LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc . PEZOMETER-200

ALS Vvial : 15 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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44744.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 298 304 319 rVB 340381 564695 7.16% 1.343%
2 5.310 371 378 392 rBV 1027263 1718051 21.79% 4.087%
3 6.869 635 643 654 rBV 580520 1003213 12.72% 2.387%
4 7.687 775 782 789 rBV 765165 1237335 15.69%  2.943%
5 8.775 959 967 972 rBV 60314 100154 1.27% 0.238%

6 8.851 972 980 991 rBV 2300849 3900167 49.47% 9
7 9.040 993 1012 1019 rVV 755418 2481116 31. 5
8 9.292 1050 1055 1061 rwV 53792 84982 1.08% 0.202%
9 9.351 1061 1065 1073 rVB 80035 129712 1 0
9.857 1147 1151 1158 rVB2 60700 113169 1 0

11 10.257 1212 1219 1229 rBV2 102466 212153 2.69% ©.505%
12 10.463 1242 1254 1269 rBV 938171 1659779 21.05%  3.948%
13 12.945 1669 1676 1689 rBV 5064773 7585551 96.21% 18.045%
14 13.551 1769 1779 1785 rBV 106136 188847 2.40%  ©0.449%
15 14.327 1904 1911 1922 rBV 1197739 1782862 22.61% 4.241%

16 14.986 2016 2023 2032 rBV 489463 716082  9.08%
17 15.298 2070 2076 2085 rBV 104091 201761 2.56%
18 15.827 2159 2166 2180 rBV 2272386 3394128 43.05%
19 15.951 2182 2187 2193 rBV 61433 107849 1.37%
20 17.080 2373 2379 2390 rBV 1246535 1838090 23.31%

AO OO R
()
N
N
R

21 17.992 2529 2534 2545 rBV 343577 549477 6 1
22 19.286 2749 2754 2763 rBV 224979 369252 4 0
23 19.427 2775 2778 2783 rVB 77547 87060 1.10% 0.207%
24 19.545 2795 2798 2805 rVB 74615 100676 1 0
25 19.727 2823 2829 2838 rBV 6183237 7883966 100. 8

26 21.015 3045 3048 3053 rVB 102386 122444 1.55% 0.291%
27 21.280 3088 3093 3099 rBV 1503672 1919795 24.35% 4.567%
28 23.521 3468 3474 3485 rVB 1016195 1983948 25.16% 4.720%

Sum of corrected areas: 42036314
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 22 Mar 2024 20:52
: MA/JU
. P1788-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
BM044744.D

PEZOMETER-200

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM044744.D\data.ms

8.851

5.310
7.687 9.040 10.463

6.869
4.875
I /\ 8.7/15/ | 92881 9.85710.25
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350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Time-->
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0
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Time-->
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4000000
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TIC: BM044744.D\data.ms

21.280
23.521

21.015

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.875 9.13 ng 564695 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 304 (4.875 min): BM044744.D\data.ms (-298) (-) m/z 43.00 100.00%

43.0
5000
101.0 R E e e RRREEE N
‘ ‘ 4.60 4.80 5.00 5.20
ol o ) 1827 2209 2830 ./, 58.95  56.60%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I BN R
4.60 4.80 5.00 5.20
m/z 101.00 20.06%
‘ 101.0
1\3"(\)”‘f‘ ‘\h‘ ‘ ‘\ 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 #4528: 2,3-Butanedione, monooxime
43.0
AR ARaEEEEE T
4.60 4.80 5.00 5.20
5000 m/z 58.00 14 .49%
101.0
30 L
m/iz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester BB ARRESEEEE S
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.79%
5000
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc . PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.040 40.10 ng 2481120 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
4 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
5 Methyl 2,3,4-tri-0O-methyl-6-deox... 220 C10H2005 072983-16-5 53

Abundance Scan 1012 (9.040 min): BM044744.D\data.ms (-993) (-) m/z 73.00 100.00%

73.0
5000

e
16.0 8.80 9.00 9.20 9.40

J 2070 2809 885! /7 87.95  82.67%

mi/z--> 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0

5000 e
8.80 9.00 9.20 9.40

m/z 41.00 35.90%

# ‘ 1160
\\H\\h““\}\‘\ \“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #9193: Acetic acid, diethyl-
.0 88.0
8.80 9.00 9.20 9.40
5000 ITIZ 57.05 32.73%
S //\

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

Abundance #24164:2—EthyL4—metthentanok:add T
73.0 8.80 9.00 9.20 9.40

m/z 55.00 23.67%

5000
L e
L h I

m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.257 2.56 ng 212153  Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 53
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53

Abundance Scan 1219 (10.257 min): BM044744.D\data.ms (-1212) (- m/z 56.95 100.00%
57.

0
5000

| ‘ 87‘-0 1320 2069 10.00 10.50
m_‘m,‘!uwwlmJM‘HH_m_Mw_m_m m/z 44.95 97.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = s
29.0 10.00 10.50

m/z 40.95 39.67%

‘ 87.0
\\\‘\‘H“\‘\"‘H‘\\ H\\‘1‘\“\“\‘\\}‘\\\\‘]\.:\3\2\"0\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-

57.0

T T
10.00 10.50

5000 m/z 74.95  20.30%
87.0
29.0
T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0 10.00 10.50

m/z 56.00 17.10%

5000

=

29.0
‘ ‘ 87.0
M L, \‘ ‘

] Y
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc . PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.551 2.12 ng 188847  Acenaphthene-di10 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 90
2 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 062691-05-8 47
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 43
4 Cyclopentaneundecanoic acid, met... 268 C17H3202 025779-85-5 38
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 38

Abundance Scan 1779 (13.551 min): BM044744.D\data.ms (-1769) (- m/z 74.00 100.00%
74.0

41.0
5000

.

143.0 A gl
13.50

192.8220.9 m/z 55.00  84.09%

m/z--> 20 40 60 80 100120140 160 180 200220240
Abundance #60453: Nonanoic acid, 9-oxo-, methyl ester
74.0
111.0
143.0

5000 T

41.0 13.50

m/z 86.95 68.75%
MLHH”LM

. 171.0
\H‘\H\‘H\\‘\\\

m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #143592: Tetradecanoic acid, 12-methyl-, methyl ester, (

74.0 /\

USRS
13.50
5000l 430 m/z 41.00  60.27%
1430 1990
‘H"m‘MH!m‘w“,“mm‘%‘lﬁ'?‘m‘_"‘,"H‘W‘WJ?ET:P‘%&??’,'F
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #60746: Decanoic acid, methyl ester —r— ‘
74.0 13.50

m/z 43.00 52.34%

5000
43.0 143.0
101.0

15'0\\ \H ‘\“ ‘H Wl | ‘\ 186.0

7
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Nonanedioic acid, monomethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.986 8.03 ng 716082  Acenaphthene-di10 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanedioic acid, monomethyl ester 202 C10H1804 002104-19-0 91
2 Nonanedioic acid, dimethyl ester 216 C11H2004 001732-10-1 50
3 Ethyl hydrogen sebacate 230 C12H2204 1010342-39-1 38
4 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 27
5 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 22
Abundance Scan 2023 (14.986 min): BM044744.D\data.ms (-2016) (- | m/z 73.95 100.00%
74.0
152.0
5000 41.0
111.0
==
L
M I L) 1850 2209 2824 0 55 g 96.03%
miz-> 50 100 150 200 250
Abundance #77343: Nonanedioic acid, monomethyl ester
74.0 152.0
5000 L
41.0 111.0 15.00
‘ m/z 152.00 56.63%
H‘M‘H\‘\ mluh‘\‘nh‘n\“‘ “\‘ L‘840 T
m/z--> 50 100 150 200 250
Abundance #93808: Nonanedioic acid, dimethyl ester
55.0
A A
1520 / 411350 49,929
m/z . . 0
5000 111.0
185.0
;“\, il ‘\h‘w\\u a4
miz--> 50 100 150 200 250
Abundance #111118: Ethyl hydrogen sebacate T
74.0 15.00
41.0 m/z 83.10  45.53%
5000
138.0 185.0
07.0
L =
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Azelaic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.298 2.26 ng 201761  Acenaphthene-di10 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azelaic acid 188 C9H1604 000123-99-9 91
2 7-Octenoic acid 142 C8H1402 018719-24-9 25
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 11
4 5-Hexenoic acid 114 C6H1002 001577-22-6 11
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 11

Abundance Scan 2076 (15.298 min): BM044744.D\data.ms (-2070) (+ | m/z 55.00 100.00%
=i

)

5000 84.0 152.0
15.00 15.50
,**92069,280( m/z 60.00 67.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #63320: Azelaic acid
55.0

F

5000
15.00 15.50

m/z 83.00 59.23%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22615: 7-Octenoic acid
55.0
= s
15.00 15.50
5000 m/z 41.00 56.42%
96.0
125.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3775: 2-Pentene, 2,4-dimethyl- R —
55.0 15.00 15.50
m/z 44.95 49.42%
5000
98.0
W
‘,,“‘,““,“ = 5
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\

Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: 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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.992 5.98 ng 549477  Phenanthrene-d10 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Tetradecanoic acid
4 Octadecanoic acid

5 Pentadecanoic acid

256 C16H3202
214 C13H2602
228 C14H2802
284 C18H3602
242 C15H3002

000057-10-3 99
000638-53-9 93
000544-63-8 93
000057-11-4 87
001002-84-2 80

Abundance Scan 2534 (17.992 min): BM044744.D\data.ms (-2529) (- m/z 73.00 100.00%
73.0
5000
128.9
R
39,0 ‘ 171.1 2131 256.1 18.00
W ‘ b8 m/z 59.95  90.91%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LT
18.00
171.0 213.0 256.0 m/z 43.00 88.80%
4 ‘1‘”“\“}\"\\‘\‘\“\“\‘\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
—
18.00
5000 129.0 m/z 41.00 72.51%
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T
73.0 18.00
m/z 55.00 68.73%
5000
129.0
29. 185.0 228.0
‘u‘u“ I ‘ML‘H} ‘\ | \‘m‘\ “\‘ \‘ — ——
m/z--> 50 100 150 200 250 300 18.00

8270-BM@31324.M Mon Mar 25 13:15:09 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc . PEZOMETER-200

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.286 3.85 ng 369252  Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 2754 (19.286 min): BM044744.D\data.ms (-2749) (- m/z 43.00 100.00%
5000 129.0 NJL\M
185.1 241.1 —r ——
‘ ‘ 284.1 3420 19.00 19.50
bt Lokt ada L 8420 0 73 00 98.34%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 — ——
185.0 241.0 19.00 19.50
m/z 60.00 87.48%
“w‘ “MMMMW““LH‘hH‘MJ‘M ‘ﬂ“““"
miz--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
e s
19.00 19.50
5000 129.0 m/z 55.00 77 .74%
‘ 199.0 242 0
‘ !
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— —
73.0 19.00 19.50
m/z 57.10 76.13%
5000 129.0
185.0
29. H 228 0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44744.D

Acqg On : 22 Mar 2024 20:52

Operator : MA/JU

Sample : P1788-01

Misc . PEZOMETER-200

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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-Pentanone, 4-... 4.875 9.1 ng 564695 1 7.687 1237340 20.0
Hexanoic acid, ... 9.040 40.1 ng 2481120 1 7.687 1237340 20.0
Ethanol, 2-(2-b... 10.257 2.6 ng 212153 2 10.463 1659780 20.0
Nonanoic acid, ... 13.551 2.1 ng 188847 3 14.327 1782860 20.0
Nonanedioic aci... 14.986 8.0 ng 716082 3 14.327 1782860 20.0
Azelaic acid 15.298 2.3 ng 201761 3 14.327 1782860 20.0
n-Hexadecanoic ... 17.992 6.0 ng 549477 4 17.080 1838090 20.0
Octadecanoic acid 19.286 3.9 ng 369252 5 21.280 1919800 20.0
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