LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127594.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.063 469 472 481 rBV 16809 26600 1.33% 0.177%
2 5.457 536 539 559 rBvV 1935227 1965334 98.26% 13.064%
3  6.475 709 712 730 rBV 2033015 1974683 98.73% 13.126%
4 6.833 770 773 781 rBV 599813 523080 26.15% 3.477%
5 7.398 866 869 879 rBV 1369383 1297685 64.88% 8.626%
6 8.116 987 991 1001 rBV 753265 655977 32.80%  4.360%
7 8.686 1086 1088 1093 rBV 28907 25317 1.27% 0.168%
8 9.186 1169 1173 1177 rBV 2399142 2000139 100.00% 13.296%
9 9.251 1182 1184 1188 rVB 59437 52754 2.64% 0.351%
10 9.574 1235 1239 1241 rBvV3 20607 23856 1.19% 0.159%
11  9.780 1272 1274 1278 rVB 45147 37536 1.88% 0.250%
12 9.869 1286 1289 1298 rVB 806965 648001 32.40% 4.307%
13 10.280 1353 1359 1362 rBV 54167 58744  2.94%  0.390%
14 10.504 1391 1397 1399 rBV 30578 35435 1.77% 0.236%
15 10.663 1421 1424 1432 rBV 1104866 975612 48.78%  6.485%
16 10.757 1437 1440 1449 rVB 69960 90810 4.54% 0.604%
17 11.204 1513 1516 1518 rBV 64797 47274 2.36% 0.314%
18 11.233 1518 1521 1530 rVB4 37413 50019 2.50% 0.332%
19 11.363 1540 1543 1546 rBV 641173 548017 27.40% 3.643%
20 11.392 1546 1548 1551 rVB2 39963 41120 2.06% 0.273%
21 11.633 1586 1589 1591 rBV 62015 47477  2.37% 0.316%
22 11.733 1603 1606 1610 rVB 70231 63350 3.17% 0.421%
23 11.874 1627 1630 1638 rBV6 44762 84111 4.21% 0.559%
24 12.039 1655 1658 1661 rBV 70882 56751 2.84% 0.377%
25 12.427 1719 1724 1730 rBV2 69665 103319 5.17% 0.687%
26 12.798 1785 1787 1789 rBV 55231 44637 2.23% 0.297%
27 12.915 1804 1807 1808 rBvV2 25832 28596 1.43% 0.190%
28 12.945 1808 1812 1815 rVV 1939311 1618805 80.93% 10.761%
29 13.157 1845 1848 1851 rBV 57574 50208 2.51% 0.334%
30 13.280 1866 1869 1873 rBV5 20394 25937 1.30% 0.172%
31 13.498 1903 1906 1912 rBV2 62035 74423  3.72% 495%

32 13.833 1960 1963 1975 rVB5 95531 225406 11.27%
33 14.015 1990 1994 2003 rBV 517491 523976 26.20%
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34 14.145 2014 2016 2019 rVB 41840 32003 1.60% 213%
35 14.451 2065 2068 2072 rBV 68613 74843 3.74% 498%
36 14.756 2117 2120 2124 rVB 55299 59712 2.99% 0.397%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.827 2129 2132 2136 rVB 158742 157168 7.86% 1.045%
38 15.086 2173 2176 2180 rVB 74523 81280 4.06%  0.540%
39 15.462 2237 2240 2243 rBV 72249 87216 4.36% ©.580%
40 15.498 2243 2246 2256 rVB 289178 380287 19.01% 2.528%

41 16.151 2354 2357 2367 rVB5 77256 146201 7.31% ©.972%

Sum of corrected areas: 15043699
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Mar 2022 18:11
¢ CG\JU
: N2095-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF033022\
BF127594.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.757 3.31 ng 90810 Phenanthrene-d1e 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64

Abundance Scan 1440 (10.757 min): BF127594.D\data.ms (-1437) (1 m/z 57.05 100.00%

57.0
5000
—— —
h S 27 10.50 11.00
ol g fy 2B022002 22 m/z 43.10 67.44%
miz--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
5000 —r ——
10.50 11.00
m/z 71.10 54.17%
. L1010 1630 2400
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
— —
10.50 11.00
5000 m/z 85.10  33.84%
99.0 198.0
olsg LU L0 da0 180
m/z--> 50 100 150 200 250 300
Abundance #59029: Tridecane T —
57.0 10.50 11.00
m/z 41.10 30.75%
- W
99.0
o200 || 290 o nea0 -
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF032122.M Thu Mar 31 12:09:33 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Tridecanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.733 2.31 ng 63350 Phenanthrene-die 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
2 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 90
3 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 78
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 72

Abundance Scan 1606 (11.733 min): BF127594.D\data.ms (-1603) (- m/z 74.05 100.00%
74.0
5000 43.0
o b
143.1
“ ‘ 191 0 185.2 227.2 11.50 12.00
O brrrprrrr el b b e b e b m/z 87.10 68.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109336: Tridecanoic acid, methyl ester
74.0
5000 ol e
11.50 12.00
43.0 143.0 1850 228.0 m/z 43.00 43.71%
o oo [T
O \\\‘\\\\‘\\\\“\‘\‘\\‘h‘l\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester
74.0
P e
11.50 12.00
5000 41.0 m/z 55.00 38.05%
143.0
‘ ‘ 1010 ‘ 185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #126267: Tridecanoic acid, 12-methyl-, methyl ester —— ——
74.0 11.50 12.00
m/z 41.00 32.31%
5000 43.0
43.0 199.0
ots0y o LSS L ame | 2o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.874 3.07 ng 84111  Phenanthrene-d1e 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Undecanoic acid 186 C11H2202 000112-37-8 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50

Abundance Scan 1630 (11.874 min): BF127594.D\data.ms (-1627) (- m/z 73.00 100.00%

73.0
43.1
5000
1921 el sl vl
H ‘ | 161,2 227.2 9561 1L 50 12.00
O el Ll m/z 60.00 86.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0
171.0 11.50 12.00
214.0 m/z 57.05 85.00%
O \H‘\MHH{‘\ \H\“‘\” ‘ \?“‘\ \“M ‘ \‘\‘H“\ T }‘\ ‘ HH‘\‘\ T \‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 m/z 43.10 80.91%
129.0
185.0 2280
0,?,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #46965: n-Decanoic acid “ T
60.0 11.50 12.00
m/z 41.00 67.44%
5000 129.0 WJMW
29.0 87.0
Ll Ly 30
O‘HM‘HMJMwmqmuwwu_m‘MHWH‘WHH_‘HMHW‘HW‘ — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.039 2.07 ng 56751  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80

Abundance Scan 1658 (12.039 min): BF127594.D\data.ms (-1655) (- m/z 57.10 100.00%
57.1

=

5000
o1 R
Hu | 1412 207.0 i
ol bphebd b e m/z 43.10 60.54%
mlz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T

S
12.00

m/z 71.05 51.33%
9.0

| L ‘ | 4| 141.0183.0225.0267.0  338.0

L e st e e e A e
I T I T I |

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
3 _F
l _
o _

—
12.00
5000 m/z 85.15 37.56%

9.0
oLl )t ] 141018302250 2810 337.0 394
A b 708302250 2810 337.0 394

2

m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T ‘
57.0 12.00
m/z 41.05 22.91%
- MNMJ\”
9.0 155.0 225.0
RS st S — —
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.427 3.77 ng 103319  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane 212 C15H32 000629-62-9 93
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 1724 (12.427 min): BF127594.D\data.ms (-1719) (-] m/z 57.10 100.00%
57.1

5000 wmAmM%MAwKwNMWWWhUﬁ
‘ 99.1 12.50
1511 191.1 :
oLl H il w‘ ot ““%2‘2‘2‘ ——— m/z 43.00  64.75%
miz-> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 T
12.50
m/z 71.10 54.59%
o 2@\0‘ | “‘9? 0 1410 1830 226.0
T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
——
12.50
5000 m/z 85.10 43.65%
99.0
oLzsol LU |, pere | 20
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane —
57.0 12.50
m/z 41.00 24.60%
- WW
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.498 2.84 ng 74423  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tetradecane 198 C14H30 000629-59-4 76
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 1906 (13.498 min): BF127594.D\data.ms (-1903) (- m/z 57.10 100.00%
57.1

5000 W
99.1 225.1 iSEd
‘\ bty 1410 1891 1% 2741 ' ]
Ol b Mot Wy Bl et e v m/z 43.10 69.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0
5000 R
13.50
m/z 71.10 57.94%
99.0
0 27‘ ‘ \ H\ I M‘ | \14\10 183.0 226.0
\H‘HH‘\H\’HH‘HH‘HH‘H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo-
57.0
——
13.50
5000 m/z 85.10 41.80%
zn ‘ ‘ | 990‘ 155.0 225.0
S NS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123958: Heptadecane —
57.0 13.50
m/z 55.10 34.46%
- W
99.0
27\0‘ bJg )y p410 1830 2400
O vrvpebetb bl e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.833 8.60 ng 225406  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 90
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 89
5 1-Nonadecene 266 C19H38 018435-45-5 89

Abundance Scan 1963 (13.833 min): BF127594.D\data.ms (-1960) (- m/z 57.10 100.00%
57.1

7.1
5000
1350 14.00
230 1 : :
281.1
b e 2 s e
mlz--> 50 100 150 200 250 300 350
Abundance #209740: 1-Docosene
67.0 97.0
5000 — e
308.0 13.50 14.00
m/z 55.00 94.16%
OL\S\ \ ‘\ “ H T \“‘ “‘ ‘h‘ ‘h\‘h\ \“ \“ “\2\“3\0\26\6\?\ ‘ ‘T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #298132: Eicosyl trifluoroacetate
57.0
97.0
P P
13.50 14.00
5000 m/Z 83.10 64.34%
0 \‘ \‘\ | \‘ \“‘ J\ \h \H ]\\'82 02240 2800 325 0 376(
L e e
miz-> 50 100 150 200 250 300 350
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl esi — —
83.0 13.50 14.00
m/z 69.10 62.85%
43.
5000
25.0
252.0
0 H\MU \MH MH‘\“‘ “\Huh\ ’H\‘u‘ ‘\‘H\‘H\H‘\HH‘HH‘HH — —
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\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.451 2.86 ng 74843  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Octacosane 394 (C28H58 000630-02-4 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Tridecane 184 C13H28 000629-50-5 81
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
Abundance Scan 2068 (14.451 min): BF127594.D\data.ms (-2065) (1 m/z 57.10 100.00%
57.1
5000
‘ 14.50
13.1 258.1 .
" n‘w‘ﬁ‘ bk 3312 3014 7 a3.05  68.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90192: Pentadecane
57.0
5000 T
14.50
m/z 71.10 60.75%
] 1130 2120
O \\‘\‘\‘\'\‘\“‘\H\'\“\}l“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
——
14.50
5000 m/z 85.10 44 .88%
oLl [113-0169.0225.0281.0337.0394.0
A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane —
57.0 14.50
m/z 41.10 27.51%
5000
13.0
0 ] } | ﬁ} | 169.0225.0281.0337.0393.0449.0 506.(
A A A A e e T e e T e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.757 2.28 ng 59712  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 89
3 Hexadecane 226 C1l6H34 000544-76-3 81
4 Octacosane 394 (C28H58 000630-02-4 81
5 1-Iodoundecane 282 C11H23I 004282-44-4 81
Abundance Scan 2120 (14.756 min): BF127594.D\data.ms (-2117) (- m/z 57.10 100.00%
57.1
5000
e PR
41. 1182 2 264 1 : ’
- c“ ““wh‘ LlpJai1ee2 | 260131533982 17 43.10 52.26%
mlz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 —r ——
14.50 15.00
. m/z 71.10 51.56%
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
—— —
14.50 15.00
5000 m/z 85.10 36.59%
9.0 140.0
o ALyl gss0zs0zero
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T ——
57.0 14.50 15.00
m/z 55.10 18.83%
5000
‘ 9.0 141 O
ol L[] W0tea02260 S
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.827 8.27 ng 157168 Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
2 1,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 097232-74-1 78
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 trans-Farnesol 222 C15H260 000106-28-5 64
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64

Abundance Scan 2132 (14.827 min): BF127594.D\data.ms (-2129) (-] m/z 69.10 100.00%

69.1
5000
14‘56 5.5‘06
121.1 . .
191.1 276.1
oy, 290 2761 3413 L, g1.10  54.31%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 — e
14.50 15.00
m/z 41.10 26.54%
23.0
Ozé‘d"\‘ ‘hl‘H“‘\\“\‘\“]\-7\7\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #316554: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,’
69.0
— —r
14.50 15.00
5000 m/z 95.10  12.43%
‘ Tl 1 WW\MJ\M/WWVW
ohr bbby 290 s s o,
miz--> 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — —
69.0 14.50 15.00
m/z 68.10 12.13%
5000
‘ 137.0
ol bl 2980 ————
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.086 4.27 ng 81280  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 81
Abundance Scan 2176 (15.086 min): BF127594.D\data.ms (-2173) (- m/z 57.10 100.00%
57.1
5000
15.00 |
11189.1  254.1 306.1 :
ok “L, J M ﬁ v ity resol 28000 s 43,10 71.44%
mlz--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
5000 —— :
15.00
m/z 71.10 60.22%
‘\ ‘ | \ ‘14101830 254.0
O\‘\"‘\“‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
T \
15.00
5000 m/z 85.10 50.19%
ol AL 17?(0169.0 2250 2950337,
L e e
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- ——
57.0 15.00
m/z 55.05 24.40%
5000
ol ‘L “\\ H | 141-01830225.0267.0309.0 365.0
il ‘w““ T e P
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@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 28-Nor-17.beta.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.151 7.69 ng 146201  Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 52
2 3,7-Dioxa-2,8-disilanonane, 2,2,... 424 C17H4404Si4 002114-25-2 35
3 Anthracene, 9-dodecyl- 346 C26H34 002883-70-7 30
4 Benzamide, 2-fluoro-6-trifluorom... 317 C16H19F4NO 1000446-40-0 30
5 Propenamide, 3-(3-methoxyphenyl)... 191 C11H13NO2 1000259-85-9 27
Abundance Scan 2357 (16.151 min): BF127594.D\data.ms (-2354) (-1 m/z 191.20 100.00%
191.2
5000 5.1
—— —
h Wlﬁ q 268.1 329.2 383.3 16.00 16.50
L gl il M W1 BT T TR TT i NI o
o“ bl Dbt i bl WL 00 m/z 95,10 48.13%
m/z--> 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
5000 — —
109.0 16.00 16.50
398.0 m/z 69.10  43.45%
m m ‘ 260.0 350, |
O\\\‘\\\\““‘\“\\“\‘\“\ ‘m\‘\\\‘\\\\‘\\\\‘\\\‘\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314775: 3,7-Dioxa-2,8-disilanonane, 2,2,8,8-tetramethyl
191.0
73.0 — ——
16.00 16.50
5000 m/z 177.15 39.41%
147.0
b2 0 244.0
ol Ll L AL s100 4000
miz--> 50 100 150 200 250 300 350 400
Abundance #255997: Anthracene, 9-dodecyl- —— ——
191.0 16.00 16.50
m/z 81.10 35.69%
5000 346.0
43,
ol M““9‘7‘9‘1‘4?‘9““ o280 e —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33022\
Data File : BF127594.D

Acqg On : 30 Mar 2022 18:11
Operator : CG\JU

Sample : N2095-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Heptadecane 10.757 3.3 ng 90810 4 11.363 548017 20.0
Tridecanoic aci... 11.733 2.3 ng 63350 4 11.363 548017 20.90
Tridecanoic acid 11.874 3.1 ng 84111 4 11.363 548017 20.0
Tetracosane 12.039 2.1 ng 56751 4 11.363 548017 20.0
Hexadecane 12.427 3.8 ng 103319 4 11.363 548017 20.0
Hexadecane, 1-i... 13.498 2.8 ng 74423 5 14.015 523976 20.0
1-Docosene 13.833 8.6 ng 225406 5 14.015 523976 20.0
Pentadecane 14.451 2.9 ng 74843 5 14.015 523976 20.0
Pentacosane 14.757 2.3 ng 59712 5 14.015 523976 20.0
1,5,9-Undecatri... 14.827 8.3 ng 157168 6 15.498 380287 20.0
Octadecane 15.086 4.3 ng 81280 6 15.498 380287 20.0
28-Nor-17.beta.... 16.151 7.7 ng 146201 6 15.498 380287 20.0
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