LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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: BF122447.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 5 11 23 rvB 588332 813765 14.22% 1.601%
2 2.257 25 29 35 rvB 62945 85733 1.50% 0.169%
3  3.940 311 315 321 rVB 49831 63806 1.11% ©0.126%
4 4.451 397 402 408 rBV 89893 102300 1.79% 0.201%
5 5.081 502 509 519 rVB 1941761 2664310 46.55% 5.242%
6 5.487 573 578 582 rBV 4032867 4290059 74.96% 8.441%
7 5.875 641 644 648 rBV 288423 232957 4.07% 0.458%
8 6.498 744 750 754 rBV 4095293 4734944 82.73% 9.316%
9 6.863 808 812 815 rBV 1453199 1133470 19.80% 2.230%
10 7.428 902 908 911 rBV 2819828 2930470 51.20% 5.766%
11  8.151 1026 1031 1034 rBV 1483357 1446650 25.28%  2.846%
12 9.228 1209 1214 1217 rBV 5726204 5322242 92.99% 10.472%
13 9.622 1277 1281 1285 rBV 170133 171093 2.99% 0.337%
14  9.904 1322 1329 1333 rBV 1833320 1732707 30.27%  3.409%
15 10.698 1458 1464 1475 rBV 3607435 3668909 64.10% 7.219%
16 11.251 1553 1558 1563 rBV5 34718 68679 1.20% ©.135%
17 11.392 1578 1582 1585 rBV 1886014 1815797 31.73% 3.573%
18 11.416 1585 1586 1590 rVV 564429 397043 6.94% 0.781%
19 11.469 1592 1595 1599 rVB 157738 139899 2.44% 0.275%
20 11.898 1664 1668 1679 rBV 141434 129064 2.26% 0.254%
21 11.927 1670 1673 1677 rVV 582425 564751 9.87% 1.111%
22 11.974 1678 1681 1683 rVWV 81786 97063 1.70% 0.191%
23 12.010 1683 1687 1689 rVv2 189368 240057 4.19% 0.472%
24 12.033 1689 1691 1696 rVB 112420 100319 1.75% 0.197%
25 12.192 1710 1718 1720 rBV 94995 101189 1.77% 0.199%
26 12.374 1746 1749 1752 rBV2 104274 109269 1.91% 0.215%
27 12.445 1756 1761 1764 rBV 127170 140933  2.46% 0.277%
28 12.486 1764 1768 1773 rVB4 76262 125974  2.20%  0.248%
29 12.533 1773 1776 1781 rVB3 103857 1178560 2.06% 0.232%
30 12.610 1785 1789 1792 rBV 1122114 957325 16.73% 1.884%

31 12.710 1803 1806 1813 rBv4 128690 196526 3.43%
32 12.839 1822 1828 1831 rBV 1140796 1147598 20.05%
33 12.886 1834 1836 1842 rVB2 59011 84934  1.48%
34 12.986 1849 1853 1857 rVV 5600364 5723420 100.00% 11.
35 13.057 1860 1865 1869 rBVv3 97852 144804  2.53%

ORrRON®
=
o
N
xR

36 13.145 1877 1886 1881 rBV2 66797 65864 1.15% 0.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 13.169 1881 1884 1887 rVB 187013 181167 3.17% ©.356%
38 13.233 1887 1895 1898 rBV2 147645 183218 3.20% ©.360%
39 13.268 1898 1901 1904 rBV2 147558 151803 2.65% 0.299%
40 13.363 1913 1917 1920 rBV 94885 83287 1.46% ©0.164%
41 13.392 1920 1922 1927 rW 87072 83849 1.47% ©.165%
42 13.674 1964 1970 1975 rVB2 87235 134290 2.35% 0.264%
43 13.786 1984 1989 1992 rBV2 79610 119309 2.08% 0.235%
44 13.816 1992 1994 1996 rWV 99121 81519 1.42% ©.160%
45 13.839 1996 1998 2002 rVVv2 69993 82657 1.44% ©.163%
46 13.898 2003 2008 2017 rVV2 239814 467689  8.17% ©.920%
47 14.039 2025 2032 2035 rBV2 2035666 2427180 42.41%  4.776%
48 14.063 2035 2036 2042 rVB 543318 440547 7.70% 0.867%
49 14.145 2048 2050 2053 rVB 106235 74739 1.31% 0.147%
50 14.427 2094 2098 2101 rVV 128555 121521 2.12% 0.239%
51 14.463 2101 2104 2107 rVB 79053 77019 1.35% ©.152%
52 14.515 2107 2113 2116 rBV5 95492 153106 2.68% 0.301%
53 14.551 2116 2119 2121 rVV 73876 83259 1.45% 0.164%
54 14.574 2121 2123 2126 rVB3 65216 62868 1.10% ©.124%
55 14.827 2162 2166 2169 rBV3 52956 73345 1.28% ©.144%
56 15.086 2205 2216 2213 rBV 398710 624688 10.91% 1.229%
57 15.192 2226 2228 2233 rVB 79189 82558 1.44% 0.162%
58 15.304 2240 2247 2251 rBV3 32950 76119 1.33% ©.150%
59 15.392 2257 2262 2267 rBV 243336 306130 5.35% 0.602%
60 15.451 2268 2272 2278 rVV 351810 433089 7.57% 0.852%
61 15.521 2278 2284 2287 rVV 1099203 1425758 24.91%  2.805%
62 15.551 2287 2289 2296 rVB3 124658 179286 3.13% 0.353%
63 16.004 2362 2366 2371 rBV4 39044 60343 1.05% 0.119%
64 16.821 2497 2505 2511 rBV6 25956 76733 1.34% ©.151%
65 16.986 2527 2533 2542 rVB2 145216 294334  5.14% ©.579%
66 17.168 2559 2564 2569 rBV2 28198 58220 1.02% 0.115%
67 17.427 2602 2608 2621 rVB 117947 261930 4.58% ©.515%

Sum of corrected areas: 50823333
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Nov 2020 15:11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
BF122447.D

Ju/CaG
L4836-08

: 6 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

Abundance

5000000

4000000

3000000

2000000

1000000

o

TIC: BF122447.D\data.ms

5.487 6.498

7.428

5.081
6.863

152

.87
.257 3.940 4.451 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

5000000

4000000

3000000

2000000

1000000

TIC: BF122447.D\data.ms
9.228 12.986

10.698

9.904 11.392
8.151

12.6102.839

114416 11.927

0
Time-->

| 962 L 112511469 11
—— — ———t— L e LU

T T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF122447.D\data.ms

14.039

15.521

Time-->

Ao 15.086 ﬁ%l
IRy 14.145 1faleaen 4. 827 1519 5 51 16.004 16.8%9 989 16817.427
T T T T T ‘ T T T T T

T LN
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\BF112320\
Data File : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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.
2.152 14.36 ng 813765 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 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 11 (2.152 min): BF122447.D\data.ms (-5) (-) m/z 73.05 100.00%
73.0
5000
43.0
55.0 87.1 \\\‘\H\‘\\H‘H\\‘\H\‘\\
‘ 2.202.302.402.502.60
Obrerrrer et e L wjz a3.e5 35.48%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL N R R RN R R
430 2.202.302.402.502.60
~ 550 87.0 m/z 87.10  25.86%
29.0 ‘
O\\\‘\\\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\\“\\\\"\}\\’\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
73.0
R aRRAREI S
2.202.302.402.502.60
5000 43.0 m/z 55.05 24.93%
58.0
29'0 87.0
T RS
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl- R R RAREARE
73.0 2.202.302.402.502.60
m/z 41.05 11.93%
5000
43.0
15.0 29‘-0 | 590 |
Ot e e e e RN o AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 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 : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.081 47.01 ng 2664310 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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 509 (5.081 min): BF122447.D\data.ms (-502) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 T
| | 83.1 4.80 5.00 5.20 5.40 .
-y m/z 59.10 58.54%
miz--> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L BN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 21.03%
15.0 101.0
‘ ml i | 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0
AR AANEEEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.59%
101.0
ol 130 60.0  84.0
e L L e T
miz--> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A AANEEEEE T
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.27%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0 A
1 A RER
m/z--> 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 : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.875 4.11 ng 232957 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 10
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9
5 N-Formylmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 644 (5.875 min): BF122447.D\data.ms (-641) (-) m/z 73.10 100.00%

43.0 73.1
5000
A RAREE AT
| 561 100.1 11"5-1 5.60 5.80 6.00 6.20
OFrrrrrrrprrrrprrrler el e m/z 43.00  93.68%
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 AL L L R B
5.60 5.80 6.00 6.20
m/z 115.10  12.19%
150 290 | 560 100.0 1150
O\\‘\H\‘\\\‘\“H\\‘\”\\‘\\w\’\H\’\}H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
A RAREE T
5.60 5.80 6.00 6.20
5000 m/z 41.10 10.23%

27.0 430
56.0 86.0 101.0 115.0

) S FS .3 PR NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3236 4-Penten-2-one, 4-methyl-
43.0 5.60 5.80 6.00 6.20
m/z 39.10 7.39%
5000
290 | 560 830 980
O Frrprr e e R e e e T T 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 : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.927 6.22 ng 564751  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
Abundance Scan 1673 (11.927 min): BF122447.D\data.ms (-1670) (-} | m/z 192.10 100.00%
192.1
73.0
43.0
5000
129.1
L ‘ 101.1 1571 2972 256.3 12 00
I m/z 72.95 80.62%
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 63.52%
O ‘HH“}‘HH‘\H \H‘H‘HH\wh“‘\\h“l‘\“\‘\\‘\H\‘H‘\\‘\‘H\‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
12 00
5000 m/z 60.0 61.59%
94, 165.0
0 27.0 63.0 139.0
R R EA R ARaRaR R T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54741: Anthracene, 1-methyl-
192.0 12 00
m/z 191.10 54.11%
5000
165.0
270 630 960 1390 \‘ 1 u“ A/\J\J\A/\
e e e e e e e e
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 : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.010 2.64 ng 240057  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
3 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 42
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38

Abundance Scan 1687 (12.010 min): BF122447.D\data.ms (-1683) (- m/z 189.05 100.00%
189.1
165.1
12.00
63.1 139.0
0““3‘9"9“”“‘HHw“‘ml”,mw,um,mm‘”‘l“m‘ﬂ 2010z 190,10 97.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 ML s ol
940 12.00
4. m/z 192.10  73.69%
oL 390 630 | 1150137.0 1630
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\ \\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
189.0
R [
12.00
5000 m/z 191.10 59.73%
94.0
163.0
1 S NI NN S EN—-—-
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #54758: 8,9-Dihydrocyclopenta[deflphenanthrene — = ‘
191.0 12.00
m/z 94.60 24.92%
5000
165.0
74.0 L
1 RS b RS NI | S —
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\BF112320\
Data File : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 6 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.710 2.16 ng 196526  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 1806 (12.710 min): BF122447.D\data.ms (-1803) (- m/z 43.10 100.00%
3.1 73.0

43.
5000

12.50 13.00

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
129.0 s

o

5000 by T
12.50 13.00
185.0 2410 284 m/z 55.10 80.24%
O ’\H\i”\\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
— —
12.50 13.00
5000 129.0 m/Z 60.00 77 .01%
97.0 1710 2130 2560
O e e e e T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0 12.50 13.00

m/z 57.05 73.22%

43.0
5000
129.0
185.0 228.0
“ \“\ 1 u‘ H‘H HM‘ uh” ‘M‘\ L AT ‘ ‘

\ T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.898 3.85 ng 467689 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2008 (13.898 min): BF122447.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0
7.0
5000
e s
230.1 : .
ol “w ! #"3?‘%1811‘ b 280 m/z 43.10  94.70%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecyl heptafluorobutyrate
57.0
7.0
5000 — ——
13.50 14.00
m/z 83.10 84.51%
169.0 238.0
04 \“\ ‘\““\“\‘ \‘“ ‘\“L\ “\‘ ‘“\ “\ T F \‘\ T \2\8\3\0’ LA B
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
97.0 1350 14.00
5000 ITI/Z 55.10 82.85%
050 139.0 196.0 269.0 3200
e e e e
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol “ T
57.0 97.0 13.50 14.00
m/z 97.05 77.43%
5000
39.0
o LA L L 1810222.0260.0306.0 378«
e e e e - P
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 : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.392 4.29 ng 306130 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Perylene 252 C20H12 000198-55-0 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89
Abundance Scan 2262 (15.392 min): BF122447.D\data.ms (-2257) (- m/z 252.05 100.00%
252.1
5000
— e
125.1 . - 15.00 15.50
0410 868 | | 16101980 |~ 365. . 55610  28.61%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo|e]pyrene
252.0
5000 = A
15.00 15.50
m/z 253.10  21.38%
125.0
0390 830 | | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
= —F—
15.00 15.50
5000 m/z 125.10 12.39%
126.0
0390 84.0 162.0200.0
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene ™ 7
252.0 15.00 15.50
m/z 126.00 9.75%
5000
126.0
0B9.0 870 ‘\\ 16302000 “\‘
e e e P e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122447.D

Acqg On : 23 Nov 2020 15:11
Operator : JU/CG

Sample : L4836-08

Misc :

ALS vial : 6 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... 2.152 14.4 ng 813765 1 6.863 1133470 20.0
2-Pentanone, 4-... 5.081 47.0 ng 2664310 1 6.863 1133470 20.0
2-Pentanone, 4-... 5.875 4.1 ng 232957 1 6.863 1133470 20.0
n-Hexadecanoic ... 11.927 6.2 ng 564751 4 11.392 1815800 20.0
4H-Cyclopenta[d... 12.010 2.6 ng 240057 4 11.392 1815800 20.0
Octadecanoic acid 12.71e 2.2 ng 196526 4 11.392 1815800 20.0
Heptadecyl hept... 13.898 3.9 ng 467689 5 14.039 2427180 20.0
Benzo[e]pyrene 15.392 4.3 ng 306130 6 15.521 1425760 20.0
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