LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58 Instrument :
Operator : JU/CG BNA_F

Sample : M2149-03 ClientSampleld :
Misc : SB-36-10.5-11.0

ALS Vvial : 19 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123728.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 9 15 22 rVB 182514 248682 4.26%  0.491%
2 2.616 84 90 94 rVB 48159 64065 1.10% 0.127%
3 3.857 295 301 305 rBvV 775629 1015941 17.41% 2.007%
4 4.463 395 404 409 rBV 176449 228997 3.92% 0.452%
5 5.028 494 500 507 rVB 56709 73188 1.25% 0.145%
6 5.440 566 570 574 rVB 5991772 5353776 91.75% 10.579%
7 6.075 675 678 684 rVB4 61364 79374 1.36% 0.157%
8 6.263 706 710 712 rBV3 52993 65001 1.11% ©.128%
9 6.351 722 725 734 rVB3 76351 176544 3.03% 0.349%
10 6.457 738 743 748 rVB 5768468 5835049 100.00% 11.530%
11 6.551 753 759 766 rVvve 68345 126664 2.17% 0.250%
12 6.610 766 769 772 rVB2 98078 82537 1.41% 0.163%
13 6.645 772 775 780 rBV2 106167 146541 2.51% 0.290%
14 6.822 801 805 812 rVB 1661392 1503979 25.77% 2.972%
15 6.898 812 818 821 rBV 1658738 1305699 22.38% 2.580%
16 6.939 822 825 828 rVW 251086 187469 3.21% 0.370%
17 6.969 828 830 834 rVV2 104965 90423 1.55% 0.179%
18 7.098 849 852 856 rVB3 59402 66106 1.13% 0.131%
19 7.175 862 865 869 rBV3 48092 65799 1.13% 0.130%
20 7.222 869 873 882 rVB 657861 688427 11.80%  1.360%
21 7.381 891 900 903 rBV 3771022 3768013 64.58% 7.445%
22 7.463 911 914 919 rBV5 82531 113105 1.94% 0.223%
23 7.728 952 959 960 rBv4 60929 72770 1.25% 0.144%
24 7.839 974 978 985 rBv4 108199 203324  3.48% 0.402%
25 8.104 1018 1023 1025 rBV 2172389 1716314 29.41% 3.391%
26 8.128 1025 1027 1030 rVB 248809 193949 3.32% 0.383%
27 8.398 1066 1073 1077 rBV5 63554 100512 1.72% 0.199%
28 8.534 1092 1096 1098 rBV 133098 127993 2.19% 0.253%
29 9.128 1195 1197 1202 rVB 133476 103957 1.78% 0.205%
30 9.181 1202 1206 1209 rBV 6462687 5048266 86.52% 9.975%
31  9.263 1216 1220 1225 rBV2 127515 169291 2.90% 0.335%
32 9.316 1227 1229 1236 rVB 103934 115683 1.98% 0.229%
33 9.575 1270 1273 1277 rBV2 255664 318170 5.45% 0.629%
34 9.857 1318 1321 1325 rVB 1998778 1764395 30.24% 3.486%
35 10.516 1427 1433 1436 rBV2 109831 138853  2.38% 0.274%

36 10.651 1451 1456 1459 rBV 3773058 3582166 61.39% 7.078%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS Vvial : 19 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.780 1473 1478 1481 rBV 257896 278289 4.77% 0.550%
38 11.245 1555 1557 1563 rVB2 167562 162758 2.79% 0.322%
39 11.345 1570 1574 1577 rBV 2181464 1827239 31.31% 3.610%
40 11.369 1577 1578 1581 rVB 211083 115438 1.98% 0.228%
41 11.598 1615 1617 1621 rBV3 67717 67073 1.15% 0.133%
42 11.880 1662 1665 1667 rBV3 218158 197826 3.39% 0.391%
43 12.092 1699 1701 1704 rBV3 233697 205475 3.52% 0.406%
44 12.204 1718 1720 1723 rVB4 184757 136721 2.34% 0.270%
45 12.569 1780 1782 1786 rVB 253965 2179260 3.73% 0.431%
46 12.786 1817 1819 1822 rVV 139596 122456 2.10% 0.242%
47 12.816 1822 1824 1828 rVB 171420 134077 2.30% 0.265%
48 12.933 1841 1844 1848 rVB 4218781 3810804 65.31% 7.530%
49 13.074 1865 1868 1871 rVB 309976 273984 4.70% 0.541%
50 13.168 1881 1884 1889 rBV3 281289 293494 5.03% 0.580%
51 13.510 1940 1942 1947 rVB2 198027 201140 3.45% 0.397%
52 13.845 1996 1999 2012 rVB 854719 1428795 24.49% 2.823%
53 13.986 2019 2023 2026 rBV 1318301 1232418 21.12% 2.435%
54 14.157 2049 2052 2055 rBV 181088 172921 2.96% 0.342%
55 14.439 2097 2100 2102 rBV 484343 399978 6.85% 0.790%
56 14.463 2102 2104 2106 rVV 239345 220785 3.78% 0.436%
57 14.486 2106 2108 2113 rVV2 243193 419487 7.19% 0.829%
58 14.768 2154 2156 2160 rVB 148368 138091 2.37% 0.273%
59 15.021 2197 2199 2208 rVB3 83339 175029 3.00% 0.346%
60 15.110 2210 2214 2218 rVB 336297 392300 6.72% 0.775%
61 15.451 2268 2272 2275 rBV 927372 1073686 18.40% 2.122%
62 15.486 2275 2278 2284 rVB2 165606 246374 4.22% 0.487%
63 15.686 2309 2312 2316 rVB3 87468 102086 1.75% 0.202%
64 15.921 2348 2352 2358 rVB 284482 384990 6.60% 0.761%
65 16.157 2388 2392 2405 rVB9 125467 340135 5.83% 0.672%
66 16.421 2433 2437 2449 rVB5 135197 296977 5.09% 0.587%
67 16.586 2461 2465 2474 rVB5 117622 228519 3.92% 0.452%
68 16.715 2482 2487 2494 rVB4 98778 193363 3.31% 0.382%
69 17.009 2534 2537 2544 rVB2 103354 177497 3.04% 0.351%
Sum of corrected areas: 50609147
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042421\

BF123728.D

: 24 Apr 2021 20:58

Ju/CaG

: M2149-03

Sample Multiplier:

1

SB-36-10.5-11.0

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.

L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF123728.D\data.ms
5.440 6.457
7.381
6.8208
3.857 7.222
2175 2616 4.463 5.028 6.075.5635@& #6145 || B B6yants 7.463
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
TIC: BF123728.D\data.ms
9.181
12.933
10.651
8.104 11.345
51318468

10.780 11.2483691 508
1) Pl B

0

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

1514865 68624 6.15716.426 586715 17.009

== T — —— —— — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF123728.D\data.ms

Time-->

T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50

T ‘ T
15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 2-Pentanone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.175 3.31 ng 248682 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 64
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 50
4 Butane 58 C4H1e 000106-97-8 9
5 3-Aminopyrrolidine 86 C4H1ON2 079286-79-6 9

Abundance  Scan 15 (2.175 min): BF123728.D\data.ms (-9) (-) m/z 43.00 100.00%

3.0
5000 J
RN e o R RR R
580 711 960 2.202.302.402.502.60
O bbb LT L9707 ge.es  11.97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1710: 2-Pentanone
43.0
5000 UL R R R R
2.202.302.402.502.60
86.0 m/z 41.05 11.09%
27.0 58.0 71.0
O\\\‘\\\\‘\\\‘\‘\\\\“M}\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1769: 2-Butanone, 3-methyl-
43.0
A RARAYSEEERLES L e
2.202.302.402.502.60
5000 m/z 58.05 8.15%
86.0
6 10l seo 0
R E s e T
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1661: 2,3-Butanedione
43.0 2.202.302.402.502.60
m/z 71.10 6.46%
5000
15.0 86.0
0 ‘ 28.0 |, 57.0 69.0 A
B e B A A A e
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Butanoic acid, ethyl ester Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.463 3.05 ng 228997 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 47
3 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 42
4 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 38
5 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 37
Abundance Scan 404 (4.463 min): BF123728.D\data.ms (-395) (-) m/z 43.05 100.00%
1 710
5000
4.20 4.40 4.60 4.80
101.0
O\HZOM m/z 71.00  80.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8144: Butanoic acid, ethyl ester
43.0 71.0
5000 I EERE s s RS
4.20 4.40 4.60 4.80
m/z 88.00 39.84%
“ ‘ ‘101.0
O' \\‘\“\\H\‘\\\\“\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13455: Butanoic acid, propyl ester
43.0 710
Ammm s R
4.20 4.40 4.60 4.80
5000 m/z 41.00 32.59%
15.0 ‘
S Y - Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8209: Propanoic acid, 2-methyl-, ethyl ester
43.0 4.20 4.40 4.60 4.80
m/z 60.00 20.69%
5000 71.0
116.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.898 17.36 ng 1305700 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 p-Cymene 134 C1eH14 000099-87-6 95
3 o-Cymene 134 C1eH14 000527-84-4 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 818 (6.898 min): BF123728.D\data.ms (-812) (-) m/z 119.05 100.00%
119.1
5000
91'1 134.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
410  65.0 | ‘ 6.60 6.80 7.00 7.20
Ot el b Ml myz 91,10 28.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 LU L B I B A L
91.0 6.60 6.80 7.00 7.20
134.0 m/z 134.05  25.15%
39.0 65.0 ‘
0 \\‘1\?\.\0‘\H‘{‘H\\“‘\\Hi‘{‘\\Hm‘u‘\H‘“‘\H\‘M‘H\‘m‘\wu‘{‘{luu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14808: p-Cymene
119.0
T Em R
6.60 6.80 7.00 7.20
5000 m/z 117.10 14.71%
91.0
134.0
390 650 ‘
0 ‘“1‘?(‘0“H‘:‘HH“‘mq‘m,;‘;“wH‘l“uu“lm‘;‘1‘”_“Mw,mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: 0-Cymene R o AR man
119.0 6.60 6.80 7.00 7.20
m/z 120.10 10.33%
5000
134.0
91.0
41.0 65.0 Il I\
O+t b e e e R R ACACRRE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.780 3.05 ng 278289  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Decane, 2-methyl- 156 C11H24 006975-98-0 81
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 81
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76

Abundance Scan 1478 (10.780 min): BF123728.D\data.ms (-1473) (- m/z 57.10 100.00%
57.1

> W
85.1 A ——
113.1 10.50 11.00
141.1 183.2
Ob ety bt b Lt SRS 2238 myz 43,10 57.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 e ——
10.50 11.00
29.0 85.0 m/z 71.05 55.29%
0 ‘\‘ \‘\ H\ \‘\ \‘ I llu30\1410 184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28432: Decane, 2-methyl-
43.0
e —
10.50 11.00
5000 71.0 ITI/Z 85.10 23.15%
\‘ | M30 440
T Y W ot AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83040: Pentadecane, 7-methyl- — —
57.0 10.50 11.00
m/z 41.10 18.41%
5000
85.0
29.0‘ 1120 00
b b L M0 es0 a0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 2-Isopropyl-10-methylphenan... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.074 4.45 ng 273984 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 94
2 Retene 234 C18H18 000483-65-8 94
3 Anthracene, 2-(1,1-dimethylethyl)- 234 C18H18 018801-00-8 83
4 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 68
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 52

Abundance Scan 1868 (13.074 min): BF123728.D\data.ms (-1865) (1  m/z 219.10 100.00%
1

219
5000
13.00 |
101.1 .
64.9 178. ‘ ‘
R P .1 % lul | 26012971 ;234,15 60.06%
miz--> 50 100 150 200 250 300
Abundance #89274: 2-Isopropyl-10-methylphenanthrene
219.0
5000 s ‘
13.00
m/z 204.10 30.69%
02\7\0\ ‘6:\3.(\)\ :‘\L‘Of‘ro‘\l\S\Q? \?]-\7?% ‘M‘\H‘ \“\ LA B
miz--> 50 100 150 200 250 300
Abundance #89261: Retene
219.0
\/\M\ T ‘ T T ‘
13.00
5000 ITI/Z 203.10 29.82%
102.0 178 ‘
NI T -l ¥ 9 A
miz--> 50 100 150 200 250 300
Abundance #89275: Anthracene, 2-(1,1-dimethylethyl)- —
219.0 13.00
m/z 202.05 22.65%
5000
178.0
96.0 ‘
ol 10 liamo L)l |
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heptacosane, 1-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.169 4.76 ng 293494 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hentriacontane 437 C31He64 000630-04-6 87
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86

Abundance Scan 1884 (13.168 min): BF123728.D\data.ms (-1881) (- m/z 57.00 100.00%
57.0

=

5000
13.00 13.50
27.1 205.1
o‘HH_JHMELMmH,m“‘27“7:‘3‘HwHH‘HHw‘_m_wm m/z 43.10  70.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 —r —
13.00 13.50
m/z 71.05 53.46%
ol ‘ 70000 r30zss0ie0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57.0
—— —
13.00 13.50
5000 ITI/Z 85.10 37.22%

JJJP70w7o%80

%

Ol L e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 13.00 13.50
m/z 55.00 33.07%
. W
0 H‘H 27-0197.0267.0337.0407.0 491.0562.0
e e e e e e e e T —r —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Decane, 3,8-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.510 3.26 ng 201140 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
4 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 47

Abundance Scan 1942 (13.510 min): BF123728.D\data.ms (-1940) (- m/z 57.10 100.00%

57.1
5000
T I
‘ ‘ %0 511030 26132073 1550
bt ot e 25000 ZOLSLD  m/z 43.10 65.76%
miz--> 50 100 150 200 250 300
Abundance #38344: Decane, 3,8-dimethyl-
57.0
5000

—
13.50
m/z 71.10 47.01%

‘ ‘ 113.0
O"\‘\‘\“\“\MW\M\““15’5‘-0‘”‘””‘””‘””
m/z--> 50 100 150 200 250 300
Abundance #38327: Undecane, 3-methyl-

57.0

T
13.50

5000 m/z 85.05 34.47%
990 1410
3
miz--> 50 100 150 200 250 300

Abundance #48868: Undecane, 3,5-dimethyl- —— ‘

57.0 13.50
m/z 41.05 23.74%
- \’/\MM/\M,AAJL

99.0
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Tricosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.845 23.19 ng 1428800 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 91

Abundance Scan 1999 (13.845 min): BF123728.D\data.ms (-1996) (- m/z 57.05 100.00%

57.0
5000
111.1 — —
‘ ‘ 1681 2391 13.50 14.00
0 H‘VH“_ 08l 239 812 e M/Z 43.10 74.50%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #163016: 1-Tricosene
57.0
5000 — L
13.50 14.00
m/z 55.00 61.80%
322.0
O \\‘\"J\\\J\h‘“\‘\\l\\]-“??\‘(\)‘z%%\o‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecyl heptafluorobutyrate
57.0
— —r
13.50 14.00
5000 ITI/Z 83.10 44.75%
111.0
169.0
oL 2580 aao
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 71.10 41.89%
5000
I M/\A‘[LAA
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.439 6.49 ng 399978 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 64
2 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 58
3 1,3-DIETHYL-2-HYDROXYBENZOTHIAZO... 274 C14H14N202S 1000227-15-3 47
4 9-Methyl-3-phenyl-9H-pyridazino(... 259 C17H13N3 003980-90-3 43
5 1-(p-Tolyl)benz[cd]indol-2(1H)-one 259 C18H13NO 001710-21-0 38
Abundance Scan 2100 (14.439 min): BF123728.D\data.ms (-2097) (-  m/z 259.10 100.00%
259.1
5000
215.1 Vi
101. 14.50
57.1 163.1 ‘ “M
O H‘“ L A83L Ly | 180303488 0 500 16 58.56%
mlz--> 50 100 150 200 250 300 350
Abundance #122556: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydro
259.0
5000 14j£‘0
43.0
m/z 229.10 27.09%
115.0 H ‘ h
[ mmm— I “n\‘\\“ Ll ‘ L \‘\‘ - ‘H‘ \‘\ ‘\u‘ . ‘\‘ I “‘ e Eamanaa
miz--> 50 100 150 200 250 300 350
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,1(
259.0
s
14.50
5000 m/z 215.10 25.69%
136.0 217.0
93.0
41.0 175T
miz--> 50 100 150 200 250 300 350
Abundance #122404: 1,3-DIETHYL-2-HYDROXYBENZOTHIAZOLOJ[ T
259.0 14.50
m/z 202.10 20.46%
5000
69.0
| 1090 16‘30%03
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 11 Tricosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.463 3.58 ng 220785 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 81
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 80

Abundance Scan 2104 (14.463 min): BF123728.D\data.ms (-2102) (1 m/z 57.00 100.00%

57.0
5000
——
‘ an 1183.1 281.1 397.: 1450
o1 “w“w‘w“ pJah1183.1200.1 28113243 397, ., 4316 55.57%
m/z--> 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
5000 T
14.50
m/z 71.10 49.22%
‘ ‘ | ‘ 410 1970 g3 3240
0 \“\ ‘\““\“!‘ \‘h‘\h‘ \“‘\“\ ! "‘\ “\ \‘\“ e “\ T \‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
——
14.50
5000 ITI/Z 85.05 37.82%
9.0 183
o bbb e T 00
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T
57.0 14.50
m/z 55.00 18.61%
h VwaMwAmwuf\%wMWdev
9.0
O \‘ \‘\ A \“\ h\ h‘ H‘ 141 0]\.83 0225 0267 O 338 0
Al A e e ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 12 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.486 6.81 ng 419487 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 70
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 64
3 Cetene 224 C16H32 000629-73-2 55
4 Cyclopentadecane 210 C15H30 000295-48-7 52
5 n-Pentadecanol 228 C15H320 000629-76-5 52

Abundance Scan 2108 (14.486 min): BF123728.D\data.ms (-2106) (- m/z 55.00 100.00%

58.0
97.1
5000
s
oL U“\M ‘H‘ h \\‘ [ ‘3\‘\9\% %7\\9 \1\ ‘2\2\4‘\1“2\79 ‘1‘3“05‘3 ‘3‘3‘5‘0 ‘2 m/z 97.10 77.09%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55.0
97.0
5000 LN
14.50
m/z 83.10 72.76%
39.0 224.0
O\“\L““\\ “ \\‘\h “\\\\Q‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #174181: Cyclodocosane, ethyl-
57.0
97.0 T
14.50
5000 m/z 69.10  71.34%
| 0
oL Ll L4 102 1810 223‘0“255‘9 A
miz--> 50 100 150 200 250 300 350
Abundance #81241: Cetene —
43.0 14.50
m/z 43.10 56.46%
83.0
5000
224.0
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 13 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.021 3.26 ng 175029 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
2 Benzo[a]pyrene 252 C20H12 000050-32-8 81
3 Benzo[e]pyrene 252 C20H12 000192-97-2 76
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 68
5 Perylene 252 C20H12 000198-55-0 64

Abundance Scan 2199 (15.021 min): BF123728.D\data.ms (-2197) (-  m/z 252.10 100.00%

252.1
5000
55.0 125.1 5.5‘06 |
: : 203. :
oL ,“1 . M‘“h‘”}”“"“u““‘w“w\ Ll o] H"“‘wu“‘w““u . ‘29?1 34?3 40?4 m/z 253.10 24.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]lacephenanthrylene
252.0
5000 —— ,
15.00
126.0 m/z 250.10  19.24%
039.0 83.0 | ‘\‘ 200.0, |
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
15.00
5000 m/z 55.05 11.22%
126.0
ol 740 | 2000, |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene T ‘
252.0 15.00
m/z 81.00 11.03%
5000
125.0
039.0 83.0 | 200.0, |
A I e e e e o B B S ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 14 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.110 7.31 ng 392300 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 2214 (15.110 min): BF123728.D\data.ms (-2210) (-~ m/z 57.10 100.00%

57.1
5000
%91 e
T 1551 : :
0 “‘kw‘Wﬂuwﬂ‘hw‘u“%O}?“‘F§g}““§éﬁg m/z 43.10  59.68%
mlz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 — —
15.00 15.50
m/z 71.10 48.24%
9.0
oL L2 14101820 2250 2620
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57.0
P e
15.00 15.50
5000 ITI/Z 85.05 34.59%
00 268.0
‘Y 183.0
5o || 11 140m0mm0 |
miz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 15.00 15.50
m/z 55.10 21.24%
o W\W\WJ\AMMM
9.0
LI 1901830 ss90 seso
e s e —r —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 15 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.921 7.17 ng 384990 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2352 (15.921 min): BF123728.D\data.ms (-2348) (-, 57.10 100.00%
57.1
| ‘ 131 197.1 ‘ 1600
- ‘h Ayt 2968 3651 415, 43.10  55.21%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000
16 00

71.05 53.66%

L 1A30 169.0 2250 281.0 337.0 394.0
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0

o

1600
5000 m/z 85.10 38.33%
0 (1111180 1690 2250 2810 380.0
R Rl
miz—> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane T
57.0 16.00
m/z 55.00 18.83%
5000
olaa || H20 3090 aas0 20 .
m/z--> 0 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 16 28-Nor-17.alpha.(H)-hopane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.157 6.34 ng 340135 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 59
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 41
3 Pivalamide, N-methyl-N-phenyl- 191 C12H17NO 1000345-72-6 30
4 Amiphenazole 191 C9HON3S 000490-55-1 27
5 4H-Benzo[def]carbazole 191 C14HSN 000203-65-6 27
Abundance Scan 2392 (16.157 min): BF123728.D\data.ms (-2388) (-  m/z 191.15 100.00%
191.2
95.1
5000
43' T ‘ T T ‘ T
264.1 3993 3832 16.00 16.50
0° m/z 95.10 55.41%
mlz--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 —r— —
109.0 16.00 16.50
m/z 109.00 46.10%
L] o peos
0 \\\\,\\\\“‘\‘ \“\“‘\ J‘\L\H‘\“ “\‘\\\“1\\\‘\\\\‘\\\“\“‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
—— —
16.00 16.50
m/z 55.00 45.08%
5000 57.0
4 10101490
sl bl
miz--> 50 100 150 200 250 300 350 400
Abundance #53807: Pivalamide, N-methyl-N-phenyl- —— —
57.0 107.0 191.0 16.00 16.50
' m/z 177.10  42.50%
5000
‘ J4.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 17 Octadecane, 1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.421 5.53 ng 296977 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 80
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
5 5-Butyl-5-ethylheptadecane 324 C23H48 1000360-43-0 59

Abundance Scan 2437 (16.421 min): BF123728.D\data.ms (-2433) (-1 m/z 57.05 100.00%
57.0

o 1771 16.50
ob—tdut WHT W b il 25‘32 3091 | 3834 m/z 71.10  50.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance #134595: Octadecane, 1-chloro-
57.0
5000 T
16.50
m/z 43.05 48.94%
O \“\ ‘\“‘ \“ “ “ ‘\m ‘\ m\“ \““\c‘)\]‘-\s\g ‘0\213\]_\0‘ T \2\8\8 P\ 1T ‘ T T 1T ‘ T
miz--> 50 100 150 250 300 350 400
Abundance #137567: Sulfurous aC|d, butyl undecy! ester
57.0
—r
16.50
5000 m/z 85.10  43.04%
155 0
miz--> 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester P
57.0 16.50
m/z 55.05 26.53%
- M
9.0 141.0
oL LLLL L0141 1930 .
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 18 28-Nor-17.beta.(H)-hopane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.586 4.26 ng 228519 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 90
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 38
4 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 38
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 32
Abundance Scan 2465 (16.586 min): BF123728.D\data.ms (-2461) (-, 191.15 100.00%
191.2
95.0
5000
h b, o wpssons i
ok h \\H‘ uH\h bl d uH“ ‘Hu‘\hwd s u‘\‘ H“ [ ‘I‘ L 95.05 56.70%
mlz--> O 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 — :
109.0 16.50
398.0 m/z 81.00 47.64%
Lyl oo o
O“““““H\‘“““““\“‘H\“‘“\‘1“““““““\‘\“‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95.0 191.0
T \
43.0 16.50 .
5000 m/z 69.10 38.95%
o bl | mmoeo
miz--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone —— ‘
191.0 16.50
m/z 43.10 31.26%
500028.0
135.0
ol 1583, .
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 19 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.715 3.60 ng 193363 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 58
2 1,19-Eicosadiene 278 C20H38 014811-95-1 53
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 50
4 Tridecanal 198 C13H260 010486-19-8 47
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 46
Abundance Scan 2487 (16.715 min): BF123728.D\data.ms (-2482) (.  m/z 57.10 100.00%
57.1
5000
96.0
—— —
278.0
H‘ ‘H 1371 o005 2201 435, 16.50 17.00
0/ L i m/z 43.10 60.77%
m/z--> 50 100 150 200 250 300
Abundance #117606: Octadecana
43.0 82.0
5000 —r ——
16.50 17.00
200 m/z 82.05 59.63%
: 250.0
O w “\‘h‘ m \H‘h\ “‘}1?8\19 ];.9\‘4['9)\ \H T } T T T ‘ T LI
miz--> 50 100 150 200 250 300
Abundance #126193: 1,19-Eicosadiene
55.0
—— —
16.50 17.00
m/z 55.00 53.76%
5000 96.0 /
0 \‘ L H | 1380 180.0 2360 2780
e e
miz--> 50 100 150 200 250 300
Abundance #126196: Bicyclo[10.8.0]eicosane, cis- T —
55.0 16.50 17.00
m/z 95.95 36.62%
96.0
5000 278.0
37.0
ol LA LL BT w0 2220 |
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58

Operator : JU/CG

Sample : M2149-03

Misc : SB-36-10.5-11.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 20 Nonadecane, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.009 3.31 ng 177497 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 81
3 Nonadecane 268 C19H40 000629-92-5 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 2537 (17.009 min): BF123728.D\data.ms (-2534) (1 m/z 57.00 100.00%

57.0
5000
141.1 ‘
oL \HW‘CMW“WMWJWWWWWMM”HWHHJWHMJW, SR i m/z 71.10 84.48%
mlz--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
5000 - :
17.00
F m/z 43.05 81.50%
0
02¢] “ “\‘\]‘-\4}‘0\]\-8\4\0‘\\\\‘\\\\’\\\\‘\
miz-> 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57.0
T T \
17.00
5000 m/z 85.10 57.69%
9.0 140.0
b kbbb ] tm0zas0zero
miz--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane T ‘
57.0 17.00
m/z 55.05 30.58%
e WV%
9.0
oL LLLLLi 1er01800 w0 .
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\BF@42421\
Data File : BF123728.D

Acqg On : 24 Apr 2021 20:58
Operator : JU/CG

Sample : M2149-03

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
2-Pentanone 2.175 3.3 ng 248682 1 6.822 1503980 20.0
Butanoic acid, ... 4.463 3.0 ng 228997 1 6.822 1503980 20.0
Benzene, 1-meth... 6.898 17.4 ng 1305700 1 6.822 1503980 20.0
Tridecane 10.780 3.0 ng 278289 4 11.345 1827240 20.0
2-Isopropyl-10-... 13.074 4.5 ng 273984 5 13.986 1232420 20.0
Heptacosane, 1-... 13.169 4.8 ng 293494 5 13.986 1232420 20.0
Decane, 3,8-dim... 13.510 3.3 ng 201140 5 13.986 1232420 20.0
1-Tricosene 13.845 23.2 ng 1428800 5 13.986 1232420 20.0
7H-Furo[3,2-g][... 14.439 6.5 ng 399978 5 13.986 1232420 20.0
Tricosane 14.463 3.6 ng 220785 5 13.986 1232420 20.0
Cyclohexadecane 14.486 6.8 ng 419487 5 13.986 1232420 20.0
Benzo[e]pyrene 15.021 3.3 ng 175029 6 15.451 1073690 20.0
Eicosane 15.110 7.3 ng 3923060 6 15.451 1073690 20.0
Octacosane 15.921 7.2 ng 384990 6 15.451 1073690 20.0
28-Nor-17.alpha... 16.157 6.3 ng 340135 6 15.451 1073690 20.0
Octadecane, 1-c... 16.421 5.5 ng 296977 6 15.451 1073690 20.0
28-Nor-17.beta.... 16.586 4.3 ng 228519 6 15.451 1073690 20.0
Octadecanal 16.715 3.6 ng 193363 6 15.451 1073690 20.0
Nonadecane, 9-m... 17.009 3.3 ng 177497 6 15.451 1073690 20.0
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