LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125208.D

Acq On : 25 Aug 2021 14:15 Instrument :
Operator : JU/CG BNA_F

Sample : M3523-01 ClientSampleld :
Misc : 72-11998

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

Signal : TIC: BF125208.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 15 21 27 rVB 921235 1153044 33.96% 3.120%
2 5.139 511 519 526 rBV 66237 87170 2.57% 0.236%
3 5.534 581 586 589 rBV 2923647 2945176 86.74% 7.970%
4 6.534 751 756 759 rBV 3050008 2961008 87.20% 8.013%
5 6.916 817 821 824 rBV 993124 869197 25.60%  2.352%
6 7.475 911 916 919 rBV 2254470 1951328 57.47% 5.280%
7 8.098 1018 1022 1035 rBV 63121 154445 4.55% 0.418%
8 8.198 1035 1039 1042 rBV 1306827 1139498 33.56% 3.083%
9 8.904 1156 1159 1163 rBV 137707 125593 3.70% 0.340%
10 9.004 1173 1176 1183 rVB 99975 84968 2.50% 0.230%
11 9.269 1217 1221 1224 rBV 4025154 3395529 100.00% 9.188%
12 9.369 1235 1238 1242 rVB 128824 99211 2.92% 0.268%
13 9.539 1260 1267 1271 rBvV2 51930 69999 2.06% 0.189%
14 9.604 1276 1278 1281 rVWV 68579 61597 1.81% 0.167%
15 9.951 1330 1337 1340 rBV 1536307 1285048 37.85% 3.477%

16 9.980 1340 1342 1346 rVB 767424 647726 19.08%

1.
17 10.151 1367 1371 1375 rBV 619504 552943 16.28% 1.496%
18 10.351 1401 1405 1407 rBv2 42192 38301 1.13% ©.104%
19 10.498 1426 1430 1435 rBV 833015 665257 19.59%  1.800%
20 10.586 1443 1445 1447 rVB 78664 60445 1.78% 0.164%
21 10.627 1450 1452 1454 rVV2 50851 50272 1.48% 136%

22 10.651 1454 1456 1460 rVB 128451 109394  3.22%
23 10.739 1467 1471 1474 rBV 2647843 2293041 67.53%
24 10.863 1485 1492 1495 rVB2 59229 62006 1.83%

OO0
N
[
Ul
B

25 11.045 1516 1523 1526 rBV3 85109 105381 3.10% 285%
26 11.239 1553 1556 1560 rVV 103198 86134  2.54% 0.233%
27 11.280 1560 1563 1568 rVV2 37874 51798 1.53% ©.140%
28 11.333 1568 1572 1577 rVB 264589 216000 6.36% ©.584%
29 11.439 1586 1590 1592 rBV 1415527 1282478 37.77% 3.470%
30 11.463 1592 1594 1598 rVV 2980431 2566032 75.57%  6.944%
31 11.510 1600 1602 1605 rVB 181869 153955 4.53% 0.417%
32 11.663 1626 1628 1631 rBV 87409 77653 2.29% 0.210%
33 11.733 1637 1640 1644 rBV 52383 40727 1.20% 0.110%
34 11.939 1672 1675 1676 rBV 172879 152613 4.49% 0.413%
35 11.957 1676 1678 1683 rVB2 489762 534258 15.73% 1.446%
36 12.051 1690 1694 1697 rBV 362616 358449 10.56% 0.970%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.074 1697 1698 1703 rVB 84752 46459 1.37% 0.126%
38 12.233 1722 1725 1727 rBV 153664 123350 3.63% 0.334%
39 12.257 1727 1729 1733 rVB 79434 62040 1.83% 0.168%
40 12.527 1771 1775 1780 rVB4 32335 42613 1.25% 0.115%
41 12.651 1792 1796 1800 rBV 1771989 1602291 47.19% 4.336%
42 12.739 1809 1811 1816 rBV 252997 268977 7.92% 0.728%
43 12.804 1820 1822 1826 rVWVW 54807 46716 1.38% 0.126%
44 12.880 1829 1835 1839 rVV 1216152 1308378 38.53% 3.540%
45 12.927 1839 1843 1848 rVB 46304 56828 1.67% 0.154%
46 13.021 1855 1859 1863 rVB 3335662 2951889 86.93% 7.988%
47 13.098 1867 1872 1876 rBV3 39237 65271 1.92% 0.177%
48 13.186 1879 1887 1888 rBV3 30706 42969 1.27% 0.116%
49 13.210 1888 1891 1894 rVB 122967 111296 3.28% 0.301%
50 13.274 1899 1902 1905 rVB 128415 94589 2.79% 0.256%
51 13.310 1905 1908 1911 rBvV2 58031 61053 1.80% 0.165%
52 13.827 1989 1996 1998 rBV2 39800 45637 1.34% 0.123%
53 13.857 1998 2001 2002 rVV 61889 57291 1.69% 0.155%
54 13.874 2002 2004 2008 rVVv3 74891 88288 2.60% 0.239%
55 13.915 2008 2011 2014 rVv2 92399 123315 3.63% 0.334%
56 13.945 2014 2016 2018 rVWV 117322 100749 2.97% 0.273%
57 13.998 2018 2025 2032 rVWW7 64672 210920 6.21% 0.571%
58 14.080 2033 2039 2041 rVV2 959577 1147301 33.79% 3.105%
59 14.104 2041 2043 2049 rVB 194679 175741 5.18% 0.476%
60 14.233 2061 2065 2072 rVB3 42114 56740 1.67% 0.154%
61 14.539 2114 2117 2122 rBV3 50293 57463 1.69% 0.155%
62 14.856 2165 2171 2174 rVB4 49924 65702 1.93% 0.178%
63 14.939 2181 2185 2189 rBV 37957 43040 1.27% 0.116%
64 15.133 2213 2218 2221 rBV 86196 131469 3.87% 0.356%
65 15.209 2227 2231 2235 rBV2 44900 50306 1.48% 0.136%
66 15.445 2267 2271 2275 rBV 44050 47323 1.39% 0.128%
67 15.504 2278 2281 2284 rBV 44122 53668 1.58% 0.145%
68 15.574 2288 2293 2302 rVB 715305 940523 27.790% 2.545%
69 16.051 2370 2374 2379 rVB2 47826 75984 2.24% 0.206%
70 16.574 2459 2463 2470 rBV2 26291 49597 1.46% 0.134%
71 17.192 2563 2568 2575 rVB3 31709 61262 1.80% 0.166%
Sum of corrected areas: 36954712
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Aug 2021 14:15
: M3523-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
BF125208.D

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

AP 5560
3500000
3000000
2500000
2000000
1500000
1000000

500000

0

TIC: BF125208.D\data.ms

5534 6.534

7.475

2.210 6.916

5.139

Time-->
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TIC: BF125208.D\data.ms
9.269

13.021
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5394

Time-->
AP G056
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2000000
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= S
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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.
2.210 26.53 ng 1153040 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 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 21 (2.210 min): BF125208.D\data.ms (-15) (-) m/z 73.00 100.00%

73.0
5000 43.0 A
87.1 L U —
2.20 2.40 2.60
57.0
0 HWH‘_Hww“‘:“wwwHi‘mH_Mwwww‘ m/z 43.00  47.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA L L N L B
43.0 2.20 2.40 2.60
' 87.0 m/z 54.95 36.40%
29.0 L
H\‘\H\‘\H”“HH‘[‘}\‘H‘H\‘?‘.\0\H“\}H‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
2.20 2.40 2.60
5000 m/z 87.10 24.54%
55.0
210 410
340 L Ll se0 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol T
73.0 2.20 2.40 2.60
m/z 41.00 14.87%
87.0
41.0 55.0
5000
27.0
. I e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.139 2.01 ng 87170  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 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 5

Abundance Scan 519 (5.139 min): BF125208.D\data.ms (-511) (-) m/z 43.00 100.00%

3.0
59.0
5000
WS
101.0 R A NERARRR
83.0 4.80 5.00 5.20 5.40
e e e e e m/z 59.00  53.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\‘\\\\‘\\\\‘\\\\’\\\/\\‘
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.93%
31\'0 L | 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
e EARamEESs ST
4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 16.65%
58.0
1?-0 270 720 100.0
L | |
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3639: 4-Penten-2-one, 4-methyl- e EARsmEESs S
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.89%
5000
290 | | 550 830 980
e e e e
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\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.098 2.71 ng 154445  Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 45
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 38

Abundance Scan 1022 (8.098 min): BF125208.D\data.ms (-1018) (-) m/z 45.00 100.00%

48.0
5000

| 770 011 7.80 8.00 8.20 8.40
el e m/z 57.00 94.15%

miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 T Ay
29.0 7.80 8.00 8.20 8.40

75.0 m/z 41.00  35.28%

L ‘ \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\ ‘ \‘ ‘\‘ \1\0? \0\1\]-\6‘0\1\3\2 \0‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0

780800820840

89.0
29.0
S S YT
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether SRREE ‘ R e ARG
57.0 7.80 8.00 8.20 8.40

m/z 75.00 15.63%

5000
a1,
75.0
190 || |00

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\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 4 Dibenzothiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.333 3.37 ng 216000  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 95
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 95
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 94
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 1572 (11.333 min): BF125208.D\data.ms (-1568) (1  m/z 184.00 100.00%
184.0
5000
139.0 N LN
11.00 11.50
63.0 920 1139
M T A - el “ 4290 \““‘  m/z 139.00  15.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58969: Dibenzothiophene
184.0
5000 }\ s AT }L
11.00 11.50
139.0 m/z 185.00 14.71%
92.0
o 0 %130 | 4500 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58975: Naphtho[2,3-b]thiophene
184.0
— 4
11.00 11.50
5000 m/z 152.00 9.08%
139.0
92.0
sgq m 6%(\) I m\‘\ 1l§0 il “15‘90 ‘\
e e e e S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58972: Naphtho[2,1-b]thiophene ISR S W
184.0 11.00 11.50
m/z 92.00 6.60%
5000
139.0
2.
400 690, %7 1130 ‘ 159.0 || j\
e R s B e P el
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 Anthracene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.38 ng 152613  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94

Abundance Scan 1675 (11.939 min): BF125208.D\data.ms (-1672) (-  m/z 192.10 100.00%

192.1
5000
=y
165.0
94.6 12.00
63.0 139.0
89 090 e B0 Ll mz 19110 53.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67021: Anthracene, 1-methyl-
192.0
5000
1200
m/z 189.00 28.03%
83.0 165.0
150 390 610 | | 11501390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67044: Phenanthrene, 1-methyl-
192.0 M
e
12.00
5000 m/z 193.10  15.28%
165.0
390 630 940 1390 | w
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 N%
Abundance #67036: Phenanthrene, 3-methyl- s ‘AW A
192.0 12.00
m/z 190.10 14.41%
5000
96.0
390 630 | 139.0 1650 w N
A A e Al
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF081821.M Thu Aug 26 13:40:24 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.957 8.33 ng 534258 Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan1678(11957nnm BF125208.D\data.ms (-1676) (- m/z 73.00 100.00%

43.0 |73.0
5000
129.1
3.1 :

21
157.1185.1

‘ 12 00
— m/z 60.00  94.62%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
12 00

97.0 m/z 43.00 93.77%

157.01g5,0213.0  256.0
\\\‘uu“}‘u”!”\M}\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\u\‘\\u‘\‘u\‘\u‘\‘uu‘u\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
43.0 730
=

12.00
5000 129.0 m/z 57.00 87.25%
171.0
214.0

150?

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid TS
43.0 ,73.0 12.00

m/z 55.00 80.83%

5000 129.0
199.0
15.0] ||| M\h\u‘\H\m ul L ‘ ERSS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.051 5.59 ng 358449  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 97
2 Methyl diselenide 190 C2H6Se2 007101-31-7 46
3 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 45
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 45
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 1694 (12.051 min): BF125208.D\data.ms (-1690) (1  m/z 190.10 100.00%
190.1
5000
94,5 AL ‘
12.00
63.0 ‘ 163.0
389 el Tl m/z 189.85  94.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 M‘ : :
12.00
94.0 m/z 191.10  22.48%
39.0 630 || 1150137.0 1630 M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide
93.0 190.0
LWkt
12.00
5000 m/z 187.00  21.73%
‘ 160.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64485: Phenol, 4-(2-thienylmethyl)- ‘M‘ ‘ ‘
190.0 12.00
m/z 94.50 21.69%
5000
97.0
wo_mo | o 1 |
[ IR bl Ll i I il A
e b et el P =
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\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.739 4.19 ng 268977  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan 1811 (12.739 min): BF125208.D\data.ms (-1809) (1 m/z 43.00 100.00%
73.0

5000

-

12.50 13.00
m/z 73.00 82.00%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179092: Octadecanoic acid
43.0 73.0
5000 et P
129.0 284.0 12.50 13.00

m/z 59.95 79.10%
185.0 241.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #143510: n-Hexadecanoic acid
60.0

—

—— e

12.50 13.00

5000 129.0 m/z 57.00  78.69%
970 1710 2130 256.0

m/z--> 20 40 60 80 100120140160180200220240260280

%

Abundance #109281: Tetradecanoic acid i =

73.0 12.50 13.00
0
43.0 m/z 55.00 70.53%

5000
129.0
1850 228.0
L L
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15

Operator Ju/caG

Sample : M3523-01

Misc

ALS Vvial : 10 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl3.915 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.915 2.15 ng 123315 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Quinolinecarboxylic acid, 4-ch... 235 C12H10C1NO2 1000351-34-0 30
2 3,5-Dimethylphenyl isothiocyanate 163 C9HOINS 040046-30-8 25
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 22
4 2,3-Dihydro-4-methoxyindole-2-one 163 C9HINO2 007699-17-4 22
5 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 18

Abundance Scan 2011 (13.915 min): BF125208.D\data.ms (-2008) (-  m/z 105.00 100.00%
1050 1630
57.0 230.1
5000
201.0 ]
[ =
w‘l“w IR Ll 2 m/z 163.00  84.98%
miz--> 50 100 150 200 250
Abundance #116949: 2-Quinolinecarboxylic acid, 4-chloro-, ethyl este
163.0
5000 iy \14‘00\ paih oo
128.0 :
m/z 230.10 71.59%
75.0 235.0
T T \4"‘%"‘? \‘ \‘h‘\ T m T T ‘\ T ‘ T ‘ 19‘3 0\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #39143: 3,5-Dimethylphenyl isothiocyanate
163.0 A
,\/W\ T T f/\‘
105.0 14.00
5000 ’ ITI z 57.00 69.42%
39.0 J
76,0
‘ ‘w‘ l‘\\ ‘w“‘“ ;m”p I ‘\‘\‘ L ‘!M‘ \‘ “\‘ — —
miz--> 50 100 150 200 250
Abundance #38615: Morpholine, 4-phenyl-
105.0 1400
163.0 m/z 43.00 44.54%
5000
51.0
250 L b
m/z--> 50 100 150 200 250 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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 10 unknownl3.998 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.998 3.68 ng 210920 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 42
2 1-Tetracosene 336 C24H48 010192-32-2 42
3 1-Heneicosanol 312 C21H440 015594-90-8 42
4 1-Docosene 308 C22H44 001599-67-3 38
5 1-Tricosene 322 C23H46 018835-32-0 38

Abundance Scan 2025 (13.998 min): BF125208.D\data.ms (-2018) (1  m/z 234.00 100.00%
234.0

57.0
97.1

5000 163.0 A j\
A

T O e o0
\‘\‘m\‘\\‘\‘\\\‘\‘\\\‘\‘\\\\‘\\ mz 5706 7131/

\\‘H
L ‘
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970

5000
14 00

m/z 55.00 67.96%

\H\ iNe %810 2380 2020 3641
T ‘ ‘ T 1T L L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0

14 00
5000 m/z 43.00 64.38%
250
e ‘n\ w | 16802100 3360
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol
55.0 14 00
97.0

m/z 97.10 61.49%

5000 Ww\/\\f\ww
Ls'd‘ “\ l H‘ \‘ #‘ \h ‘H 182 0 224 O 266 O mm T ‘ T

m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125208.D

Acqg On : 25 Aug 2021 14:15
Operator : JU/CG

Sample : M3523-01

Misc :

ALS Vvial : 10 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... 2.210 26.5 ng 1153040 1 6.916 869197 20.0
2-Pentanone, 4-... 5.139 2.0 ng 87170 1 6.916 869197 20.0
Ethanol, 2-(2-b... 8.098 2.7 ng 154445 2 8.198 1139500 20.0
Dibenzothiophene 11.333 3.4 ng 216000 4 11.439 1282480 20.0
Anthracene, 1-m... 11.939 2.4 ng 152613 4 11.439 1282480 20.0
n-Hexadecanoic ... 11.957 8.3 ng 534258 4 11.439 1282480 20.0
4H-Cyclopenta[d... 12.051 5.6 ng 358449 4 11.439 1282480 20.0
Octadecanoic acid 12.739 4.2 ng 268977 4 11.439 1282480 20.0
unknown13.915 13.915 2.1 ng 123315 5 14.080 1147300 20.0
unknown13.998 13.998 3.7 ng 210920 5 14.080 1147300 20.0
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