LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1le44-03

Misc :

ALS Vvial : 13  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-BF010721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122947.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 19 25 33 rVB 522692 723919 16.15% 1.846%
2 2.340 39 43 49 rVB 61289 85732 1.91% 0.219%
3 3.428 225 228 234 rBV 38261 71888 1.60% ©.183%
4 4.034 327 331 337 rVB 58554 73470 1.64% 0.187%
5 5.1490 515 519 525 rVvB 331987 398014 8.88% 1.015%
6 5.534 580 586 589 rBV 4280604 4151837 92.61% 10.589%
7 5.934 651 654 660 rVB 54183 51373 1.15% 0.131%
8 6.534 750 756 759 rBV 3960808 4127132 92.06% 10.526%
9 6.734 788 790 796 rVB3 82517 110412 2.46% 0.282%
106 6.916 817 821 824 rBV 1323072 1000338 22.31% 2.551%
11  7.475 906 916 919 rBV 2881214 2583842 57.63% 6.590%
12 8.198 1034 1039 1042 rBV 1561179 1320524 29.45% 3.368%
13 9.275 1217 1222 1226 rBV 4910503 4483262 100.00% 11.434%
14  9.363 1232 1237 1240 rBv4 71138 101192 2.26% ©.258%
15 9.392 1240 1242 1245 rVB 75990 62027 1.38% 0.158%
16 9.669 1286 1289 1293 rVB 254555 225270 5.02% 0.575%
17 9.957 1330 1338 1341 rBV 1733637 1422791 31.74% 3.629%
18 9.992 1341 1344 1347 rVB2 55263 53298 1.19% 0.136%
19 10.369 1404 1408 1410 rBV 113803 101663 2.27% 0.259%
20 10.504 1428 1431 1435 rBV3 47182 52265 1.17% 0.133%
21 10.745 1467 1472 1475 rBV 3188267 2726017 60.80% 952%
22 10.869 1490 1493 1500 rVB4 51604 79322 1.77% 202%
23 11.316 1562 1569 1572 rBV5 39348 75869 1.69%

24 11.445 1588 1591 1594 rBV 1416923 1349678 30.10%
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25 11.469 1594 1595 1598 rVV 492519 344906 7.69% 880%
26 11.522 1602 1604 1607 rVB 137734 102737 2.29% 0.262%
27 11.951 1674 1677 1679 rBV 99903 98006 2.19% ©.250%
28 11.975 1679 1681 1686 rVB2 414574 371855 8.29%  0.948%
29 12.063 1692 1696 1699 rBV 153190 182750 4.08%  0.466%
30 12.245 1724 1727 1729 rBV 67791 60040 1.34% 0.153%
31 12.269 1729 1731 1736 rVB2 40312 64173 1.43% ©.164%
32 12.398 1751 1753 1756 rBvV2 55820 46845 1.04% 0.119%
33 12.439 1756 1760 1765 rBV2 212173 230474 5.14% 0.588%
34 12.498 1767 1770 1774 rVV2 107809 135969 3.03% ©0.347%
35 12.539 1774 1777 1780 rVWW3 72554 102898 2.30% ©0.262%
36 12.586 1782 1785 1790 rVB3 59161 74267 1.66% 0.189%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1le44-03

Misc :

ALS Vvial : 13  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-BF010721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.663 1795 1798 1802 rBV 918517 798035 17.80%  2.035%
38 12.763 1812 1815 1817 rBV 85569 80591 1.80% ©.206%
39 12.892 1832 1837 1844 rBV 789038 926218 20.66% 2.362%

40 13.039 1858 1862 1866 rVB 4009623 3935832 87.79% 10.038%

41 13.110 1872 1874 1878 rBV 50985 56658 1.26% ©.145%
42 13.198 1887 1889 1891 rBV2 47146 53395 1.19% 0.136%
43 13.221 1891 1893 1896 rVB 132878 122986 2.74% 0.314%
44 13.292 1902 1905 1907 rVB 82725 70891 1.58% ©.181%
45 13.327 1908 1911 1914 rVB2 111714 104058 2.32% ©.265%
46 13.451 1930 1932 1934 rBV 61380 50738 1.13% 0.129%
47 13.939 2012 2015 2020 rBV 751985 689185 15.37% 1.758%
48 14.098 2037 2042 2044 rBV2 1456643 1699172 37.90%  4.334%
49 14.121 2044 2046 2049 rVB 405655 302962 6.76% 0.773%
50 14.739 2148 2151 2154 rBV 300398 278855 6.22% 0.711%
51 15.151 2217 2221 2224 rBV 366291 562553 12.55% 1.435%
52 15.463 2271 2274 2280 rVB 241991 293969 6.56% 0.750%
53 15.521 2281 2284 2290 rVB 378049 438370 9.78% 1.118%
54 15.592 2292 2296 2299 rBV 1009719 1151124 25.68%  2.936%
55 17.092 2547 2551 2559 rVB2 175850 347708 7.76% ©.887%

Sum of corrected areas: 39209355

8270-BF010721.M Mon Jan 11 04:40:21 2021 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1o44-03

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
BF122947.D

8 Jan 2021 18:32

JU/CG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF122947.D\data.ms

5.534
6.534

7.475

6.916

2.234

5.140

-340 3.428 4.034 5.934 6.734

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

4000000

3000000

2000000

1000000

TIC: BF122947.D\data.ms
9.275

13.039

10.745

9.957

8.198 11.445

12.6635 ggo

Y

0
Time-->

@ 9.669
B2
e
9.50

9092 10.3¢%504 |1
T G e e

10.00 10.50 11.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF122947.D\data.ms

14.098

13.939

15.151
14.739 1%5 1

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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.
2.234  14.47 ng 723919 1,4-Dichlorobenzene-d4 6.916

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 25 (2.234 min): BF122947.D\data.ms (-19) (-) m/z 73.10 100.00%

73.1
5000
43.0
87.0

| b0 | 220 240 260
e e m/z 43.05  35.61%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

o

5000 L O I B B B
43.0 220 240 2.60
‘ 87.0 m/z 87.05 25.36%
O\‘\\\‘\“\\\\“\\\\‘\\\\‘\\\\‘\}\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 A
220 240 2.60
5000 41.0 55.0 ITI/Z 55.05 25.12%
27.0
0 112.0 129.0
T e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- =
73.0 220 240 2.60

m/z 41.05 11.48%

5000 43.0
58.0
29.0 ‘ 87‘.0
i ‘ | !

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.140 7.96 ng 398014 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
Abundance Scan 519 (5.140 min): BF122947.D\data.ms (-515) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R REE N e AR
4.80 5.00 5.20 5.40
s | 83.0 P
-yt m/z 59.10 53.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00  18.96%
0 \\\‘\\‘\.\‘\\\?“]I\.\O\\“Hi\\‘\\}\‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
EEEmma R EES
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.57%
101.0
ol 20 310 80 700 860
T T e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686 1-Propen-2-ol, acetate EEEmma ST
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.64%
5000
58.0
15‘.0 27.0 X 72‘.0 100.0
O e e e e e R EEm R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On 8 Jan 2021 18:32

Operator : JU/CG

Sample : M1o44-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
: 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.734 2.21 ng 110412 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 59
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 40
4 Methyl 2-(2-methoxyethoxy)acetate 148 C6H1204 1000366-88-1 36
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 33
Abundance Scan 790 (6.734 min): BF122947.D\data.ms (-788) (-) m/z 45.05 100.00%
45.0
5000
72.0 H_MAWH,W_W
105.0 6.40 6.60 6.80 7.00
Lol ea0 MP0re00 :
Ottt e - M/ 59.00 0 37.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ,AM"/\/\
31.0 59.0 6.40 6.60 6.80 7.00
730 m/z 72.05 21.75%
O H\]‘.ﬁ.\?‘\\\H“\\\\“\‘M\‘\\Hl‘\\\\‘\‘\‘H‘\?\9"9\\].‘(\)\4.\'3\H\‘HH‘\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
45.0
R R RE
6.40 6.60 6.80 7.00
5000 m/z 73.00 13.92%
31.0 90730 g9
ol 150 103.0 1190
R LA A e RRAAR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 AA A
Abundance #9259: Ethanol, 2-(2-methoxyethoxy)- “‘H“““‘,H“““‘A
45.0 6.40 6.60 6.80 7.00
m/z 43.00 12.76%
5000 59.0
31.0
15.0 ‘ ‘ 75.0 90.0
0‘H‘JH‘HNMHH‘Mm‘uu}uu‘uh‘uuwuu‘HH‘HH‘HH‘HH‘ T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.975 5.51 ng 371855  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
5 Tridecanoic acid 214 C13H2602 000638-53-9 89

Abundance Scan 1681 (11.975 min): BF122947. D\data ms (-1679) (- m/z 192.10 100.00%
p.1

431 730
5000
129.0 \}U\/t
e
kg | Tl s T
Ol Ml u“MhM bt “w Dbl 0 LT miz 73.00 99.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0 L
5000 129.0
12 OO
97.0 157015502130 2560 43.10  84.15%
O \H‘\\H“}‘\\H!H \H‘\\‘H\‘\\‘}‘h‘“\\”‘M\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
192.0
12 OO
5000 ITI/Z 60.00 80.17%
83.0 165.0
0 39.0 115.0
T e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl- —
192.0 12.00

57.106  69.45%

5000
165.0
27.0 630‘ M 1260 | |

R N —
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.063 2.71 ng 182750  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 47
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
5 3-Bromo-2-furoic acid 190 C5H3Bro03 014903-90-3 35
Abundance Scan 1696 (12.063 min): BF122947.D\data.ms (-1692) (- m/z 189.05 100.00%
189.1
5000
94.6
T \
165.0 12.00
.0 630 139.0 :
O 20, 20 21701390 | e w/z 190.65  99.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 M | paf
12.00
63.0 133.0 m/z 192.10  73.67%
mo | me e
0 \\\‘\1‘\ \h“\\h\‘\“}\}‘”\ “\HWMVH‘\\‘\“‘}\‘\“ \‘\H“M\HHH T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
T \
12.00
5000 m/z 191.10 52.27%
94.0
0 39.0 63.0 137.0 163.0
I A maa L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene e
189.0 12.00
m/z 94.60 27.56%
5000
94.0
163.0
0 Hwmwmwmw‘m‘wmwmwwwwm‘_w —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 unknownl12.439 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.439 3.42 ng 230474  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 45
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 22
3 2H-Pyrrol-2-one, 1,5-dihydro-4-m... 113 C5H7NO2 069778-83-2 16
4 Pyrrolidine, 1-(6-hydroxy-1-oxo00... 353 C22H43N0O2 056666-42-3 16
5 13-Cyclopentyltridecanoic acid, ... 335 C22H41NO 1000336-07-1 16
Abundance Scan 1760 (12.439 min): BF122947.D\data.ms (-1756) (- m/z 57.10 100.00%
57.1
113.1
5000
‘ 1250
g%,o 169.2 ,0g 1 :
o‘H,‘Hw“‘”‘!‘,m‘wuuw_m“1““‘1‘-9“H‘H_m??:wwww m/z 113.10  51.89%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T
12.50
113.0 m/z 97.10 46.86%
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance
57.0
——
12.50
5000 m/z 55.10 25.77%
97.0
0 29.0 147.0177.0 219.0 261.C
T T T T T e
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #6898: 2H-Pyrrol-2-one, 1,5-dihydro-4-methoxy- ——
113.0 12.50
m/z 83.10 20.51%
5000 69.0
30.0
o‘H,u‘Hu““‘mﬂ‘:‘,‘M‘HH‘_mHH_HwHH_wwwww‘ —
m/z--> 20 40 60 80 100120 140160180 200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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, 1,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.498 2.01 ng 135969  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 96
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 94
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 94
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 90
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 89

Abundance Scan 1770 (12.498 min): BF122947.D\data.ms (-1767) (- m/z 206.10 100.00%
206.1

5000 571 991

.

126.0 155-1179_ 12.50

(o} m/z 99.10 47.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0
5000 .

12.50
m/z 57.10  42.45%

102.0
27.0 51.0 760 7" 1390 165.0 M J
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206.0

—
12.50

o

5000 m/z 191.10 36.57%
101.0
ol 270 510 760 139.0 1650
R B RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl- —
206.0 12.50

m/z 205.05  25.73%

- M
102.0
76.0 ‘
27.0 51.0 27| | 139.0 1650 | HM‘ L

A AR e e AR AR A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

o

8270-BF010721.M Mon Jan 11 04:40:27 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.939 8.11 ng 689185 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclopentadecane 210 C15H30 000295-48-7 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 2015 (13.939 min): BF122947.D\data.ms (-2012) (- m/z 57.10 100.00%
o971
5000
230.1
——
|
ob A AR ITT 1822 | 28033152 .0 8310 96.12%
miz--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 T
14.00
m/z 55.10 91.55%
L \\“ | | 1390 1820 2230 2800
L \ ‘ T L T T T T T T ‘ T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance
55.0
——
14.00
5000 97.0 m/z 43.18  90.30%
139.0 210.0
ol L
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol —
55.0 14.00
97.0 .
m/z 97.10 82.50%
5000
o190 L1150 1m0 o 2ss0 .
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\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 Terephthalic acid, 2-ethylh... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.739 3.28 ng 278855 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 58
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 49
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 43
5 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 43
Abundance Scan 2151 (14.739 min): BF122947.D\data.ms (-2148) (- m/z 70.10 100.00%
70.1
149.0 261.1
5000
—— —
H h 1631 — 14.50 15.00
ol UL w bk 42931l (3023 3602 /7 149.60  67.46%
miz--> 50 100 150 200 250 300 350
Abundance  #207754: Terephthalic acid, 2-ethylhexyl octyl ester
261.0
70.0 1120
5000 —r— ——
167.0 14.50 15.00
m/z 261.10 62.47%
029‘%“"\‘\“\‘\\\\’\\\\‘\\\\‘\!\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
261.0
149.0 T LT
70.0 14.50 15.00
5000 mm
0 189.0 304.0 361.0
T T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) —— —
70.0 14.50 15.00
112.0 %
1670 261.0 m/z 112.10 46.35
5000
. ‘M\ ] | 2170 | 3040 3610
L) 217.0 “ e P e
mlz--> 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1o44-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.463 5.11 ng 293969 Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
Abundance Scan 2274 (15.463 min): BF122947.D\data.ms (-2271) (|  m/z 252.10 100.00%
252.1
125.1 15.50
0440831 | 2000, | 2021 3653 55010  29.74%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo|e]pyrene
252.0
5000 T
15.50
m/z 253.10  24.62%
125.0
0390 830 | | 2000 |
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
—
15.50
5000 m/z 125.10 13.34%
126.0
0 87.0 200.0
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene T
252.0 15.50
m/z 126.10  10.78%
5000
126.0
0390 87.0 | 2000 |
e e e
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122947.D

Acqg On : 8 Jan 2021 18:32
Operator : JU/CG

Sample : M1le44-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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... 2.234 14.5 ng 723919 1 6.916 1000340 20.0
2-Pentanone, 4-... 5.140 8.0 ng 398014 1 6.916 1000340 20.0
Ethanol, 2-(2-e... 6.734 2.2 ng 110412 1 6.916 1000340 20.0
n-Hexadecanoic ... 11.975 5.5 ng 371855 4 11.445 1349680 20.0
Benzaldehyde, 3... 12.063 2.7 ng 182750 4 11.445 1349680 20.0
unknown12.439 12.439 3.4 ng 230474 4 11.445 1349680 20.0
Phenanthrene, 1... 12.498 2.0 ng 135969 4 11.445 1349680 20.0
5-Eicosene, (E)- 13.939 8.1 ng 689185 5 14.098 1699170 20.0
Terephthalic ac... 14.739 3.3 ng 278855 5 14.098 1699170 20.0
Benzo[e]pyrene 15.463 5.1 ng 293969 6 15.592 1151120 20.0
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