LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS Vvial : 16 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125949.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.151 5 11 17 rVB 2420225 3071716 83.61% 8.945%
2 5.087 507 510 515 rVB 39218 43758 1.19% 0.127%
3 5.481 571 577 580 rBV 3640153 3671401 99.93% 10.691%
4 6.486 743 748 751 rBV 3783679 3673958 100.00% 10.698%
5 6.869 809 813 816 rVB 1225418 1100156 29.94%  3.204%
6 7.428 903 908 911 rBV 2463449 2353810 64.07% 6.854%
7 8.051 1010 1014 1017 rBV 667531 477544 13.00% 1.391%
8 8.145 1027 1030 1033 rBV 1558440 1397113 38.03% 4.068%
9 9.222 1209 1213 1217 rBV 3515611 3248683 88.42% 9.460%
10 9.904 1325 1329 1332 rBV 1652418 1438032 39.14% 4.187%
11 9.933 1332 1334 1337 rVB 74043 54094 1.47% 0.158%
12 10.445 1418 1421 1425 rVB 55925 43280 1.18% 0.126%
13 10.686 1458 1462 1465 rBV 2290477 1998590 54.40% 5.820%
14 10.727 1465 1469 1473 rVB 50065 52038 1.42% 0.152%
15 11.386 1577 1581 1583 rBV 1492087 1266978 34.49%  3.689%
16 11.410 1583 1585 1588 rW 551809 409349 11.14% 1.192%
17 11.457 1591 1593 1596 rVB 126964 105881 2.88% 0.308%
18 11.886 1661 1666 1668 rBV 83960 86020 2.34% 0.250%
19 11.915 1668 1671 1676 rVB 243540 217978 5.93% 0.635%
20 11.998 1681 1685 1687 rW 135757 153812 4.19% 0.448%
21 12.021 1687 1689 1693 rVB 70847 60998 1.66% 0.178%
22 12.180 1714 1716 1718 rBV 56797 50597 1.38% 0.147%
23 12.198 1718 1719 1724 rVB3 52893 43283 1.18% 0.126%
24 12.433 1756 1759 1762 rBV 55234 59025 1.61% 0.172%
25 12.515 1771 1773 1779 rVB4 47482 48492  1.32% 0.141%
26 12.598 1783 1787 1790 rBV 594390 532018 14.48% 1.549%
27 12.698 1801 1804 1806 rBV2 75550 67969 1.85% ©.198%
28 12.821 1819 1825 1828 rBV 635271 709650 19.32%  2.066%
29 12.874 1832 1834 1840 rVB3 50826 55279 1.50% 0.161%
30 12.974 1847 1851 1854 rVB 2247692 2114259 57.55% 6.157%
31 13.039 1856 1862 1866 rBV2 52314 84480  2.30%  0.246%
32 13.127 1874 1877 1879 rBV3 40552 50478 1.37% 0.147%
33 13.151 1879 1881 1884 rVB 82963 74820 2.04% 0.218%
34 13.215 1889 1892 1895 rVB2 77910 76460 2.08% 0.223%
35 13.257 1895 1899 1902 rBV2 99515 92931 2.53% 0.271%
36 13.351 1912 1915 1917 rBV 44565 39069 1.06% 0.114%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS Vvial : 16 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.380 1917 1920 1922 rBV 63623 53912 1.47% ©.157%
38 13.457 1930 1933 1939 rVB6 50721 71891 1.96% ©.209%
39 13.557 1947 1956 1952 rVB 43431 36988 1.01% ©.108%
40 13.657 1964 1967 1971 rVB 44075 42402 1.15% 0.123%
41 13.768 1982 1986 1989 rBV2 56529 83646 2.28% ©0.244%
42 13.798 1989 1991 1993 rBV2 49672 43648 1.19% 0.127%
43 13.874 1999 2004 2011 rVB4 182593 259788 7.07% 0.756%
44 14.021 2024 2029 2032 rBV2 1188671 1360067 37.02%  3.960%
45 14.045 2032 2033 2039 rVV 313817 234913 6.39% 0.684%
46 14.127 2042 2047 2050 rBvV2 53243 65451 1.78% 0.191%
47 14.204 2057 2060 2063 rVB2 75311 77981 2.12%  ©0.227%
48 14.245 2063 2067 2071 rBV2 31325 52245 1.42% ©.152%
49 14.409 2090 2095 2098 rvv 78102 79728 2.17% 0.232%
50 14.439 2098 2100 2103 rVB 56123 46826 1.27% 0.136%
51 14.504 2109 2111 2114 rBV3 69647 65065 1.77% ©.189%
52 14.662 2135 2138 2143 rBV 159450 157265 4.28% 0.458%
53 14.821 2162 2165 2170 rVB3 42172 57623 1.57% ©0.168%
54 14.898 2175 2178 2183 rVB2 164550 181910 4.95% ©.530%
55 15.062 2201 2206 2209 rBV 250833 383604 10.44% 1.117%
56 15.168 2220 2224 2229 rVB2 81762 105896 2.88% ©.308%
57 15.368 2254 2258 2263 rVB 141650 182335 4.96% ©.531%
58 15.427 2264 2268 2273 rVB 217517 261035 7.11% 0.760%
59 15.492 2274 2279 2283 rBV 918708 1103022 30.02% 3.212%
60 16.780 2492 2498 2505 rBV7 23787 57565 1.57% 0.168%
61 16.945 2522 2526 2533 rVB2 83856 142487 3.88% 0.415%
62 17.380 2595 2600 2605 rBV2 57802 110335 3.00% 0.321%

Sum of corrected areas: 34341627

8270-BF102521.M Wed Oct 27 17:50:33 2021 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19

Operator Ju/caG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

151

TIC: BF125949.D\data.ms
5.481

5.087

6.486

7.428

6.869

Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

)

Z

9.222

8.145 9.904

8.05

TIC: BF125949.D\data.ms

10.686

11.386

727

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

12.974

12.5082.821

0
Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

14.021

10.00

L

10.50 11.00
TIC: BF125949.D\data.ms

10.445

T
11.50

16.786-945  17.380

Time-->

\
14.

T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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.
2.151 55.84 ng 3071720 1,4-Dichlorobenzene-d4 6.869

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 25
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
Abundance  Scan 11 (2.151 min): BF125949.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.1 H\‘\\H‘\\H‘H\\‘\H\‘\\
‘ 2.202.302.402.502.60
0 Mwwww“HH_uWH,‘:HWWww,wwww m/z 42.95 55.68%
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 T T T[T 1T 7T
430 2.202.302.402.502.60
87.0 m/z 55.00 40.62%
\ \‘ 9 0 I
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
A RRmE R
2.202.302.402.502.60
5000 m/z 87.10 25.16%
55.0
27.0 41lo0
oL 230 LIl 4L 80 mso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e EARREEEEEE R
73.0 2.202.302.402.502.60
87.0 m/z 41.00 18.77%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HW‘HWHH‘HHMH‘_HWHH,HHMH‘_HWH‘WHHM‘HMH‘ T T
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\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 6.84 ng 477544  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
Abundance Scan 1014 (8.051 min): BF125949.D\data.ms (-1010) (-) m/z 57.00 100.00%
57.0
5000
41.0
R e
| 77'0 011 1301 7.80 8.00 8.20 8.40
o7 ““Hu Mgl b " 28l m/z 45.00  99.03%
miz-> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B B I LA B
210 7.80 8.00 8.20 8.40
75.0 m/z 41.00 36.53%
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 #25442: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0
T ST
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.44%
29.0
ool L ™00 amo
miz--> 20 40 60 80 100 120 140
Abundance #5036: 3,3-Dimethylbutane-2-ol AARRmaEmEEE
57.0 7.80 8.00 8.20 8.40
m/z 75.00 14.42%
41.
5000
87.0
0 ““‘\“HN‘““‘w“““““““ Vo e e e
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\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.44 ng 217978  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 92

Abundance Scan 1671 (11.915 min): BF125949.D\data.ms (-1668) (1  m/z 192.05 100.00%
19p.1

43.1
5000 73.0

i
L . —

12.00

129.1 165.0
.0

227.2 256.1
01 56 m/z 191.10 61.42%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0

12.00
m/z 43.10 52.75%

165.0
300 %39 1150 | ‘H
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0

o

1200
5000 m/z 60.00 48.05%
165.0
0l 270 630 960 1260 1l
rr et e e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0 1200
m/z 72.95 44.07%
5000
165.0
Lzro 0 0 || N \
T P e e e e e e P Pl
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.998 2.43 ng 153812  Phenanthrene-die 11.386
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 62
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38
Abundance Scan 1685 (11.998 min): BF125949.D\data.ms (-1681) (1  m/z 190.10 100.00%
190.1
5000
A
12.00
(o} m/z 189.10 98.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 ML
12.00
63.0 133.0 m/z 192.05  65.69%
v o e
Ot T 1‘1 \h“ T M\ i‘} T }H\ ““M‘l“i‘m“\ i \“‘} \‘H \‘i 7T ‘M T T \MU\ RERARRERERRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
T ‘ T /\\
12.00
5000 m/z 191.05 49.44%
94.0
oL 310 630 137.0163.0 UM
R AR Ra A EEE e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 Amﬂ,mWﬂA
Abundance #64929: Methyl diselenide TR ey
93.0 190.0 12.00
m/z 94.40 30.61%
5000
160.
i I b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.82 ng 259788 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 2004 (13.874 min): BF125949.D\data.ms (-1999) (- m/z 57.00 100.00%
57.0

111.1 — e
13.50 14.00
3.0 230.0 355.0
ob— u“w“‘l“‘v“‘“ i ‘M i 2809 90T m/z 54.95  84.18%
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
41.0
5000 “ —
13.50 14.00
25.0 m/z 43.00  74.49%
0 \h \‘\ I ‘\ ‘ \“ ‘\ \‘\ ]ﬁ67 02100 280.0
\\\\‘\\\\ \\ \\\‘\\\\[\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester
57.0
— —
13.50 14.00
5000 11.0 m/Z 83.05 67.98%
oiso LLLLLILsseo  z2e02m90 g0
m/z--> 50 0 150 200 250 300 350
Abundance #308225: Octacosanol T —
57.0 13.50 14.00
m/z 96.95 53.83%
5000
il R e e B Tt — T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 1,3-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.662 2.31 ng 157265 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 43
3 4-Bromobutyric acid, 3-methylbut... 236 C9H17Br02 1000354-68-4 38
4 5-Ethyl-1-nonene 154 C11H22 019780-74-6 25
5 Carbonic acid, propargyl 2-ethyl... 212 C12H2003 1000357-90-9 22

Abundance Scan 2138 (14.662 min): BF125949.D\data.ms (-2135) (- m/z 70.10 100.00%

70.1
149.0
5000
261.1
il bl

14.50 15.00

14 . 202.1
Lo P 57.00  58.22%

J 355.1
oL
mlz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
7Q0.0
112.0
5000 261.0

14 50 15 OO
m/z 149.00 57.05%

23% ‘H h‘ ‘\‘ 207.0 | |304.0 347.0
L ‘ T \ T ‘ T T ‘ T \ T ‘ L ‘ T T ‘ L ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 ; ‘ e

o

14.50 15.00
5000 112.10 39.28%
67.0
261.0
2 L

ol ALy i 2050 ) | 8330

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

Abundance  #119120: 4-Bromobutyric acid, 3-methylbutyl ester
70.0 14.50 15.00

55.00  37.90%

- T ﬁwmmeﬁwMﬁMMJ\AWwwa
P7. d‘ ‘ 193.0

109.
O\H‘\ \‘\‘\P\i\”\H”‘HH‘HH‘HH‘\H

m/z--> 100 150 200 250 300 350 14 50 15 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19

Operator Ju/caG

Sample : M4336-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 7 Didecan-2-yl phthalate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.898 3.30 ng 181910 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Didecan-2-yl phthalate 446 C28H4604 028029-89-2 80
2 4-Methoxyanthranilic acid 167 C8H9ONO3 004294-95-5 64
3 1,2-Benzenedicarboxylic acid, mo... 292 C17H2404 024539-59-1 59
4 Di-2-nonyl phthalate 418 C26H4204 059431-96-8 59
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 59

Abundance Scan 2178 (14.898 min): BF125949.D\data.ms (-2175) (-]

m/z 148.95 100.00%

148.9
5000 69.0
Pt =
253.0
14.50 15.00
- Ol 41939 | 012 384 167,00 45.20%
m/z--> 50 100 150 200 250 300 350
Abundance #324476: Didecan-2-yl phthalate
149.0
5000 A‘MA‘A‘/\"M‘ ‘A‘A‘M‘I
14.50 15.00
m/z 69.00 38.79%
430 g 307.0
O\\\\“‘h‘\w\‘.\‘\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #42699: 4-Methoxyanthranilic acid
149.0
— —
14.50 15.00
5000 m/z 43.00 35.85%
) 107.
m/z--> 50 100 150 200 250 300 350
Abundance #189080: 1,2-Benzenedicarboxylic acid, monononyl ester “ T
149.0 14.50 15.00
m/z 57.00 35.85%
ol 0., 1000 194.0 235.0 _ 292.0
e e e T S T e o — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.368 3.31 ng 182335 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
Abundance Scan 2258 (15.368 min): BF125949.D\data.ms (-2254) (1  m/z 252.05 100.00%
252.1
5000
12
84 0 ‘5 0 200.0 ’ 15.00 15.50
ol Ll 16512000 il 2851317 n/7 250.05  28.69%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 S A e
15.00 15.50
m/z 253.05 24.77%
125.0
0,500 830 ‘H 1580 200.0 |
T T ‘ T T T T T T T T ‘ T T T T T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #138557: Benzo[a]pyrene
252.0
T —
15.00 15.50
5000 m/z 125.00 16.50%
126.0
0 51.0 83.0 \H‘ “ 200.0 . M
T — e
/7> 50 100 150 200 250 300 M
Abundance #138563: BenzolK]fluoranthene M”ﬁ ‘ .
252.0 15.00 15.50
m/z 125.90 10.28%
5000
126.0
0 870 | | 200.0 M
—
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125949.D

Acqg On : 26 Oct 2021 23:19
Operator : JU/CG

Sample : M4336-03

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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... 2.151 55.8 ng 3071720 1 6.869 1100160 20.0
Ethanol, 2-(2-b... 8.051 6.8 ng 477544 2 8.151 1397110 20.0
Anthracene, 2-m... 11.916 3.4 ng 217978 4 11.386 1266980 20.0
Benzaldehyde, 3... 11.998 2.4 ng 153812 4 11.386 1266980 20.0
Behenic alcohol 13.874 3.8 ng 259788 5 14.021 1360070 20.0
1,3-Benzenedica... 14.662 2.3 ng 157265 5 14.021 1360070 20.0
Didecan-2-yl ph... 14.898 3.3 ng 181910 6 15.492 1103020 20.0
Benzo[e]pyrene 15.368 3.3 ng 182335 6 15.492 1103020 20.0
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