LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc :

ALS Vvial : 21  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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131034.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 14 22 28 rVB 92795 130953 4.72% 0.660%
2 4.516 409 413 418 rVB 68291 74464 2.68% 0.375%
3 5.140 513 519 528 rBV 650083 898709 32.39% 4.529%
4 5.528 580 585 588 rBV 2536097 2700733 97.34% 13.611%
5 5.922 648 652 655 rBvV 38047 34947 1.26% 0.176%

6 6.534 750 756 759 rBV 2509008 2716713 97.91% 13.692%
7 6.904 815 819 822 rBV 571231 504826 18.19%  2.544%
8 7.469 909 915 0918 rBV 1816222 1775043 63.98%  8.946%
9 8.186 1033 1037 1040 rBV 677381 567843 20.47%  2.862%

9.263 1215 1220 1223 rBV 2848788 2774575 100.00% 13.9847%

11 9.945 1331 1336 1339 rBV 825030 678522 24.45%
12 10.739 1466 1471 1474 rBV 1836832 1685209 60.74%
13 11.439 1586 1590 1592 rBV 755047 608112 21.92%
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%]
R

14 11.463 1592 1594 1597 rVB 67648 51698 1.86% 261%
15 11.510 1597 1602 1606 rBV3 25437 34171 1.23% 172%
16 11.957 1672 1678 1683 rBV4 34603 42929 1.55% 0.216%
17 12.057 1691 1695 1702 rVB2 26247 35150  1.27% 0.177%
18 12.533 1771 1776 1779 rVB5 31583 30706  1.11% ©@.155%
19 12.657 1794 1797 1860 rVB 111893 86913 3.13% 0.438%
20 12.886 1830 1836 1839 rBV 97358 109221 3.94% ©.550%
21 12.915 1839 1841 1848 rVB3 29002 32411 1.17% ©.163%
22 13.033 1856 1861 1864 rBV 2230212 2156637 77.73% 10.869%
23 13.251 1895 1898 1901 rBV2 36354 33457 1.21% 0.169%
24 13.592 1952 1956 1959 rBvV2 39417 40444  1.46%  0.204%
25 13.933 2010 2014 2024 rBv2 151191 280259 10.10% 1.412%
26 14.086 2032 2040 2043 rBV 572175 553953 19.97%  2.792%
27 14.110 2043 2044 2049 rVB 41397 31855 1.15% ©.161%
28 14.180 2052 2056 2061 rVB 71198 84696  3.05% 0.427%
29 14.239 2063 2066 2069 rBV 42307 39659 1.43% 0.200%
30 14.545 2114 2118 2121 rBV 54154 59875 2.16% ©.302%
31 14.862 2169 2172 2175 rVB 41527 41100 1.48% 0.207%
32 15.139 2216 2219 2223 rBV 30855 46111 1.66% 0.232%
33 15.215 2228 2232 2236 rVB 42867 52328 1.89% 0.264%
34 15.521 2281 2284 2290 rW 22619 30877 1.11% ©0.156%
35 15.586 2290 2295 2305 rVB 402903 570120 20.55% 2.873%
36 16.062 2372 2376 2381 rVB 46432 64236  2.32% 0.324%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS Vvial : 21  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-BF102722.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.586 2461 2465 2472 rVB2 39138 72234 2.60% 0.364%

38 17.215 2567 2572 2579 rVB4 27339 61860 2.23% 0.312%

39 17.939 2692 2695 2705 rVB7 22558 48024 1.73% 0.242%
Sum of corrected areas: 19841573
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131034.D\data.ms
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Abundance TIC: BF131034.D\data.ms
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Abundance TIC: BF131034.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.216 5.19 ng 130953 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23

Abundance  Scan 22 (2.216 min): BF131034.D\data.ms (-14) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 871

220 240 2.0
e L sz a3les 46.25%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T L — T T T T T T
43.0 220 240 260
550 87.0 m/z 55.85 31.48%
0 J |
0\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
220 240 260
5000 43.0 m/z 87.10 26.36%
58.0
29.0 87.0
0 H_mWMMHWHH_HWm_:H_H“_me
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol R AR

73.0 2. 20 2. 40 2.60
m/z 41.10 12.80%

410 55, 87.0
5000
29.0
150 m | ‘ I /\W r

m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 260

o

8270-BF102722.M Mon Nov 07 11:03:01 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.516 2.95 ng 74464  1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
Abundance Scan 413 (4.516 min): BF131034.D\data.ms (-409) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.1
s EmasammESEE
‘ ‘ 67.0 4.20 4.40 4.60 4.80
O B B A e LA L e e e e L m/z 83.00 94.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 T T T T T
29.0 98.0 4.20 4.40 4.60 4.80
m/z 43.00 44.42%
15.0
| Lyl 670
0\\‘\\\\‘\\}\‘\\\‘\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 33.01%
98.0
15.0
\‘ \‘ ‘\‘\ \\‘ | 67.0
o+ttt e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (Z)- e EARmmEESs ST
55.0 4.20 4.40 4.60 4.80
83.0 m/z 39.00  26.83%
5000 41.0
27.0 98.0
G B o ot
L0 e o O B e e e
mlz--> 10 20 30 40 50 60 70 80 90 100 .20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.140 35.60 ng 898709 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 519 (5.140 min): BF131034.D\data.ms (-513) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 T T T T T T
‘ 831 4.80 5.00 5.20 5.40
) N SO M. 1 S m/z 59.10  58.79%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.19%
15.0 101.0
‘ Wl | 83.0 |
0\\\\‘\\\\‘}\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e EARRERESC ST
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.00%
41.0
101.0
PYI.1 A AN R —
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EEAARREEE ST
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.87%
5000 41.0
126.0 1420
oHH_Hu‘H‘ el e 142 PP
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.933 10.12 ng 280259  Chrysene-di12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
Abundance Scan 2014 (13.933 min): BF131034.D\data.ms (-2010) (- m/z 57.05 100.00%
57.0
5000
111.1
—
14.00
167.1 230.0
0 ,J uuw‘p““?§9?““““w““ m/z 43.05 98.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
70 1o 1400
m/z 55.00 98.02%
169.0
0\\J\‘\"‘\f\\%h““ l\\\l\‘L\\2\5‘5\-9\\‘\\\\‘\\\4\.0’6\.\0\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
——
14.00
5000 m/z 83.10 72.20%
111.0
169.0
oLl ’ \x W RO o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester —
43.0 14.00
m/z 97.05 68.67%
7.0
5000
o Lo 2an0 [
mlz--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.180 3.06 ng 84696  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38

Abundance Scan 2056 (14.180 min): BF131034.D\data.ms (-2052) (- m/z 277.05 100.00%
2771

5000
o 15y 1990 — N
% ‘ ‘ 1150 | ‘ H Jso.1 14.00 14.50
o380 MR 389 L hyz 278.10 33.53%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 A
152.0 14.00 14.50
m/z 77.00 27.51%
18.0 95.0
oL \‘ \‘ “ l\\‘m‘m“ ‘L‘\L‘\‘Muh‘\ 1 ‘\H\‘ ”\ ‘\“ [H . !23\3\0‘ —
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
P o
14.00 14.50
5000 m/z 50.95  23.29%

183.0

390\‘ I 1280 ‘\‘H“ I “\“ U\ 228.0

m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o
~
~
o

14.00 14.50
m/z 199.00 21.63%

5000

77.0 183.0
i

wo U
ob———re bt L
m/z--> 50 100 150 200 250 300 14.00 14.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.545 2.16 ng 59875 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Octacosane 394 (C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 2118 (14.545 min): BF131034.D\data.ms (-2114) (-]  m/z 57.10 100.00%
57.1
2000 M
9.1 L |
14.50
4091850 2421 397.
ol Aihd % iy iy sy @88 PN iz 43,10 63.72%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 —— |
14.50
m/z 71.05 56.52%
9.0
L P30 41018302050 2820
\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
L — \
14.50
5000 m/z 85.10 34.42%
%90
oLl L rone20 200
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 14.50
m/z 55.00 33.53%
- MMM
oLt 1 H | 141 0183.0225.0 281.0 337.0 394.(
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\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.062 2.25 ng 64236 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 2376 (16.062 min): BF131034.D\data.ms (-2372) (- m/z 57.10 100.00%
57.1
2000 AW—]\/\MW
0 16.00 |
1410 281.1 :
0L “h‘\“ H‘lﬂ {\‘\“M‘ | M\ HH‘H\ ‘\1“8‘\?\’ \1‘ %Zﬁ 2‘\‘\\\‘ . ‘ T ‘:‘35“5‘1 m/Z 43.10 63.1200
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 —— |
16.00
m/z 71.10 55.81%
9.0
0+ \.d\) ‘1‘ \H‘\ ““ ] ]\4\‘1 ‘9\1\8\3\0‘ \22\6\\0‘ L I B
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
T \
16.00
5000 m/z 85.10 44.36%
oh LU | 141018302250 267.0 3000 366
i A L B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- —
57.0 16.00
m/z 69.00 21.55%
o MWWM\%W
182.0
b LI 14101820 0250 2810300 .
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.586 2.53 ng 72234  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 58
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
4 Heneicosane 296 C21H44 000629-94-7 53
5 Tetracosane 338 C24H50 000646-31-1 53
Abundance Scan 2465 (16.586 min): BF131034.D\data.ms (-2461) (- m/z 57.00 100.00%
57.0
5000 J\WA/\J\:W
150.9 e |
‘ H 1 | 210.0253.1 410. 16.50
0l “H‘ I M\ \Hm\\\\u M‘Mh\mhuu | Tt ‘M‘M‘H‘ - L m/z 71.05 62.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000 ——
16.50
m/z 43.05 57.18%
0 \“\ ‘\L “ H‘ \H‘\ ““ \“ \1“\4.\‘1“()\1\8\‘3\(‘)2\2\5\ \0‘2\6§ \0\ ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194596: Pentadecane, 8-hexyl-
57.0
— T \
16.50
5000 m/z 85.10 40.12%
196.0
141.0
0\&W‘HNWAMNLJﬁ\\\MV\H%QQQ\‘H\\‘\\\W\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —
57.0 16.50
m/z 69.05 28.32%
- MM
oLl 80 e -
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\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Sulfurous acid, butyl tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.215 2.17 ng 61860 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 52
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 49
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 49
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 49

Abundance Scan 2572 (17.215 min): BF131034.D\data.ms (-2567) (- m/z 57.05 100.00%

57.0
5000

207.0 —— S—
9.0  155.1 281 17.00 17.50
‘\ ‘\H_JM\ \%H H 355.1

ol m‘\“““‘ H‘M MMH liLIL. m\mm\ SN B m/z 43.05 62.23%

m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0

5000 —— —
17.00 17.50

m/z 71.05 43.07%

ool L1 70 1410 1830 2250 2620

T . ol ‘ \‘ \‘\ f “\ ‘\ T \“ T \‘\ T ‘ L ‘ T T T T ‘ T

miz-—-> 50 100 150 200 250 300 350

Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0

T
17.00 17.50

5000 m/z 85.10 42.53%
197.
ot H G0 170 amo
m/z--> 100 150 200 250 300 350
Abundance #277469:Carbonk:add,ehosyanerﬂer T T
57.0 17.00 17.50

m/z 41.00 25.63%

5000
7.0

oL Mu‘d 14101820 2520 3250 o

m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131034.D

Acqg On : 05 Nov 2022 23:10
Operator : CG\JU

Sample : N5452-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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|
Butane, 2-metho... 2.216 5.2 ng 130953 1 6.904 504826 20.0
3-Penten-2-one,... 4.516 3.0 ng 74464 1 6.904 504826 20.0
2-Pentanone, 4-... 5.140 35.6 ng 898709 1 6.904 504826 20.0
Heptafluorobuty... 13.933 10.1 ng 280259 5 14.086 553953 20.0
Triphenylphosph... 14.180 3.1 ng 84696 5 14.086 553953 20.0
Eicosane 14.545 2.2 ng 59875 5 14.086 553953 20.0
Hexadecane 16.062 2.3 ng 64236 6 15.586 570120 20.0
Nonadecane 16.586 2.5 ng 72234 6 15.586 570120 20.0
Sulfurous acid,... 17.215 2.2 ng 61860 6 15.586 570120 20.0
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