LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : 07 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc : EFF-Waste Water

ALS Vvial : 19 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: BF139694.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.340 531 552 558 rVB2 503657 2985625 1.71% 0.700%
2 6.510 727 751 760 rBV3 794746 3725291 2.14% 0.874%
3 6.869 768 812 814 rBV 1870059 11838664 6.79% 2.776%
4 6.969 822 829 835 rVB 4831444 10416747 5.97%  2.443%
5 7.122 847 855 867 rVB2 1512018 3935678 2.26% 0.923%
6 8.269 1040 1050 1053 rBV 2906519 7298716 4.18% 1.712%
7 8.351 1053 1064 1066 rVV 2048688 5627861 3.23% 1.320%
8 9.075 1178 1187 1194 rBV 1158324 2395722 1.37% 0.562%
9 9.169 1195 1203 1209 rVV 1067642 2032292 1.17% 0.477%
10 9.698 1216 1293 1300 rVV 10578386 174422676 100.00% 40.904%
11 10.269 1375 1390 1394 rBV 4655066 15220700 8.73% 3.569%
12 10.334 1398 1401 1406 rVB 1794667 2316015 1.33% 0.543%
13 10.969 1495 1509 1512 rBV 2819193 7572433 4.34% 1.776%
14 11.110 1529 1533 1539 rVB 1943968 3479688 1.99% 0.816%
15 11.198 1543 1548 1555 rVV2 1272471 2108204 1.21% 0.494%
16 11.951 1668 1676 1688 rBV 1856574 3932268 2.25% 0.922%
17 12.057 1688 1694 1699 rVB 4989442 6924570 3.97% 1.624%
18 12.169 1708 1713 1719 rBV 1427078 1817127 1.04% 0.426%
19 12.498 1754 1769 1777 rBV 6009240 12137035 6.96% 2.846%
20 12.580 1777 1783 1791 rVB 5880077 8672286 4.97% 2.034%

21 12.792 1791 1819 1825 rBV8 12226744 69533072 39.86% 16.306%
22 12.886 1825 1835 1841 rVV3 12224725 42633109 24.44%  9.998%
23 12.951 1841 1846 1851 rVB2 7935704 12346390 .07%  2.894%
24 13.298 1899 1905 1912 rBV2 1407600 2002427 .15% .470%
25 13.439 1924 1929 1938 rVv4 1003850 2277373 .31%  0.534%

[ENEEN]
[

26 13.527 1938 1944 1954 rVB 2541303 3756026 .15% ©0.881%
27 14.427 2091 2097 2102 rVV2 1206112 2175946 .25% .510%
28 18.427 2763 2777 2788 rVWW 639952 2843647 1.63% 0.667%

N

[y
[

Sum of corrected areas: 426421588
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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: BF139694.D\data.ms
1.2e+07

le+07
8000000
6000000
6.969

4000000

2000000 6.869 7 122
5.340 6.510
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Abundance TIC: BF139694.D\data.ms

1.2e+07 12120686
9.698
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8000000

6000000
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2000000 13.2¢

0 7 =T T T —
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Abundance TIC: BF139694.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 1 1-Hexanol, 2-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.969 17.60 ng 10416700 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
4 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50

Abundance Scan 829 (6.969 min): BF139694.D\data.ms (-822) (-) m/z 57.10 100.00%

57.1
5000 411 J\\/\
83‘1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 6.60 6.80 7.00 7.20
bl 11211200 s 4110 39.48%
miz-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20
83.0 m/z 43.10 31.59%
miz-> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
R e
6.60 6.80 7.00 7.20
5000 m/z 55.10 27.79%
41,0
‘ 83.0
o180 bl “1 o M20
miz--> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0 6.60 6.80 7.00 7.20
m/z 56.10 21.26%
5000 410
83.0 112.0
0 B = I
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.269 20.00 ng 7298720  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 45
5 Heptanoic acid 130 C7H1402 000111-14-8 45
Abundance Scan 1050 (8.269 min): BF139694.D\data.ms (-1040) (-) m/z 60.05 100.00%
60.0
5000 431 i
8511011 \\\‘\\\\‘\\\\‘\\\\’\\\/\\
‘ | ‘ | T o1 8.00 8.20 8.40 8.60
[ — ;‘; il b L T el g3 e 62.72%
miz-> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
5000
430 8.00 8.20 8.40 8.60
101.0 m/z 43.10 46.80%
270 85.0
0 \\\‘\H\\H\‘\\“U“\‘\‘\‘\“‘H‘\\\”‘\\\‘\‘172\9\-0\]14\5\-0\
miz-> 20 40 60 80 100 120 140
Abundance #9146: Hexanoic acid
60.0
R R
8.00 8.20 8.40 8.60
5000 m/z 41.10 45.76%
41.0 87.0
o280 ‘MM“‘ R .. S
miz--> 20 40 60 80 100 120 140
Abundance #4827 Butanoic acid, 3-methyl- “W““‘H“‘H“frﬁk
60.0 8.00 8.20 8.40 8.60
m/z 55.10 38.14%
5000 43.0
27.0 ‘ 87.0
- _‘:M Ay N e
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 Diisopropyl adipate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.698 20.00 ng 174423000  Acenaphthene-dile 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl adipate 230 C12H2204 006938-94-9 56
2 Adipate Dimethylolpropane 232 C11H2005 1000445-99-1 50
3 Succinic acid, ethyl 4-methylpen... 230 C12H2204 1000349-21-8 38

4 Ethylene glycol adipate 190 C8H1405 1000445-97-3 37
5 Succinic acid, 3,3-dimethylbut-2... 230 C12H2204 1000349-50-5 35

Abundance Scan 1293 (9 698 min): BF139694.D\data.ms (-1216) (-) m/z 43.10 100.00%

3
43 129.1
5000 100.
73.1
—— —r—
H‘ ‘ B 9.50 10.00
Ol b AL AT mz 129.05  82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111115: D||sopropyl adipate
129.
5000 —r— —
43.0 1710 9.50 10.00
1007 ' m/z 55.18  65.52%
0 15.1’1’231c
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113263: Adipate Dimethylolpropane
129.0
—— —r—
9.50 10.00
m/z 111.1@ 59.77%
5000 55.0
101
ok _““H‘mun”i 183'0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111203: Succinic acid, ethyl 4-methylpent-2-yl ester P —
129.0 9.50 10.00
101.0 m/z 41.10 45.80%
5000
43.0 g9.0
P O O 1. B N (0 A A
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\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 unknownl1®.969 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.969 71.84 ng 7572430  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 47
2 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 38
3 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-2 35
4 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 35
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 35
Abundance Scan 1509 (10.969 min): BF139694.D\data.ms (-1495) (- m/z 57.10 100.00%
57.1
98.1 LI
M Ll L 1402 18512133 o550 11.00
0‘H,Huwhm‘thhmwNm_‘wp‘uwu‘_H‘_HW‘HW‘HWH“ m/z 55.10 29.59%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109493: 1-Dodecanol, 3,7,11-trimethyl-
57.0
5000 ifod
97.0 :
29.0 125.0 m/z 41.10  26.80%
O ’ \"‘}‘\ \h “ \u } T ‘hh\ \‘\ ‘ T \M‘\ ‘ TT "%\5\4\"\0\]\-\8‘%\(\)\2‘\].\9\?\ TTT ‘ TTTT ’ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143529: 3-Propionyloxytridecane
57.0
—
11.00
5000 m/z 83.10 17.71%
115.0
Ol MR L 2880720 2270
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #277592: Hexanoic acid, 3,5,5-trimethyl-, pentadec-2-yl € T
57.0 11.00
m/z 43.10 16.28%
141.0
5000
103.0
o B PP
o b i Lm0 | a3 )
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 6 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.110 33.01 ng 3479690  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Undecanoic acid 186 C11H2202 000112-37-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 56
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1533 (11.110 min): BF139694.D\data.ms (-1529) (- m/z 73.10 100.00%
431 (731
5000 129.1
185.2
—— —
DL I | sz, 2253 00 e
ol vy Ml il sl b 50 e m/z 60,85 94.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109281: Tetradecanoic acid
73.0
43.0
5000 A —
129.0 11.00 11.50
185.0 228.0 m/z 43.10 87.23%
Otrr T \‘\‘\ \“‘1‘\ \H!H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60689: Undecanoic acid
60.0
—— —
11.00 11.50
5000 m/z 41.10 71.81%
29.0 85.0 129.0
L Ly o] Joso 256
0 m‘\m“‘\‘u“!‘ HM“‘HMH“M‘\M“NH‘1m“\m‘\‘m‘\m‘m\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92063: Tridecanoic acid T ——
43.0 73.0 11.00 11.50
m/z 55.10 58.43%
5000 129.0
171.0
97.0 214.0
0115.0
—— ==
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 7 Sebacic acid, di(4-heptyl) ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.198 20.00 ng 2108200  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sebacic acid, di(4-heptyl) ester 398 (C24H4604 1000355-39-6 50
2 Sebacic acid, di(3-hexyl) ester 370 C22H4204 1000355-54-7 27
3 5-Hydroxy-4-nitroguaiacol 185 C7H7NO5 100960-04-1 25
4 Sebacic acid, di(4-trifluorometh... 550 C26H28F606 1000416-79-9 25
5 1H-Isoindole-1,3(2H)-dione, 2-(2... 185 C11H7NO2 007223-50-9 25
Abundance Scan 1548 (11.198 min): BF139694.D\data.ms (-1543) (- m/z 43.10 100.00%
431 185.2
98.1
5000
138.1 U T
L) Les20 851
ob MLl h“‘1“““h“““l”““”“‘ bk m/z 185.20  85.14%
m/z--> 50 100 150 200 250 300
Abundance #300983: Sebacic acid, di(4-heptyl) ester
185.0
5000 — e
11.00 11.50
m/z 55.10 73.48%
57.0 98.0
oR70, |y 1890 ] 283.0
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--> 50 100 150 200 250 300
Abundance #279240: Sebacic acid, di(3-hexyl) ester
185.0
e ™
11.00 11.50
5000 m/z 98.10 63.80%
430 840
obdbn by (IR 200
m/iz--> 50 100 150 200 250 300
Abundance #60146: 5-Hydroxy-4-nitroguaiacol T =T
185.0 11.00 11.50
m/z 41.10 60.20%
5000
53.0
95.0 127.0
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 8 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.951 37.30 ng 3932270  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1676 (11.951 min): BF139694.D\data.ms (-1668) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 T
) H‘l 157.2185.2 256.3 12.00
0 el M ‘_m\‘u“wm‘uH““H‘H‘M_Hu_mwlw m/z 73.05 90.35%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 12.00
213.0 m/z 60.05 88.42%
‘ H 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘H!‘\\\““\\le “\H\‘H‘\H\“\\‘\\‘\‘H‘H‘HH‘\‘H\‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 41.10 78.79%
199.0
R
REESTIN 0 O O
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid T
3
43.0 73.0 12.00
m/z 55.10 77 .64%
5000 129.0
171.0
214.0
0150? -
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\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 9 Ethyl tridecanoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.057 65.69 ng 6924570  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl tridecanoate 242 C15H3002 028267-29-0 95
2 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 94
3 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 91
4 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 90
5 Dodecanoic acid, ethyl ester 228 C14H2802 000106-33-2 90
Abundance Scan 1694 (12.057 min): BF139694.D\data.ms (-1688) (- m/z 88.10 100.00%
88.1
50000 431
157.2
241.3 - 12.00
ob— ‘m i jLa2say | 1997 T %S le1.e5  61.10%
miz-> 50 100 150 200 250
Abundance #126204: Ethyl tridecanoate
88.0
5000 -
12.00
43.0 m/z 43.10  40.22%
H ‘ ‘ 1570 197.0 2420
O T T \ \ ‘ ‘H “ h“ h \ \ \ \ \ T T T M‘ \ T T \‘ ‘ T T T T
m/z--> 100 150 200 250
Abundance #92112.Undecamﬁcacm,eﬂwlemer
88.0
RN T
12.00
5000 41.0 m/z 55.10 33.22%
15 7.0
o L 20T am0
miz--> 50 100 150 200 250
Abundance #161204: Pentadecanoic acid, ethyl ester P ‘
88.0 12.00
m/z 41.10 31.44%
5000
43.0
157.0 2250 270.0
ol L 2250770 10507200 2100 JUl
m/z--> 50 100 150 200 250 12.00

8270-BF100124.M Tue Oct 08 15:04:59 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 10 Isopropyl palmitate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.169 17.24 ng 1817130  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 52
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 37

Abundance Scan 1713 (12.169 min): BF139694.D\data.ms (-1708) (- m/z 43.10 100.00%

43.1
5000
102.1
256.3
-

‘ M 1571 213.2 ‘ ‘ 12.00 12.50
0L “uw %

298.:
mi/z--> 100 1 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
1 M

‘whu b b 230 w7 6000 55.12%
5000 . T

256.0 12.00 12.50
m/z 41.10 47.83%

157,0 213 0
O T T h‘\ ‘\“ “‘ ‘\“ L T \ \ ‘\ \‘ T ‘ T ‘ \ T \ ‘ ‘\ T \2\98‘.(
m/z--> 50 100 150 200 250 300
Abundance #143507: n-Hexadecanoic acid
43.0
T

12.00 12.50
5000 m/z 57.10 46.71%

830 129.0 256.0
| L | im0 230
oL—L H i S ‘ TR —
m/z--> 50 100 150 200 250 300
Abundance : i id i

#92123: n-Capric acid isopropyl ester 7 7
43.0 12.00 12.50

m/z 55.10 41.04%

5000
1 M
155.0
0 H “ wdll ‘ “ T T T T T T

‘H Il ‘
““‘
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF100124.M Tue Oct 08 15:05:00 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 11 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.498 115.14 ng 12137000  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99

Abundance Scan 1769 (12.498 min): BF139694.D\data.ms (-1754) (. m/z 55.10 100.00%
1

55.
=
| ‘ \H 371 1802 222.3 26?-3 2063 12.50
ol M by oty L 2383 T4 10 66.18%
miz--> 50 100 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0
87.0 T
5000 264.0 1250
m/z 69.10 58.68%
130,100 0| o
0! | “\H‘\ M \‘\ h“\u‘ w‘hmm\‘ M\LH m‘\h ull \“\ T }\L NI M. \‘.
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
L. U
12.50
5000 ITI/Z 74.05 50.44%
264.0

180.0 222.0
0,

miz--> 50 100 150 200 250 300

Abundance #194418: 12-Octadecenoic acid, methyl ester

-

12.50
m/z 43.10 50.19%

5000

23.0 296.0

-

e
m/z--> 50 100 150 200 250 300 12.50

8270-BF100124.M Tue Oct 08 15:05:02 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 12 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.580 82.27 ng 8672290  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
Abundance Scan 1783 (12.580 min): BF139694.D\data.ms (-1777) (- m/z 74.10 100.00%
74.1
5000 43.1
1432
| w1 199.2 25‘5-3 2082 12.50
oww_‘ I el B Hm\ b ST m/z 87.10 74.97%
m/z--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 ] :
43.0 12.50
143.0 m/z 43.10 39.94%
h ||| 1110 199.0  255.0 298.C
O\\\\“\“\“M\”\‘\‘\\“\\\‘\“\\\\“\‘\\\“\
miz--> 100 150 200 250 300
Abundance #197350. Heptadecanoic acid, 15-methyl-, methyl ester
74.0
R 1
12.50
5000 208.C m/z 55.10 31.29%
43.0
143.0
‘ ‘ Fn.o 199.0  255.0
0 “‘ \‘ ‘H‘ “ “ \H‘h“ \“\‘u\‘}\\‘w‘w‘ ek “‘ A ‘\‘\ “‘ A “ :
miz--> 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester = ‘
74.0 12.50
m/z 41.10 27.06%
5000
143.0 255.0
199.0 298.C
AL gz |
0\\\\“‘\ “ mw“““w“w“?‘w“‘w w‘w“w“w‘w‘w w“‘w“www“w [ —
m/z--> 100 150 200 250 300 12.50

8270-BF100124.M Tue Oct 08 15:05:03 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 13 Ethyl Oleate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.792 639.11 ng 69533100  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Oleate 310 C20H3802 000111-62-6 93
2 (E)-9-Octadecenoic acid ethyl ester 310 C20H3802 006114-18-7 93
3 Heptadecanolide 268 C17H3202 005637-97-8 87
4 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 83
5 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 76
Abundance Scan 1819 (12.792 min): BF139694.D\data.ms (-1791) (- m/z 55.10 100.00%
55.1
5000 88.0 AJJ\AU//\/blMAJWJ
931 2023 20653 <Y LAv)
‘ T{ 1 1802 ‘ H 210 1250 13.00
ob— H‘\ ‘\ ““ J ‘n“h\\‘\‘Hﬂ“‘m\h‘mH‘H\h“ by \!n“u\‘ S FEWENI NN htar ety m/z 41.10  73.38%
miz--> 50 100 150 200 250 300
Abundance #212139: Ethyl Oleate
55.0
88.0
5000 saLa —
264.0 12.50 13.00 .
23.0 180.0 222.0 m/z 69.10 61.87%
m RN O N S
oL \\“ \;H‘\ \” A ! H‘H \‘\Hm‘u\h\‘m mi\‘\“\‘”\\u“ [N T S
miz-> 50 100 150 200 250 300
Abundance #212191: (E)-9-Octadecenoic acid ethyl ester
55.0
= —
12.50 13.00
5000 m/z 43.10 60.50%
ok \“ \‘ ‘U
miz--> 50 100 150 200 250 300
Abundance #158379: Heptadecanolide T —
55.0 12.50 13.00
m/z 83.15 50.13%
) | W
38.0 250.0
0 yzezeo 2200 W1,
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF100124.M Tue Oct 08 15:05:04 2024

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 14 Octadecanoic acid, ethyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.886 391.86 ng 42633100  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 99
2 Heptadecanoic acid, 15-methyl-, ... 312 C20H4002 057274-46-1 94
3 Ethyl 13-methyl-tetradecanoate 270 C17H3402 1000336-61-5 64
4 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 64
5 Ethyl 15-methyl-hexadecanoate 298 C19H3802 1000336-64-5 62

Abundance Scan 1835 (12.886 min): BF139694.D\data.ms (-1825) (- m/z 88.10 100.00%

88.1
5000, 431
157.2 269.3 - I
|32 ‘ 2132 M‘ 31‘2'3 1250 13.00
ob— AL L L w/z te1.1e 70.91%
miz--> 50 100 150 200 250 300
Abundance #214945: Octadecanoic acid, ethyl ester
88.0
5000 2\ .
43.0 12.50 13.00
: 157.0 2600 20 m/z 43.16  50.07%
I oo
o] - “\\“\U \‘M ‘\‘H‘\‘\‘\ %2‘3‘\"0‘\“ bt “ e L; - -
miz--> 50 100 150 200 250 300
Abundance #214994: Heptadecanoic acid, 15-methyl-, ethyl ester
88.0
— —r=
312.0 12.50 13.00
5000 ITI/Z 55.10 39.51%

157.0

430 ‘ 130 269.0
0! ‘L‘Hw‘ ‘\‘H :\}%%;9\‘ ‘\ Pl ! “‘ by \‘\ ) . ‘\‘L ‘L . “\ —
50 | | | I T

-

Miz--> 100 150 200 250 300
Abundance #161202: Ethyl 13-methyl-tetradecanoate P ; :
88.0 12.50 13.00

m/z 41.10 35.59%
5000
4“ ‘ 157.0 227.0 2700

e e T A S AV
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF100124.M Tue Oct 08 15:05:06 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 15 Isopropyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.951 113.43 ng 12340400  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl stearate 326 C21H4202 000112-10-7 87
2 i-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 80
3 Octadecanoic acid 284 C18H3602 000057-11-4 50
4 Octadecanoic acid, propyl ester 326 C21H4202 003634-92-2 38
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 32

Abundance Scan 1846 (12.951 min): BF139694.D\data.ms (-1841) (.  m/z 43.10 100.00%

43.1
5000 102.1 284.3
185.2 2412 i3bd
i L ‘\#43'1 | ‘.\ | ‘ ‘ ‘\ 326. . 9
0 bty L R B e B m/z 60.05 54.78%
miz--> 50 100 150 200 250 300
Abundance #232196: Isopropyl stearate
43.0
102.0
284.0
5000 T
13.00
m/z 57.10 52.55%
“ | #43.0 1850 2410 ‘ ‘ 326.(
(O ‘\“ \“‘U‘H“H r‘\‘\“\\‘r \“\‘\ \“\‘\\‘\
miz--> 50 100 150 200 250 300
Abundance #232241: i-Propyl 16-methyl-heptadecanoate
571.0 102.0 284.0

—T
13.00

m/z 41.10 45.96%

5000

N

0,
m/z--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid ! :
43.0 13.00
m/z 102.10 44.03%
5000
129.0
3.0 284.0
185.0 241.0
0 ‘uh\‘\‘ M‘h; e | “‘ I “‘ ““ A I o
m/z--> 50 100 150 200 250 300 13.00

8270-BF100124.M Tue Oct 08 15:05:07 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 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 16 Benzoic acid, tetradecyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.298 18.41 ng 2002430  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 70
2 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 62
3 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 58
4 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 53
5 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 53

Abundance Scan 1905 (13.298 min): BF139694.D\data.ms (-1899) (- m/z 123.10 100.00%
123.1
5000
431 770
13.00 13.50
ob—d “h“““u“““ “M Lo 1822 2212 2833 3264 105 65 73.15%
m/z--> 50 100 150 200 250 300
Abundance #222566: Benzoic acid, tetradecyl ester
123.0
5000 Y Vo
13.00 13.50
430 770 m/z 43.10  35.96%
04 “\ ‘\H ‘Hm\ “h‘ ‘“\‘h‘\““ L \“\ [ \1\9‘6‘(\) LA B ‘3\18\9\
miz--> 50 100 150 200 250 300
Abundance #239609: Benzoic acid, pentadecyl ester
123.0
—r= —
13.00 13.50
5000 ITI/Z 55.10 33.94%
43.0 7.0
okt H p““‘ | ‘M“w‘w L. 1630 ‘2‘110]0‘ 332
miz--> 50 100 150 200 250 300
Abundance #204852: Benzoic acid, tridecyl ester —r= P
123.0 13.00 13.50
m/z 77.05 32.81%
5000
77.0
43.0 ‘
182.0
NI A N 7Y S ) 'LV PO PO
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF100124.M Tue Oct 08 15:05:08 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\

Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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 17 unknownl13.439 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.439 20.93 ng 2277370  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-1-cyclohexanecarboxylic... 142 C8H1402 1000453-56-9 46
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 44
3 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 38
4 Eicosanoic acid 312 C20H4002 000506-30-9 38
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 30

Abundance Scan 1929 (13.439 min): BF139694.D\data.ms (-1924) (- m/z 55.10 100.00%
5!:
- T (\./NLKM
197.2 i§sd
0 i Tl ‘ 23522093 3123 0 4310 66.27%
m/z--> 50 100 150 200 250 300
Abundance #22865: 3-Methyl-1-cyclohexanecarboxylic acid (isomer 2
55.0
5000 1
13.50
142 0 ITI/Z 41.10 61.14%
O H“‘\“\ ‘\‘ ’ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #245847: Trifluoroacetoxy hexadecane
43.0
P
83.0 13.50
5000 ITI/Z 57.10 51.46%
224.0
269.0
“h h\ 168.0 ‘ ‘ 3190
0— R A e
miz--> 50 100 150 200 250 300
Abundance #214934: Acetic acid n-octadecyl ester —
43.0 13.50
m/z 69.10 51.01%
5000
83.0
5.0 252.0
0 Ly e 1680 2080 3120
— ; b P
m/z--> 50 100 150 200 250 300 13.50

8270-BF100124.M Tue Oct 08 15:05:10 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc EFF-Waste Water

ALS vial : 19 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 18 Eicosanoic acid, ethyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.527 34.52 ng 3756030  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 96
2 Methyl 19-methyl-eicosanoate 340 C22H4402 1000336-23-8 91
3 8-Methylnonanoic acid, ethyl ester 200 C12H2402 1000452-00-8 87
4 Nonadecanoic acid, ethyl ester 326 C21H4202 018281-04-4 87
5 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 86
Abundance Scan 1944 (13.527 min): BF139694.D\data.ms (-1938) (| m/z 88.10 100.00%
88.1
5000 43.1
157.2 e :
N | 2132 2553 2973 340 135
o Mgl 4R P L T m/z 101.10 68.09%
miz-> 50 100 150 200 250 300
Abundance #248991: Eicosanoic acid, ethyl ester
88.0
5000 43.0 UL T
13.50
m/z 43.10 50.96%
157.0 207.0 340.(
0! \H‘ ““‘ ‘H\”\ \‘ T “\ 1 \1\9?\(‘)\2\4\‘1‘0\ T \“‘.\ T !‘ T
miz--> 50 100 150 200 250 300
Abundance #248992: Methyl 19-methyl-eicosanoate
88.0
RN
13.50
5000 m/z 55.10 37.85%
157.0 340.(
‘ 1000 2410 2°/° ‘
miz--> 50 100 150 200 250 300
Abundance #75800: 8-Methylnonanoic acid, ethyl ester —— ‘
88.0 13.50
m/z 57.10 34.71%
5000
43.0
157.0
ol L4 ST . — o
m/z--> 50 100 150 200 250 300 13.50
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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\BF100724\
BF139694.D

: @07 Oct 2024 18:56

: RC/JU

: P4289-02 5X

: 19 Sample Multiplier: 1

EFF-Waste Water

Quant Method
Quant Title

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

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

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 19 unknownl4.427 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.427 20.00 ng 2175950  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 38
2 1-Decene, 4-methyl- 154 C11H22 013151-29-6 38
3 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 30
4 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 30
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 27

Abundance Scan 2097 (14.427 min): BF139694.D\data.ms (-2091) (- m/z 57.10 100.00%
57.1
5000
1304 LMMM
—
14.50
‘ ‘ ‘ 2031 265.3 .
- “!‘\m‘“‘hﬂ L, ek 3488 8995 7110 61.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56985: 2-Undecene, 4,5-dimethyl-, [R*,S*-(2)]-
57.0
5000 1
14.50
112.0 m/z 55.10 57.78%
OT‘!lSZ.O
m/z--> 50 100 150 200 250 300 350 400
Abundance #31422: 1-Decene, 4-methyl-
57.0
——
14.50
5000 m/z 43.10 56.06%
112.0
AT T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #33095: Nonane, 2,3-dimethyl- ——
57.0 14.50
m/z 41.10 41.43%
5000
112.0
ow‘*“\‘h‘ 156.0 7
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : @7 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc . EFF-Waste Water

ALS vial : 19 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 20 .alpha.-Amyrin Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.427 26.14 ng 2843650  Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 97
2 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 93
3 Urs-12-en-23-o0ic acid, 3-(acetyl... 512 C33H5204 1000505-76-4 87
4 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 86
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 58

Abundance Scan 2777 (18.427 min): BF139694.D\data.ms (-2763) (- m/z 218.20 100.00%

218.2
5000
55.1 122.1

. M H“m m‘mhm L L), 2723 sa12 4284 56320 32.10%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316499: .alpha.-Amyrin
218.0

5000 T

o

m/z 189.20  27.71%

69.0 135.0 426.0
TT \ ‘ \ T \L \A““\ m \ml\ Il‘ \‘l\ T \ M\ \ T \‘2\7\2\ (\)‘ TTT \3‘6\5\9 ‘ \ \‘\ T ‘ TTTT ‘ TT1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #331395: Urs-12-en-3-ol, acetate, (3.beta.)-
218.0

o

18.50
5000 m/z 122.10 24.20%
43.0 1220
ooty || oo _ssosmo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339896: Urs-12-en-23-oic acid, 3-(acetyloxy)-, (4.beta.)- P
218.0 18.50
m/z 55.10 23.41%
5000
43.0 119.0
0 H\WH‘W bl 2D 1704370 S1a -
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139694.D

Acqg On : 07 Oct 2024 18:56

Operator : RC/JU

Sample : P4289-02 5X

Misc : EFF-Waste Water

ALS Vvial : 19 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|
1-Hexanol, 2-et... 6.969 17.6 ng 10416700 1 6.863 11838700 20.0
Octanoic acid 8.269 20.0 ng 7298720 2 8.151 7298720 20.0
Diisopropyl adi... 9.698 20.0 ng 174423000 3 9.916 174423000 20.0
unknown10.969 10.969 71.8 ng 7572430 4 11.398 2108200 20.0
Tetradecanoic acid 11.110 33.0 ng 3479690 4 11.398 2108200 20.0
Sebacic acid, d... 11.198 20.0 ng 2108200 4 11.398 2108200 20.0
n-Hexadecanoic ... 11.951 37.3 ng 3932270 4 11.398 2108200 20.0
Ethyl tridecanoate 12.057 65.7 ng 6924570 4 11.398 2108200 20.0
Isopropyl palmi... 12.169 17.2 ng 1817130 4 11.398 2108200 20.0
11-Octadecenoic... 12.498 115.1 ng 12137000 4 11.398 2108200 20.0
Methyl stearate 12.580 82.3 ng 8672290 4 11.398 2108200 20.0
Ethyl Oleate 12.792 639.1 ng 69533100 5 14.033 2175950 20.0
Octadecanoic ac... 12.886 391.9 ng 42633100 5 14.033 2175950 20.0
Isopropyl stearate 12.951 113.4 ng 12340400 5 14.033 2175950 20.0
Benzoic acid, t... 13.298 18.4 ng 2002430 5 14.033 2175950 20.0
unknown13.439 13.439 20.9 ng 2277370 5 14.033 2175950 20.0
Eicosanoic acid... 13.527 34.5 ng 3756030 5 14.033 2175950 20.0
unknown14.427 14.427 20.0 ng 2175950 5 14.033 2175950 20.0
.alpha.-Amyrin 18.427 26.1 ng 2843650 6 15.504 2175950 20.0
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