LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS Vvial : 17 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: BF123653.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 498 506 512 rBV 82516 110795 1.49% 0.195%
2 5.469 571 575 579 rBV 6374474 5827696 78.26% 10.252%
3 6.486 743 748 760 rVB 6067093 6027665 80.94% 10.604%
4 6.845 806 809 813 rBV 1746671 1506126 20.23% 2.650%
5 7.410 900 905 908 rBV 4507819 3934742 52.84% 6.922%

6 8.133 1024 1028 1031 rBV 2523781 1973170 26.50%
7 9.210 1207 1211 1214 rBV 6734735 5902379 79.26% 1@.
8 9.604 1275 1278 1282 rBV 229502 178550 2.40%

9 9.892 1323 1327 1330 rBV 2624550 2091636 28.09%
10 10.092 1357 1361 1367 rVB2 74966 75333 1.01%
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11 10.680 1457 1461 1464 rBV 4915912 4100692 55.07%
12 11.380 1576 1580 1582 rBV 2663206 2173690 29.19%
13 11.404 1582 1584 1586 rVV 162047 130409 1.75%
14 11.451 1586 1592 1596 rVB6 44316 82870 1.11%
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15 11.916 1667 1671 1675 rBV 1441193 1374356 18.46% 418%
16 12.592 1780 1786 1789 rBV 286136 278035 3.73% ©0.489%
17 12.704 1801 1805 1811 rBV 634625 634694  8.52% 1.117%
18 12.821 1818 1825 1827 rBV 234280 236281 3.17% ©0.416%
19 12.851 1827 1830 1838 rVB3 116446 209272 2.81% 0.368%
20 12.974 1846 1851 1854 rBV 5532840 5247351 70.46% 9.231%

21 13.204 1887 1890 1895 rBv4 75054 110868 1.49%
22 13.568 1928 1952 1966 rBV3 1313454 7446825 100.00% 13.
23 13.880 2001 2005 2022 rBV 528844 1133394 15.22%
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24 14.027 2024 2030 2032 rVV 1605751 1647667 22.13% 899%
25 14.051 2032 2034 2036 rVB 92149 79475 1.07% 140%
26 14.192 2056 2058 2061 rBV 77385 84253 1.13% 0.148%
27 14.498 2108 2110 2112 rBV 117352 109623 1.47% ©.193%
28 14.527 2112 2115 2125 rVB5 151990 346585 4.65% ©.610%
29 14.809 2161 2163 2166 rVB 106856 104504 1.40% 0.184%
30 14.956 2185 2188 2195 rVB3 138921 161569 2.17% 0.284%

31 15.068 2204 2207 2215 rVB 88411 183698 2.47%
32 15.156 2218 2222 2225 rBV 252882 270976 3.64%
33 15.504 2276 2281 2285 rBV2 1152009 1406273 18.88%
34 15.539 2285 2287 2292 rVB2 176512 197955 2.66%
35 15.662 2302 2308 2319 rVB8 245895 775894 10.42%
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36 15.986 2359 2363 2367 rBV = 212497 287797 3.86%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc

ALS Vvial : 17 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 16.498 2446 2450 2454 rBV2 98271 159182 2.14% ©.280%
38 16.792 2497 2500 2506 rVB5 62229 128777 1.73% ©.227%
39 17.098 2550 2552 2558 rVB3 77232 113897 1.53% ©0.200%

Sum of corrected areas: 56844954
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Apr 2021 20:49
: M2076-10

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
BF123653.D

Ju/CaG

Sample Multiplier: 1

¢ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.916 12.65 ng 1374360  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1671 (11.916 min): BF123653.D\data.ms (-1667) (- m/z 43.10 100.00%

43.1 73.0
5000
129.1
—5
| 101.1 157.118512132 564 12.00
N m/z 60.00 97.05%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 12.00
213.0 m/z 73.00 84.48%
| | HH 157.0185.0
O \H’\EHM‘HH\H \H\‘\‘H!\H“‘H‘”‘M\H\‘H‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0
=
12.00
5000 ITI/Z 57.10 82.02%
129.0 242.0
199.0
Al | mo
o‘H,HHU‘M‘thHM\Numuwuuuuhpﬂuwuuwuwhuwu
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid — T
430 | 730 12.00
m/z 55.00 76.77%
5000 129.0
171.0
214.0
0159? -
m/z--> 20 40 60 80 100120140160 180 200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 2 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.704 7.70 ng 634694 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1805 (12.704 min): BF123653.D\data.ms (-1801) (- m/z 43.05 100.00%

43.0
5000
3.0 129.0
—— —
“ 185.1 24‘1 2 843 12.50 13.00
ol ALl L T m/z 57.10 85.20%
mlz--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43.0
5000 1250 13,00
129.0 284.0 : :
3.0 m/z 60.00 81.82%
‘ H ‘ 1850 241.0
0 ‘h‘ il M H‘ u‘H M\ gl ! “‘ e “ “‘ L R
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
s .
12.50 13.00
m/z 73.00 77.33%
5000 284.0 /
3.0 129.0
i, e
fo) \‘\M u‘H M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.00 71.98%
5000 129.0
H 171.0 213.0 256.0
0! H‘m\h”\u‘\h\‘\“‘““‘\““\‘“‘HH‘HH“H e P
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.568 90.39 ng 7446830 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 59
2 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 43
3 Sesquirosefuran 218 C15H220 039007-93-7 42
4 Friedelan-3-one 426 C30H500 000559-74-0 42
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 30

Abundance Scan 1952 (13.568 min): BF123653.D\data.ms (-1928) (1 m/z 69.05 100.00%

69.0
123.1
5000
l 205.2 — :
, 13.50
0\ ‘\A\\\l §4a4““%%§: m/z 55.00 87.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 —— ‘
160.0 13.50
‘ m/z 95.10 86.44%
0 1" }MM‘H‘“‘! h \‘h‘“ 4 \M\ ”] t \H\“\‘ T \h\ L B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54661: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dil
69.0
—— I
13.50
5000 ITI/Z 109.10 74 .29%
123.0
o \ | 120
ol gyl e
m/z--> 50 100 150 200 250 300 350 400
Abundance #75886: Sesquirosefuran T ‘
(e
69.0 123.0 13.50
m/z 81.10 71.80%
5000
218.0
0 \1, /_
mlz--> 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 13.76 ng 1133390 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91

Abundance Scan 2005 (13.880 min): BF123653.D\data.ms (-2001) (- m/z 57.00 100.00%
57.0

111.1 _ o
‘ } 13.50 14.00
Ot ‘ AL42081 2482 3130  n/z 43.00 86.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 — e
7.0 13.50 14.00
m/z 55.05 81.76%
0 ‘ M L 1‘153 0 210. 0 267 0321.0 490.(
\\\‘\\\\‘\\\\\\\\\ T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
— —r
13.50 14.00
5000 m/z 83.10  62.17%
111.0
L, =
orctd by P00
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosyl pentafluoropropionate P —
57.0 13.50 14.00
m/z 69.00 51.24%
5000
111.0
0 [ ‘ h Lk 1\1.67 02240 30.8'0 454.0
“H“‘H“H‘ P e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 n-Heptadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.527 4.21 ng 346585 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 72
2 1-Tricosene 322 C23H46 018835-32-0 59
3 Heptylcyclohexane 182 C13H26 005617-41-4 46
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 46
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 46

Abundance Scan 2115 (14.527 min): BF123653.D\data.ms (-2112) (-1 m/ 55.05 100.00%

55.0
07.1
5000

T \
‘ ‘ 381 2151 28083211 ggp. 14.50
‘WH““} b d, o ) mmuuhwu J“H“U"u”,” e Ak 43.00 84.25%

m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55.0
97.0

5000

o

83.05 83.98%

14.50

OL\S\d\‘ \““\ T \‘H“ 1“ \]‘"\\?’?‘(‘)\ \ T \2’19'\0\ T ‘ L ‘ L ‘ T T
miz--> 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57.0
97.0
14 50
5000 97.10  70.21%
0 \“ i ‘\ ‘\ h u %8202240 28003220 MM/\WWJ\A
iy T B B w s
miz--> 50 100 150 200 250 300 350
Abundance #47280: Heptylcyclohexane
83.0 14 50

57.10  53.29%

5000
41.
182.0

oL— M‘ ‘d“‘ M}\ Do |

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\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.957 2.30 ng 161569 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
2 Octadecanal 268 C18H360 000638-66-4 83
3 1,19-Eicosadiene 278 C20H38 014811-95-1 83
4 Tetradecanal 212 C14H280 000124-25-4 80
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72

Abundance Scan 2188 (14.956 min): BF123653.D\data.ms (-2185) (- m/z 57.00 100.00%
57.0

2000 " M/\AJ/\
—
2451821 328.0 15.00
0—— L m/z 82.00 82.69%
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
439 $2.0
5000 T
15.00
m/z 43.00 81.58%
‘ WZBO
O T \‘\‘ ‘\Hh[ \h \h‘“\ “\ %?6\9 \208\9\2\59 \0\ T ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecana
43.0
—
82.0 15.00
5000 ITI/Z 55.00 50.07%
1 H\ M 1040 2500 Ww
oLt e e
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene —
55.0 15.00
m/z 96.00 48.59%
- MWKWWW
37.0
o5 L 1Ll 1370800 200 -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49

Operator Ju/caG

Sample : M2076-10

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: 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 9

R.T. EstConc Area Relative to ISTD R.T.
15.068 2.61 ng 183698 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 74

Abundance Scan 2207 (15.068 min): BF123653.D\data.ms (-2204) (-  m/z 252.05 100.00%
1

252
5000
55.0 125.0 15.00
174.9
Ob ettt 072130 2981 3951y 2sp.05  23.17%
miz--> 50 100 150 200 250 300 350
Abundance #104217: Benzol[e]pyrene
252.0
5000
15.00
m/z 253.10 17.79%
125.0
0 \3\9\.?\ \8:\3\0‘ \“\‘H\ L L ‘.\ el LA
m/z--> 50 100 150 200 250 300 350
Abundance #104224: BenzolK]fluoranthene
252.0 ﬂ% /jf\
o r? LTV
15.00
5000 ITI/Z 125.00 10.51%
126.0
I W AT JR R
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene T
252.0 15.00
m/z 126.05 9.17%
5000
126.0
oL 500 87.0 | ‘\‘ 163.02000 . | iy
A A e e e T ! —H
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.156 3.85 ng 270976 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2222 (15.156 min): BF123653.D\data.ms (-2218) (- m/z 57.10 100.00%
57.1

%

5000
‘ |31 21102601 1500 1950
ob I, 21102600 3603 4384 L. 4300  62.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane
57.0
5000 —r— ——
15.00 15.50
m/z 71.10 50.97%
0 \‘\ ‘\ \‘ L 11.6902250 296.0
‘\\\\‘\f\\[!\\!‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 39.37%
0 ‘ ‘ \le113 4011169 0 268 0
_‘H"H"H"_"w“H“H“H“_“w“u“u“u
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane — —
57.0 15.00 15.50
m/z 55.00 21.93%
13.0
0 | ‘ 311 1| 169.0225.0281.0337.0393.0449.0 506.(
_‘H"H"H"_"w“H“H“H“_“w“u“u“u — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 unknownl5.662 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.662 11.03 ng 775894 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-(Z)-Longipinane 206 C15H26 1000156-12-3 47
2 2-(3,3-Dimethyl-oxiran-2-yl)-5-e... 209 C11H15NO3 1000194-95-4 46
3 1-Isopropenyl-4,5-dimethylbicycl... 330 C21H300S 1000195-85-4 46
4 4,4-Dimethoxy-2,5-cyclohexadien-... 154 C8H1003 000935-50-2 41
5 2-Cyclohexen-1-one, 5-bromo-4,4-... 202 C8H11BrO 1000327-26-6 38

Abundance Scan 2308 (15.662 min): BF123653.D\data.ms (-2302) (- m/z 95.00 100.00%
Q

95.
41.
5000
440.: L 1600
270.9 328.3 3842 15.50 16.00
ol m/z 109.10  95.79%
mlz--> 50 100 150 200 250 300 350 400
Abundance #66199: (+)-(Z)-Longipinane
109.0
41.0
5000 T T T T T T
15.50 16.00
m/z 123.10 76.45%
L e
O T \I“‘L“\H{LH\MH “\‘\F‘F\Q.\Q\ \\“\ T ‘ L ‘ L ‘ L ‘ T \’
m/z--> 50 100 150 200 250 300 350 400
Abundance #68529: 2-(3,3-Dimethyl-oxiran-2-yl)-5-ethoxy-pyridine-1-
1238.0
—r —
15.50 16.00
5000 ITI/Z 137.00 71.98%
43.0
| ‘ ‘192.0
LYY N A O —
miz--> 50 100 150 200 250 300 350 400
Abundance #169477: 1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan- P —
95.0 15.50 16.00
m/z 55.00 61.31%
149.0
5000{ 41. 205.0
|
0 1 \“““M i ‘l‘w \‘ L “}‘ b “ “ 2020 h SRS . —— ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.986 4.09 ng 287797 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Tetradecane 198 C14H30 000629-59-4 72
3 Hexatriacontane 507 C36H74 000630-06-8 62
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 60
5 Eicosane 282 C20H42 000112-95-8 58

Abundance Scan 2363 (15.986 min): BF123653.D\data.ms (-2359) (- m/z 57.10 100.00%
57.1

F

5000
16.00
207.0
o‘HH““‘H\‘M‘Mwm"H‘2‘99"?‘?"2‘79”39?1“‘_m_‘ m/z 43.05 59.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
5000

—
16.00
m/z 71.10 53.81%

\‘ H Jh | 169.0225.0 296.0

O‘\\l\\‘\\\\‘\\\‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59879: Tetradecane
57.0
—
16.00
5000 ITI/Z 85.10 43.46%
w 113.0 198.0
o"JH‘JmahmuH"‘H"‘H‘_mwwuww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane —
57.0 16.00
m/z 55.00 21.69%
5000

?

3.0
0 \‘ H]} || 169.0225.0281.0337.0393.0449.0 506.(
e I e S A S e S S AR

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS vial : 17 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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.498 2.26 ng 159182 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 2450 (16.498 min): BF123653.D\data.ms (-2446) (1 m/z 57.00 100.00%
57.0

5000 kf\“mwwwvmj\\mwwyﬂkmmw
16.50
o Mmoo, morzme ama T g oy
miz--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 U
16.50
m/z 43.00 45.09%
O \‘\\‘ H‘\”‘\JA‘ \“\‘\ \“1‘\6\9\0\ ‘2\2\5\9‘ \2\8\2\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
——
16.50
5000 ITI/Z 84.95 40.31%
oLl L 1\1‘3‘0‘1‘69.0 225.0 281.0 380.0
el N e e G o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T
57.0 16.50
m/z 55.00 18.83%
o M\WWMMM
ol | h‘ A ) ‘1‘690 225.0  309.0 365.0 436.
Pl H‘“““‘H““““H““““H“““ ——
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123653.D

Acqg On : 20 Apr 2021 20:49
Operator : JU/CG

Sample : M2076-10

Misc :

ALS Vvial : 17 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|
n-Hexadecanoic ... 11.916 12.7 ng 1374360 4 11.380 2173690 20.0
Octadecanoic acid 12.704 7.7 ng 634694 5 14.027 1647670 20.0
5-Bromo-4-oxo-4... 13.568 990.4 ng 7446830 5 14.027 1647670 20.0
17-Pentatriacon... 13.880 13.8 ng 1133390 5 14.027 1647670 20.0
n-Heptadecanol-1 14.527 4.2 ng 346585 5 14.027 1647670 20.0
Oxirane, hexade... 14.957 2.3 ng 161569 6 15.504 1406270 20.0
Benzo[e]pyrene 15.068 2.6 ng 183698 6 15.504 1406270 20.0
Heneicosane 15.156 3.9 ng 270976 6 15.504 1406270 20.0
unknown15.662 15.662 11.0 ng 775894 6 15.504 1406270 20.0
Tetradecane 15.986 4.1 ng 287797 6 15.504 1406270 20.0
Eicosane 16.498 2.3 ng 159182 6 15.504 1406270 20.0
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