LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acqg On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc : PNNL-APM2-0811-2

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41408.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.340 360 366 382 rBV 1617329 2372843 49.49% 7.451%
2 6.945 633 639 661 rBV 1466358 2428906 50.66% 7.627%
3 7.763 771 778 787 rBV 632523 966051 20.15% 3.034%
4 8.939 971 978 998 rBV 885452 1508880 31.47% 4.738%
5 10.569 1245 1255 1269 rBV 723828 1261544 26.31% 3.961%

6 13.045 1669 1676 1693 rBV 2351360 3355128 69.98% 10.
7 13.316 1714 1722 1733 rBV 824463 1287758 26.86%
8 14.427 1904 1911 1925 rBV 1086180 1553986 32.41%
9 15.927 2160 2166 2181 rBV 1867498 2617989 54.60%
10 17.186 2373 2380 2392 rBV 1308967 1832082 38.21%

vmoopspho
(o]
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R

11 18.092 2528 2534 2551 rBV 891878 1560262 32.54%
12 19.256 2729 2732 2739 rVB7 28472 48552 1.01%
13 19.374 2747 2752 2771 rBV 527466 940085 19.61%
14 19.827 2823 2829 2840 rBV 4224916 4794419 100.00% 1
15 21.097 3041 3045 3052 rBV 231254 347021  7.24%

P UNO D
O
U1
N
R

16 21.303 3076 3080 3085 rBV 236379 265988 5.55% ©0.835%
17 21.392 3091 3095 3106 rBV 1657271 2208392 46.06%
18 23.756 3491 3497 3511 rVB 1276672 2495628 52.05% 7.837%
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o]
w
vl
R

Sum of corrected areas: 31845514
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Aug 2023 16:27
: MA/JU
: 03985-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
BM041408.D

PNNL-APM2-0811-2

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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7763 10.569

Time-->
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TIC: BM041408.D\data.ms
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Time--> 1
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Time-->

TIC: BM041408.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acqg On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc : PNNL-APM2-0811-2

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.316 16.57 ng 1287760  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 45
Abundance Scan 1722 (13.316 min): BM041408.D\data.ms (-1714) (- | m/z 42.95 100.00%
43.0
109.0
5000 151.1
‘ 13.00 13.50
‘ ‘m“m”m B b 1930 2804 ns7109.00  79.53%
miz-> 50 100 150 200 250
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
1300 1350
m/z 151.05 47.99%
S— \“u ‘\\“H‘ \t HH)‘\H Hh e “ “ :‘Lg‘ ——
miz--> 100 150 200 250
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
1300 1350
5000 151.0 m/z 40.95 23.53%
e — —
miz--> 50 100 150 200 250
Abundance #28724: Metacetamol
109.0 1300 1350
m/z 69.00 17.03%
5000 151.0
43.0
14.0, ‘7% | ‘
e e e = —— —— —— “
m/z--> 50 100 150 200 250 13.00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acqg On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc : PNNL-APM2-0811-2

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.092 17.03 ng 1560260  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2534 (18.092 min): BM041408.D\data.ms (-2528) (- m/z 72.95 100.00%

73.0
5000
128.9
213.1 — ‘
‘ 1711 ‘ 256.1 18.00
o1t Al ULl 13268 ) ep00 79.39%

miz--> 100 150 200 250 300 350

Abundance #143508: n-Hexadecanoic acid
43

0 256.0
5000 —L ‘
129.0 18.00
3.0 213.0 m/z 43.00  75.24%
171.0 ‘

g LU
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

50

miz--> 100 150 200 250 300 350

Abundance #109281: Tetradecanoic acid
.0

73
1 7 T
18.00
5000 m/z 55.00  63.35%
129.0
29. 185.0 228.0
“ um uh” ML P N ‘\ | ‘\
't L s e e . e
50

m/z--> 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid ==
73.0 18.00
m/z 41.00 62.18%

—

—

—

%

5000
129.0

171.0 5940

m/z--> 50 100 150 200 250 300 350 18.00

—

29,
L ‘\‘ H\ il
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acqg On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc PNNL-APM2-0811-2

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.374 8.51 ng 940085  Chrysene-di12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2752 (19.374 min): BM041408.D\data.ms (-2747) (- | m/z 73.00 100.00%
73.0
5000 128.9 ML
1851 241.2 _— —
19.00 19.50
“‘H “h” ol Jm b 26p.1_ 3952 4290 n/z 43.00  81.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 == —
129.0 19.00 19.50
60.00 77.93%
29. ‘ 185.0 284.0 m/z
\‘“““‘“‘H‘“‘“\‘“]““‘“‘“““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
— — =
19.00 19.50
5000 m/z 55.00 66.65%
129.0
29.C 228.0
Al %BiQ
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid - —
43.0 19.00 19.50
m/z 57.05 66.41%
5000
129.0 242.0
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acqg On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc : PNNL-APM2-0811-2

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.098 3.14 ng 347021 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 90

Abundance Scan 3045 (21.097 min): BM041408.D\data.ms (-3041) (- m/z 57.85 100.00%

57.0
5000

—
21.00 21.50
L 9.050g.0281.0
0208.0 400.9 .
_H‘_mﬁ‘fﬁ‘uu‘uumxwu‘wuu‘HH‘HHM‘H_‘H_H‘_‘ m/z 43.60  96.79%

m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #209741: 1-Docosene
55.0

[

5000 — :
21.00 21.50
m/z 55.00 88.46%
i
WﬁwW”JWLM””W‘”W”geﬁg\””W‘”W‘”P”‘W”‘W”W‘
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
21.‘00 21.‘50
5000 m/z 83.00 84.57%

%.O 238.0
‘\\“\J\‘HH“\\\I\"HJ\HMH\\’H\\‘\H\‘HH‘HH‘HH’H\\‘HH‘HH‘H
m/z--> 0 50 100150200250 300350400450500550 600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00 21.50
m/z 69.00 81.11%

- JJ\A/\
| %ﬁ?‘ 2520 4690 648.(

T
m/z--> 0 50 100150200 250300350400 450500550 600 650 21.00 21.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method

Quant Title

TIC Library

Tentatively Identified Compound (LSC) summary

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\

: BM@41408.D

: 15 Aug 2023 16:27
: MA/JU

: 03985-03

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

2,4,7,9-Tetrame...
n-Hexadecanoic ...

Octadecanoic a

| --Internal Standard---|

PNNL-APM2-0811-2

name RT EstConc Units Response |# RT Resp Conc|
13.316 16.6 ng 1287760 3 14.427 1553990 20.0
18.092 17.0 ng 1560260 4 17.186 1832080 20.0
cid 19.374 8.5 ng 940085 5 21.392 2208390 20.0
21.098 3.1 ng 347021 5 21.392 2208390 20.0

1-Docosene
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