LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46 Instrument :
Operator : JU/CG BNA_F

Sample : M3577-02 ClientSampleld :
Misc : 191-0827-B1-DP

ALS Vvial : 17 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125315.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 7 14 20 rVB 1272322 1594940 36.72% 4.329%
2 4.504 407 411 416 rBV 78060 87512 2.01% 0.238%
3 4.640 429 434 438 rBV 514877 551968 12.71% 1.498%
4 5.122 512 516 524 rVB 203415 248887 5.73% 0.676%
5 5.528 580 585 588 rBV 3548835 3185689 73.35% 8.647%
6 6.539 752 757 760 rBV 3922675 3754781 86.45% 10.191%
7 6.910 816 820 823 rBV 1289112 1145072 26.37% 3.108%
8 7.475 911 916 919 rBV 2623373 2503962 57.65% 6.796%
9 8.092 1017 1021 1031 rBV 514195 755090 17.39% 2.049%
10 8.192 1035 1038 1041 rBV 1916096 1496852 34.46% 4.063%
11 9.269 1216 1221 1224 rBV 4957459 4343142 100.00% 11.788%
12 9.339 1230 1233 1236 rVB 64824 54875 1.26% 0.149%
13 9.657 1284 1287 1290 rBv2 44173 50964 1.17% 0.138%
14  9.869 1319 1323 1325 rBV 71022 62272 1.43% 0.169%
15 9.951 1333 1337 1340 rBV 1823888 1619321 37.28% 4.395%
16 9.980 1340 1342 1346 rVB 75572 63100 1.45% 0.171%
17 10.151 1365 1371 1375 rBV3 40381 50589 1.16% 0.137%
18 10.369 1402 1408 1411 rVB2 89310 89585 2.06% 0.243%
19 10.498 1426 1430 1433 rBV2 44600 47419 1.09% 0.129%
20 10.733 1467 1470 1475 rBV 1611284 1523172 35.07% 4.134%
21 10.845 1486 1489 1490 rBV 89190 88966 2.05% 0.241%
22 11.239 1553 1556 1559 rBV 53543 52069 1.20% 0.141%
23 11.292 1561 1565 1567 rVV2 106341 108081 2.49% 0.293%
24 11.327 1567 1571 1577 rVB3 74727 127199 2.93% 0.345%
25 11.439 1586 1590 1592 rBV 1539643 1434097 33.02% 3.892%
26 11.463 1592 1594 1597 rW 642340 531113 12.23% 1.442%
27 11.510 1599 1602 1605 rVB 138707 118907 2.74% 0.323%
28 11.545 1605 1608 1613 rBV5 33058 51417 1.18% 0.140%
29 11.668 1626 1629 1635 rBV 77425 81848 1.88% 0.222%
30 11.716 1635 1637 1643 rBV2 61793 66721 1.54% 0.181%
31 11.821 1652 1655 1658 rVB 65943 50555 1.16% 0.137%
32 11.939 1672 1675 1676 rBV 82422 74016 1.70% 0.201%
33 11.963 1676 1679 1683 rVB2 128107 193480 4.45% 0.525%
34 12.051 1691 1694 1696 rBV2 125434 122611 2.82% 0.333%
35 12.127 1704 1707 1712 rBV2 60080 73932 1.70% 0.201%
36 12.233 1722 1725 1727 rBV 72794 61863 1.42% 0.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46
Operator : JU/CG

Sample : M3577-02

Misc :

ALS Vvial : 17 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.486 1766 1768 1771 rVB 69656 59509 1.37% 0.162%
38 12.515 1771 1773 1777 rVW3 68774 83590 1.92% ©.227%
39 12.574 1781 1783 1788 rVB2 58281 61790 1.42% 0.168%
40 12.651 1793 1796 1800 rVV 1108007 947754 21.82%  2.572%
41 12.880 1829 1835 1839 rBV 937949 1005307 23.15% 2.729%
42 13.021 1853 1859 1866 rVB 3609887 3557087 81.90%  9.655%
43 13.210 1888 1891 1895 rVB 120776 111948 2.58% 0.304%
44 13.245 1895 1897 1899 rBV 54282 51873 1.19% 0.141%
45 13.315 1906 1909 1911 rVB2 76959 79996 1.84% ©.217%
46 13.586 1953 1955 1958 rBV3 53780 60206 1.39% 0.163%
47 13.715 1975 1977 1981 rVB 84421 76392 1.76% ©.207%
48 14.051 2031 2034 2035 rBV 247967 207406  4.78% ©.563%
49 14.080 2035 2039 2042 rVV2 1399501 1695495 39.04% 4.602%
50 14.110 2042 2044 2049 rVB 427942 378414 8.71% 1.027%
51 14.186 2055 2057 2060 rBV 75248 63221 1.46% ©.172%
52 15.139 2215 2219 2222 rBV 334141 488630 11.25% 1.326%
53 15.456 2270 2273 2279 rVB 176305 242785 5.59% 0.659%
54 15.515 2280 2283 2289 rVV 226888 282319 6.50% 0©.766%
55 15.586 2291 2295 2306 rVB2 615386 923844 21.27% 2.507%

Sum of corrected areas: 36843633
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3577-02

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090121\
BF125315.D

1 Sep 2021 19:46

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46
Operator : JU/CG

Sample : M3577-02

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 27.86 ng 1594940 1,4-Dichlorobenzene-d4 6.910

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 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 14 (2.169 min): BF125315.D\data.ms (-7) (-) m/z 73.00 100.00%
73.0
5000 43.0 K
87-1 \H‘\\H‘HH‘\H\‘HH‘\H
2.202.302.402.502.60
] 5e0 | 5
0“WH‘WHH‘HH‘HH_‘H_‘Hwh‘_H‘_HW‘HW‘HWH‘WH“ m/z 43.00 44.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [ T T[T T[T TTTTT
430 2.202.302.402.502.60
87.0 m/z 54.95 34.81%
\ \‘ 9 0 |
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 #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R RANd ARaRAREARC
2.202.302.402.502.60
5000 m/z 87.10 24.53%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e
73.0 2.202.302.402.502.60
87.0 m/z 41.00 13.77%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘HM‘HW‘HM‘HM‘H‘HH,HH‘HH‘HH N A RaRENRaR ey
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\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46
Operator : JU/CG

Sample : M3577-02

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.122 4.35 ng 248887 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 28
5 3-Octanol 130 C8H180 000589-98-0 28
Abundance Scan 516 (5.122 min): BF125315.D\data.ms (-512) (-) m/z 42.95 100.00%
3.0
5000
‘ 68.9 101.0 4.80 5.00 5.20 5.40
ob @S2 2988 pyz 59,00 59.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
4.80 5.00 5.20 5.40
m/z 101.00 16.01%
101.0
O \\\‘\m‘\\“”i\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR maEREE S
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.94%
29.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl- AR RN RS
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.53%
5000
31.0
‘ 87.0
0! o e n e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On 1 Sep 2021 19:46

Operator Ju/caG

Sample : M3577-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.092 10.09 ng 755090 Naphthalene-d8 8.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 59
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56

Abundance Scan 1021 (8.092 min): BF125315.D\data.ms (-1017) (-) m/z 57.00 100.00%
57.0

5000
41.0
T T
| 75"0 1000 1391 7.80 8.00 8.20 8.40
Ol el PR B2 45,00 96.06%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B R B L B B
41.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 33.25%
100.0
0 \1\5‘\'? T H ‘\ T ““1‘\ T ‘!‘HH\ T ‘1“\‘ T \“f‘ T }‘ T \1\1§.‘0\1\3‘\‘2'\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
PP T T
7.80 8.00 8.20 8.40
5000 m/z 56.10 15.45%
41 75.0
101.0
NEECTY " I - T
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether popraatrep b e fopt
57.0 7.80 8.00 8.20 8.40
m/z 75.00 14.80%
5000
41.
75.0
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46
Operator : JU/CG

Sample : M3577-02

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 1H-Indene, 2-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.963 2.70 ng 193480  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 74
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 68
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 68

Abundance Scan 1679 (11.963 min): BF125315.D\data.ms (-1676) (1  m/z 192.10 100.00%

192.1
5000
s
63.0 L. 2473 286 12.00
0"W‘HW“M“”‘Nm‘“um“H‘H“H“l‘u“‘l”m“ bt bt m/z 191,10 61.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
5000 T

12.00
m/z 189.10  29.08%

270 630 1130 1639

O\‘\H\‘\\‘\\“\H\‘\\‘\‘}‘\H\‘\\H‘\\H‘\\H‘\\ \‘\H\‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67028: Anthracene, 1-methyl-
192.0
——
12.00
5000 m/z 193.05 24.67%

-

0 R RRAARRRRRRARRERARR AR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67034: Phenanthrene, 4-methyl-
192.0 12.00
m/z 165.05 22.41%
- WMJ\/J\W
95.0
Oﬂo 63.0 | lﬂd
WHH‘HHMH‘_HW‘HWHH‘HHM‘H“W‘HWH‘WHHM‘HMH‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46
Operator : JU/CG

Sample : M3577-02

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 6 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.457 5.26 ng 242785 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Perylene 252 C20H12 000198-55-0 81
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 80

Abundance Scan 2273 (15.456 min): BF125315.D\data.ms (-2270) (-  m/z 252.10 100.00%

252.1
5000
=
125.0 15.50
Ol 28l A8LL L 4 8021 3981 4172 n/z 250.10  26.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138557: Benzo[a]pyrene
252.0
5000 T
15.50
126.0 m/z 253.10  23.90%
0 830\ \H‘ “ ZOQ'O“\M [
\\‘\\\\‘\\\\[\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
—
15.50
5000 ITI/Z 251.05 10.28%
125.0
0 740 || 2000, |
-t
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene —
252.0 15.50
m/z 125.00 10.10%
5000
126.0
039.0 83.0 | | 2000, |
R B L B e e o e o —
m/z--> 50 100 150 200 250 300 350 400 15.50

8270-BF081821.M Thu Sep 02 17:55:00 2021 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125315.D

Acqg On : 1 Sep 2021 19:46
Operator : JU/CG

Sample : M3577-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.169 27.9 ng 1594940 1 6.910 1145070 20.0
2-Pentanone, 4-... 5.122 4.3 ng 248887 1 6.910 1145070 20.0
Ethanol, 2-(2-b... 8.092 10.1 ng 755090 2 8.192 1496850 20.0
1H-Indene, 2-ph... 11.963 2.7 ng 193480 4 11.439 1434100 20.0
Benzo[e]pyrene 15.457 5.3 ng 242785 6 15.586 923844 20.0
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