LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123624.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 7 13 rVB 2880444 3594952 55.12% 4.909%
2 3.393 212 222 236 rBV 517118 1398179 21.44% 1.909%
3 5.081 506 509 516 rVB 81315 101004 1.55% ©0.138%
4 5.487 574 578 582 rBV 6516845 6280647 96.30% 8.576%
5 6.498 745 750 753 rBV 7065204 6521825 100.00% 8.905%
6 6.863 808 812 815 rBV 1930588 1482313 22.73% 2.024%
7 7.422 902 907 910 rBV 4306535 4359767 66.85% 5.953%
8 8.145 1026 1030 1032 rBV 2082853 2001535 30.69% 2.733%
9 8.169 1032 1034 1037 rVV 3575513 2698267 41.37% 3.684%
10 8.216 1039 1042 1046 rVB 150049 132761 2.04% 0.181%
11  8.863 1148 1152 1155 rBV 738100 598275 9.17% 0.817%
12 8.957 1164 1168 1172 rBV 387909 356609 5.47% 0.487%
13 9.228 1209 1214 1217 rBV 7361534 6019110 92.29% 8.219%
14  9.322 1228 1230 1237 rVB2 197475 220676  3.38% 0.301%
15 9.422 1241 1247 1251 rVB 99857 97825 1.50% 0.134%
16 9.492 1253 1259 1262 rVB 114393 139280 2.14% 0.190%
17 9.563 1267 1271 1273 rBV 154608 146032  2.24% 0.199%
18 9.616 1278 1280 1284 rVB 222066 167278 2.56% 0.228%
19 9.763 1300 1305 1311 rVB 124172 108300 1.66% 0.148%
20 9.904 1326 1329 1332 rVB 2185158 1872015 28.70% 2.556%

21  9.939 1332 1335 1338 rVB 2199606 1651568 25.32%
22 10.063 1351 1356 1360 rBV 91265 88831 1.36%
23 10.110 1360 1364 1367 rVV 1002849 792408 12.15%
24 10.451 1419 1422 1427 rVB 1291315 1137630 17.44%
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25 10.539 1435 1437 1440 rVB 142187 105707 1.62% 144%
26 10.610 1447 1449 1453 rVB 172063 134982 2.07% 0.184%
27 10.698 1457 1464 1467 rBV 5081181 4589636 70.37% 6.267%
28 10.816 1481 1484 1488 rVB3 88630 99319 1.52% ©.136%
29 10.886 1492 1496 1499 rBV2 92493 91474 1.40% 0.125%
30 10.969 1507 1510 1513 rBV2 71339 107936 1.65% 0.147%

31 11.004 1513 1516 1518 rVvB2 111314 94691 1
32 11.198 1546 1549 1553 rVB2 202345 179839 2
33 11.257 1553 1559 1562 rVV3 146831 205347  3.15%
34 11.292 1562 1565 1570 rVB 298597 272282 4
35 11.398 1579 1583 1584 rBV 2125831 1939933 29
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36 11.422 1584 1587 1590 rVV 4284833 3556429 54.53%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.469 1592 1595 1598 rVB 759440 617821 9.47%  ©.844%
38 11.622 1616 1621 1624 rBV 247121 215849 3.31% ©.295%
39 11.692 1630 1633 1636 rBv2 91249 73938 1.13% 0.101%
40 11.898 1663 1668 1670 rBV 253863 217720 3.34% 0.297%
41 11.927 1670 1673 1677 rVV 759570 670275 10.28% ©0.915%
42 11.974 1677 1681 1684 rVW 117576 146155 2.24%  0.200%
43 12.010 1684 1687 1689 rvv2 613455 564979 8.66% 0.771%
44 12.027 1689 1690 1695 rVB 131293 107551 1.65% ©.147%
45 12.192 1715 1718 1720 rBV 212516 169450 2.60% 0.231%
46 12.445 1758 1761 1764 rBV 83117 84071 1.29% 0.115%
47 12.486 1764 1768 1773 rVB3 78868 107565 1.65% ©.147%
48 12.533 1773 1776 1781 rVB3 54286 70229 1.08% ©.096%
49 12.610 1785 1789 1793 rVB 2670031 2217230 34.00% 3.028%
50 12.704 1802 1805 1809 rBV2 60749 74736 1.15% ©0.102%
51 12.839 1820 1828 1831 rBV 1806598 1950385 29.91% 2.663%
52 12.886 1834 1836 1842 rVB3 81583 95043 1.46% ©.130%
53 12.957 1844 1848 1849 rBV 111779 93149 1.43% 0.127%
54 12.986 1849 1853 1856 rVV 5739892 4887457 74.94% 6.674%
55 13.057 1860 1865 1868 rBV3 100005 160106 2.45% ©0.219%
56 13.169 1881 1884 1887 rVB 255892 236076 3.62% 0.322%
57 13.233 1891 1895 1898 rBV 260734 244203 3.74% ©.333%
58 13.269 1898 1901 1904 rVV2 105624 111275 1.71% ©.152%
59 13.398 1920 1923 1926 rBV2 72868 77491 1.19% ©0.106%
60 13.674 1968 1970 1975 rVB3 65524 80230 1.23% 0.110%
61 13.786 1985 1989 1992 rBV3 85320 102683 1.57% ©.140%
62 13.816 1992 1994 1996 rBV 73607 72303 1.11% 0.099%
63 13.910 2005 2010 2024 rVB4 351236 889425 13.64% 1.214%
64 14.039 2027 2032 2035 rVV2 1637587 2000216 30.67% 2.731%
65 14.063 2035 2036 2042 rVB 425606 367637 5.64% ©.502%
66 14.145 2048 2050 2055 rBV2 95701 93129 1.43% 0.127%
67 14.427 2095 2098 2101 rVB 79805 78979 1.21% ©.108%
68 14.551 2117 2119 2121 rBV2 75116 72085 1.11% ©.098%
69 15.086 2206 2210 2214 rBV 350956 553591 8.49%  0.756%
70 15.174 2221 2225 2227 rBV3 62505 80815 1.24% o.110%
71 15.398 2258 2263 2268 rBV 199916 269649 4.13% ©.368%
72 15.457 2269 2273 2278 rBV 262909 308992 4.74%  0.422%
73 15.521 2279 2284 2288 rBV 1051875 1301921 19.96% 1.778%
74 16.009 2363 2367 2373 rBV4 61962 94519 1.45% ©.129%
75 16.998 2531 2535 2543 rVB3 105124 214330 3.29% ©.293%

76 17.445 2607 2611 2618 rVB 74097 117086 1.80% 0.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc

ALS Vvial : 10 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 73235006

8270-BF041521.M Tue Apr 20 12:50:01 2021 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03

Operator Ju/caG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library ¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF123624.D\data.ms
6.498

5.487

7.422

128

6.863

3.393

5.081

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
TIC: BF123624.D\data.ms

9.228

12.986
10.698
11.422
8.169

12.610
990029

10.110

0

Time-->
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6000000

5000000

4000000
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2000000

1000000
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g
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10.50
TIC: BF123624.D\data.ms

11.00

14.039

17.445

16.998

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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.
2.128 48.50 ng 3594950 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83

2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43

3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 7 (2.128 min): BF123624.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
43.0
5000
87.0
R ARa RARAREEEEEESESY
‘ 2.202.302.402.50
Orrrrerre 820 UL L2088 4300 52.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL A R B IR
430 2.202.302.402.50
87.0 m/z 55.00 37.74%
\ \‘ 90 I
O H\‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
R ARaE  RRAREREEREEESY
2.202.302.402.50
5000 m/z 87.05 28.32%
55.0
27.0 41lo0
oh 220 Ll L L eso wso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol B ARaE  RRARAREERESESY
73.0 2.202.302.402.50
87.0 m/z 41.00 17.30%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ R AREE L e e aRa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 (S)-(+)-1,2-Propanediol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.393 18.86 ng 1398180 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 7

Abundance Scan 222 (3.393 min): BF123624.D\data.ms (-212) (-) m/z 45.00 100.00%

45.0
5000 A\
Rmans S REREEERREE
61.0 3.00 3.20 3.40 3.60 3.80
O oy 5290 757840 pmyz 42.95  17.98%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 [I T o T[T riir T
3.00 3.20 3.40 3.60 3.80
m/z 44.00 4.71%
0 19.0 ‘3‘1‘ 0 ., 53.061.0 750
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #938: Propylene Glycol
45.0
sen ] e
3.00 3.20 3.40 3.60 3.80
5000 m/z 61.00 4.65%
29.0
o 190 7] 370 “‘ 530810 760
““H“‘H““H“ e
m/z--> 10 20 30 50 60 70 80 90
Abundance #944.R—Q}1q21wopanemol Rmaas A RRREE o
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 2.53%
5000
29.0
0 Wm;w\m 0, 520840 780
m/z--> 10 20 40 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\

Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number 3 Biphenyl

R.T. EstConc Area Relative to ISTD R.T.
9.322 2.36 ng 220676  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 94
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 49
4 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 47
5 Acenaphthene 154 C12H10 000083-32-9 47
Abundance Scan 1230 (9.322 min): BF123624.D\data.ms (-1228) (-) m/z 154.05 100.00%
154.1
5000
R T
51.0 76‘-0 6761150 135 JM 9.00 9.20 9.40 9.60
Ol 979 T A380 | 1711 o 1s3.05  39.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27108: Bipheny
154.0
5000 \\‘\\\\‘\\\\‘\A\/\\I}”\\\”j\\‘
9.00 9.20 9.40 9.60
m/z 152.00 28.90%
76.0
5]1.0 ‘ ‘ 102.0 12?.0 M
O‘\\\\‘\\‘\\’}\\H\‘\l\\“\\\‘\‘\u\\\“\\‘\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #27113: Naphthalene, 2-ethenyl-
154.0 ﬂ
R R
9.00 9.20 9.40 9.60
5000 m/z 76.00 13.41%

76.0
27.0 5]7.0 I 102.0 128.0 M
e

m/z--> 20 40 60 80 100 120 140 160
Abundance #27006: 3-Quinolinecarbonitrile AR e A
154.0 9.00 9.20 9.40 9.60
m/z 155.10  12.88%
5000
127.0
50.0
‘ 76.0 100.0 A )\[f\
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Anthracene, 1,2,3,4-tetrahy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.257 2.12 ng 205347  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1,2,3,4-tetrahydro- 182 C14H14 002141-42-6 93
2 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 70
3 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 64
4 Phenanthrene, 1,2,3,4-tetrahydro- 182 C14H14 001013-08-7 64
5 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 64
Abundance Scan 1559 (11.257 min): BF123624.D\data.ms (-1553) (1  m/z 182.10 100.00%
182.1
154.1
5000 570
Lot 0 sl A
85.0
115.0 263.¢ 11.00 11.50
0! m/z 154.10 62.14%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #47332: Anthracene, 1,2,3,4-tetrahydro-
182.0
154.0
5000
11.00 11.50
m/z 141.05 51.93%
76.0 115 0
00 ) |
O H\‘\H\‘\\‘\\“h\‘\“\“\MH‘\\H‘\Hl\\"‘\\“\\’\\\}“‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #47316: 3,3-Dimethylbipheny
182.0
11.00 11.50
5000 m/z 166.95 44 ,86%
152.
0 3909“’,,4
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #47318: 4,4'-Dimethylbiphenyl e
182.0 11.00 11.50
m/z 165.05 43.62%
5000
89.0 152.
390
0 [ ‘H A \‘\ “ h‘ o ‘ ‘ W

m/z--> 20 40 60 80 100120140160 180200 220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Dibenzothiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.292 2.81 ng 272282  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 93
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 93
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 91
5 Thianthrene, 5-oxide 232 C12H80S2 002362-50-7 78
Abundance Scan 1565 (11.292 min): BF123624.D\data.ms (-1562) (1  m/z 184.00 100.00%
184.0
5000
138.9 ! \00‘ T 0‘
570 919 ‘ | ‘ 265.¢ 11. 11.5
Ol vrpre g g ol el P m/z 138.95 17.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48782: Dibenzothiophene
184.0
5000 K Ty T
11.00 11.50
020 139.0 m/z 185.00 12.44%
0 H\“\‘\\(\3‘3“\.8”\"\\‘!‘\‘\\\‘\‘\\H“iu‘l\“HH““‘H\‘HH‘HH‘HH‘\H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
Pt ey
11.00 11.50
5000 m/z 152.00 9.64%
139.0
92.0 ‘
0 m_““3‘3"'9“,““‘1“_”“‘_Huwlww R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48787: Naphtho[2,3-b]thiophene e h—
184.0 11.00 11.50
m/z 91.90 6.52%
5000
139.0
92.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Anthracene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.24 ng 217720  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
Abundance Scan 1668 (11.898 min): BF123624.D\data.ms (-1663) (1  m/z 192.10 100.00%
192.1
5000
— =
510 741 %47 1390 165.1 11.50 12.00
ol 220 AL 3890 Ll m/z 191.10  52.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
5000 — LR A
11.50 12.00
165.0 m/z 189.10  29.20%
O 41'0 63 O n \\9? O 139 OM
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746:Phenanﬂwene,lwnemyh
11.50 12.00
5000 m/z 193.05 14 .60%
165.0
0 39.0 630 960 1390
e T T o R RARAmaEE T R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
11.50 12.00
m/z 190.10 14.23%
5000
96.0
630 1390
0 . Raas b B

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\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Phenanthrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.927 6.91 ng 670275  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92
5 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 92

Abundance Scan 1673 (11.927 min): BF123624.D\data.ms (-1670) (-  m/z 192.05 100.00%
192.1

43.0
73.0
5000
1291 41651 - 1200
. 56.1
0 22rl m/z 43.00  59.32%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 T
12.00
m/z 191.10 58.89%
165.0
5270 630 960 1360 | |
\H‘HH‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methyl-
192.0
AL
12.00
5000 m/z 72.95 51.86%
165.0
ol 270 630 960 1560 |
R R o e L e R
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl- e
192.0 12.00
m/z 59.95 51.28%
5000
165.0
0 39.0 “83.0\\ 115.0 . h‘ ; \‘H
R e e RARARaaRsREA S S .
m/z--> 20 40 60 80 100120140 160180200 220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 5

R.T. EstConc Area Relative to ISTD R.T.
12.010 5.82 ng 564979  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 89
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 45
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 45
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 1687 (12.010 min): BF123624.D\data.ms (-1684) (1  m/z 190.05 100.00%

190.1
5000
94.6 Hnes

12.00
39.0 630 d 1370 1630

O 22 bt 2 L 2181 /7 189,05 96.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
5000 o)
12.00
95.0 m/z 191.05 24.61%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0
e
o0 941280 21.10%
m/z
5000 65.0 115.0 161.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 1200
m/z 187.10 20.28%
5000
94.0
163.0
o‘_“W‘H“H‘w“ﬂ‘u“_‘H“H‘ﬂ“w‘m‘,u‘w“‘ M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 11H-Benzo[a]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.169 2.36 ng 236076 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 80
Abundance Scan 1884 (13.169 min): BF123624.D\data.ms (-1881) (-  m/z 216.10 100.00%
216.
5000 Aj\
A —
62.9 10‘7'7 1500 1869 “ y7a3 13.00 13.50
ob i L L2990 P 2783 nyz 215.10 75.32%
miz-> 50 100 150 200 250
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000 j J\ U
13.00 13.50
m/z 213.10 22.04%
107.0
0L27.0 630 | | 1630 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74418: 11H-Benzol[b]fluorene
216.0
ANV
13.00 13.50
5000 m/z 217.05 16.43%
107.
0. 280 630 | 1630 |
———
m/z--> 50 100 150 200 250 JL
Abundance #74411: Pyrene, 1-methyl- i A ‘Nﬁ ‘ —
216.0 13.00 13.50
m/z 107.70  15.73%
5000
95.0
0 27.0 63.0 \‘ \H 163.0 h“ , MH JD/\J\/L\J\/\
1l A
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.233 2.44 ng 244203 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1895 (13.233 min): BF123624.D\data.ms (-1891) (-  m/z 216.05 100.00%
21p.1
5000 Aﬂ
107.6 T T
13.00 13.50
410 813 163.0 188.9 m
oH_‘H_‘H,‘H“‘,u“”‘,“1‘37?”1”‘w_‘:‘wm_“‘2‘4“?\1‘ m/z 215.10  98.43%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 Aﬂ U
13.00 13.50
108.0 ITI/Z 213.10 19.93%
ol 570 h ‘\\ 139.0163.0 189.0 hm
\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #74424: Fluoranthene, 2-methyl-
216.0 fL
Pty oA
13.00 13.50
5000 m/z 217.10 17.14%
108.0
51.0 810 ‘\‘ 139,0163.0 1890 m
L RS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Jk
Abundance #74421: 11H-Benzol[a]fluorene A ‘“ﬁ ‘ T
216.0 13.00 13.50
m/z 107.55 16.52%
5000
108.0
| s00 810, | 1370160180 || M
e v e e e b el e ool bin e g
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.910 8.89 ng 889425 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 2010 (13.910 min): BF123624.D\data.ms (-2005) (- m/z 57.00 100.00%
57.0

5000 JJM»
—r—
H‘ H i 11800 21812521 2953 1400
ol A ,w e S S m/z 43.85 91.30%
miz--> 50 100 150 200 250 300
Abundance #104184: 1-Octadecene
57.0
97.0
5000 T
14.00
m/z 55.00 90.79%
Jasol 11 \H || 120 a0 220
T T T T T \ T T T T T T ‘ T T T T ’ T
miz-> 50 100 150 200 250 300
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
—r—
280.0 14.00
5000 m/z 82.95 75.67%
90
0 “‘ L\ ‘\‘ “H \H‘ \H\ \ \} ’w : %8‘1‘0 223‘0‘ i“ . “ . .
miz-> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)- —
55.0 14.00
m/z 69.05 63.24%
h V\JL
s L | | | 1390 1820 2230 2800
P bk | F —r—
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.398 4.14 ng 269649 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Perylene 252 C20H12 000198-55-0 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 2263 (15.398 min): BF123624.D\data.ms (-2258) (1  m/z 252.10 100.00%
252.1
5000
1 B
650 1270 "o 15.00 15.50
b iy bk 36382008, 29003322 p; 259,10 25.30%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000 . AN

15.00 15.50
m/z 253.10  21.69%

125.0
0890 830 L 2000, |
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #104224: BenzolK]fluoranthene
252.0

T ‘
15.00 15.50

5000 m/z 125.00 13.81%
126.0
o moyl oo |
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene T 1
252.0 15.00 15.50

m/z 125.90  10.32%

5000
126.0
0l.50.0 87.0 .| 163.0200.0 JM A i
RHRE ! e P

m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041921\
Data File : BF123624.D

Acqg On : 19 Apr 2021 16:03
Operator : JU/CG

Sample : M2051-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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... 2.128 48.5 ng 3594950 1 6.863 1482310 20.0
(S)-(+)-1,2-Pro... 3.393 18.9 ng 1398180 1 6.863 1482310 20.0
Biphenyl 9.322 2.4 ng 220676 3 9.904 1872020 20.0
Anthracene, 1,2... 11.257 2.1 ng 205347 4 11.398 1939930 20.0
Dibenzothiophene 11.292 2.8 ng 272282 4 11.398 1939930 20.0
Anthracene, 1-m... 11.898 2.2 ng 217720 4 11.398 1939930 20.0
Phenanthrene, 1... 11.927 6.9 ng 670275 4 11.398 1939930 20.0
4H-Cyclopenta[d... 12.010 5.8 ng 564979 4 11.398 1939930 20.0
11H-Benzo[a]flu... 13.169 2.4 ng 236076 5 14.039 2000220 20.0
11H-Benzo[b]flu... 13.233 2.4 ng 244203 5 14.039 2000220 20.0
1-Octadecene 13.910 8.9 ng 889425 5 14.039 2000220 20.0
Benzo[e]pyrene 15.398 4.1 ng 269649 6 15.521 1301920 20.0
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