LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141185.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.428 557 567 586 rVB2 1411154 2438954 4.74% 0.624%
2 6.434 729 738 743 rBV2 1078198 1728397 3.36% 0.442%
3 6.810 797 802 808 rBV 773744 989966 1.92%  0.253%
4 6.881 808 814 825 rBV 2069341 3189701 6.20% 0.816%
5 7.375 889 898 907 rBV 2345748 3541805 6.89% 0.906%
6 7.587 907 934 940 rBV 1209752 5806330 11.29% 1.485%
7 8.028 1001 1009 1016 rBV2 416661 956390 1.86% 0.245%
8 8.093 1016 1020 1026 rVB 949359 1281918 2.49% 0.328%
9 8.681 1116 1120 1126 rVV3 455992 877302 1.71% 0.224%
10 8.840 1142 1147 1150 rVVW 611215 851650 1.66% 0.218%
11 9.016 1172 1177 1182 rVB 462331 687272 1.34% 0.176%
12 9.175 1194 1204 1209 rBV 4521235 6599828 12.83% 1.688%
13 9.251 1212 1217 1221 rVWV2 372964 584996 1.14% 0.150%
14  9.687 1284 1291 1302 rVB 2418774 3522441 6.85% 0.901%
15 9.787 1303 1308 1313 rVV 1096868 1390739 2.70% 0.356%

16 9.851 1313 1319 1322 rVV 1075311 1489829 .90%
17 9.881 1322 1324 1334 rVB 597111 659184  1.28%
18 10.022 1342 1348 1353 rBV 4382560 5823145 11.32%
19 10.087 1354 1359 1367 rVV 795322 1291219 .51%
20 10.275 1387 1391 1397 rBV 880289 1245494 .42%
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21 10.551 1433 1438 1444 rBV2 649046 1165203 2.27%
22 10.639 1448 1453 1458 rVB 1554183 1991468 3.87%
23 10.763 1466 1474 1478 rBV 1417130 2070503 4.03%
24 10.892 1488 1496 1497 rBV 6582161 10896883 21.19%
25 10.922 1497 1501 1504 rVV 10837157 21502557 41.81% 5.501%

NOOO®
Ul
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R

26 10.951 1504 1506 1517 rVB3 9481340 22119186 43.00% 5.658%
27 11.075 1523 1527 1532 rVB 294614 541834 1.05% ©.139%
28 11.245 1539 1556 1564 rBV 12864704 32780539 63.73% 8.386%

29 11.304 1564 1566 1569 rVVv2 602258 816458 1.59% 0.209%
30 11.345 1569 1573 1588 rVB 1054704 1893233 3.68% 0.484%
31 11.639 1617 1623 1630 rVB 1268537 2040564  3.97%  ©.522%
32 11.739 1635 1646 1645 rBV 2112587 2712198 5.27% 0.694%
33 11.810 1646 1652 1655 rBV 4711376 7295687 14.18%  1.866%
34 11.904 1664 1668 1673 rVB 1613055 2491307 4.84% 0.637%
35 12.016 1682 1687 1690 rBV 2643044 4072070 7.92%  1.042%

36 12.081 1690 1698 1705 rVV 12829732 34003892 66.11% 8.699%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.133 1705 1707 1709 rVV 854238 1021016 1.99% 0.261%
38 12.175 1709 1714 1727 rVB2 3024517 7314858 14.22% 1.871%
39 12.433 1750 1758 1760 rBV 4152582 6592689 12.82% 1.687%
40 12.533 1771 1775 1780 rBV 2078434 2798147 5.44% 0.716%
41 12.616 1785 1789 1791 rBV3 550128 824805 1.60% 0.211%
42 12.710 1797 1805 1807 rBV2 7690052 15438942 30.02% 3.950%
43 12.798 1814 1820 1823 rBV 8548989 15712570 30.55% 4.019%
44 12.833 1823 1826 1832 rVB 8290010 12728111 24.75% 3.256%
45 12.886 1832 1835 1839 rVB 2901648 3580140 6.96% 0.916%
46 12.939 1839 1844 1847 rBV 3609048 5914240 11.50% 1.513%
47 13.163 1879 1882 1889 rVB2 404619 579099 1.13% 0.148%
48 13.251 1893 1897 1905 rVV 675573 1014578 1.97% 0.260%
49 13.480 1933 1936 1943 rBvV2 599874 1130613 2.20% 0.289%
50 13.551 1944 1948 1951 rVV 712169 1169063 2.27% 0.299%
51 13.604 1954 1957 1965 rVV 778902 1422584 2.77% 0.364%
52 13.722 1967 1977 1985 rVB 5140459 13855432 26.94% 3.544%
53 13.845 1993 1998 2006 rBV 1624524 2252285 4.38% 0.576%
54 13.945 2012 2015 2018 rBV 449179 595845 1.16% 0.152%
55 13.986 2018 2022 2028 rVB 703731 1010873 1.97% 0.259%
56 14.163 2047 2052 2059 rVB2 1176488 2203720 4.28% 0.564%
57 14.374 2084 2088 2091 rBV 561116 894578 1.74%  0.229%
58 14.469 2100 2104 2111 rVB 766073 1099891 2.14% 0.281%
59 14.751 2147 2152 2161 rVB 1038624 1856049 3.61% 0.475%
60 15.145 2211 2219 2226 rBV2 407028 998746 1.94% 0.255%
61 15.451 2262 2271 2276 rVB 768688 1589195 3.09% 0.407%
62 16.016 2362 2367 2386 rVB3 273217 873201 1.70% 0.223%
63 16.374 2420 2428 2457 rVB 2853184 6390091 12.42% 1.635%
64 17.027 2532 2539 2547 rBV 244249 709058 1.38% 0.181%
65 17.133 2550 2557 2584 rVB 375438 1365023 2.65% 0.349%
66 17.527 2606 2624 2633 rBV3 6817308 33188983 64.53%  8.490%

67 18.368 2730 2767 2790 rBV 6507927 51434072 100.00% 13.158%

Sum of corrected areas: 390908639
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141185.D\data.ms

1.2e+07
1le+07
8000000
6000000

4000000

7.375
6.881
2000000 5.428 6.434 o 7587

, ) I 'Ah/L

Time--> 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 TIC: BF141185.D\data.ms

11.p45

1.2e+07
10.922

le+07

8000000

6000000

9.175
4000000

2000000
8.093
8.0 8.683:849.016/9.251

0" — o T T T — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF141185.D\data.ms

1.2e+07
1le+07

8000000

17.527 18.368

6000000 13.722

4000000

3.845
20000001338604 [, 417469 14.751
A 1000
16.016 . 17werss

0 T T \ T T ‘ T T ‘ T T ‘ T
Time--> 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\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 1-Hexanol, 2-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.881 64.44 ng 3189700 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 74
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 50
Abundance Scan 814 (6.881 min): BF141185.D\data.ms (-808) (-) m/z 57.05 100.00%
57.0
- /\w
83.0 R REE RS E AR SRR
‘ ‘ 121 6.60 6.80 7.00 7.20
ol S0 L e m/z 41.05  38.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 AT\‘\\\\‘\\\\‘\\\\‘H\\
6.60 6.80 7.00 7.20
29.0 83.0 m/z 43.10 31.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61067: 1-Butoxy-2-ethylhexane
A,
T R
6.60 6.80 7.00 7.20
5000 m/z 55.05 27.41%
29.0
‘ 83.0 _
o b L 0 a0 ameo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15686: 2-Propyl-1-pentanol R RN

57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.92%

5000

83.0

ﬁ

29.0
I H‘ “‘ | 1120
ot bl L e e

m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 12
R.T. EstConc Area Relative to ISTD R.T.
7.587 90.59 ng 5806330 Naphthalene-d8 8.093

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
4 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 38
Abundance Scan 934 (7.587 min): BF141185.D\data.ms (-907) (-) m/z 73.00 100.00%
73.0
5000 A
R e N A
‘ 3(16-1 | 7.20 7.40 7.60 7.80 8.00
ol 3s@lu | 2070 2670 _ 885. ./, gg o5 g1.65%
m/z--> 50 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 BEEEEEEEN AR RN
7.20 7.40 7.60 7.80 8.00
zg'ih ‘ 1{16'0 m/z 41.10 36.35%
O\\H\ ‘HW‘}\‘\‘\“\\\|\\\\‘\\\\‘\\\\‘\\\\‘\
5

.

m/z--> 0 100 150 200 250 300 350
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
R RS
7.20 7.40 7.60 7.80 8.00
5000 ITI/Z 57.10 31.51%
27H 16.0
0L 1‘1“““““\‘,HH‘HH‘HH‘HH_
m/z--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester A RRREREEA T
43.0 88.0 7.20 7.40 7.60 7.80 8.00
m/z 55.10  23.67%
) MMM\A
0 M L \‘ 135.0173.0 214.0  272.0 313.0 355.(
e S S e e e T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 2-Propenoic acid, 3-phenyl-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.687 47.29 ng 3522440  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 004192-77-2 98
2 Ethyl (Z)-cinnamate 176 C11H1202 004610-69-9 98
3 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 000103-36-6 97
4 3-Butenoic acid, 2-oxo-4-phenyl- 176 C10H803 1000142-21-0 87
5 2-Propenoic acid, 3-phenyl-, cyc... 230 C15H1802 007779-17-1 64

Abundance Scan 1291 (9.687 min): BF141185.D\data.ms (-1284) (-) m/z 131.00 100.00%

131.0
103.1
5000
77.0
O et el 1832 L2070 yp 163 05 54.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50749: 2-Propenoic acid, 3-phenyl-, ethyl ester, (E)-
131.0
s000 7 TR
77.0 : :
176.0 m/z 77.05  35.13%
51.0
0 ‘2\?-\0\‘\\“M“\HHMH‘\\‘H‘\\\‘H‘!\‘\HH"\H‘\“HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50632: Ethyl (Z)-cinnamate
131.0
K/\\ T ‘ T T ‘ T
103.0 9.50 10.00
5000 ' m/z 176.10 24.81%
70 176.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50723: 2-Propenoic acid, 3-phenyl-, ethyl ester —— ——
131.0 9.50 10.00
m/z 51.05 15.98%
5000 103.0
70 176.0
51.0
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Pentadecane, 7-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.022 78.17 ng 5823150  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 91
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 90
3 Decane, 5-propyl- 184 C13H28 017312-62-8 90
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1348 (10.022 min): BF141185.D\data.ms (-1342) (- m/z 57.10 100.00%
57.1

0
a
[SN

=

-

N

[5

5000
‘ ‘ 140.2 10.00
oWm\‘;‘ulum”:‘“Uum\‘m_mJMH‘l‘??;?_mﬁl“l:z‘w m/z 71.10  82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 10,00
85.0 - 5
20.0 m/z 43.10 63.10%
‘ 1120 1400
O\‘\‘\‘\\‘i‘{\\H“\\H}\“‘\“\Hh“\\‘!‘\‘\\\\}‘\-\\\%?\8\.(\)‘\\\\‘2\]\_}.\0‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0
T
10.00
5000 ITI/Z 85.10 39.20%
85.0
20 112.0 1400
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59032: Decane, 5-propyl-

57.0 10.00
m/z 41.10 37.64%

5000
85.0

‘ ‘ 112.0 140.0
0 [l ‘\ \‘\ ] T “ L | 184.0
R R e B R R ANRE RS S —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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-Octanol, 5,7,7-trimethyl-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.892 115.11 ng 10896900  Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 86
2 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 59
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 53
4 1-Hentetracontanol 593 C41H840 040710-42-7 53
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 50
Abundance Scan 1496 (10.892 min): BF141185.D\data.ms (-1488) (- m/z 57.10 100.00%
57.1
5000
140.2 10.50 11.00
. 196.2
om‘h““‘mm“mw“‘2‘?5”3”_”‘_”“ m/z 41.106 19.01%
mfz--> 100 150 200 250 300 350
Abundance #161364. 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 = e
10.50 11.00
m/z 83.10 15.11%
.0 140.0
0 T ‘\ \H“ M Pﬁ‘ \‘“\‘\ 1 ‘ \ T \2‘1\3\0\2\5‘5\(\)\ T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #143529: 3-Propionyloxytridecane
57.0
10.50 11.00
5000 m/z 69.10 13.51%
115.0
182.0
omu‘wﬂu‘ﬂ P 3
m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester = 7
57.0 10.50 11.00
m/z 55.10 13.09%
5000 11.0
169 0
0]- d “ ‘ h ‘mh H‘ ‘ 241‘0 ‘ ‘ 392"(
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Butyl decyl ether Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.922 227.15 ng 21502600  Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 83
2 Butyl decyl ether 214 C14H3e0 1000406-40-2 72
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
4 1-Hexacosene 364 C26H52 018835-33-1 43
5 1-Tetracosene 336 (C24H48 010192-32-2 43
Abundance Scan 1501 (10.922 min): BF141185.D\data.ms (-1497) (- m/z 57.10 100.00%
57.1
5000
97.1 11.00
2132 :
(- ‘h J M L‘ )y h ‘1‘ ?7?¥ 172553 8218 n/; a1.10  24.07%
mfz--> 50 100 150 200 250 300
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 T
11.00
m/z 83.10 20.17%
97.0 1400
o8OItV S RO ss0
miz-> 50 100 150 200 250 300
Abundance #92364: Butyl decyl ether
57.0
11.00
5000 m/z 69.10 16.97%
140.0
SEVY U ¥R
miz--> 100 150 200 250 300
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- —
57.0 11.00
m/z 55.10 15.15%
5000
L
m/z--> 50 100 150 200 250 300 11.00

8270-BF011025.M Fri Jan 17 ©3:12:01 2025 Page: 9



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
BF141185.D

: 16 Jan 2025 15:13
: RC/JU
: Q1066-02

: 8 Sample Multiplier: 1

EFF-WASTE WATER

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 7 Nonadecane, 9-methyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.951 233.67 ng 22119200  Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
2 9-methylheptadecane 254 C18H38 026741-18-4 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 87
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 1506 (10.951 min): BF141185.D\data.ms (-1504) (- m/z 57.10 100.00%
57.1
5000 f
99.1 140.2
11.00
ol ‘M‘ M“MM‘ L ‘!‘ ““1‘79-‘1‘21‘?"2‘ 2553 3217 nmjz 71.10  81.11%
miz--> 50 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000
11.00
99.0 140.0 m/z 43.10 77.21%
0 “ ““ \”H‘ \‘h‘\ ““‘ \M iy !‘ T p\L8\3\O‘ \22\4\0\ ‘2\67\9 T T
miz--> 50 100 150 200 250 300
Abundance #141059: 9-methylheptadecane
57.0
‘Y—Y—Y—Y—'—Y—Y—Y—Yﬁ
11.00
5000 m/z 85.10 69.37%
140.0
99.0
obbd A by | a0 2390
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 11.00
m/z 41.10 46.41%
) Jpj\[N\AA\//\x
99.0 140.0
182.0
oww,”‘w P s w1 B e
m/z--> 50 100 150 200 250 300 11.00

8270-BF011025.M Fri Jan 17 ©3:12:02 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 1-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.245 346.29 ng 32780500  Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 87
Abundance Scan 1556 (11.245 min): BF141185.D\data.ms (-1539) (- m/z 57.10 100.00%
57.1
5000
97.1
—= —
‘ 11.00 11.50
ol ALk | “ u‘” L2 1962 2412 m/z 43.10  72.65%
miz-> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 e —
11.00 11.50
m/z 71.10 63.13%
0 26)0 I, h“ i “\H m ‘\ ‘h‘ m‘ 1820 2240 2800
m/z--> 50 0 200 250
Abundance #126381.1—Decan0L2—hexyL
57.0
LSRN G—
11.00 11.50
5000 m/z 55.10 56.99%
0 ‘Z‘GL\O\“\ il “ \‘H ‘\‘ \h\ ‘m‘ : ‘1‘960‘ ‘2‘4‘10‘ N
miz--> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl- 7 —
57.0 11.00 11.50
m/z 41.10 55.26%
) AJN\V\,/\xVVJ\J
NECIE R m& 0 a0 220 o] L L
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF011025.M Fri Jan 17 ©3:12:03 2025 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.810 77.07 ng 7295690  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
2 Heneicosane 296 C21H44 000629-94-7 74
3 9-methylheptadecane 254 C18H38 026741-18-4 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 70
Abundance Scan 1652 (11.810 min): BF141185.D\data.ms (-1646) (- m/z 57.10 100.00%
57.1
99.1 = S
‘ 1402 11.50 12.00
ob— ‘\“‘“‘\ J Ady | wes2 2253 2673 700 40 7184y
miz--> 50 100 15 200 250
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 — AN
11.50 12.00
99.0 140.0 m/z 43.10 66.30%
ob— \“ \r\“ I HH\ ‘\h\‘ “\“ ‘\ ‘ﬂ-830 ‘22‘4‘0‘ 2??9 —
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
== ——
11.50 12.00
5000 m/z 85.10 63.69%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
m/iz--> 50 100 150 200 250
Abundance #141059: 9-methylheptadecane — e
57.0 11.50 12.00
m/z 41.10 34.40%
5000
140.0
99.0
ol iy | 60 230 NS
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF011025.M Fri Jan 17 ©3:12:04 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 1-Dodecanol, 2-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.081 359.21 ng 34003900 Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 94
2 Cetene 224 C16H32 000629-73-2 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91

Abundance Scan 1698 (12.081 min): BF141185.D\data.ms (-1690) (- m/z 57.10 100.00%
57.1

?

5000 85.1
12.00
0 ,w\‘m“ ‘542182222432523281 m/z 43.10 70.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 —— i
85.0 12.00
29.0 m/z 71.10 64.65%
125.0
O ’\‘\‘H‘MH“ ‘!‘15401820224 9‘2\5\\2\‘0\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104590: Cetene
41.0
T \
69.0 12.00
5000 97.0 ITI/Z 55.10 57.63%
oA || 2500 oo
e ‘,““““‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126384: 1-Decanol, 2-hexyl- T ‘
57.0 12.00
m/z 41.10 51.40%
5000 850
29.0
“ I H‘ ‘ “ ‘ 1540 196.0224.0
0 "H‘:‘MH:“Mm‘w‘w‘uH‘imwwawwwww =
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF011025.M Fri Jan 17 ©3:12:05 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Octanamide, N,N-bis(2-hydro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.175 77.27 ng 7314860  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25N03 003077-30-3 50
2 Methyl valerate 116 C6H1202 000624-24-8 50
3 Methyl isovalerate 116 C6H1202 000556-24-1 50
4 Propanoic acid 74 C3H602 000079-09-4 40
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 33

Abundance Scan 1714 (12.175 min): BF141185.D\data.ms (-1709) (- m/z 74.10 100.00%

74.1
5000

41.1 104.1 1471 1882 12.00 12.50

el o b 2RO T 2820 2810y 57,10 24.88%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #112496: Octanamide, N,N-bis(2-hydroxyethyl)-
74.0

o

5000 N AL
12.00 12.50
114.0 m/z 41.10  10.37%
43.0 147.0 188.0
O\’\\\\“MV\\H‘i‘\\“\‘\‘\”H\“‘!‘H“\‘\”\‘\\‘\‘\\\‘\\H‘\1H}Hu%ﬁ:\]_\.‘ouu‘uu‘\u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9151: Methyl valerate
74.0
T T T
12.00 12.50
5000 43.0 ITI/Z 55.10 10.02%
O e it i e e e e ey
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9170: Methyl isovalerate = —
74.0 12.00 12.50
m/z 104.05 9.25%
5000 43.0 /\\
P S— e
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

8270-BF011025.M Fri Jan 17 ©3:12:06 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 9,12-Octadecadienoic acid, ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.433 69.64 ng 6592690  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1758 (12 433 min): BF141185.D\data.ms (-1750) (- m/z 67.05 100.00%

—
=

5000
09.1
‘ 12.50
2631
220 2
0L L“ H!\ ‘M\H‘Hh‘ H\ \\1832 ‘ ?9(3‘37 . m/z 81.05 87.15%
miz—-> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 ‘I/\V\ T
12.50
09.0 m/z 55.10 72.01%
0 T T } ‘ ‘ H“‘ \Hh T ““\ ” \ T \ T ‘ T T L 2‘6\?'\0\ \‘ ‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
=
12.50
5000 m/z 95.10 60.05%
29. 09.0
2940
0! \ Hh ‘Hh\‘w“h‘ \‘\ ‘\\‘ b 223‘0 26'10 ——
miz--> 50 100 150 200 250 300

-

Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester o= —=

67.0 12.50
m/z 41.10 58.71%
5000
09.0
‘ 294.0
oL— ‘ \ ”‘\ I w\ \‘\“h‘ \‘h \\\ 1?7 02209 ‘ ‘\\ e FT
m/z--> 100 150 200 250 300 12.50

8270-BF011025.M Fri Jan 17 ©3:12:07 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Ethyl Oleate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.710 305.46 ng 15438900  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Oleate 310 C20H3802 000111-62-6 94
2 (E)-9-Octadecenoic acid ethyl ester 310 C20H3802 006114-18-7 93
3 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 81
4 E-11-Hexadecenoic acid, ethyl ester 282 C18H3402 1000245-71-9 74
5 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 64

Abundance Scan 1805 (12.710 min): BF141185.D\data.ms (-1797) (- m/z 55.10 100.00%

55.1
5000

265.3 A =
222 2 T T
37.1 180 2 12.50 13.00

1
0 WP . “m H (3103 3550 /7 69.10  67.95%

m/z--> 150 200 250 300 350
Abundance #212138. Ethyl Oleate
53.0
5000 7 T
264.0 12.50 13.00
1800 2.0 310.0 m/z 41.10 65.197
0 \“M\ ‘\h \‘ by ‘H \‘\“ T !‘ T T
miz--> 150 200 250 300 350
Abundance #212191 (E) 9-Octadecenoic acid ethyl ester

55.0
— ——
12.50 13.00
5000 ITI/Z 83.10 57.71%
264.0
180 0 222 0
310.0
0 ku‘m\\H‘h“‘””‘””“
miz--> 50 150 200 250 300 350
Abundance #176215: Ethyl 9-hexadecenoate —= — =
55.0 12.50 13.00
m/z 88.10 57.28%
5000
152.0 1940 237.0
‘ H 282.0
0 ““‘ — —
m/z--> 50 150 200 250 300 350 12.50 13.00

8270-BF011025.M Fri Jan 17 ©3:12:08 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Octadecanoic acid, ethyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.798 310.87 ng 15712600  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 99
2 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 90
3 Ethyl 13-methyl-tetradecanoate 270 C17H3402 1000336-61-5 86
4 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 81
5 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 72

Abundance Scan 1820 (12.798 min): BF141185.D\data.ms (-1814) (- m/z 88.10 100.00%
88.1
o A/k
157.1 —r— ——
‘ 2132 2593 3103 12.50 13.00
0 w“w‘uh‘w L R - L m/z 101.10 70.94%
miz--> 50 100 150 200 250 300
Abundance #214946: Octadecanoic acid, ethyl ester
88.0
5000 ‘2‘6 ‘de
157.0 812.0 - = g
43.0 : 269.0 m/z 43.10 41.45%
il [, 280
ok | “m‘ \‘U \‘“ ‘\‘\\‘\‘\‘\:I\;‘Z‘:ITT’O!L‘ IR —— \‘ ““ \‘ L ‘\‘ ‘\} A ! ‘\ —
miz-> 50 100 150 200 250 300
Abundance #92112: Undecanoic acid, ethyl ester
88.0
— —
12.50 13.00
5000{ 41.0 m/z 55.10 33.32%
157.0
o a0 e
m/iz--> 50 100 150 200 250 300
Abundance #161202: Ethyl 13-methyl-tetradecanoate —T —
88.0 12.50 13.00
m/z 41.10 29.87%
5000
55.0
H ‘ 157.0 22710 5700
b didliazso, o | T AT UL
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF011025.M Fri Jan 17 ©3:12:09 2025
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

BF141185.D

: 16 Jan 2025 15:13
: RC/JU
: Q1066-02

: 8 Sample Multiplier: 1

EFF-WASTE WATER

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 1-Decanol, 2-octyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.833 251.82 ng 12728100  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
4 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 91
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91

Abundance Scan 1826 (12.833 min): BF141185.D\data.ms (-1823) (- m/z 57.10 100.00%
57.1
- J\Juﬂ/\ﬁAA/LAﬂ\,
= —
‘ 12.50 13.00
ok ‘U‘n M\‘ “\\h m h u82?216];2523 2973‘ ‘ m/z 71.10 67.92%
miz--> 50 100 150 200 250 300
Abundance #161355: 1-Decanol, 2-octyl-
57.0
5000 e A
7.0 12.50 13.00
m/z 43.10 61.38%
oL \“\ \“\ ‘\ h‘ "‘ ‘\‘H ‘h h\ \h h‘ :!‘8‘2‘0’ — 2‘5“2‘0‘ T
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— —
12.50 13.00
5000 m/z 85.10 49,52%
ol “h ‘\‘ \H\ \‘ ‘\\ \\‘4‘1‘0‘ 182‘0 — ‘2‘5‘2"0‘ T ‘32‘5‘"
m/iz--> 50 100 150 200 250 300
Abundance #161356: 1-Dodecanol, 2-hexyl- = ]
57.0 12.50 13.00
m/z 55.10 48.96%
) /\Ajﬂ/\fmm/\f_ﬂ,
oLl 1390 120 220 AR
m/z--> 50 100 150 200 250 300 12.50 13.00
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Data Path :
Data File : BF
Acqg On : 16
Operator : RC
Sample : Q1
Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

141185.D

Jan 2025 15:13
/3U
066-02

Sample Multiplier: 1

: C:\Database\NIST20.L

EFF-WASTE WATER

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Isopropyl stearate Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.886 70.83 ng 3580140 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual

326 C21H4202 000112-10-7 87
298 C19H3802 000142-91-6 49
326 C21H4202 003634-92-2 43
284 C18H3602 000057-11-4 30
186 C10H1803 000926-27-2 25

1 Isopropyl stearate

2 Isopropyl palmitate

3 Octadecanoic acid, propyl ester

4 Octadecanoic acid

5 Heptanoic acid, 2,2-dimethyl-6-o0...

Abundance Scan 1835 (12.886 min): BF141185.D\data.ms (-1832) (- m/z 43.10 100.00%
3.1
5000 102.1 284.3 NM/\/\/\MA
— ——
431 185.1 2412 12.50 13.00
| JMM Lo ‘ | ! ‘ ‘ | 326. 9
0 bty Mt bl m/z 60.00 54.24%
miz--> 50 100 150 200 250 300
Abundance #232196: Isopropy! stearate
43.0
102.0
284.0
5000 T —
12.50 13.00
m/z 102.10 49.76%
185.0
AL b0 80 20| | o
0\\‘\““ Hw‘\‘\\‘\\"\\\\ iy I
m/z--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
12.50 13.00
5000 m/z 41.10 47.96%
256.0
1570 213.0
ol LA ML 52 e
m/z--> 100 150 200 250 300
Abundance #232227: Octadecanoic acid, propyl ester P ——
43.0 12.50 13.00
m/z 57.10 45.18%
5000
102.0
‘ 10 70 2850 326
OH“M‘\ \‘M‘\‘M‘w”\‘\‘ ““\‘\’ N ‘\““ ‘M“ HL‘ = s
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1e66-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Dodecanamide, N,N-bis(2-hyd... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.722 274.13 ng 13855400  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 50
2 2-Methylheptanoic acid 144 C8H1602 001188-02-9 42
3 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO3 003077-30-3 42
4 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 36
5 2-(N-Methylamino)-3,7,11-trimeth... 273 C16H35N02 1000432-26-9 36
Abundance Scan 1977 (13.722 min): BF141185.D\data.ms (-1967) (|  m/z 74.10 100.00%
74.1
5000 I/q/\k
1350 14.00
14.1 244.2 : :
ok :?%)‘U“ZIIM“ b J{ C14811832 T 28813241 u; 43,10 14.52%
miz--> 50 100 150 200 250 300
Abundance  #182793: Dodecanamide, N,N-bis(2-hydroxyethyl)-
74.0
5000 — —
114.0 13.50 14.00
m/z 104.10 14.43%
‘ 244.0
Ozwgwlq““‘mw‘ H\“\M\“‘M\“ ”\148(\)]\-8\3\0‘ -l ‘ ‘\ \2\87\(’)\ T
miz--> 50 100 150 200 250 300
Abundance #24087: 2-Methylheptanoic acid
74.0
— 4
13.50 14.00
5000 m/z 55.10 13.09%
bbbl w0
m/iz--> 50 100 150 200 250 300
Abundance #112496: Octanamide, N,N-bis(2-hydroxyethyl)- — ——
74.0 13.50 14.00
m/z 57.10 12.43%
5000
114.0
‘ ‘ 188.0
ok 20yl (2280 "1 2310 S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
: BF141185.D
: 16 Jan 2025 15:13
: RC/JU
: Q1066-02
: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

EFF-WASTE WATER

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 1-Decanol, 2-hexyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.374 80.42 ng 6390090  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 94
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 68
4 2-Hexyldecyl acetate 284 C18H3602 082409-75-4 64
5 2-Hexyldecyl butyrate 312 C20H4002 1072782-00-3 62

Abundance Scan 2428 (16.374 min): BF141185.D\data.ms (-2420) (- m/z 57.10 100.00%
57.1
w0 L ,VA\//JA/\\/,\
257.3 - —
‘ ‘ I 1562 H 16.00 16.50
0 H\w.w\ boli 29820 | 5233 3914 462/, 4310 65.15%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #126383: 1-Decanol, 2-hexyl-
57.0
5000 — —
11.0 16.00 16.50
W ' m/z 71.10 59.04%
O\‘\H\‘ ‘ h\h‘\ﬂ“\7\\0\’2\2\4\’\0‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
= ==
16.00 16.50
5000 m/z 55.18  45.87%
11.0
i H\m 167.0 2520
RS I e oS
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161355: 1-Decanol, 2-octyl- “ T
57.0 16.00 16.50
m/z 69.10 42 .44%
5000
1‘110
om‘MGSO,ZSZO, e
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50

8270-BF011025.M Fri Jan 17 ©3:12:13 2025 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Ethanol, 2-(octadecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.527 417.68 ng 33189000  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 64
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 64
3 Isobutyl octadecyl ether 326 C22H460 1000406-32-9 58
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 58
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 58
Abundance Scan 2624 (17.527 min): BF141185.D\data.ms (-2606) (-} ' m/z 57.10 100.00%
57.1
W111 280.3 T \
17.50
obrdh M‘lnﬂ i GE2223 ) L\ 33533913433 504! .0 71 19 73.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217604: Ethanol, 2-(octadecyloxy)-
57.0
5000 L :
17.50
111.0 m/z 55.10 66.73%
0 .“\ | l‘ “ J 1\1‘69 0224 0 2830
\\f‘\\\\‘\\\\’\\\\]f\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
T
17.50
5000 m/z 85.10 55.42%
111.0
obiikbhpi g0 220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #232320: Isobutyl octadecyl ether R ‘
57.0 17.50
m/z 43.10 54.59%
5000 \/\//\\\/
oLt 2 am0 220 J_
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

BF141185.D
: 16 Jan 2025 15:13
: RC/JU
: Q1066-02
: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

EFF-WASTE WATER

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 20 unknownl8.368 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.368 647.30 ng 51434100 Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentanoic acid, 2,4-dimethyl-, t... 186 C11H2202 1000163-75-4 38
2 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 38
3 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C1l6H34 004390-04-9 38
4 Pentacosane 352 C25H52 000629-99-2 38
5 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 38

Abundance Scan 2767 (18.368 min): BF141185.D\data.ms (-2730) (-} | m/z 57.10 100.00%
57.1
5000 /L
— —
140.21 96 2 18.00 18.50
0 HM’ ‘-‘U‘, Ll g1 25233131 3873 B39L o 7110 14.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #60851: Pentanoic acid, 2,4-dimethyl-, t-butyl ester
57.0
5000 — —
18.00 18.50
m/z 83.10  13.29%
L a0
O \‘\‘\“\\\1‘]!‘\\‘\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #279616: Carbonic acid, decyl dodecyl ester
57.0
— —
18.00 18.50
5000 m/z 85.10  12.04%
141.0
0 1411’1“1203.02’71.0’
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #107251: Nonane, 2,2,4,4,6,8,8-heptamethyl- = T
57.0 18.00 18.50
m/z 140.15  11.37%
5000
113.0
bbbl 80 A -
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141185.D

Acqg On : 16 Jan 2025 15:13

Operator : RC/JU

Sample : Q1066-02 :
Misc . EFF-WASTE WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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|
1-Hexanol, 2-et... 6.881 64.4 ng 3189700 1 6.810 989966 20.0
Hexanoic acid, ... 7.587 90.6 ng 5806330 2  8.093 1281920 20.0
2-Propenoic aci... 9.687 47.3 ng 3522440 3 9.851 1489830 20.0
Pentadecane, 7-... 10.022 78.2 ng 5823150 3 9.851 1489830 20.0
1-Octanol, 5,7,... 10.892 115.1 ng 10896900 4 11.345 1893230 20.0
Butyl decyl ether 10.922 227.2 ng 21502600 4 11.345 1893230 20.0
Nonadecane, 9-m... 10.951 233.7 ng 22119200 4 11.345 1893230 20.0
1-Dodecanol, 2-... 11.245 346.3 ng 32780500 4 11.345 1893230 20.0
Heneicosane 11.810 77.1 ng 7295690 4 11.345 1893230 20.0
1-Dodecanol, 2-... 12.081 359.2 ng 34003900 4 11.345 1893230 20.0
Octanamide, N,N... 12.175 77.3 ng 7314860 4 11.345 1893230 20.0
9,12-Octadecadi... 12.433 69.6 ng 6592690 4 11.345 1893230 20.0
Ethyl Oleate 12.710 305.5 ng 15438900 5 13.986 1010870 20.0
Octadecanoic ac... 12.798 310.9 ng 15712600 5 13.986 1010870 20.0
1-Decanol, 2-oc... 12.833 251.8 ng 12728100 5 13.986 1010870 20.0
Isopropyl stearat 12.886 70.8 ng 3580140 5 13.986 1010870 20.0
Dodecanamide, N... 13.722 274.1 ng 13855400 5 13.986 1010870 20.0
1-Decanol, 2-he... 16.374 80.4 ng 6390090 6 15.451 1589200 20.0
Ethanol, 2-(oct... 17.527 417.7 ng 33189000 6 15.451 1589200 20.0
unknown18.368 18.368 647.3 ng 51434100 6 15.451 1589200 20.0
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