LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc : HINCHMAN-OILY-WATER

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_ F\Methods\8270-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140370.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 572 578 589 rVB 2033930 2841088 4.54% 0.869%
2 6.504 743 750 761 rBV 1708704 2703681 4.32% 0.827%
3 6.869 808 812 816 rBV 518493 654729 1.05% 0.200%
4 7.269 874 880 893 rVB 1179454 1661050 2.65% ©.508%
5 7.434 897 908 911 rBV 1697775 2622109 4.19% 0.802%
6 7.481 911 916 922 rVB 2685127 3606644 5.76% 1.103%
7 7.698 944 953 962 rVB3 297378 800312 1.28%  0.245%
8 8.075 1011 1017 1023 rBv4 296817 649021 1.04% 0.199%
9 8.134 1023 1027 1029 rBV 653311 950345 1.52% 0.291%
106 8.181 1031 1035 1038 rBV 2202891 2485585 3.97% 0.760%
11 8.316 1052 1058 1063 rBV 2411416 3519268 5.62% 1.076%
12 8.586 1098 1104 1113 rBV2 865594 1947497 3.11% 0.596%
13 9.169 1199 1203 1208 rBV2 633942 999383 1.60% 0.306%
14  9.228 1208 1213 1220 rBV 2631121 3839693 6.13% 1.174%
15 9.304 1220 1226 1230 rBV3 1964038 3256379 5.20% 0.996%
16 9.416 1237 1245 1248 rBV4 1000509 2749967 4.39% 0.841%
17 9.486 1249 1257 1260 rBV4 6046657 16208027 25.87% 4.958%
18 9.586 1271 1274 1284 rVB2 3502161 6403370 10.22% 1.959%
19 9.745 1292 1301 1303 rBV4 10906614 26683143 42.59% 8.162%
20 9.910 1322 1329 1334 rBV 7744865 19580605 31.26% 5.989%

21 10.039 1342 1351 1353 rBV4 4206857 12222337 19.51% 3.738%
22 10.333 1383 1401 1406 rBV 12291163 62647298 100.00% 19.162%
23 10.769 1468 1475 1480 rBV2 7575284 17468822 27.88% 5.343%
24 10.886 1491 1495 1499 rVB 3365920 4497406 7.18% 1.376%
25 11.269 1557 1560 1565 rVB2 2159480 2935721 4.69% ©0.898%

26 11.369 1574 1577 1583 rVB 1954816 2476350 3.95% 0.757%
27 11.810 1648 1652 1656 rBV 3765591 5515044 8.80% 1.687%
28 12.227 1719 1723 1729 rVB 2804748 3873272 6.18% 1.185%
29 12.398 1748 1752 1758 rBV 4021455 6599544 10.53% 2.019%
30 13.039 1858 1861 1870 rVB3 2153078 3503480 5.59% 1.072%
31 13.404 1917 1923 1929 rBV 5492855 11906457 19.01%  3.642%
32 13.751 1979 1982 1987 rVB4 1996586 2804023 4.48% 0.858%
33 14.327 2074 2080 2087 rBV3 5036627 11929346 19.04% 3.649%
34 14.633 2127 2132 2138 rVB4 2955443 6974717 11.13%  2.133%
35 14.868 2169 2172 2178 rVB4 2796173 4857659  7.75%  1.486%

36 14.933 2179 2183 2185 rBV2 1612978 2463987 3.93% 0.754%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc : HINCHMAN-OILY-WATER

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_ F\Methods\8270-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.127 2213 2216 2223 rVB 1961018 3176358 5.07% 0.972%
38 15.227 2224 2233 2238 rBV 6859534 15854908 25.31% 4.850%
39 15.598 2290 2296 2303 rBV2 2327096 4875430 7.78% 1.491%
40 15.904 2343 2348 2361 rVB 1919396 4476966 7.15% 1.369%
41 16.427 2425 2437 2458 rBV 5179688 17180919 27.42% 5.255%
42 16.980 2523 2531 2549 rBV 1404098 4507165 7.19% 1.379%

43 18.227 2729 2743 2780 rBV 2148368 10023480 16.00% 3.066%

Sum of corrected areas: 326932585
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\

: BF140370.D

: 14 Nov 2024 18:51

: RC/JU

: P4791-02 .
HINCHMAN-OILY-WATER

6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF140370.D\data.ms

7.481

7.26Z)'4 4
6.869 76

5.493 6.504

Time-->

AN\
L L L I B L I L L L L L B L L L B B L L L L BN N AL B

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF140370.D\data.ms
10.833

9.745 10.769

9.910
11.810

12.398

10.089

0.886 11.269

9.486

9586

0
Time-->

— — — — — — 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF140370.D\data.ms

14.327
404

15.227

13.751 14.633

Time-->

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.269 50.74 ng 1661050 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 90
2 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 83
3 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 64
4 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 47
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 47
Abundance Scan 880 (7.269 min): BF140370.D\data.ms (-874) (-) m/z 59.10 100.00%
59.1
5000 Jt
R R e S RARERES aa
% ‘ 83.1 123.1 7.00 7.20 7.40 7.60
Ol BTR b 12470 20710 4, 43,05 22.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 L B R B L LR BRI
7.00 7.20 7.40 7.60
m/z 55.05 21.75%
83.0 123.0
0 \\\‘2\‘9\“.\()\““\\\‘wi\h”‘\\“”f\\f‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32957: 2-Octanol, 2-methyl-6-methylene-
59.0
R S Anan
7.00 7.20 7.40 7.60
5000 m/z 41.10 16.36%
83.0
‘ | 123.0
S 1 T T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48846: 1,8-Nonanediol, 8-methyl- R e R
59.0 7.00 7.20 7.40 7.60
m/z 67.10 10.70%
5000
0 \‘ M . 8?\’0 . 123'0 159.0
e e N e Rmaas SR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.698 16.84 ng 800312  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 50
2 Pentadecafluorooctanoic acid, de... 554 C18H21F1502 1000406-04-0 47
3 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 47

4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46
5 Hexyl octyl ether 214 C14H300 017071-54-4 38

Abundance Scan 953 (7.698 min): BF140370.D\data.ms (-944) (-) m/z 43.10 100.00%

43.1

-

5000
SRS
‘ 7.1 7.40 7.60 7.80 8.00
of bbbl 7 m/z 41.10  78.88%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
5000 UL L B I B A L
7.40 7.60 7.80 8.00
m/z 69.10 77 .35%
0 210/ | I‘\ | 1400
\\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #344046: Pentadecafluorooctanoic acid, decyl ester

.

43.0
 AARAERaEEREE
7.40 7.60 7.80 8.00
5000 ITI/Z 55.10 66.62%
7.0
o n‘ L)) 19702100 2810 3600 ass.
- A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15699: 1-Heptanol, 4-methyl- ARRAREEEEERE RS
41.0 7.40 7.60 7.80 8.00
m/z 57.10 57.40%
5000
Ll L3:s
O A e e e e e SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\

Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 3 Ethanol, 2-phenoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.316 74.06 ng 3519270  Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 94
2 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
3 2-Vinylfuran 94 C6H60 001487-18-9 47
4 Phenol 94 C6H60 000108-95-2 47
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 47
Abundance Scan 1058 (8.316 min): BF140370.D\data.ms (-1052) (-) m/z 94.05 100.00%
94.0
5000 A¥J\
66.0 138.0 T T T T T T T T T
391‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
Obrer ety it m/z 77.05 31.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000 800820840860
138.0 : : : :
390 66.0 m/z 138.00 25.07%
O\\1\5\‘\‘\“\\‘i‘\‘\“\\“\“\\\‘\\\‘\‘\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0
e AREmEEESSE
430 8.00 8.20 8.40 8.60 .
5000 m/z 66.05 17.44%
0 \H T | 1210 1490 1930
“H“H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2911: 2-Vinylfuran “_““‘H““H,““
94.0 8.00 8.20 8.40 8.60
m/z 95.10 15.50%
5000 65.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\

Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 4 Cyclodecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.586 40.99 ng 1947500  Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 93
2 Cyclooctane 112 C8H16 000292-64-8 91
3 Cyclopropane, pentyl- 112 C8H16 002511-91-3 72
4 1-Octanol 130 C8H180 000111-87-5 72
5 Cyclopropane, octyl- 154 C11H22 001472-09-9 72
Abundance Scan 1104 (8.586 min): BF140370.D\data.ms (-1098) (-) m/z 55.10 100.00%
55.1
5000 e W
R R R
‘ 1121 8.20 8.40 8.60 8.80 9.00
0 35, AL 1800 1781 o se 10 83.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20646: Cyclodecane
55.0
83.0
5000 LR RN R
8.20 8.40 8.60 8.80 9.00
29.0 1110 1400 m/z 41.10 78.72%
O' \\‘1"\\“\\‘\\\\1\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7496: Cyclooctane
56.0
e R
112.0 8.20 8.40 8.60 8.80 9.00
5000 830 m/z 70.10  70.41%
27.0
0 B N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7559: Cyclopropane, pentyl- R SR EERREE R RS
56.0 8.20 8.40 8.60 8.80 9.00
m/z 43.10 70.04%
5000
83.0
112.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc : HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1-Undecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.745  27.25 ng 26683100  Acenaphthene-di1e 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecanol 172 C11H240 000112-42-5 91
2 1-Dodecanol 186 C12H260 000112-53-8 91
3 Cyclododecane 168 C12H24 000294-62-2 91
4 Carbonochloridic acid, decyl ester 220 C11H21C102 055488-51-2 91
5 2-Butenedioic acid (Z)-, monodod... 284 C16H2804 002424-61-5 90
Abundance Scan 1301 (9.745 min): BF140370.D\data.ms (-1292) (-) m/z 55.10 100.00%
55.1
83.1
5000
111.1
—— —
140.2 165 5 9.50 10.00
0 b TR 19622222 s 41 10 89.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47365: 1-Undecano
69.0
43.0
97.0
5000 —r— ——
9.50 10.00
126.0 m/z 43.10 82.94%
O \\\‘\‘\H\\“‘}\\ 1540‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61045: 1-Dodecanol
55.0
83.0 1 T
9.50 10.00
m/z 69.10 81.96%
5000 29.0
111.0
140.0
o h | 1680
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43471: Cyclododecane T —
55.0 9.50 10.00
83.0 m/z 70.10 74.71%
5000
29.0 111.0
‘ 140.0 168.0
0! H‘_‘1‘_m}‘leu_www S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1-Dodecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.333  63.99 ng 62647300  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 91
2 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 91
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
5 1-Tridecene 182 C13H26 002437-56-1 89

Abundance Scan 1401 (10.333 min): BF140370.D\data.ms (-1383) (- m/z 55.10 100.00%
55.1
83.1

5000

111.2

‘ . 10.00 1050
Ol H_wm‘wm,““““‘153‘2“2”2‘9‘7‘3“_” m/z 69.10 87.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61049 1-Dodecano

43.0
5000 — —
10.00 10.50
m/z 41.10 83.13%
1400
Il \ 168.0
‘\\\\’ \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #211361: Dichloroacetic acid, tridecyl ester
43.0

10.00 10.50
97.0 o
5000 m/z 83.10 82.72%
1250

m/z--> 20 40 60 80 100 120 140 160 180 200 220

%

%

o

%

o

o

Abundance #92356: 1-Tetradecanol

55. 10.00 10.50

3.0 m/z 43.10  78.43%
50001 29.0
111.0
L 00 1989 105
‘H‘W‘H “w‘H‘_‘H,H‘W‘H‘M‘H‘H‘W‘H — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 3(N,N-Dimethylmyristylammon... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.886 36.32 ng 4497410  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 83
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 78
3 Dimethyl palmitamine 269 C18H39N 000112-69-6 64
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 43
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 40
Abundance Scan 1495 (10.886 min): BF140370.D\data.ms (-1491) (- m/z 58.10 100.00%
58.1
5000 /t
— ——
2413 10.50 11.00
obrreph 1142 1711 4192811 m/z 59.10  4.29%
miz--> 50 100 150 200 250 300 350
Abundance #272499: 3(N,N-Dimethylmyristylammonio)propanesulfor
58.0
5000 — —
10.50 11.00
m/z 41.10 2.87%
ol50 4 . 1220 1800 2410 362,
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
— —
10.50 11.00
5000 m/z 42.10 2.66%
ol5.0 , | . 114.0156.0 241.0 MA/\M
I e L e e A
m/z--> 50 100 150 200 250 300 350
Abundance #159767: Dimethyl palmitamine — ——
58.0 10.50 11.00
m/z 241.30 1.54%
5000
0 L, 114.0156.0 269.0
e B an S e P ;
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF111324.M Fri Nov 15 15:43:52 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknownll.269 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.269 23.71 ng 2935720  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol monododecyl ether 274 C16H3403 003055-93-4 47
2 Methoxyacetic acid, 2-tridecyl e... 272 C16H3203 1000282-04-5 43
3 Acetaldehyde, di-sec-butyl acetal 174 C1OH2202 005314-41-0 35
4 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 35
5 10-Methylnonadecane 282 C20H42 056862-62-5 30
Abundance Scan 1560 (11.269 min): BF140370.D\data.ms (-1557) (- m/z 45.10 100.00%
48.1
— —
‘ 1382 11.00 11.50
Obrrrrree b i L gy 717 171.2202.2232.2 2745 s7 1 79.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #166178: Diethylene glycol monododecy! ether
57.0
5000 T j '
11.00 11.50
97.0 m/z 43.10 66.65%
o 127.0 166.0 199.0 2430
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #163697: Methoxyacetic acid, 2-tridecyl ester
57.0
— —
11.00 11.50
5000 m/z 85.10 48.59%
27.0
99.0 183.0
b 00, 110 10 90
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48862: Acetaldehyde, di-sec-butyl acetal T —
45.0 101.0 11.00 11.50
m/z 71.10 44.91%
5000
159.0
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50

8270-BF111324.M Fri Nov 15 15:43:54 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzene, (1-methylundecyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.369 20.00 ng 2476350  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 90
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 81
3 Benzene, (1-methylnonyl)- 218 C1l6H26 004537-13-7 64
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 64
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 59
Abundance Scan 1577 (11.369 min): BF140370.D\data.ms (-1574) (- m/z 105.10 100.00%
105.1
11‘06 El.l‘Sd
246.3 : :
41.1
ol T3 Ll 1471 1832214271 7 2793 /5 166,10 13.60%
miz--> 50 100 150 200 250
Abundance #131094: Benzene, (1-methylundecyl)-
105.0
5000 = —
11.00 11.50
m/z 91.10 11.15%
246.0
0 550 | | 1470 189.0 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
— ——
11.00 11.50
5000 m/z 246.30 6.74%
232.0
0 650, | | 1470 1900
— =
m/iz--> 50 100 150 200 250
Abundance #96886: Benzene, (1-methylnonyl)- T —
105.0 11.00 11.50
m/z 104.10 5.04%
) MJM
218.0
0 \\4]‘_\:0 71‘9 ‘ \\‘ 147'0 ‘
e P P
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF111324.M Fri Nov 15 15:43:56 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 10 Benzene, (1-methyldodecyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.810 44.54 ng 5515040  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 81
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 72
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
4 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 64
5 Hydratropic acid, butyl ester 206 C13H1802 1000415-06-0 40

Abundance Scan 1652 (11.810 min): BF140370.D\data.ms (-1648) (- m/z 105.10 100.00%

105.1
5000
1150 12,00
411 2603 . .
Ol i T34 ““ SAArl 1982 1 2924 4/7 106.10  14.28%
miz--> 50 100 150 200 250 300
Abundance #148575: Benzene, (1-methyldodecyl)-
105.0
5000 = —

11.50 12.00
m/z 91.10 11.55%

o 69.9 | “\ 147.0 190.0 260.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #96886: Benzene, (1-methylnonyl)-

105.0

—
11.50 12.00
5000 m/z 260.30 6.40%

218.0
LA e T
m/z--> 50 100 150 200 250 300
Abundance #131090

: Benzene, (1-methylundecyl)- — T
105.0 11.50 12.00

m/z 104.10 4.99%

) M
410 \\ 1470 207.0 246.0

oL e — —
miz--> 50 100 150 200 250 300 11.50 12.00

o

8270-BF111324.M Fri Nov 15 15:43:57 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc : HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 11 Benzene, (1-methyltridecyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.227 31.28 ng 3873270  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 83
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 53
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53
4 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 53
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 53

Abundance Scan 1723 (12.227 min): BF140370.D\data.ms (-1719) (- m/z 105.10 100.00%

105.1
5000

=
274.3 12.00 12.50
|

411 .
o At L w2 az2 T sier o ie6.10  14.07%
miz--> 50 100 150 200 250 300
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 R

T
12.00 12.50
m/z 91.10 12.17%

274.0
o 410 1] 1470 189.0 2310 7
\\\\‘\\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #96886: Benzene, (1-methylnonyl)-
105.0

T
12.00 12.50

5000 ITI/Z 274.30 6.02%
218.0
o Mo ) NN £ s G
mlz--> 50 100 150 200 250 300
Abundance #131094: Benzene, (1-methylundecyl)- T —
105.0 12.00 12.50

m/z 104.10 5.08%

B M
246.0
550 | | 1470 189.0 |

Ol TP e ST Y — —
miz--> 50 100 150 200 250 300 12.00 12.50

8270-BF111324.M Fri Nov 15 15:43:58 2024

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 12 2-{2-[2-(Hexyloxy)ethoxylet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.398 53.30 ng 6599540  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-{2-[2-(Hexyloxy)ethoxy]ethoxy}... 234 C12H2604 025961-89-1 72
2 Hexaethylene glycol 282 C12H2607 002615-15-8 62
3 Tetraethylene glycol 194 C8H1805 000112-60-7 53
4 Pentaethylene glycol 238 C10H2206 004792-15-8 53
5 Heptaethylene glycol 326 C14H3008 005617-32-3 52
Abundance Scan 1752 (12.398 min): BF140370.D\data.ms (-1748) (- m/z 45.10 100.00%
4!:
5000 89.1
= —
H 138.2 84.2 12.00 12.50
A | Lo b 1842 254220133310 .. 57,10  61.10%
m/z--> 50 100 150 200 250 300
Abundance  #115775: 2-{2-[2-(Hexyloxy)ethoxy]ethoxy}ethanol
45.0
5000 — ——
89.0 12.00 12.50
m m/z 43.10  48.02%
0 T \H‘\‘ \“ ‘HM \“‘\ }MH‘ ‘\ ‘\ \“ ‘\ \2.\0\ ‘ L ‘ T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #175222: Hexaethylene glycol
45.0
— ——
12.00 12.50
m/z 89.10 45.70%
5000 89.0 /
133.0
ol dibwd T 1980 2300
m/iz--> 50 100 150 200 250 300
Abundance #69770: Tetraethylene glycol = —
45.0 12.00 12.50
m/z 71.10 32.54%
5000
89‘0 133.0
oA — —
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF111324.M Fri Nov 15 15:43:59 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 13 Hexaethylene glycol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.404 19.96 ng 11906500  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 72
2 Pentaethylene glycol 238 C10H2206 004792-15-8 64
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 64
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 64
5 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 64
Abundance Scan 1923 (13.404 min): BF140370.D\data.ms (-1917) (- m/z 45.10 100.00%
48.1
89.1
5000
1350
138.2 :
189.2
- ; ‘M\ bt 232 3018 3724 n/z 89.10  63.40%
m/z--> 50 100 150 200 250 300 350
Abundance #175224: Hexaethylene glycol
45.0
89.0
5000 U
13.50
133 0 ITI/Z 57.10 42 .24%
O T ‘\h‘\ \“““\ “H h ‘H‘\ \‘ \‘ T ‘]\-7\5\\0‘ T \2\5‘2\9 T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #120151: Pentaethylene glycol
45.0
——
89.0 13.50
5000 m/z 43.10 40.08%
133.0
ol d s, “‘ bt 702390 W
m/z--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth T
45.0 13.50
m/z 85.10  26.55%
89.0
5000
133.0
N | 17705210 28303070
A S e e T ——
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF111324.M Fri Nov 15 15:44:01 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02

Misc

ALS vial : 6 Sample Multiplier: 1

HINCHMAN-OILY-WATER

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 14 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.327 20.00 ng 11929300  Chrysene-di12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 72
2 Hexaethylene glycol 282 C12H2607 002615-15-8 62
3 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 59
4 1,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 59
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 58

Abundance Scan 2080 (14.327 min): BF140370.D\data.ms (-2074) (- m/z 45.10 100.00%
451
- MJLJW
= —
‘ ‘ H 13‘3'1 1650 287.3 14.00 14.50
0 \H\“““l‘hwl“‘\‘“““;‘d\‘\"m 22231p | 3OT4 4145 . 8910 71.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
5000 = —
14.00 14.50
101.0 m/z 57.10 35.22%
O T \“‘\‘ \H““\ \‘hf“‘} }“‘\“‘T‘ 1“ \]‘_‘6\3\.(\)\ ‘ T \2;:_)‘1\.(\)\ T ‘ L ‘ L ‘ L
mi/z--> 50 100 150 200 250 300 350 400
Abundance #175222: Hexaethylene glycol
45.0
— ——
14.00 14.50
5000 m/Z 43.10 34.17%
o bl T 19802520 WMNJ\NWW
m/z--> 50 100 150 200 250 300 350 400
Abundance  #305785: Pentaethylene glycol monododecyl ether “ —
45.0 14.00 14.50
m/z 87.10 26.47%
5000
133.0
ol bbbl [ 2130 asos0 aoro. S [
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF111324.M Fri Nov 15 15:44:02 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :
Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 15 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.868 19.93 ng 4857660  Perylene-di2 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 74
2 3,6,9,12,15,18-Hexaoxabicyclo[18... 416 C20H31B0O8 139720-00-6 64
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 006809-70-7 62
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 62
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 62

Abundance Scan 2172 (14.868 min): BF140370.D\data.ms (-2169) (- m/z 45.10 100.00%

45.1
133.1
5000
H 1450 15.00
273.3 . .
217.2 3294 4145
0 ‘HJ mmthMW‘wuuvww“‘Jﬂ“‘\w““_u“‘w m/z 133.85 77.32%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0

3

5000
14.50 15.00

133.0 m/z 89.10 74.46%

ok L 1\. “ 207.0 283.0
\\\\‘\r\r‘\\r\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #307689: 3,6,9,12,15,18-Hexaoxabicyclo[18.3.1]tetracos

:

45.0
133.0 14.50 15.00
5000 m/z 43.10 50.80%
203.0
410.0
0 I ‘ } ‘u‘ 1‘\. L “w n‘\ ‘ h\‘ i l ‘ 278.0 |
i SRR R AU A A I S o S

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth — P
45.0 14.50 15.00
m/z 119.10 49.53%

5000
133.0

ol Lll 1) 2210 2950 415.0
bbb b 2210 2950 4150

m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00

5

8270-BF111324.M Fri Nov 15 15:44:03 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 16 2-[2-[2-[2-[2-[2-[2-[2-(2-H... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.227 65.04 ng 15854900  Perylene-di12 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 87
3 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 004437-01-8 87
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 005579-66-8 87
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 86

Abundance Scan 2233 (15.227 min): BF140370.D\data.ms (-2224) (- m/z 45.10 100.00%

45.1
5000
133.1 e

15.00 15.50

o) I “ "‘ \I‘“\ \\H\ \M‘ n 185.2 “2‘7‘3-3 335.3 428.5

_““‘w‘_“ 3 3393 448> m/z 89.18  74.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #278602: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
5000 e =t

15.00 15.50
m/z 43.10 36.83%

3.0
O\\“\‘\“'\T"T“!f‘\\\\[\\\2\(‘)7\10\\[\2\8\3\‘0\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

—
15.00 15.50
5000 m/z 57.10  36.58%

133.0
0 I ‘ “ 1\ 1‘. L \‘ \\20702630 327.0
L e e B
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #247817: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethox —— —
45.0 15.00 15.50

m/z 87.10  28.06%

5000 z.0 /Aj\ﬁ\x/\XNﬁ\/\J\
IH ‘ H' ‘ ”l Ly “ 177 0 253 0 T T T T

L —— : :
miz—> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 17 2-[2-[2-[2-[2-[2-[2-[2-[2-(... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.904 18.37 ng 4476970  Perylene-di12 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 90
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 90
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 90
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 005579-66-8 87
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 87

Abundance Scan 2348 (15.904 min): BF140370.D\data.ms (-2343) (-] ' m/z 45.10 100.00%
451

5000

-

133 1

ik

0 *‘ M‘ . 2152 28733443 AlT4 4 7 89.10  65.19%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

d

5000
16.00

133.0 m/z 43.10 40.47%

iy ‘ » \‘ ,207.0 263.0 327.0
O LN L L L L L B L DL

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0

3

16.00
5000 m/z 71.10 32.28%

101.0
Al\ H ‘ h \“ |, \J 1630 251.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0 16.00

m/z 57.10  28.20%

o

:

5000

133.0

MML ‘ 207.0 283.0
Ot e e

m/z--> 0 50 100 150 200 250 300 350 400 450 16.00

;
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :
Misc HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 18 2-[2-[2-[2-[2-[2-[2-[2-[2-[... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.427 70.48 ng 17180900  Perylene-di12 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 87
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 86
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 006809-70-7 83
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011 005579-66-8 80
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 80

Abundance Scan 2437 (16.427 min): BF140370.D\data.ms (-2425) (- m/z 45.10 100.00%

45.1
5000
1331

“N 1652 16.50
- JMWWJHM Spof 25223013 363.3 4234 nm/z 89.10  70.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
458.0
5000 1
16.50
133.0 m/z 43.10 38.12%
O \\‘“\‘\“'\f“‘\“}‘\\f“\‘1\12\0‘7\10\\‘\2\8\3\‘0\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
43.0
—r
16.50
5000 m/z 57.10 36.74%
101.0
ol H L) \1\ | 1630 2510
e S B

mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth T
45.0 16.50
m/z 87.05 28.09%

5000
133.0
NI | 2210 2950 415.0

L . L L. —
miz—> 0 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :
Misc : HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 19 21-Crown-7 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.980 18.49 ng 4507170  Perylene-di12 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 21-Crown-7 308 C14H2807 ©33089-36-0 83
2 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 72
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 64
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 59
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 58

Abundance Scan 2531 (16.980 min): BF140370.D\data.ms (-2523) (- m/z 45.10 100.00%
45.1

2

5000
1331
Wl o0 .
Okl L 2992 285.3 35033903 456! ./, g9 16  65.09%
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #208769: 21-Crown-7
45.0
5000 —
17.00
133.0 m/z 57.16  47.01%
AT T,
\\\\ \\[\\1\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0

%

—
17.00
5000 m/z 43.10 44 ., 80%

101.0
A‘J “ " | \“ \‘ N 163 0 251.0

mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth 7
45.0 17.00
m/z 71.10 30.11%

o

-

5000

133.0

L ‘ ’ 207.0 283.0
Ot e e

7
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00

-
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:
BF140370.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF111424\

: 14 Nov 2024 18:51
: RC/JU
: P4791-02

. 6

hod
le

ry

Sample Multiplier: 1

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

: C:\Database\NIST20.L

HINCHMAN-OILY-WATER

BF111324 .M

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 20 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.227 41.12 ng 10023500  Perylene-di12 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 87
3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 86
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 5082 C22H46012 006809-70-7 83
5 21-Crown-7 308 (C14H2807 033089-36-0 80

Abundance Scan 2743 (18.227 min): BF140370.D\data.ms (-2729) (- m/z 45.10 100.00%

45.1
89.1
5000
133.1 S—

T
1771 18.00 18.50

o) M- “ “ \\m\ \\“m\‘ \ \‘\ i Al ??922733 33‘5" 2:‘3‘7‘84 m/z 89.10

miz--> 50 100 150 200 250 300 350 400
Abundance  #152473: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0
89.0 : ;

5000 ] —
18.00 18.50
m/z 43.10 36.53%
201770
O T \J“J \‘ ‘“ ““ T ‘\ " \‘\ \ T ‘ T \‘\ T ‘2\2\1\()\2‘6\4.\(\)\ ‘ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
— —
89.0 18.00 18.50 ;
5000 m/z 57.10 30.90%

133.0
0 1 ‘\“_“ 173022102650 327.0371.0
T
miz--> 50 100 150 200 250 300 350 400

Abundance #191036: 3,6,9,12,15-Pentaoxanonadecan-1-ol — ——
45.0 18.00 18.50
m/z 87.10 30.37%
5000 89.0 JL
0 m\w\m\wﬂu\\ ,\mw_1??9_‘25‘1‘9”_m_m_ — ) T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140370.D

Acqg On : 14 Nov 2024 18:51

Operator : RC/JU

Sample : P4791-02 :

Misc : HINCHMAN-OILY-WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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|
7-Octen-2-o0l1, 2... 7.269 50.7 ng 1661050 1 6.869 654729 20.0
Cyclopropane, 1... 7.698 16.8 ng 800312 2 8.151 950345 20.0
Ethanol, 2-phen... 8.316 74.1 ng 3519270 2 8.151 950345 20.0
Cyclodecane 8.586 41.0 ng 1947500 2 8.151 950345 20.0
1-Undecanol 9.745 27.3 ng 26683100 3 9.922 19580600 20.0
1-Dodecanol 10.333 64.0 ng 62647300 3 9.922 19580600 20.0
3(N,N-Dimethylm... 10.886 36.3 ng 4497410 4 11.427 2476350 20.0
unknown11.269 11.269 23.7 ng 2935720 4 11.427 2476350 20.0
Benzene, (1-met... 11.369 20.0 ng 2476350 4 11.427 2476350 20.0
Benzene, (1-met... 11.810 44.5 ng 5515040 4 11.427 2476350 20.0
Benzene, (1-met... 12.227 31.3 ng 3873270 4 11.427 2476350 20.0
2-{2-[2-(Hexylo... 12.398  53.3 ng 6599540 4 11.427 2476350 20.0
Hexaethylene gl... 13.404 20.0 ng 11906500 5 14.080 11929300 20.0
3,6,9,12,15-Pen... 14.327 20.0 ng 11929300 5 14.080 11929300 20.0
2-[2-[2-[2-[2-[... 14.868 19.9 ng 4857660 6 15.598 4875430 20.0
2-[2-[2-[2-[2-[... 15.227  65.0 ng 15854900 6 15.598 4875430 20.0
2-[2-[2-[2-[2-[... 15.904  18.4 ng 4476970 6 15.598 4875430 20.0
2-[2-[2-[2-[2-[... 16.427  70.5 ng 17180900 6 15.598 4875430 20.0
21-Crown-7 16.980 18.5 ng 4507170 6 15.598 4875430 20.0
1,4,7,10,13,16-... 18.227 41.1 ng 10023500 6 15.598 4875430 20.0
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