LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc :

ALS Vvial : 18 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125739.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 5 10 16 rVB 209648 270626 15.17% 1.561%
2 5.492 575 579 590 rBV 784407 689393 38.64% 3.976%
3 6.498 746 750 759 rBV 811415 685101 38.40%  3.951%
4 6.88 812 816 819 rBV 1518167 1211343 67.89% 6.987%
5 7.439 906 910 915 rBV 525250 412805 23.14%  2.381%

6 8.069 1013 1017 1027 rBV 45340 73642 4.13% ©

7 8.169 1030 1034 1037 rBV 1950559 1690489 94.75%  9.750%

8 9.239 1212 1216 1225 rBV 1071405 869122 48.71% 5

9 9
9

013%

.922 1328 1332 1336 rBV 2067711 1784191 100.00% 10.291%

10 .951 1336 1337 1347 rVB 80745 77473  4.34%  0.447%
11 10.121 1362 1366 1371 rBV 27110 29236 1.64% ©.169%
12 10.469 1421 1425 1429 rBV 55352 58163 3.26% ©0.335%
13 10.704 1461 1465 1480 rVB 426859 416783 23.36% 2.404%
14 10.827 1482 1486 1494 rBV5 15865 27430 1.54% ©.158%
15 11.016 1512 1518 1520 rBV2 15135 20966 1.18% ©.121%
16 11.298 1564 1566 1572 rVB 37561 39132 2.19% 226%

17 11.404 1580 1584 1586 rBV 1932580 1585626 88.87%
18 11.427 1586 1588 1591 rVV 444409 349945 19.61%

OO NUVUO
[
fary
©
R

19 11.480 1594 1597 1600 rVB 61898 56414  3.16% 325%
20 11.633 1618 1623 1629 rBV2 21368 33765 1.89% 195%
21 11.733 1638 1640 1646 rVB 24402 27201 1.52% ©.157%
22 11.904 1666 1669 1671 rBV 54217 49723 2.79% 0.287%
23 11.933 1671 1674 1677 rVB 73348 71496 4.01% 0.412%
24 12.015 1684 1688 1690 rBV 94077 96583 5.41% ©.557%
25 12.039 1690 1692 1696 rVB 45219 37902 2.12% ©0.219%
26 12.198 1716 1719 1721 rBV 35068 31813 1.78% ©.183%
27 12.221 1721 1723 1727 rVB3 32603 36822 2.06% ©0.212%
28 12.380 1747 1750 1753 rBV3 22770 28326 1.59% ©0.163%
29 12.457 1759 1763 1765 rBV 57053 61528 3.45% 0.355%
30 12.492 1765 1769 1774 rVB5 54427 93632 5.25% 0.540%
31 12.539 1774 1777 1781 rBv4 28171 35645 2.00% ©.206%
32 12.615 1787 1796 1793 rBV 490170 398463 22.33%  2.298%
33 12.710 1803 1806 1808 rBV2 21782 25619 1.44% 0.148%
34 12.768 1813 1816 1819 rVwv2 37765 40943 2.29% ©0.236%
35 12.845 1823 1829 1831 rVV 401459 424039 23.77%  2.446%

36 12.904 1835 1839 1842 rVB3 28755 35557  1.99%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc :

ALS Vvial : 18 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.962 1846 1849 1850 rBV2 23977 25232 1.41% 0.146%
38 12.986 1850 1853 1861 rVB 810646 725418 40.66% 4.184%
39 13.057 1862 1865 1869 rBV3 32567 48677 2.73% 0.281%
40 13.115 1873 1875 1878 rBV3 17728 20341 1.14% 0.117%
41 13.168 1882 1884 1887 rVB 80780 70058 3.93% 0.404%
42 13.239 1890 1896 1899 rBV2 50257 79682  4.47%  0.460%
43 13.274 1899 1902 1906 rBV3 51546 64808 3.63% ©.374%
44 13.368 1916 1918 1920 rVB2 33012 25950 1.45% ©.150%
45 13.398 1920 1923 1925 rBV2 39644 37231 2.09% 0.215%
46 13.433 1927 1929 1933 rVB4 29207 30944 1.73% 0.178%
47 13.562 1948 1951 1954 rBv4 38628 42994  2.41%  0.248%
48 13.792 1985 1990 1993 rBV2 52047 82063 4.60% 0.473%
49 13.821 1993 1995 1997 rVWV 29319 24049 1.35% 0.139%
50 13.892 2004 2007 2010 rVB3 35399 33716 1.89% 0.194%
51 14.039 2027 2032 2035 rBV 1602922 1552313 87.00%  8.953%
52 14.062 2035 2036 2039 rVB 161214 106715 5.98% 0.615%
53 14.204 2058 2060 2063 rBV 41142 38235 2.14% 0.221%
54 14.515 2110 2113 2116 rVB2 66464 67652 3.79%  ©.390%
55 14.821 2162 2165 2168 rBV 71240 77643  4.35%  0.448%
56 15.086 2206 2210 2218 rVB 136798 275655 15.45%  1.590%
57 15.162 2221 2223 2226 rVB 63820 59690 3.35% ©.344%
58 15.386 2258 2261 2268 rVB 93853 125743 7.05% ©.725%
59 15.451 2269 2272 2276 rVV 114913 141571 7.93% 0.817%
60 15.515 2279 2283 2287 rVV 983433 1246294 69.85% 7.188%
61 15.551 2287 2289 2295 rVB3 147867 182105 10.21% 1.050%
62 15.998 2362 2365 2370 rBV 65172 95963 5.38% ©.553%

63 16.239 2404 2406 2414 rVB3 103052 180505 10.12% 1.041%

Sum of corrected areas: 17338184
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Sep 2021 18:11
: M3988-01 5X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093021\
BF125739.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.146 4.47 ng 270626 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 3-Methoxy-3-methylbutyl acetate 160 C8H1603 1010430-01-2 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance  Scan 10 (2.146 min): BF125739.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
5000
43.0
87.1
55.1 T
‘ ‘ 2.202.302.402.502.60
Oberrrrerree bbb bbb m/z 43.05 31.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RN AR R R
43,0 990 2.202.302.402.502.60
87.0 m/z 87.10 25.90%
27.0 ‘
O\\‘H\\‘H\m“‘uH‘il\‘\\‘\‘\1‘\“H\\H\lu‘uu‘uu‘\.u\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994: Pentane, 3-methoxy-
73.0
R RRREI R ER R
2.202.302.402.502.60
5000 m/z 55.10 22.13%
45.0
29.0
0‘“‘H“H‘Wyu‘HMM"_‘?%9“wwl‘w“‘w“;9¥9“
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #36679: 3-Methoxy-3-methylbutyl acetate R aRARasmE R
73.0 2.202.302.402.502.60
m/z 71.10 11.64%
5000
43.0 85.0
150 280 | %0 |
Ot e e e e e e R R u s R RRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1,1'-Biphenyl, 2-fluoro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.239 9.74 ng 869122  Acenaphthene-die 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-fluoro- 172 C12HSF 000321-60-8 96
2 1,1'-Biphenyl, 4-fluoro- 172 C12HSF 000324-74-3 93
3 2,2'-Oxydipyridine 172 C10H8N20 053258-94-9 52
4 Thiourea, N-cyclohexyl-N'-methyl- 172 C8H16N2S 013120-04-2 47
5 4-Pyrimidinol, 5-phenyl- 172 C10H8N20 022433-69-8 42

Abundance Scan 1216 (9.239 min): BF125739.D\data.ms (-1212) (-) m/z 172.10 100.00%
1

172.
5000
' 9.009.20 9.40 9.60
85.0 : : : :
51.0 133.0152.0
Y S ST ¢t o N m/z 171.00  33.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47459: 1,1'-Biphenyl, 2-fluoro-
172.0
5000 L B I L LA BN B L
9.00 9.20 9.40 9.60
m/z 170.10 22.39%
14.0 5.0 85‘-0 1200 1460 ||
0 H‘\‘\\H“\\‘H“‘\\H‘\‘H‘\‘\\Hi\‘\\\‘M‘H’H‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47458: 1,1'-Biphenyl, 4-fluoro-
172.0
AR R AR
9.00 9.20 9.40 9.60
5000 m/z 173.10 12.11%
85.0
o 30 680 0 1200 1510 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47259: 2,2'-Oxydipyridine A AR EaaaE
172.0 9.00 9.20 9.40 9.60
m/z 85.00 6.63%
5000 78.0 118.0
51.0 144.0
0 H“‘“‘_‘w"N‘H“W“H“J\‘HH‘M“‘,H M,‘ R R e AR
m/z--> 20 40 60 80 100 120 140 160 180 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@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.451 2.27 ng 141571 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2272 (15.451 min): BF125739.D\data.ms (-2269) (-  m/z 252.10 100.00%

252.1
5000
126.0 iéSd
O 2t g, 1821 | 8172 3853 . yce.10  21.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 20.42%
125.0
0390 83.0 | 200.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
——
15.50
5000 ITI/Z 126.00 12.08%
126.0
0B9:0_87.0 , | 200.0 \
—
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolK]fluoranthene —
252.0 15.50
m/z 125.00 9.36%
5000
126.0
ool oo | -
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.239 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.239 2.90 ng 180505 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 30
3 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16C1FN2S 1000298-18-2 27
4 Anthracene, 1-(3-butenyl)- 232 C18H16 1000156-51-8 27
5 Benzamide, 2-fluoro-3-trifluorom... 333 C17H23F4NO 1000438-42-0 22

Abundance Scan 2406 (16.239 min): BF125739.D\data.ms (-2404) (-  m/z 191.10 100.00%

191.1
95.1
5000
41.0 P e
‘ M | ‘ L] JW? ‘ 268.0 3331 383.2 16.00 16.50
0 “Hhmle‘mm‘ )80 TS P YRSTERS S m/z 95.10 59.25%
m/z--> 100 150 200 250 300 350 400
Abundance #82813. 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
5000 e —
57.0 16.00 16.50
m/z 81.10 40.40%
107.0
O \\\\“‘\‘\‘\‘\h‘\‘\“\‘“\‘i‘\‘\”‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82735: 2,4-Di-tert-butylphenol
191.0
P e
16.00 16.50
5000 ITI/Z 123.10 32.42%
57.0
| \ 115.0
ol e 0 L
miz--> 50 100 150 200 250 300 350 400
Abundance #241227: 2-(2-((2-Chloro-6-fluorobenzyl)sulfanyl)phenyl)- —— —
191.0 16.00 16.50
m/z 109.10 28.17%
5000
1280 910 T | ai00 s
e e P P
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93021\
Data File : BF125739.D

Acqg On : 30 Sep 2021 18:11
Operator : JU/CG

Sample : M3988-01 5X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.146 4.5 ng 270626 1 6.886 1211340 20.0
1,1'-Biphenyl, ... 9.239 9.7 ng 869122 3 9.922 1784190 20.0
Benzo[e]pyrene 15.451 2.3 ng 141571 6 15.515 1246290 20.0
unknown16.239 16.239 2.9 ng 180505 6 15.515 1246290 20.0
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