LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc : MANHOLE-119-KEARNY

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_ F\Methods\8270-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139600.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 3 12 18 rVB 4889035 8710067 100.00% 30.957%
2 5.075 498 507 516 rVB 63613 105785 1.21% 0.376%
3 5.481 570 576 586 rBV 1215033 1578971 18.13% 5.612%
4 6.492 742 748 756 rBV 830653 1071342 12.30% 3.808%
5 6.863 806 811 816 rBV 480287 584079 6.71% 2.076%

6 7.428 897 907 912 rBV 1539320 2135140 24.51% 7.589%
7 8.145 1020 1029 1038 rBV 609752 779125 8.95%  2.769%
8 9.222 1206 1212 1217 rBV 2779176 3614537 41.50% 12.847%
9 9.898 1322 1327 1331 rBV 674485 904091 10.38%  3.213%

9.933 1331 1333 1337 rVB 242095 244926 2.81% 0.871%

11 10.616 1444 1449 1455 rVB 108081 136924  1.57%
12 10.692 1455 1462 1467 rBV 1722033 2283880 26.22%
13 11.386 1575 1580 1587 rVB 710702 887479 10.19%
14 11.910 1664 1669 1676 rBV 257028 396118  4.55%
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15 12.698 1798 1803 1814 rBV 83719 139256 1.60% 495%

16 12.974 1844 1850 1855 rBV 2517718 3346019 38.42% 11.892%

17 13.880 1999 2004 2015 rBV 61161 127064 1.46% 0.452%

18 14.027 2023 2029 2035 rBV 454845 590107 6.77% 2.097%

19 15.498 2273 2279 2291 rVB 317117 500787 5.75% 1.780%
Sum of corrected areas: 28135697
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc : MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139600.D\data.ms
.163
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Abundance TIC: BF139600.D\data.ms
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3000000 9.292
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Abundance TIC: BF139600.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\

Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1

R.T. EstConc Area Relative to ISTD R.T.
2.163 298.25 ng 8710070 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 12 (2.163 min): BF139600.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 J/\
S
‘ J 88.0 2.202.302.402.502.60
Ol ooy il B8L Ll 880 h/z 43.10  45.23%
miz--> 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 UL IR L L B R
43.0 2.202.302.402.502.60
‘ m/z 55.10 31.77%
27.0 88.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
N RRRERRRREEE
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.08%
39
0 ‘ \ ‘H‘ 88.0  112.0 129.0
“““““ “““ ““,‘ L e
m/iz--> 20 40 80 100 120
Abundance #2246.Suane,teUanKthL R AR e EaRaa
73.0 2.202.302.402.502.60
m/z 41.05 15.17%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 880
R - ‘,““ I amana o e T T
m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc : MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.075 3.62 ng 105785 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 507 (5.075 min): BF139600.D\data.ms (-498) (-) m/z 43.05 100.00%

43.0
5000 59.1
AP T
| 6.0 1011 4.80 5.00 5.20 5.40
Obrrrrrerrrrereprer bl ey iaer et M/Z 59.1@ 51.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I B LA AL
59.0 4.80 5.00 5.20 5.40
m/z 101.10  14.90%
15.0 101.0
0 ‘ 2%\ Ll | 830 | ‘
H\‘HH‘H\I‘HH[\H\‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl! t-butyl ether
59.0
e RARES
4.80 5.00 5.20 5.40
m/z 58.10 14.38%
5000 41.0 101.0 /
27.0
ol 140 ﬂw\ Ul 730870 | 1170
R o R ERAGARAREE EE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9479: 2-Hexanol, 2-methyl- A Ra e RRREERE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.85%
5000
410 101.0
27.0 '
M S AT S AN NSO B VY, A Y P2 A V2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc : MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.616 3.03 ng 136924  Acenaphthene-di10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 62
3 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 50
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
Abundance Scan 1449 (10.616 min): BF139600.D\data.ms (-1444) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.0
‘ | 152.1 | 10 50 11 000
O e et e e S el m/z 77.05 69.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000
10 50 11 00
51.0 m/z 182.10  53.17%
152.0
O\\\\‘\‘\H“\\‘\\’H\”1“\\H‘\\\\’H\\‘\\‘1‘\‘\\\\"1\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
— —
77.0 183.0 1050 11.00
5000 51.0 m/z 51.85 33.62%
‘\ m‘ ‘ 154.0 ‘
Ol el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112585: Methyl 2-benzoyl-4-cyanobutanoate
105.0 10 50 11 00
m/z 50.00 10.39%
5000 77.0
51.0
0 H ) ‘ | 1330 17302000 2310
e i Mt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.910 8.93 ng 396118 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1669 (11.910 min): BF139600.D\data.ms (-1664) (- m/z 43.10 100.00%
43.1 731
5000
129.0
213.2 T
157.1185.2 12.00
0“WH‘“W‘ m/z 60.00 89.97%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 73.10 87.33%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
—=
12.00
5000 129.0 m/z 41.10 79.75%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.05 75.68%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.698 3.14 ng 139256  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87

Abundance Scan 1803 (12.698 min): BF139600.D\data.ms (-1798) (- m/z 43.10 100.00%

43.1
73.0
5000

T
12.50 13.00
0 m/z 73.05 80.23%

m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0

5000 T 7
129.0 12.50 13.00
' 284.C m/z 57.10 79.04%

‘ 1850 9410
01‘2-9‘\‘ ‘;“‘M H “M u‘h‘h M‘\} N - L \‘ - “ ks
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid

43.0 73.0

T
12.50 13.00

5000 129.0 m/z 60.00  74.84%
199.0 2420
0 : HJ ‘H‘u‘ h!‘ | ] “‘\ ‘1‘15‘3-“0; “‘ TEEE E
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid = =
73.0 12.50 13.00
43.0 m/z 55.85  72.88%
5000 129.0
185.0
M 228.0
0 ““ H‘“H‘w‘ Il \\h\‘\‘ ;M‘\‘h; “ a \“ A “‘ e —— ——
m/z--> 50 100 150 200 250 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
BF139600.D

Oct 2024 12:10

: RC/JU
. P4194-01

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

MANHOLE-119-KEARNY

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.31 ng 127064  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2004 (13.880 min): BF139600.D\data.ms (-1999) (- m/z 43.10 100.00%
43.1
5000 MAMM
— ——
“ ‘ | JT 0 2010 248.3 13.50 14.00
0 H‘\\‘H hu\u\“m\h L BT it m/z 57.05 96.87%
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 — ——
11.0 13.50 14.00
m/z 55.10 86.53%
osd | 4] | |ll1540 21002550 gse0
\\\\‘ \\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
— ——
13.50 14.00
5000 110 m/z 83.05 64.25%
oL {4l u \\ 158.0196.0236.0 283.0 334.0
i A
m/iz--> 50 150 200 250 300 350
Abundance  #307572: HemaﬂumeUWHcacm n-tetradecyl ester “ —
57.0 13.50 14.00
m/z 69.10 62.31%
5000 11.0
1690
dsaLLLLLLL, T amo sy ol
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139600.D

Acqg On : 02 Oct 2024 12:10

Operator : RC/JU

Sample : P4194-01 :
Misc : MANHOLE-119-KEARNY

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.163 298.3 ng 8710070 1 6.863 584079 20.0
2-Pentanone, 4-... 5.075 .6 ng 105785 1 6.863 584079 20.0
Benzophenone 10.616 3.0 ng 136924 3 9.898 904091 20.0
n-Hexadecanoic ... 11.910 8.9 ng 396118 4 11.386 887479 20.0
Octadecanoic acid 12.698 3.1 ng 139256 4 11.386 887479 20.0
Pentafluoroprop... 13.880 4.3 ng 127064 5 14.027 590107 20.0
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