LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc : PNNL-APM2-0811-1

ALS vial : 7 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@41409.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 1115224 1670179 53.32% 6.957%
2 6.946 633 639 661 rBv 982123 1688536 53.90% 7.034%
3 7.763 771 778 788 rBV 516843 825411 26.35% 3.438%
4 8.940 968 978 996 rBV 575727 1029689 32.87% 4.289%
5 10.569 1246 1255 1271 rBV 601152 1032275 32.95% 4.300%

6 13.045 1669 1676 1687 rBV 1438701 2089568 66.70%
7 13.316 1715 1722 1731 rBV 911232 1418020 45.27%
8 14.427 1904 1911 1921 rBV 866135 1246952 39.81%
9 15.927 2160 2166 2183 rBV 1178443 1724287 55.04%
10 17.186 2374 2380 2392 rBV 1055716 1509274 48.18%
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11 18.092 2528 2534 2561 rBV 670625 1310886 41.85%
12 19.268 2729 2734 2738 rVB4 44378 73765 2.35%
13 19.374 2748 2752 2768 rBV 414299 740843 23.65%
14 19.827 2824 2829 2838 rBV 2767466 3132646 100.00% 13.
15 21.098 3042 3045 3055 rVB2 181064 256898  8.20%

P WwWWwown
(]
[o]
&)
R

16 21.303 3077 3080 3086 rVB 195452 209771 6.70% ©.874%
17 21.398 3091 3096 3105 rVV 1486375 1914430 61.11%
18 23.756 3491 3497 3507 rVB 1098818 2132379 68.07%  8.883%
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Sum of corrected areas: 24005809
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Aug 2023 17:05
: MA/JU
: 03985-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
BM041409.D

PNNL-APM2-0811-1

: 7 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc : PNNL-APM2-0811-1

ALS vial : 7 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 1
R.T. EstConc Area Relative to ISTD R.T.
13.316 22.74 ng 1418020  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 Metacetamol 151 C8H9NO2 000621-42-1 64
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
4 N-(4-tert-Butoxyphenyl)acetamide 207 C12H17NO2 002109-73-1 59
5 Benzenamine, 4-propoxy- 151 CSH13NO 004469-80-1 59
Abundance Scan 1722 (13.316 min): BM041409.D\data.ms (-1715) ({ m/z 43.00 100.00%
43.0
109.0
5000 1511
P P ‘ 1300 1350
‘ ‘w w“ WSRO ey 1929 2804 n0 109,00 81.51%
miz--> 100 150 200 250
Abundance #106944. 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 - ——
13.00 1350
m/z 151.0 48.987%
S— \“u ‘\\“H‘ \t HH)‘\H Hh e | : “ :‘Lg‘ ——
miz--> 100 150 200 250
Abundance #28724: Metacetamol
100.0 K
1300 1350
5000 151.0 m/z 40.95 25.23%
43.0
140, |, 790 |
B e S — — —
m/iz--> 50 100 150 200 250
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
430 109.0 1300 1350
' m/z 69.00 17.87%
5000
‘ 151.0
1 Y A
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@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc : PNNL-APM2-0811-1

ALS vial : 7 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 2
R.T. EstConc Area Relative to ISTD R.T.

18.092 17.37 ng 1310890  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 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Isopropyl palmitate 298 C19H3802 000142-91-6 50

Abundance Scan 2534 (18.092 min): BM041409.D\data.ms (-2528) (- | m/z 73.00 100.00%
73.0

43.0

5000
129.0

-

213.1
‘ H ‘ 1711 ‘ 256.1 18.00
,HH““J“‘”!“ h ”‘ “‘H‘H‘M M‘“mw‘u“"“m“m““H‘m“,uu,m m/z 59.95 79.23%

m/z--> 20 40 60 80 100 120 140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T \
18.00
97.0 m/z 43.00 71.74%

157 o 213.0 256.0
L.

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #109281: Tetradecanoic acid
73.0

%

430 18.00

5000 m/z 41.00 62.33%
129.0

m/z--> 20 40 6 80 100 120 140 160180200220240260280

185.0 228.0

R

Abundance #92069: Tridecanoic acid
73.0 18.00
43.0 m/z 54.95 60.21%
5000 129.0
171.0
‘ 214.0
,,, —

m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc PNNL-APM2-0811-1

ALS vial : 7 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 7.74 ng 740843  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
Abundance Scan 2752 (19.374 min): BM041409.D\data.ms (-2748) ({ m/z 73.00 100.00%
73.0
5000 128.9 mL
185.1 241.2 — —
‘ ‘ 284.1 19.00 19.50
e L L L3809 T s e 86.37%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 284.0 ! ]
185.0 241.0 19.00 19.50
m/z 59.95 75.89%
: \H}‘““‘u‘dlu‘w“\‘ ‘L L “ \‘\“\ I ‘\‘ : “‘ T
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
— —=
19.00 19.50
m/z 55.00 68.10%
5000 284.0 /
3.0 129.0
VT
— N‘WNMW‘Mwlw‘M“ﬂ‘\J‘M b d e e 372
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid = —
73.0 19.00 19.50
m/z 57.00 67.30%
5000 129.0
29.0
‘ ‘ 199.0 2420
SR PO RSO U ¥
m/z--> 50 100 150 200 250 300 350 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@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc PNNL-APM2-0811-1

ALS vial : 7 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 E-7-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.098 2.68 ng 256898  Chrysene-di2 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 93
2 1-Octadecene 252 C18H36 000112-88-9 91
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 87
4 Cyclotridecane 182 C13H26 000295-02-3 86
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 81

Abundance Scan 3045 (21.098 min): BM041409.D\data.ms (-3042) (- | m/z 57.05 100.00%

57.0
5000
11.1
207.0 51'00 5q
21.00 21.50
256.0
— ‘ 4“““"4 frrph o e 3429 4TS uo 43.00  87.55%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138522: E-7-Octadecene
43.0
7.0
5000 — :
21.00 21.50
2520 m/z 83.85  79.24%
T ’JVAJ]..SA..?
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138521: 1-Octadecene
57.0
e o
21.00 21.50
5000 m/z 55.00 77 .34%
111.0
L] asse 2520
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228811: Dichloroacetic acid, tetradecyl ester —— —
43.0 21.00 21.50
m/z 69.10 70.92%
B | MJL
J\‘ .‘ ] ‘l. | J‘ Jh |168'o

T
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc : PNNL-APM2-0811-1

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
2,4,7,9-Tetrame... 13.316 22.7 ng 1418020 3 14.427 1246950 20.0
n-Hexadecanoic ... 18.092 17.4 ng 1310890 4 17.186 1509270 20.0
Octadecanoic acid 19.374 7.7 ng 740843 5 21.398 1914430 20.0
E-7-Octadecene 21.098 2.7 ng 256898 5 21.398 1914430 20.0
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