LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122457.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 25 rVB 426696 598809 13.61% 1.497%
2 2.257 25 29 36 rvB 53265 72922 1.66% 0.182%
3 4.457 398 403 411 rBV 128545 150770  3.43% 0.377%
4 5.087 502 510 513 rBV 2080424 2754539 62.61% 6.887%
5 5.492 573 579 582 rBV 3871996 3863338 87.81% 9.659%
6 5.875 641 644 652 rVB 274819 243361 5.53% 0.608%
7 6.498 744 750 754 rBV 3752655 4147481 94.27% 10.370%
8 6.863 808 812 815 rBV 1280365 972420 22.10% 2.431%
9 7.428 903 908 911 rBV 2598602 2477129 56.30% 6.194%
106 8.151 1027 1031 1034 rBV 1365629 1234680 28.06% 3.087%
11 9.227 1209 1214 1217 rBV 4820002 4399798 100.00% 11.001%
12 9.622 1277 1281 1290 rBV 159452 158382 3.60% 0.396%
13 9.910 1325 1330 1333 rBV 1474925 1319152 29.98% 3.298%
14 10.698 1459 1464 1475 rBV 2826716 2725712 61.95% 6.815%
15 11.398 1579 1583 1585 rBV 1339943 1234192 28.05% 3.086%
16 11.416 1585 1586 1590 rVWV 206841 179149 4.07% 0.448%
17 11.468 1593 1595 1599 rVB 68497 64966 1.48% 0.162%
18 11.927 1670 1673 1678 rBV 205504 193281 4.39% 0.483%
19 12.010 1684 1687 1690 rBV 75637 84223 1.91% 0.211%
20 12.345 1739 1744 1747 rBV2 75149 71206 1.62% 0.178%
21 12.380 1747 1750 1752 rBV 55044 47530 1.08% 0.119%
22 12.610 1786 1789 1793 rBV 554339 478831 10.88% 1.197%
23 12.657 1794 1797 1802 rVB2 76325 80344 1.83% 0.201%
24 12.710 1802 1806 1812 rBV2 63078 78148 1.78% ©.195%
25 12.839 1822 1828 1831 rBV 526611 523313 11.89% 1.308%
26 12.892 1834 1837 1845 rVB3 38876 58554 1.33% 0.146%
27 12.986 1849 1853 1857 rVV 4391229 3953849 89.86% 9.886%
28 13.062 1861 1866 1869 rBV2 41294 60065 1.37% 0.150%
29 13.121 1873 1876 1879 rBV 138215 131827 3.00% 0.330%
30 13.168 1882 1884 1887 rvB2 118861 104717 2.38% 0.262%
31 13.233 1887 1895 1898 rBV 110604 139698 3.18% 0.349%
32 13.274 1898 1902 1905 rVV2 83667 88328 2.01% 0.221%
33 13.680 1968 1971 1975 rVB4 41367 57690 1.31% 0.144%
34 13.792 1986 1990 1992 rBV2 40377 50071 1.14% 0.125%
35 13.839 1996 1998 2005 rVvVv3 = 54227 79142 1.80% ©.198%

36 13.898 2005 2008 2022 rVV3 225445 445772 10.13% 1.115%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.039 2027 2032 2035 rVV2 1504791 1828068 41.55% 4.571%
38 14.062 2035 2036 2042 rVB 325570 296246 6.73% ©.741%
39 14.145 2048 2050 2053 rBV 71252 63889 1.45% 0.160%
40 14.427 2095 2098 2102 rVB 83489 73041 1.66% ©.183%
41 14.462 2102 2104 2108 rVB 55405 46674 1.06% 0.117%
42 14.521 2108 2114 2116 rBV4 94336 139000 3.16% ©0.348%
43 14.574 2121 2123 2127 rVB4 68830 70576 1.60% ©.176%
44 14.909 2177 2180 2182 rBV 47838 58063 1.32% ©.145%
45 15.086 2206 2210 2213 rBV 370312 552323 12.55% 1.381%
46 15.198 2226 2229 2233 rVB 99508 106966 2.43%  0.267%
47 15.392 2258 2262 2268 rBV = 242957 326534 7.42% 0.816%
48 15.456 2268 2273 2278 rVB 444290 544615 12.38% 1.362%
49 15.521 2279 2284 2288 rBV 1127929 1447937 32.91% 3.620%
50 16.086 2376 2380 2385 rBV3 49478 83413 1.90% 0.209%
51 16.821 2496 2505 2513 rBv4 38647 143865 3.27% ©.360%
52 16.992 2528 2534 2541 rVB2 184687 359009 8.16% 0.898%
53 17.168 2560 2564 2570 rVB2 40738 73325 1.67% ©.183%
54 17.239 2570 2576 2579 rBV3 45851 89404  2.03% 0.224%
55 17.439 2603 2610 2619 rBV 136289 279845 6.36% ©0.700%
56 17.674 2647 2650 2655 rVB 52616 89212 2.03% 0.223%

Sum of corrected areas: 39995394
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Nov 2020 20:26

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
BF122457.D

Ju/CaG
L4876-04

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

o

151
j\@.257

TIC: BF122457.D\data.ms

5.492 6.498

7.428

5.087

6.863

4.457 5875

Time-->

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: BF122457.D\data.ms

9.227 12.986

10.698

9.910

8.151 11.398

12.61Q2.839

0
Time-->

1138 Mo 122345014@51 8

10.00 10.50 11.00

11.50 12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

Time-->

TIC: BF122457.D\data.ms

14.039

S
\‘\\\\‘\\\\‘

‘ T
15.50

16.00 16.50 17.00

T T ‘ T
14.00 14.50 15.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.151 12.32 ng 598809 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 11 (2.151 min): BF122457.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000
43.0 //\
87'1 H\‘\H\‘\\H‘H\\‘\H\‘\\
91 ‘ 2.202.302.402.502.60
Ok P2 L m/z 43,05 36.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 25.50%
29.0
M‘ \‘\“ %90 ‘\
O\‘H\\‘HH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 s e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 24.94%
27.0
0 112.0 129.0
T T T 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- R EARREEEIEE R
73.0 2.202.302.402.502.60
m/z 41.05 11.30%
5000 43.0
58.0
Obrprrthbirrrepter e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 3-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.457 3.10 ng 150770 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 80
Abundance Scan 403 (4.457 min): BF122457.D\data.ms (-398) (-) m/z 83.00 100.00%
3.0
55.1
5000
43.0 98.1
S RARRNEEE
4.20 4.40 4.60 4.80
Wl 670 | 7
o1t m/z 55.10 82.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L L I L I L B
29.0 98.0 4.20 4.40 4.60 4.80
m/z 98.10 36.63%
\‘\ H‘\ M‘\ 67.0 | L
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
S RARRMEEAE
41.0 4.20 4.40 4.60 4.80
5000 m/z 43.00 34.47%
27.0 98.0
15.0 69.0
Ot et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one BB R R e S
83.0 4.20 4.40 4.60 4.80
m/z 39.10 25.66%
55.0
5000 43.0
98.0
29.0
M T Y A N A A
O R R R R RRRCR S I R s AT
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.087 56.65 ng 2754540 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 510 (5.087 min): BF122457.D\data.ms (-502) (-) m/z 43.00 100.00%

43.0
5000
1011 R RRREEESE L
| 6.1 831 4.80 5.00 5.20 5.40 .
-+ m/z 59.10 58.46%
miz--> 0 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN L
4.80 5.00 5.20 5.40
m/z 101.10 22.58%
15.0 101.0
0 wl il 60.0 83.0 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance
59.0
AmmmE e
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 16.68%
126.0
ol e el
miz--> 0 20 40 60 80 100 120 140
Abundance #214: Acetone “‘_“‘_“W“H“A‘
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.39%
5000
15.0
0 “Hu“ ‘ “‘1‘”‘“‘1 s B B e o e T T
m/z--> 0 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.875 5.01 ng 243361 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 32
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 644 (5.875 min): BF122457.D\data.ms (-641) (-) m/z 73.10 100.00%

3.0 3.1
5000
1151 AR ARRRRES
‘ 56.1 85.9 100.1 : 5.60 5.80 6.00 6.20
Otrrprrrrprrrr et el BN b s M/Z 43,00 96.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 UL B LR B B
5.60 5.80 6.00 6.20
m/z 115.10  11.79%
115.0
0. 150 290 | 560 w0
\\‘\H\‘\\H‘\\H‘HH‘H\\‘H\\‘\H\’\H\’\\H‘\\H‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
A RARES
5.60 5.80 6.00 6.20
5000 m/z 41.10 11.29%
27.0 430 56
0 °6.0 86.0 101.0 115.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #3864: 2-Pentanone, 3-methyl- “““‘mﬁ““u‘ﬂ“u‘
43.0 5.60 5.80 6.00 6.20
m/z 39.10 7.20%
5000
29.0 57.0
72.0
I | 850 1000 A
Ot e i e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.927 3.13 ng 193281  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
Abundance Scan 1673 (11.927 min): BF122457.D\data.ms (-1670) (| m/z 192.10 100.00%
43.1 73.0 192.1
5000 .
: ' 41 226 12 00
0 Jullly m/z 73.00  99.83%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
12 00
97.0 157.0 185 02130 256.0 87.914
O ‘HH“}‘HH‘\H \H‘H‘HH\wh““\\wl‘\“\‘\\‘\H\‘H‘\\‘\‘H\‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 12 00
5000 129.0 m/z 60.00 87.26%
171.0
214.0
99.0
O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl- {—poop
192.0 12 00
70.69%
5000
96.0 165.0
0 630 | | 1390 |
_‘H_‘HM‘HM‘HM‘HM‘HM‘HM‘HM"_‘HM‘HM‘HM
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\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26

Operator : JU/CG

Sample L4876-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Heneicosanol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.898 4.88 ng 445772 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 2008 (13.898 min): BF122457.D\data.ms (-2005) (- m/z 57.05 100.00%
97.1
5000
or e e
— i ‘H\‘ | j‘ﬁ | A/8020012920 8500 . 4316 99.82%
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosano
55.0
97.0
5000 ' T
13.50 14.00
m/z 83.10 93.75%
oso |1 0 im0 zmomen
miz--> 50 100 150 200 250 300 350
Abundance
57.0
= —
91.0 13.50 14.00
5000 m/z 55.10 92.10%
o150 139.0 1960  269.0 320.0
B B e e L B
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 “ —
57.0 97.0 13.50 14.00
m/z 69.05 83.92%
5000
50
oo L ALLA L), 181022202640 3080 | | mrnannd M-
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\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.392 4.51 ng 326534 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2262 (15.392 min): BF122457.D\data.ms (-2258) (- m/z 252.10 100.00%
252.1
- —
B el 1500 1550
obr2fQid 298 g 8261 460 /7 250.10  29.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo|e]pyrene
252.0
5000
15.00 15.50
m/z 253.10 21.07%
125.0
0 740 || 200.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252.0
T —
15.00 15.50
5000 m/z 125.10 15.04%
125.0
017.0 74.0 200.0
T e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104229: Benz[e]acephenanthrylene T 7
252.0 15.00 15.50
m/z 126.00 12.11%
5000
126.0
0 740 || 200.0 |
R e TR B o o e e P Pt
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Dibenzo[def,mno]chrysene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.992 4.96 ng 359009 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[ghi]perylene 276 C22H12 000191-24-2 97
2 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 97
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 95
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 52
5 Phosphoric acid, 4-methoxy-2-(me... 276 C11H1706P 094420-71-0 47
Abundance Scan 2534 (16.992 min): BF122457.D\data.ms (-2528) (- m/z 276.10 100.00%
276.1
- M
138.0 IR
92.0 H 8.9 224.0 ‘\ 378. 1790
0,390 920 1 17892220, A 3280 378 .7 277.10  22.16%
m/z--> 50 100 150 200 250 300 350
Abundance #124613: Benzo[ghi]perylene
276.0
5000 T
17.00
138.0 m/z 274.10  20.70%
0,500 910 \H 2220 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
276.0
pmprnd el /Y
17.00
5000 m/z 138.00 18.81%
138.0
63.0 201.0
T T T e T
miz--> 50 100 150 200 250 300 350
Abundance #124619: Indenol[1,2,3-cd]pyrene T
276.0 17.00
m/z 137.00  14.20%
5000
138.0
ol 500 980 | 18202240 |
B B e e i A S Fe
m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122457.D

Acqg On : 23 Nov 2020 20:26
Operator : JU/CG

Sample : L4876-04

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.151 12.3 ng 598809 1 6.863 972420 20.0
3-Penten-2-one,... 4.457 3.1 ng 150770 1 6.863 972420 20.0
2-Pentanone, 4-... 5.087 56.6 ng 2754540 1 6.863 972420 20.0
2-Pentanone, 4-... 5.875 5.0 ng 243361 1 6.863 972420 20.0
n-Hexadecanoic ... 11.927 3.1 ng 193281 4 11.398 1234190 20.0
1-Heneicosanol 13.898 4.9 ng 445772 5 14.039 1828070 20.0
Benzo[e]pyrene 15.392 4.5 ng 326534 6 15.521 1447940 20.0
Dibenzo[def,mno... 16.992 5.0 ng 359009 6 15.521 1447940 20.0
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