  Acenaphthene-die 9.757

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 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53
4 Acetaminophen 151 C8H9NO2 000103-90-2 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53

Abundance Scan 1210 (9.204 min): BF122084.D\data.ms (-1205) (-) m/z 43.00 100.00%

43.0
109.1
5000 151.1
R
‘ 69.0 8.80 9.00 9.20 9.40 9.60
O“w“HMMMWMWNﬂwWM_UM‘meM‘M“m‘_‘u“u‘M‘ m/z 109.10 70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 REEEE e e S R
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 44.27%
0 :\L\S\‘O\ ‘\‘ T \“‘”\‘ T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \‘M“\ “\ — \“ T 1 T \‘\ T ‘]\-?\2\.‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
Ramas e AR
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 21.29%
o e N Y N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #78113: Butanamide, N-acetyl-N-(4-hydroxyphenyl)- P
109.0 8.80 9.00 9.20 9.40 9.60
m/z 69.00 13.11%
5000 151.0
43.0
Ol sty e byt 2202280 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 unknownl®.33 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.339 5.64 ng 256146  Acenaphthene-die 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
2 Metacetamol 151 C8HINO2 000621-42-1 38
3 Diacetamate 193 C10OH11NO3 002623-33-8 38
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
5 Acetaminophen 151 C8HSNO2 000103-90-2 38

Abundance Scan 1403 (10.339 min): BF122084.D\data.ms (-1400) (- m/z 43.05 100.00%

43.0
109.1
5000
151.1 213.2
lO 00 lO 50
.
owwﬂwm A M b P25 7 109,10 64.30%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
10 00 10 50
m/z 151.05 26.37%
OH\\‘\‘\‘\\“‘“\‘\“\‘H‘ \“\“\ \H“\\‘\H\‘\\Hl‘\“\\\‘\“H1\‘\\‘H‘]-H\\‘\\H‘H\\‘\H\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #24779: Metacetamol
109.0 A
lO 00 lO 50
5000 151.0 m/z 213.20 25.11%
43.0
80.0
15.0 i
0mwHHWMmw‘uH_m‘HHW1‘_m‘mmm_m,‘m_
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #55120: Diacetamate — —
109.0 10.00 10.50
m/z 41.00 22.50%
5000 151.0
43.0
15.0 80.0 193.0
NSRS NP ERSEN RS IS S ——— = —
m/z--> 20 40 60 80 100120140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.774 2.88 ng 137091  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 92
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 92
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92

Abundance Scan 1647 (11.774 min): BF122084. D\data ms (-1645) (-~ m/z 192.10 100.00%

190.1
5000
430 730
s -

129.0 165.1 |
0 927 2 256.1 11.50 12.00
0! m/z 191.10  53.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54750: Phenanthrene, 2-methyl-
192.0
—{Pes —

5000
11.50 12.00
040 165.0 m/z 73.00 35.69%
Jlzzo es0 i 10 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54752: Phenanthrene, 1-methyl-
192.0
‘/\‘A‘ X ‘r\/v’\‘rm/\(w
11.50 12.00
5000 m/z 43.05  32.44%
95.0 165.0
0,280 63.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54727: 1H-Indene, 2-phenyl-
192.0 1150 1200

m/z 59.95 32.20%

5000
165.0
27.0 630 8o 1150 | M
0 P ) | VTR

R e R R EE RS s ey s e o T i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.03 ng 96787  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 78
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 60
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 60
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 55
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 55

Abundance Scan 1661 (11.857 min): BF122084.D\data.ms (-1658) (1  m/z 192.05 100.00%
19p.1

j——

5000
" 165.1 11‘56 12‘06
63.0 139.0 : ’
b0 e b b 3290 STl myz 189,05 71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 s ; W\U\/"
11.50 12.00
m/z 191.10 64.88%
165.0
0 39.0 63.0 96.0 139.0 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-

.

192.0
P
11.50 12.00
5000 ITI/Z 190.10 61.84%
165.0
ol 320 630 980 1390 | W
o P e A e
miz--> 20 40 60 80 100 120 140 160 180 200 M j\N
Abundance #54756: Naphtho[2,3-b]norbornadiene e NW
192.0 11.50 12.00
m/z 94.50 23.76%
5000
165.0
0 39.0 63.0 ‘960“701390 I
L e W R e SRR P e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.298 5.50 ng 262200  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 96
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 95
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 93
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 92
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87

Abundance Scan 1736 (12.298 min): BF122084.D\data.ms (-1732) (1  m/z 206.10 100.00%
206.1

5000 MJLM
L LITTe
12.00 12.50
0 m/z 191.10 49.10%
m/z-->
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 T 1
12.00 12.50
101.0 m/z 55.05 39.70%
0 ‘2\7\.\0\ ’\5\11.\0‘ T \7\6‘\‘0\ 1‘ \“\ "h‘\ T ‘1‘33?.‘(‘){:‘[‘6“5‘.‘0\”‘ T "‘h{ ‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66239: di-p-Tolylacetylene
206.0
—— —
12.00 12.50
5000 m/z 43.10 38.99%
o0 7601920 1g901s50 | |
R R o Ea B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl- — —
206.0 12.00 12.50
m/z 83.05 36.53%
5000
89.0
oL.390 630 | 1150 15;0\1??%M‘M
e e e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 1-Dodecanol, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.051 2.34 ng 98606 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 80
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
3 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 64
4 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 62
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 49

Abundance Scan 1864 (13.051 min): BF122084.D\data.ms (-1861) (- m/z 57.10 100.00%
7.1

57.
5000
97.1
T T
| ] 141.1 1771 220.1 13.00
ol Db B m/z 43.05 79.59%
miz--> 50 100 150 200 250
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 — :
97.0 13.00
m/z 71.05 53.84%
39.0
oE1oL L h!‘ I I L 1820 2240 2800
miz--> 50 100 150 200 250
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
T T
13.00
5000 97.0 ITI/Z 55.00 45.97%
39.0
ob— h!\ \M\‘\‘H‘ ﬁ I e ‘1‘9‘6"0‘ O
miz--> 50 100 150 200 250
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester — ‘
57.0 13.00
m/z 41.05 43.24%
5000
97.0
27,0 241.0
ok “‘ o, u‘!‘ L1 wso a0 *F° —
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.727 13.45 ng 567573 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1979 (13.727 min): BF122084.D\data.ms (-1975) (- m/z 57.10 100.00%
57.1
97.1
5000
1350  14.00
39.0 242.0 : i
0b— M‘u‘u ) J“, ! ‘jW T N, AN m/z 43.85 96.70%
miz-> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
83.0
43.Q
5000 —r— ——
13.50 14.00
25.0 m/z 55.18  89.50%
O T \“\‘ H‘H\ ‘\‘ \‘ \H’ ‘H‘ \““‘\ ‘h ’%—?Z\O \2‘1\().\0\ T ‘ \2\8\0-\()‘ T T T
miz--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0 —— ——
13.50 14.00
5000 m/z 83.05 85.70%
‘ #250
NET N O O R
miz--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1 ! ; : :
57.0 97.0 13.50 14.00
m/z 69.10 74.71%
5000
39.0
0200 [ AL 117, 1810 2220 2640 3080 v e
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 : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS vial : 12  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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.204 2.59 ng 82504 Perylene-di2 15.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 98
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95

Abundance Scan 2230 (15.204 min): BF122084.D\data.ms (-2226) (1  m/z 252.10 100.00%

252.1
5000

125.0
300 750 | 187.0 223.0 M 284. 1500 1550
0L ook b o el ey m/z 250.05  3@.28%
miz> 20 40 60 80 100120140160 180200 220240260280
Abundance #104217: Benzo[e]pyrene
250.0
5000

15.00 15.50
m/z 253.05 22.44%

125.0
50.0 830 , | 174.0 223.0
‘\H\‘\\\\‘\H\‘\\\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104215: Perylene
252.0
a'a'la'aY

o

1500 1550
5000 m/z 125.00 16.62%
126.0
0 50.0 87.0 M\H 174.0 222.0 M
RN R LR R e e e e L R RRRRA
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104227: Benz[e]acephenanthrylene T —

252.0 15.00 15.50

m/z 126.00 14.76%

5000
126.0 ‘
39.0 87.0 1740 223.0
0 M\” il nmwme

m/z--> 20 40 60 80 100120140160180200220240260280 1500 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122084.D

Acqg On : 22 Oct 2020 15:28
Operator : JU/CG

Sample : L4463-02

Misc :

ALS Vvial : 12  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|
Ethanol, 2-(2-e... 6.575 5.7 ng 160611 1 6.728 565792 20.0
2,4,7,9-Tetrame... 9.204 16.5 ng 750744 3 9.757 908405 20.0
unknown10.33 10.339 5.6 ng 256146 3 9.757 908405 20.0
Phenanthrene, 2... 11.774 2.9 ng 137091 4 11.245 953615 20.0
Phenanthrene, 1... 11.857 2.0 ng 96787 4 11.245 953615 20.0
Phenanthrene, 2... 12.298 5.5 ng 262200 4 11.245 953615 20.0
1-Dodecanol, 2-... 13.051 2.3 ng 98606 5 13.886 843928 20.0
Behenic alcohol 13.727 13.4 ng 567573 5 13.886 843928 20.0
Benzo[e]pyrene 15.204 2.6 ng 82504 6 15.315 637942 20.0
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