LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123994.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 8 14 20 rVB 530640 672953 47.62%  3.903%
2 2.281 29 33 42 rVB2 38994 53539 3.79% 0.310%
3 5.122 512 516 522 rVB 54737 63712 4.51% 0.369%
4 5.522 579 584 587 rBV 1245455 1195680 84.61% 6.934%
5 6.528 749 755 758 rBV 1241349 1223996 86.61% 7.098%
6 6.728 786 789 795 rBV 73556 62673 4.43% 0.363%
7 6.904 815 819 822 rBV 380805 288627 20.42% 1.674%
8 7.463 910 914 917 rBV 964353 812087 57.46% 4.710%
9 8.186 1034 1037 1040 rBV 499637 365791 25.88% 2.121%
10 9.263 1216 1220 1223 rBV 1818789 1413222 100.00% 8.196%
11  9.380 1236 1240 1243 rVB 274991 246655 17.45% 1.430%
12 9.651 1283 1286 1290 rBV 227619 182016 12.88% 1.056%
13 9.804 1309 1312 1315 rBV 35462 24714 1.75% 0.143%
14  9.916 1329 1331 1333 rBV 35325 29083 2.06% 0.169%
15 9.945 1333 1336 1339 rVB 509262 410109 29.02% 2.378%

16 10.522 1431 1434 1441 rVB 258660 205049 14.51%

1.
17 10.727 1465 1469 1473 rBV 932525 881879 62.40% 5.114%
18 10.857 1482 1491 1494 rVB6 13700 19372 1.37% ©0.112%
19 11.286 1558 1564 1569 rBV6 11024 19936 1.41% o0.116%
20 11.427 1585 1588 1591 rBV 446910 393541 27.85%  2.282%
21 11.451 1591 1592 1595 rVV 187145 122208 8.65% ©.709%
22 11.504 1599 1601 1604 rVB 35788 25925 1.83% ©0.150%
23 11.657 1622 1627 1630 rBV2 34358 42900 3.04% 0.249%
24 11.933 1668 1674 1675 rBV 40451 42297 2.99%  ©0.245%
25 11.957 1675 1678 1681 rVVv2 131324 129917 9.19% ©.753%
26 12.045 1689 1693 1695 rBV2 53151 61184 4.33% 0.355%
27 12.063 1695 1696 1701 rVB3 28081 22620 1.60% ©.131%
28 12.163 1710 1713 1718 rVB4 44931 41544  2.94%  0.241%
29 12.227 1721 1724 1725 rW 22624 21746 1.54% 0.126%
30 12.245 1725 1727 1732 rVB 43108 40027 2.83% 0.232%
31 12.474 1763 1766 1770 rBV2 130601 144282 10.21% ©.837%
32 12.516 1770 1773 1775 rVWV2 27786 29343 2.08% 0.170%
33 12.563 1779 1781 1788 rVB5 39372 54441 3.85% ©.316%
34 12.645 1791 1795 1798 rVV 539687 439181 31.08% 2.547%
35 12.674 1798 1800 1804 rVvv2 75021 64148 4.54% 0.372%
36 12.739 1808 1811 1814 rBV2 39481 35316 2.50% ©0.205%

8270-BF051421.M Thu May 20 12:58:36 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.768 1814 1816 1819 rBV3 15889 17739 1.26% ©.103%
38 12.874 1826 1834 1837 rBV 465127 480074 33.97%  2.784%
39 12.921 1839 1842 1846 rVB2 25544 35825 2.53% 0.208%
40 12.957 1846 1848 1852 rBv4 22750 28400 2.01% ©0.165%
41 13.016 1854 1858 1866 rVB 1473381 1279765 90.56%  7.422%
42 13.092 1866 1871 1874 rBV3 48028 82576 5.84% 0.479%
43 13.116 1874 1875 1878 rVB3 19804 17818 1.26% ©.103%
44 13.174 1882 1885 1887 rBv4 39507 44814  3.17%  ©.260%
45 13.198 1887 1889 1892 rVWV 95699 84956 6.01% 0.493%
46 13.233 1892 1895 1898 rVvv5 35955 43830 3.10% ©.254%
47 13.268 1898 1901 1903 rVV2 52785 46188 3.27% ©0.268%
48 13.304 1903 1907 1909 rVvv2 68345 71687 5.07% ©0.416%
49 13.327 1909 1911 1914 rVB3 24632 23602 1.67% 0.137%
50 13.363 1914 1917 1920 rBV5 21751 29258 2.07% 0.170%
51 13.392 1920 1922 1925 rVB2 55338 46720 3.31% 0.271%
52 13.427 1925 1928 1933 rBv4 48438 55781 3.95% 0.323%
53 13.604 1951 1958 1964 rBv4 69054 135830 9.61% ©.788%
54 13.680 1968 1971 1973 rVv4 17003 22923 1.62% ©.133%
55 13.704 1973 1975 1980 rVB 66756 76334  5.40% 0.443%
56 13.751 1980 1983 1985 rBv4 14309 19650 1.39% 0.114%
57 13.774 1985 1987 1990 rVB 79421 68414 4.84% 0.397%
58 13.821 1990 1995 1998 rBV2 73692 110660 7.83% 0.642%
59 13.851 1998 2000 2002 rVV 55056 48992 3.47% 0.284%
60 13.874 2002 2004 2007 rVV2 42149 56937 4.03% 0.330%
61 13.910 2007 2010 2017 rVB2 225739 243194 17.21% 1.410%
62 13.992 2022 2024 2030 rVV5 18309 26436 1.87% ©0.153%
63 14.068 2030 2037 2040 rVV3 480780 936322 66.25% 5.430%
64 14.098 2040 2042 2047 rVB 326410 288803 20.44% 1.675%
65 14.286 2071 2074 2079 rBV2 38162 61588 4.36% 0.357%
66 14.327 2079 2081 2084 rVB4 21458 20200 1.43% 0.117%
67 14.421 2095 2097 2099 rBV2 20495 19307 1.37% ©0.112%
68 14.457 2099 2103 2106 rVV 73447 83053 5.88% ©.482%
69 14.492 2106 2109 2112 rVB5 67876 71760 5.08% 0.416%
70 14.551 2112 2119 2122 rBV6 101558 155378 10.99% 0.901%
71 14.580 2122 2124 2126 rVV3 52427 45277 3.20% ©.263%
72 14.604 2126 2128 2131 rVB3 37296 31879 2.26% 0.185%
73 14.657 2133 2137 2142 rVB6 57004 104691 7.41% 0.607%
74 14.704 2142 2145 2150 rBV7 42543 66435 4.70% 0.385%
75 14.757 2152 2154 2155 rBV2 21750 17484 1.24% 0.101%
76 14.804 2160 2162 2165 rVB4 26984 24692 1.75% 0.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.898 2175 2178 2180 rVB3 28229 28955 2.05% 0.168%
78 15.010 2194 2197 2199 rVB3 43134 37012 2.62% 0.215%
79 15.127 2213 2217 2220 rBV 271713 428413 30.31% 2.485%
80 15.209 2227 2231 2233 rBV3 62970 78632 5.56% 0.456%
81 15.233 2233 2235 2240 rVB2 111378 132883 9.40% 0.771%
82 15.327 2248 2251 2259 rBV9 23413 52120 3.69% 0.302%
83 15.439 2265 2270 2276 rVB 175635 226363 16.02% 1.313%
84 15.504 2276 2281 2288 rVV 209846 261951 18.54% 1.519%
85 15.568 2288 2292 2295 rW 227826 280260 19.83% 1.625%
86 15.598 2295 2297 2304 rVB4 79213 113435 8.03% 0.658%
87 15.745 2318 2322 2323 rBV4 16142 20886 1.48% 0.121%
88 16.056 2371 2375 2379 rVB2 58945 79405 5.62% 0.460%
89 16.109 2381 2384 2387 rVV5 26085 37582 2.66% 0.218%
990 16.139 2387 2389 2393 rVB4 20134 23041 1.63% 0.134%
91 16.304 2413 2417 2419 rBV4 16995 25999 1.84% 0.151%
92 16.886 2509 2516 2525 rVB4 35563 92835 6.57% 0.538%
93 17.068 2541 2547 2555 rVB3 85434 164486 11.64% 0.954%
94 17.527 2618 2625 2632 rVB2 64750 126525 8.95% 0.734%
95 17.698 2650 2654 2659 rVB8 14978 25579 1.81% 0.148%

Sum of corrected areas: 17243347
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 May 2021 17:15
: M2439-03

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
BF123994.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF123994.D\data.ms
1500000
5.522 6.528
1000000 7.463
2.169
500000
6.904
281 5.122 6.728
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\W_Y‘\W\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF123994.D\data.ms
9.263
1500000 13.016
1000000 10.727
9.945
500000 8.186 11.427
9.380 10.522
9.651 .
11451 11.957
L 9.%9. 6 0.857  11.2841.50M65711. X
0 — — — NI L e IRt e e R e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF123994.D\data.ms
1500000
1000000
500000
O‘ A
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 T T ‘ T T ‘ T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 46.63 ng 672953 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 14 (2.169 min): BF123994.D\data.ms (-8) (-) m/z 73.10 100.00%

3.1
43.0
5000
871 \H‘\\H‘HH‘\H\‘HH‘\H
‘ 2.202.302.402.502.60
0‘w‘Hw‘Hw‘HM‘Hwﬂmw‘HW‘MW‘HW‘HWH‘WH‘WH‘WH“ m/z 43.00 54.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T T T T
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.00 40.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A EESEESEEEEEEEEESES
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.81%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol e
73.0 2.202.302.402.502.60
m/z 41.10 18.84%
55.0 /
5000
410
27.0 ‘
oH,‘m_H‘!““H:H:‘Hmhmwmww‘wwwwww VA NYA DU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Propane, 1,1-dimethoxy- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.281 3.71 ng 53539 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 14
3 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 9
4 Isoxazolidine 73 C3H7NO 000504-72-3 9
5 Formamide, N-methylthio 75 C2H5NS 018952-41-5 9

Abundance  Scan 33 (2.281 min): BF123994.D\data.ms (-29) (-) m/z 75.10 100.00%

78.1
45.0
5000
[ )
‘ 57.0 220 240 260
ol el e m/z 73.10 63.46%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 L L L B B
220 240 260
m/z 45.00 60.42%
Of57.087.0103.0
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73.0
AN man o o B
220 240 260
5000 m/z 47.00 38.95%
45.0
29.0
0 Ll ! \‘ £9.0 il 101.0
A T A RAREm R R e
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #916: 2-Hydrazinoethanol .
45.0 220 240 260
m/z 41.05 38.44%
5000
76.0
Ol B0 AR
m/z--> 20 30 40 50 60 70 80 90 100 110 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.122 4.41 ng 63712 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 516 (5.122 min): BF123994.D\data.ms (-512) (-) m/z 43.00 100.00%

5000
101.0 P Dl
1 ' 4.80 5.00 5.20 5.40
om‘m‘M‘mﬁg'”w”HWHWH_MW m/z 59.10  62.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e
4.80 5.00 5.20 5.40
m/z 101.00 16.42%
0 26\'\\ Ll 0 830 101.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8344: 3-Hexanol, 4-methyl-
59.0
AR maEREE S
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.68%
87.0
LT 1
miz--> 20 40 60 80 100 120 140 160
Abundance #40911: 1,8-Nonanediol, 8-methyl- AR mamEEE S
59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.99%
5000
41,0
s o e e e L R
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.728 4.34 ng 62673 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 59
2 Diethyl carbitol 162 C8H1803 000112-36-7 50
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 47
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 38
Abundance Scan 789 (6.728 min): BF123994.D\data.ms (-786) (-) m/z 45.00 100.00%
45.0
5000 59.0
72.0 el e e
“ | “ g7 104.2 6.40 6.60 6.80 7.00
O e el e e e m/z 59.00  41.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9257: Ethanol, 2-(2-methoxyethoxy)-
45.0
A 1A p MW
5000 UL L B I B R |
31.0 59.0 6.40 6.60 6.80 7.00
m/z 72.00 19.38%
| ‘ 75.0
OH‘\\H‘\\1‘1‘\\H‘\!\\‘\H\‘H\\‘H‘H’\H\w\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #32644: Diethyl carbitol
45.0
\\‘\\\\‘\\\\‘\\A\\‘\\\\’
6.40 6.60 6.80 7.00
5000 59.0 72.0 m/z 43.10 16.33%
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 #15100: Ethanol, 2-(2-ethoxyethoxy)- “““W“A?“‘H““‘,
45.0 6.40 6.60 6.80 7.00
m/z 73.10 8.39%
5000
31.0 72.0
S O Y P S 1 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.380 12.03 ng 246655  Acenaphthene-die 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
2 Pyridine, 3-butyl-, 1-oxide 151 CS9H13NO 031396-33-5 36
3 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 36
4 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000767-54-4 25
5 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 22

Abundance Scan 1240 (9.380 min): BF123994.D\data.ms (-1236) (-) m/z 43.00 100.00%

43.0
109.1
5000 151.2
ST T e T
| 69.1 9.00 9.20 9.40 9.60 9.80
0 Hww\mMWJH‘mm_wwpu‘wmwwwww m/z 109.10  63.13%
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 \‘\\\\‘\}\\\\’\\\\‘\\\\‘\\
9.00 9.20 9.40 9.60 9.80
69.0 m/z 151.20 43.67%
O ?‘\15\.‘0\ ‘\‘ T \“‘ ‘1‘\‘\“\‘”‘ \“\“\ \H“ \‘\‘\H\ ‘ \ \M\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘]\-?\2\.‘0\ TTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24970: Pyridine, 3-butyl-, 1-oxide
109.0
SN | | ——
151.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 25.71%
39.0 65.0 ‘
0 "w"\““MM““‘H“”\Mmw_UH‘HmH‘!‘,HHWHWH,H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #78113: Butanamide, N-acetyl-N-(4-hydroxyphenyl)- bt o et (/e
109.0 9.00 9.20 9.40 9.60 9.80
m/z 56.95 13.95%
5000 151.0
43.0
ol by 50 ] 1920 2210
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80

8270-BF051421.M Thu May 20 12:58:40 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl1®.522 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.522 10.00 ng 205049  Acenaphthene-die 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 38
2 Metacetamol 151 C8HI9NO2 000621-42-1 35
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 35
4 Acetaminophen 151 C8H9NO2 000103-90-2 35
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 27
Abundance Scan 1434 (10.522 min): BF123994.D\data.ms (-1431) (. m/z 43.00 100.00%
43.0
109.1
5000
151.2 213.2
T \
“‘ 81,1 ‘ 255.( 10.50
N M iy J“‘\‘M Ul b 0y m/z 109.10 60.09%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
5000 151.0 o :
43.0 10.50
81.0 m/z 151.20 27.04%
‘ ‘ ‘ ‘ ‘ 179.0
O \H‘\\‘H‘\H‘\‘\‘\‘\\“‘\‘\‘\H\‘\‘\“H‘\H\‘HH‘HH“HH‘\H\‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #24779: Metacetamol
109.0 A
— e ‘
10.50
5000 151.0 m/z 213.20 26.42%
43.0
80.0
15.0 | \ ‘
O et b
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #24949: m-Isopropoxyaniline e
109.0 10.50
m/z 41.00 25.53%
5000
151.0
80.0
41.0 h ‘
Ottt b e e e
m/z--> 20 40 60 80 100120140160 180200220240 10.50

8270-BF051421.M Thu May 20 12:58:41 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.957 6.60 ng 129917 Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 55
5 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 52
Abundance Scan 1678 (11.957 min): BF123994.D\data.ms (-1675) (-  m/z 192.10 100.00%
192.1
57.0
5000
85.2
165.1 o T
256.1
227.4 12.00
0! m/z 57.05 78.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129.0 T
12.00
m/z 73.10 73.36%

’ 157.0 1850 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54752: Phenanthrene, 1-methyl-
192.0

5000 m/z 55.05 71.02%

950 165.0
0 28.0 630 139.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

#54751: Phenanthrene, 4-methyl- ‘
192.0 12.00

m/z 41.00 67.74%

5000
95.0 165.0
0 63.0 125.0

! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF051421.M Thu May 20 12:58:41 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.045 3.11 ng 61184  Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 83
2 Methyl diselenide 190 C2H6Se2 007101-31-7 49
3 2-Chloro-1-(2-propynyl)-1H-benzi... 190 C1@H7CIN2 080276-19-3 47
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 45
5 6,7-Methylenedioxy-4(3H)-quinazo... 190 C9H6EN203 028310-11-4 33

Abundance Scan 1693 (12.045 min): BF123994.D\data.ms (-1689) (- m/z 190.10 100.00%

190.1
5000
94.6 fﬂﬁ s
410 631 ‘ 162.9 12.00
ol 0 o MO T M wjz 189.10 80.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 M ‘AW\
94.0 12.00
’ m/z 192.05 29.11%
0., 390 630 | 1150137.0 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
93.0 190.0
; A
12.00
5000 ITI/Z 191.00 24.83%
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 N\AM
Abundance  #52824: 2-Chloro-1-(2-propynyl)-1H-benzimidazole Tt L Al
190.0 12.00
155.0
5000 90.0
39.0
Toll )
b b L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF051421.M Thu May 20 12:58:42 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.474 7.33 ng 144282  Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 98
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 91
3 Cycloundecane, (1-methylethyl)- 196 C14H28 062338-56-1 90
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 90
5 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 86

Abundance Scan 1766 (12.474 min): BF123994.D\data.ms (-1763) (- m/z 55.10 100.00%
5]:

2

5000
—
12.50
0! m/z 57.05 83.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58280: Cyclotetradecane
55.0
83.0
5000 T
29.0 12.50
: 111.0 m/z 43.05 66.81%
“ “ H | |139.0 168.0 196.0
0 \H‘\}H“H \\‘\“\\‘\\‘H\\\‘i\\\‘\‘\}\\‘\\\\“\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58285: 2-Tetradecene, (E)-
55.0
——
12.50
5000 290.0 ITI/Z 83.10 63.72%
83.0
111.0
o ‘\ Hw \“ “ i 1400 1680 19‘6'0
A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58314: Cycloundecane, (1-methylethyl)-
57.0 12.50
83.0 m/z 40.95 61.04%
5000
29.0
111.0
|| || L0 ass0 1960
[( S R SRS I S S S —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

8270-BF051421.M Thu May 20 12:58:43 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl12.563 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.563 2.77 ng 54441  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-4-0l1, 4'-chloro- 204 C12H9C10 028034-99-3 43
2 [1,1'-Biphenyl-4-01], 2-chloro- 204 C12H9Cl1O0 023719-22-4 38
3 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 35
4 Pyrimido[5,4-b]benzofurane, 4-ch... 204 C10H5CIN20 039876-88-5 32
5 Benzene, 1-chloro-3-phenoxy- 204 C12H9C10 006452-49-9 27

Abundance Scan 1781 (12.563 min): BF123994.D\data.ms (-1779) (-  m/z 204.10 100.00%
204.1

5000

12.50
01 176.10  48.59%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64070: [1,1'-Biphenyl]-4-ol, 4'-chloro-
204.0
5000

12.50
88.20  37.85%

139.0
630 1020 ‘ 168.0
‘H\\“\\H\‘\“‘H\H\‘!H\“H\“\‘HH}‘H‘H‘\!\‘\’HH"\H‘HH‘HH‘HH’HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64066: [1,1'-Biphenyl-4-ol], 2-chloro-
204.0

o

12.50
5000 206.05  30.97%
139.0
168.0
LN O U Y S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0 12.50

m/z 205.10  28.44%

5000
1 e, s ik

m/z--> 20 40 60 80 100120140160180200220240260280 12 50

o

8270-BF051421.M Thu May 20 12:58:43 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 1,1'-Biphenyl, 2,3,3',4,4',... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.604 2.90 ng 135830 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,3,3',4,4',5'-he... 358 C12H4Cl6 069782-90-7 87
2 Tricyclo[7.2.1.0(3,8)]dodeca-3(8... 230 C14H1403 1000319-33-6 30
3 1-Pyrenebutanoic acid 288 C20H1602 003443-45-6 18
4 1,5-Diaminonaphthalene, N-trimet... 230 C13H18N2Si 1000364-96-3 14
5 6-Methyl-2H-1-oxa-4,6-phenanthro... 230 C12H10ON203 070744-02-4 11
Abundance Scan 1958 (13.604 min): BF123994.D\data.ms (-1951) (-  m/z 215.20 100.00%
215.2
289.9 359.¢
5000
98.0 1458 L MM
gl Y I e
231.9 L 13.50 14.00
0 m/z 230.00 98.60%
mlz--> 50 100 150 200 250 300 350
Abundance #188941: 1,1'-Biphenyl, 2,3,3',4,4',5'-hexachloro-
360.C
290.0 B
5000 144.0 T 1
13.50 14.00
218.0 m/z 359.90  60.59%
36.0 74.0 ‘ 181.0 ‘ /
0 “Uh““ ‘\“H\‘H\‘H\‘ | ‘\‘U‘h‘ Ll - ! . ’H\‘ S —
miz--> 50 100 150 200 250 300 350
Abundance #86095: Tricyclo[7.2.1.0(3,8)]dodeca-3(8),4,6-triene-2,12-
215.0 r\ n A A
A\A T ‘A T T T ‘ T
13.50 14.00
5000 m/z 289.90 55.47%
175.0
55.0 11?-0 g
B e e T
miz--> 50 100 150 200 250 300 350 n ﬁ n ﬂ
Abundance #134691: 1-Pyrenebutanoic acid n - L
215.0 13.50 14.00
m/z 287.90 45.79%
5000 288.0
95.0 n {l h h
45.0 144.0
N VNI WO I (RTI1EI
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF051421.M Thu May 20 12:58:44 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Dibenzo[c,h][2,6]naphthyridine Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.910 5.19 ng 243194 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 83
2 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 70
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 50
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 50
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 50

Abundance Scan 2010 (13.910 min): BF123994.D\data.ms (-2007) (- m/z 57.10 100.00%

57.1
230.1
97.0
5000
200.1 e
150.9 :
285.(
Ow‘uuﬂ“h‘\‘ ‘\H M“ L‘“v‘ﬁr‘v—v—v—rrrrv‘rﬁ—r m/Z 55.10 92.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86217: Dibenzo[c,h][2,6]naphthyridine
230.0
5000 T T
14.00
m/z 43.00 76.88%
201.0
O\‘H\\‘H\\‘\\H‘\\\\‘HH‘HH‘\\\\‘H\\‘H‘Himl\H‘\H\‘HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
e
14.00
5000 ITI/Z 230.10 73.24%
101.0 200.0
o | a0 ||
O et ek e b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl esi 4 R e
83.0 14.00
m/z 97.05 65.99%
5000
125.0
154.0 195. 02240
; 7550 by
m/z--> 20 40 60 80 100120140160180200220240260280 14.00

8270-BF051421.M Thu May 20 12:58:45 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 9H-Cyclopenta[a]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.551 3.32 ng 155378 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Cyclopenta[a]pyrene 240 C19H12 050861-05-7 70
2 5,6-Dimethyl-4-phenyl-3-cyanopyr... 248 C14H12N2S 094639-18-6 43
3 Benzonitrile, 4-(2-chlorobenzyli... 240 C14H9CIN2 303214-71-3 43
4 Adamantan-2-one, 4,4-ethylenedit... 240 C12H160S2 1000210-52-6 35
5 3-Pyridinecarbonitrile, 2-(1,3-b... 240 C13H8N203 1000338-10-1 35
Abundance Scan 2119 (14.551 min): BF123994.D\data.ms (-2112) (- m/z 57.05 100.00%
57.0 240.1
5000
T T
14.50
0 m/z 240.10  88.60%
miz-> 50 100 150 200 250
Abundance #94382: 9H-Cyclopentala]pyrene
240.0
5000 e :
14.50
119.0 m/z 55.10 76.81%
ol 430 780 Hh 1630 2110 |
T T T [ T T T T ‘ T T T T ‘ T T T T ‘ T T T ’ T T T T ‘
miz-> 50 100 150 200 250
Abundance #93904: 5,6-Dimethyl-4-phenyl-3-cyanopyridine-2(1H)-thi
240.0
T T
14.50
5000 m/z 239.00 72.17%
39.0 770 140.0 179.0211.0
o[t HEE T B S R - :
miz--> 50 100 150 200 250
Abundance  #93988: Benzonitrile, 4-(2-chlorobenzylidenamino)- pn WWTAAWW“
240.0 14.50
m/z 43.00 70.97%
111.0
ol— ‘\\!‘ ! ‘\\‘h‘\\\‘ Ik . Ay ly H! - ‘?' : “\‘ I - —
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.210 5.61 ng 78632 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 60
2 Octadecane 254 C18H38 000593-45-3 53
3 Hexacosane 366 C26H54 000630-01-3 49
4 Heptacosane 380 C27H56 000593-49-7 46
5 Heneicosane 296 C21H44 000629-94-7 46

Abundance Scan 2231 (15.209 min): BF123994.D\data.ms (-2227) (- m/z 57.10 100.00%

57.1
5000
268.1
9.0 141.2 100 PN
15.00 15.50
| b o)y, 1832 2287 | ;
0 }h‘ L \M‘WWMw\i“w Rt ‘MM T P e m/z 71.05 56.65%
miz--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 T -
15.00 15.50
0.0 m/z 43.10 46.64%
O \“‘\ ‘\‘ “‘ H H‘ H‘ “ :‘-41 (‘)\]-\8\2\0’ T \2\49‘0\ T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
— —
15.00 15.50
5000 m/z 85.05 41.81%
9.0
0 \\‘ \ “\ \\ H‘ ‘ 1410 1830 2540
““ B e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T e N
57.0 15.00 15.50
m/z 268.10  37.11%
5000
L 0o msozemoamo sore a1
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF051421.M Thu May 20 12:58:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.233 9.48 ng 132883 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 70
2 Benzo[e]pyrene 252 C20H12 000192-97-2 68
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 58
4 Perylene 252 C20H12 000198-55-0 58
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 53

Abundance Scan 2235 (15.233 min): BF123994.D\data.ms (-2233) (1  m/z 252.10 100.00%

252.1
5000
551 971 1250
224.1
1631 197.9 15.00 15.50
0" m/z 29.08%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104222: Benzo[a]pyrene
252.0
5000
15 OO 15 50
126.0 m/z 250.05  28.74%
57.0 83.0 200.0%29-0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104217: Benzo[e]pyrene
252.0 j\ K
e
15.00 15.50
5000 ITI/Z 125.00 26.82%
125.0
0 630 990, | 158.0 198.0224.0 |
AR e AR RAEE S I e e e A RRAR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104227: Benz[e]acephenanthrylene I P g
252.0 15.00 15.50
m/z 97.10 26.58%
5000
126.0
0B9.0 740 100.0 ‘\\ 161.0 198.0224.0 ”H
R R e T AR AR REAS —— —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 16 Dinaphtho[1,2-b:1',2'-d]furan Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.327 3.72 ng 52120 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dinaphtho[1,2-b:1",2"-d]furan 268 C20H120 000207-93-2 59
2 p-Anisaldehyde, azine 268 C16H16N202 002299-73-2 46
3 4H-1-Benzopyran-4-one, 5-hydroxy... 268 C16H1204 000520-28-5 43
4 Dinaphtho[2,1-b:1',2"'-d]furan 268 C20H120 000194-63-8 40
5 2,4'-Dichloro-4-methoxydiphenyl ... 268 C13H10C1202 067061-64-7 38

Abundance Scan 2251 (15.327 min): BF123994.D\data.ms (-2248) (1  m/z 268.10 100.00%
268.1
5000 A
e 134.2 238.9 /\W/\W LS |
38.9 H' 1064 ‘ 18?-0 ‘ | 15.00 15.50
b AR b b LW nz 13420 26.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117662: Dinaphtho[1,2-b:1',2"-d]furan
268.0
5000
15.00 15.50
239.0 m/z 238.95 23.39%
0 4q.0 74.0 105.0‘13\4'0 187.0 \‘L “
\’\H\‘HH‘HH‘HH‘HH‘HH‘H\\’\\H‘HH‘HH‘HH‘HH‘\ H’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117319: p-Anisaldehyde, azine
268.0
. e
161.0 15.00 15.50
5000 m/z 118.70 18.14%
77.0
|| ‘ | \h | 22'\5'0\\ \ ‘
] T INRMERENS SNURS NUTUNSRNIIN N e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117302: 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy- P A
268.0 15.00 15.50
m/z 75.20 15.69%
5000
239.0
95.0 138.0
b S0 0 a0 2109 |
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.439 16.15 ng 226363 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90

Abundance Scan 2270 (15.439 min): BF123994.D\data.ms (-2265) (1  m/z 252.10 100.00%

252.1
5000
125.2 M
15.50
224.1
. 7. . . 9
oL 430 870 | 1740 2PN | 2820 L 5ce10  27.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104217: Benzo[e]pyrene
252.0
5000 \}\\ 7 ‘A‘\ i

m/z 253.05  21.29%

125.0
50.0 83.0 , | 174.0 2240 |
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104215: Perylene
252.0

T
15.50
5000 m/z 125.15 14.34%

o

126.0
50.0 87.0 ‘H 174.0 224.0 M
T

F

O rrrrrprrrr e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104226: BenzolK]fluoranthene
252.0 15.50
m/z 251.10 9.65%
5000
126.0
oL 510 840 | ‘\‘ 1740 2240 M
[T T T P e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50

8270-BF051421.M Thu May 20 12:58:49 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl6.057 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.057 5.67 ng 79405 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 46
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 46
3 Octadecane 254 C18H38 000593-45-3 46
4 Heptacosane 380 C27H56 000593-49-7 46
5 Heneicosane 296 C21H44 000629-94-7 46

Abundance Scan 2375 (16.056 min): BF123994.D\data.ms (-2371) (- m/z 57.05 100.00%

57.0
5000
82 1409 2650 16.00 |
L | M\\w Ll lg?A'2241 | 343 ' 9
O i e m/z 71.10 61.60%
m/z--> 50 100 150 200 250 300
Abundance #153223: Docosane
57.0
5000 —— ‘
16.00
99.0 m/z 43.00 57.03%
L] 2090 g st
O \“‘ I 1‘ \‘h‘\h‘ \“ \“‘\ }‘ “‘\ | \‘\“ i ‘\.“\ T 1 T
m/z--> 50 100 150 200 250 300
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
R \
16.00
5000 m/z 85.15 34.57%
99.0 141.0
02?"pu““wluw“‘H:‘_H‘_HWHH_H‘
m/z--> 50 100 150 200 250 300 MM /WMM
Abundance #105886: Octadecane Nﬁ‘ — ‘n
57.0 16.00
m/z 41.00 27.37%
5000
99.0
1LY e w0 msao
0 ‘Mﬂq“MJWM ol P e ——
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl6.109 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.109 2.68 ng 37582 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 32
2 5-Amino-2-selenoxo-2H-[1,3]dithi... 265 C5H3N30S2Se 148583-84-0 10
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 10
4 Thiophene, 2-tridecyl- 266 C17H30S 059782-29-5 10
5 2-Thiopheneacetic acid, 6-ethyl-... 282 C16H2602S 1000278-92-3 10

Abundance Scan 2384 (16.109 min): BF123994.D\data.ms (-2381) (- m/z 55.10 100.00%

5[:
97.1
5000 266.0
137.2 T 1
ISR T O i T T
P | ‘ku,‘”“” AL WWHW W\WHI - m/z 57.00 84.30%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #115911: 4-Methyl-E-9-octadecene
43.0
83.0
5000 266.0 — —
16.00 16.50
250 m/z 43.00 74.04%
nry 670 2100 | |
OHHMH"\H\’\\\‘\“\\“H‘\h\\\"“\\H‘\H\’\\\\‘\\“H“‘HH’H‘H‘HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #114935: 5-Amino-2-selenoxo-2H-[1,3]dithiolo[4,5-d]pyrir
43.0
—r —r
16.00 16.50
5000 ITI/Z 97.10 62.16%
265.0
86.0 1240 173.0
omw1“m"“1‘:,‘1“1‘w"H"H","1"‘H“,"‘w‘%‘2‘1“9‘,‘w”‘mww
m/z--> 40 60 80 100120140160180200220240260280
Abundance #115907: Z-5-Nonadecene —— 7
55.0 97.0 16.00 16.50
m/z 111.00 44.,90%
5000
266.0
.0
LU S 1680 2100
O-rrrftr b HM"H‘N,‘Huu“m,w‘mwH,wmu‘mw i H
m/z--> 40 60 80 100120140160180200220240260280 16.00 16.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\

BF123994.D

: 19 May 2021 17:15

Ju/CaG

: M2439-03

: 12 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
ion 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 Benz[a]anthracene-7,12-dica...

R.T. E
16.886 6
Hit# of 5

1 Benz[a]an
2 Benzo[b]t
3 Dibenz|[a,
4 Pentacene

Concentration Rank 7

stConc Area Relative to ISTD R.T.
.62 ng 92835  Perylene-d12 15.568
Tentative ID MW MolForm CASH# Qual
thracene-7,12-dicarboni... 278 C20H10ON2 035215-32-8 53
riphenylene 278 C22H14 000215-58-7 38
h]lanthracene 278 C22H14 000053-70-3 38
278 C22H14 000135-48-8 38
278 C22H14 000213-46-7 38

5 Picene

Abundance Scan 2516 (16.886 min): BF123994.D\data.ms (-2509) (-]

278.0
57.1
5000
96.0 138.1
N P
0 T T T | [
miz--> 50 100 150 200 250 300
Abundance #126177: Benz[a]anthracene-7,12-dicarbonitrile
278.0
5000
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ 1
miz--> 50 100 150 200 250 300
Abundance #126219: Benzolb]triphenylene
278.0
5000
139.0
0 %9 1000, \H 207.0 2480
—— e
miz--> 50 100 150 200 250 300
Abundance #126224: Dibenz[a,h]anthracene
278.0
5000
139.0
39.0 70.0100.0 ;, | 169.0200.0 248.0 |
e B A s B e e e S
m/z--> 50 100 150 200 250 300

8270-BF051421.

M Thu May 20 12:58:51 2021

m/z 278.00 100.00%

f%

Iy m/\MM

16.50 17.00
m/z 57.10

Al

62.27%

2

— —
16.50 17.00

m/z 276.15 48.97%

AN

e
16.50 17.00
m/z 43.00 40.42%

:

‘\ 7
16.50 17.00

m/z 82.10 33.76%

e

16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123994.D

Acqg On : 19 May 2021 17:15
Operator : JU/CG

Sample : M2439-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.169 46.6 ng 672953 1 6.904 288627 20.0
Propane, 1,1-di... 2.281 3.7 ng 53539 1 6.904 288627 20.0
2-Pentanone, 4-... 5.122 4.4 ng 63712 1 6.904 288627 20.0
Ethanol, 2-(2-m... 6.728 4.3 ng 62673 1 6.904 288627 20.0
2,4,7,9-Tetrame... 9.380 12.0 ng 246655 3 9.945 410109 20.0
unknown10.522 10.522 10.0 ng 205049 3 9.945 410109 20.0
n-Hexadecanoic ... 11.957 6.6 ng 129917 4 11.427 393541 20.0
4H-Cyclopenta[d... 12.045 3.1 ng 61184 4 11.427 393541 20.0
Cyclotetradecane 12.474 7.3 ng 144282 4 11.427 393541 20.0
unknownl2.563 12.563 2.8 ng 54441 4 11.427 393541 20.0
1,1'-Biphenyl, ... 13.604 2.9 ng 135830 5 14.074 936322 20.0
Dibenzo[c,h][2,... 13.910 5.2 ng 243194 5 14.074 936322 20.0
9H-Cyclopental[a... 14.551 3.3 ng 155378 5 14.074 936322 20.0
Heptadecane 15.210 5.6 ng 78632 6 15.568 280260 20.0
Benzo[e]pyrene 15.233 9.5 ng 132883 6 15.568 280260 20.0
Dinaphtho[1,2-b... 15.327 3.7 ng 52120 6 15.568 280260 20.0
Perylene 15.439 16.1 ng 226363 6 15.568 280260 20.0
unknownl16.057 16.057 5.7 ng 79405 6 15.568 280260 20.0
unknown16.109 16.109 2.7 ng 37582 6 15.568 280260 20.0
Benz[a]anthrace... 16.886 6.6 ng 92835 6 15.568 280260 20.0
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