LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc :

ALS Vvial : 19 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126032.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 13 rVB 345134 349923 18.19% 1.286%
2 3.910 305 310 317 rVB2 15812 22002 1.14% 0.081%
3 5.451 568 572 576 rBV 937628 878075 45.63%  3.227%
4 6.463 740 744 753 rBV 1003250 956560 49.71%  3.515%
5 6.851 806 810 813 rBV 1327926 1043703 54.24%  3.835%
6 7.404 900 904 908 rBvV 702369 592160 30.77% 2.176%
7 8.034 1008 1011 1023 rBV 176490 236035 12.27% 0.867%
8 8.134 1023 1028 1030 rVV 1675899 1359509 70.65% 4.996%
9 8.151 1030 1031 1035 rVB 94295 61076 3.17% 0.224%
10 9.204 1206 1210 1222 rBV 1416283 1117904 58.10% 4.108%
11  9.328 1227 1231 1236 rVB 81053 76825 3.99% 0.282%
12 9.745 1298 1302 1305 rBV 83674 64698 3.36% 0.238%
13 9.886 1322 1326 1329 rBV 2000212 1529023 79.46% 5.619%
14 10.086 1357 1360 1364 rVB 39580 31197 1.62% 0.115%
15 10.198 1374 1379 1382 rBV2 21997 24101 1.25% ©.089%
16 10.292 1391 1395 1401 rBV3 31682 51678 2.69% 0.190%
17 10.428 1415 1418 1424 rVB2 47258 50062 2.60% 0.184%
18 10.586 1442 1445 1451 rVB 36000 32620 1.70% 0.120%
19 10.669 1455 1459 1464 rBV 648880 580885 30.19% 2.135%
20 10.792 1478 1480 1487 rBV3 37102 41845 2.17% 0.154%
21 10.980 1506 1512 1514 rBV5 37655 48263 2.51% ©0.177%
22 11.063 1523 1526 1529 rVB3 24949 24870 1.29% 0.091%
23 11.104 1529 1533 1535 rBvV2 57937 64979 3.38% 0.239%
24 11.128 1535 1537 1539 rVWV 59826 52854 2.75% 0.194%
25 11.175 1542 1545 1548 rVV3 34038 43562 2.26% ©0.160%
26 11.216 1549 1552 1555 rW 57152 61808 3.21% 227%
27 11.263 1558 1560 1566 rVB2 32002 41765  2.17% 153%

28 11.369 1574 1578 1580 rBV 1735207 1439755 74.82%

ORrUVOO
N
o]
e
R

29 11.392 1580 1582 1585 rVV 503114 381689 19.84% 403%
30 11.439 1585 1590 1593 rVV 151489 145003  7.54% 533%
31 11.475 1593 1596 1600 rvv2 48791 49618 2.58% 0.182%
32 11.622 1618 1621 1624 rBV2 37934 42574  2.21% 0.156%
33 11.663 1626 1628 1632 rVB 45353 35329 1.84% 0.130%
34 11.763 1639 1645 1652 rVBS 36069 68787 3.57% 0.253%
35 11.869 1660 1663 1665 rBV 119123 89343 4.64% 0.328%

36 11.898 1665 1668 1672 rVB 168679 147942  7.69%  0.544%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc :

ALS Vvial : 19 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.945 1672 1676 1678 rBV 102350 92319 4.80% 0.339%
38 11.980 1678 1682 1684 rBV 253106 253445 13.17% ©0.931%
39 12.004 1684 1686 1688 rVB 85634 66605 3.46%  0.245%
40 12.163 1710 1713 1715 rBV 90584 82522  4.29% 0.303%
41 12.186 1715 1717 1721 rVB4 44061 42018 2.18% ©.154%
42 12.316 1736 1739 1741 rVB2 29776 24594  1.28%  0.090%
43 12.345 1741 1744 1746 rBV 44918 34873 1.81% ©0.128%
44 12.369 1746 1748 1750 rVB 42409 29433 1.53% ©.108%
45 12.416 1753 1756 1760 rBV 135157 152186 7.91% ©.559%
46 12.475 1760 1766 1768 rVV3 114850 183921 9.56% ©.676%
47 12.498 1768 1770 1776 rVB2 145175 157025 8.16% ©.577%
48 12.580 1780 1784 1787 rVB 2045133 1586427 82.45% 5.830%
49 12.639 1787 1794 1797 rBV4 52056 85824  4.46% 0.315%
50 12.674 1797 1800 1802 rVB 145473 117440 6.10% 0.432%
51 12.727 1803 1809 1816 rBV4 56248 128197 6.66% ©0.471%
52 12.810 1816 1823 1826 rBV2 1629197 1611326 83.74% 5.921%
53 12.857 1829 1831 1836 rVB3 87992 107365 5.58% ©.395%
54 12.927 1840 1843 1844 rBV 114635 91859 4.77% 0.338%
55 12.951 1844 1847 1853 rVB 1033901 894464 46.48%  3.287%
56 13.027 1855 1860 1863 rBV3 133250 219992 11.43% ©.808%
57 13.086 1868 1870 1871 rBV2 31120 23957 1.25% ©.088%
58 13.110 1871 1874 1876 rVVv2 123102 157745 8.20% ©.580%
59 13.133 1876 1878 1881 rVB 280007 241090 12.53% ©0.886%
60 13.204 1886 1890 1892 rBV 172662 161134 8.37% 0.592%
61 13.239 1892 1896 1899 rBv2 219168 234175 12.17% ©.861%
62 13.298 1903 1906 1908 rBV 38651 40902 2.13% 0.150%
63 13.333 1909 1912 1914 rVB 95227 89106 4.63% 0.327%
64 13.363 1914 1917 1921 rBvV2 112883 128759 6.69% 0.473%
65 13.433 1927 1929 1932 rBV3 40469 46111 2.40% ©0.169%
66 13.498 1936 1940 1943 rBV 168503 191460 9.95% 0.704%
67 13.639 1962 1964 1971 rVB 116284 129715 6.74% ©.477%
68 13.751 1979 1983 1986 rBV3 108188 156181 8.12% ©.574%
69 13.786 1986 1989 1990 rVV 114206 101237 5.26% 0.372%
70 13.804 1990 1992 1997 rVV2 115282 144218 7.49% 0.530%
71 13.845 1997 1999 2002 rVV2 89281 77868 4.05%  0.286%
72 14.004 2021 2026 2029 rBV2 1377643 1924215 100.00% 7.071%
73 14.033 2029 2031 2037 rVB 648909 593477 30.84% 2.181%
74 14.110 2042 2044 2046 rBV 96993 68843 3.58% ©.253%
75 14.145 2048 2050 2053 rBV 79543 68425 3.56% ©.251%

76 14.392 2089 2092 2095 rVB 188190 170003 8.83% 0.625%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS Vvial : 19 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.421 2095 2097 2101 rVB 100620 106355 5.53% ©.391%
78 14.516 2110 2113 2115 rBV3 94714 110083 5.72%  ©.405%
79 15.045 2198 2203 2206 rBV 645830 1053854 54.77%  3.873%
80 15.151 2218 2221 2224 rVB 191842 196199 10.20% 0.721%
81 15.345 2250 2254 2259 rVB 372543 498419 25.90%  1.832%
82 15.404 2260 2264 2269 rVB 630371 715899 37.20%  2.631%
83 15.468 2270 2275 2278 rVWW 776893 966933 50.25%  3.553%
84 15.498 2278 2280 2287 rVB2 211688 279516 14.53% 1.027%
85 16.915 2516 2521 2528 rVB2 208401 402379 20.91% 1.479%

86 17.351 2590 2595 2609 rVB 142572 334819 17.40% 1.230%

Sum of corrected areas: 27212934
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4470-01 5X

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
BF126032.D

3 Nov 2021 21:59

JU/CG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

TIC: BF126032.D\data.ms

6.851

5.451 6.463

7.404

116

3.910

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: BF126032.D\data.ms
9.886

12.580

11.369 12.810

8.134

9.204

12.951

51 .328

0
Time-->
Abundance

2000000

1500000

1000000

500000

Time-->

8270-BF110321.M Mon Nov 08 12:26:47 2021

9.745
215 0 gommgontas:
10.00 10.50

TIC: BF126032.D\data.ms

14.004

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.116 6.71 ng 349923 1,4-Dichlorobenzene-d4 6.851

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 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (2.116 min): BF126032.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000 43.1
55.0 87.1

2.202.30 2.40 2.50
e e wiz a3.18 46.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-

o

73.0

5000 TTT [T T T[T T[T [TTTT]
43.0 2.202.302.40 2.50
55.0 87.0 m/z 55.85 30.52%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R R RRRRE R
410 87.0 2.202.302.40 2.50
V550 .
5000 m/z 87.10 28.18%
29.0
0 | |
R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl- R ERRREE
73.0 2.202.302.40 2.50

m/z 41.10 18.28%

5000 59.0
87.0
43.0
29 0 ‘ | Il I 102 0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.034 3.47 ng 236035 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 47
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 42

Abundance Scan 1011 (8.034 min): BF126032.D\data.ms (-1008) (-) m/z 45.10 100.00%

45.1
5000

75.0 T T T T T
| h M m‘ “‘ 109_0 1901 7.80 8.00 8.20 8.40 .
O\H‘HH“‘\‘H‘”Hww“wMw“mm,mm‘mm’mw mZ 57.05 86.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- Jk\
57.0

5000 e e
29,0 7.80 8.00 8.20 8.40

75.0 m/z 41.10 41.28%

s i M \h‘ !l 10\(\)'0 132.0
\\\‘\\\“\\ H\\\\“\i\\‘\\\\’\\w\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.80 8.00 8.20 8.40
5000 m/z 56.10 14.84%

29.0 75.0
100.0
. w‘u M M WD 1820 1630
miz--> 20 40 60 80 100 120 140 160

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- A RERART RN R RS
45.0 7.80 8.00 8.20 8.40

m/z 75.00 14.84%

o

o

5000
89.0

m” m 1190 1440

m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.06 ng 147942  Phenanthrene-di10 11.369
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 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
Abundance Scan 1668 (11.898 min): BF126032.D\data.ms (-1665) (1  m/z 192.10 100.00%
192.1
5000 Uyt
165.1 ‘50
94.5 11.50 1200
63.0 139.0
ol B0 e e T el m/z 191,10 58.43%
m/z--> 20 40 60 80 100 120 140 160 180 200

5000
11.50 12 00

m/z 189.05 26.78%
165.0
39.0 63.0 96.0 139.0

‘HH‘HH‘\H\‘\H‘HHH‘HH‘HH‘HH‘H

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

Abundance #67035: Phenanthrene, 1-methyl- MWWAWNNW
ﬂ “
T ‘ TTTT ‘

o

Abundance #67039:Phenanﬂwene,aneﬂwL
— W0
11.50 12.00
5000 ITI/Z 193.10 15.49%
94.0 165.0
0 39.0 630 | | 1150 139.0
R L e B A RN ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67026:Anﬂwacene,9—methyh AWMWWMA A
11.50 12.00
m/z 190.05 14.65%
5000
165
0 39.0 630 “\ 117.0139.0
_“w‘u‘_“w‘u“u‘w‘u“u‘w“u‘u S RRRRS - A
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\BF110321\
Data File : BF126032.D

Acqg On 3 Nov 2021 21:59

Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 4H-Cyclopenta[def]phenanthrene Conce

ntration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.980 3.52 ng 253445  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 40
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 32
5 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 23

Abundance Scan 1682 (11.980 min): BF126032.D\data.ms (-1678) (1  m/z 190.10 100.00%

19p.1
5000
046 AN pin 0
63.0 ‘ 165.0 12.00
Ol o e “‘w‘ 220 bl 2251 7 18910 93.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 U ““M
12.00
95.0 m/z 192.10 41.89%
0 I 39m° m 6%.0\‘ wl \“\ L 137.0 16”\30 lly
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole)
420 190.0
A
12.00
5000 ITI/Z 191.05 35.98%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny e
190.0 12.00
m/z 187.10 21.54%
5000
29.0
63.0 97.0 1330 162 217.0
0Hu‘mWm“m“HH““m‘m‘\‘l‘uH“ﬂ‘wwwm‘”‘m - ‘MM STPPRIVYL
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\BF110321\
Data File : BF126032.D

Acqg On 3 Nov 2021 21:59

Operator Ju/caG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 9,10-Dimethylanthracene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.416 2.11 ng 152186  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
2 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 91
3 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 87
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 80
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 80

Abundance Scan 1756 (12.416 min): BF126032.D\data.ms (-1753) (-, m/z 206.10 100.00%
206.1
- MvAJNAMKWMWAwmu
—=
12.50
0! 20 m/z 191.05  48.84%
mlz--> 50 100 150 200 250 300 350
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000 T
12.50
m/z 205.10  30.88%
89.0 165.0
04— \\5]‘7.9\‘“\ “\‘im \1\2?(\)“ \‘\.“L\ U i‘“‘\ L I B
miz--> 50 100 150 200 250 300 350
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
AAW/\\ T T ‘ T
12.50
5000 m/z 189.10 27.14%
870 1650‘
ol 2r Q3280 N
miz--> 50 100 150 200 250 300 350
Abundance #82967: Naphthalene, 1,2-dihydro-4-phenyl- —
206.0 12.50
m/z 207.10 19.17%
- WMW\M
0! e e
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Phenanthrene, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.475 2.55 ng 183921  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 55
2 Benzene, (2-methylene-1-phenylcy... 206 C16H14 025152-47-0 45
3 Pyrene, 4,5,9,10-tetrahydro- 206 Cl6H14 000781-17-9 41
4 Lathodoratin 206 C1l1H1004 076693-50-0 38
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 38

Abundance Scan 1766 (12.475 min): BF126032.D\data.ms (-1760) (-  m/z 55.05 100.00%
55.0 206.1

5000
I —
12.50
0 W‘lm m/z 206.10  89.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0
5000 T
12.50
m/z 41.05 83.60%
102.0
0 ’HH‘HH‘Zﬁ.?\‘w\imuu‘u\\]‘-\5\9;(‘)‘\‘1\-\7}?;%\i‘h}‘}u‘uu‘\\H‘HH‘\\

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #82984: Benzene, (2-methylene-1-phenylcyclopropyl)-
206.0

T
12.50

5000 ITI/Z 74 .00 61.79%
128.0 165.0
51.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82958: Pyrene, 4,5,9,10-tetrahydro- AIVONDEN (\N‘\ PN A
206.0 12.50
m/z 205.10 59.21%
5000
101.0
‘ ‘ 178.1
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclopenta(def)phenanthrenone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.498 2.18 ng 157025  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 .alpha.-L-Galactopyranoside, met... 394 C16H3805Si3 056271-60-4 43
3 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 43
4 1,1,2-Tri(methylthio)pent-1-en-3... 204 C8H12S3 1000250-48-0 43
5 (2R,3S,4S,5R,6R)-2-(Hydroxymethy... 538 C23H5406Si4 1000513-21-0 43

Abundance Scan 1770 (12.498 min): BF126032.D\data.ms (-1768) (| m/z 204.05 100.00%

204.1
5000
A
o1 88.0 15‘0.0 H h 12,50
Oty b b M m/z 176.00  39.73%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 Mol

12.50
88.0 m/z 205.10  19.90%

150.0 ‘
0 T T ‘ T “ T ‘\ T L ‘} L H‘\ T ‘ T L T ‘ T L T ‘ T L T
miz—-> 50 100 150 200 250 300
Abundance #297750: .alpha.-L-Galactopyranoside, methyl 6-deoxy-,
204.0
)

73.0 12 50
5000 ' m/z 150.00 14.90%
133.0
kN Y m‘w“ — “M L2490 3060
miz--> 50 100 150 200 250 300
Abundance #80073: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0 12 50
m/z 87.95 14.64%
5000 A
75.
o0 [P usor00 ) | -
m/z--> 50 100 150 200 250 300 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.027 2.29 ng 219992  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 58

Abundance Scan 1860 (13.027 min): BF126032.D\data.ms (-1855) (-  m/z 215.10 100.00%

2151
5000
13.00 |
106.5 .
163.0 ‘
ol B0 L SO L 350 s 916,10 96.62%
mlz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 T

=
13.00
m/z 213.10  22.65%

95.0
O\\\':\-’()‘.(\)\\\““H\\\\J‘-G\S\.O\“Li\h‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzol[b]fluorene
216.0
vl A ,jL

o

13.00
5000 m/z 217.05 21.34%
108.0
57.0 “ 163.0
o
miz--> 50 100 150 200 250 300 350 J\
Abundance #94578: Fluoranthene, 2-methyl- — ‘

216.0 13.00
m/z 189.00  12.33%

5000

G&OMJ\J 163.0 |

T
m/z--> 50 100 150 200 250 300 350 13.00

o
=
o
[¢3]
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.133 2.51 ng 241090  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74

Abundance Scan 1878 (13.133 min): BF126032.D\data.ms (-1876) (-  m/z 216.10 100.00%

216.1
5000
945 = —
13.00 13.50
411 163.0 | ‘
ol AL, Ll 1880, 1. o SOLL 348 nyz 215.10 72.73%
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 = =
13.00 13.50
108.0 m/Z 213.10 21.55%
O\\\\5’7\()\\\h “‘\\\‘\J‘-G\“S\.()\N\‘\hh\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0 J\
el =y
13.00 13.50
m/z 217.10  15.12%
5000 05.0
0 53.0 ‘“ 163.0 h‘ I h“
T “ e
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- T 7
216.0 13.00 13.50
m/z 94.50  13.54%
5000
95.0
o0 i sesol | S
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Fluoranthene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.239 2.43 ng 234175  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 60
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 60
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 58

Abundance Scan 1896 (13.239 min): BF126032.D\data.ms (-1892) (-  m/z 216.10 100.00%

216.1
5000
94.6 1200 12 50
13.00 13.50
50.0 16&1‘ ‘ . :
(o Y PSRt red }“‘ M L 3011 8%0. /7 215.10  63.60%
miz--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 = =
13.00 13.50
m/z 232.10  48.29%
108.0
0.260630 | 1630, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #94564: Pyrene, 2-methyl-
216.0
= —
13.00 13.50
5000 m/z 231.05 24.60%
108.0
0 630 Ly d 163.0 \‘ I \‘m
e
m/z--> 50 100 150 200 250 300 350 NK
Abundance #94573: 11H-Benzol[a]fluorene R —
216.0 13.00 13.50
m/z 189.05 20.31%
5000
107.0
0L40 63.0 | | 163.0 |
L L e e R AENER SRR R —r —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.345 10.31 ng 498419  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90

Abundance Scan 2254 (15.345 min): BF126032.D\data.ms (-2250) (1 m/z 252.10 100.00%

252.1
5000
125.1 15.00 15.50
0291 870 i 16101990, 4 3161 3865 /7 2se.es  30.42%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 - ==
15.00 15.50
m/z 253.10 22.56%
125.0
039.0 83.0 , | 200.0 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138565: BenzolKk]fluoranthene
252.0
— s
15.00 15.50
5000 m/z 251.15 10.35%
126.0
20 ||
.
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene — =
252.0 15.00 15.50
m/z 125.10 7.84%
5000
126.0
039.0 87.0 MM 163.0200.0
R I e e e e N L T e R B — —
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\BF110321\
Data File : BF126032.D

Acqg On : 3 Nov 2021 21:59
Operator : JU/CG

Sample : M4470-01 5X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.116 6.7 ng 349923 1 6.851 1043700 20.0
Ethanol, 2-(2-b... 8.034 3.5 ng 236035 2 8.134 1359510 20.0
Phenanthrene, 1... 11.898 2.1 ng 147942 4 11.369 1439760 20.0
4H-Cyclopenta[d... 11.980 3.5 ng 253445 4 11.369 1439760 20.0
9,10-Dimethylan... 12.416 2.1 ng 152186 4 11.369 1439760 20.0
Phenanthrene, 2... 12.475 2.5 ng 183921 4 11.369 1439760 20.0
Cyclopenta(def)... 12.498 2.2 ng 157025 4 11.369 1439760 20.0
Pyrene, 1-methyl- 13.027 2.3 ng 219992 5 14.004 1924220 20.0
11H-Benzo[b]flu... 13.133 2.5 ng 241090 5 14.004 1924220 20.0
Fluoranthene, 2... 13.239 2.4 ng 234175 5 14.004 1924220 20.0
Benzo[e]pyrene 15.345 10.3 ng 498419 6 15.468 966933 20.0
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