LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS Vvial : 17 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140870.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 3 12 18 rVB 3662161 6545096 6.37% 1.908%
2 5.445 562 570 576 rBvV 1169192 2162708 2.10% 0.631%
3 6.922 814 821 831 rBV 2414656 4220791 4.11% 1.231%
4 7.233 868 874 882 rBV2 836178 1422215 1.38% 0.415%
5 7.416 900 905 909 rBV 1241338 1672476 1.63% 0.488%
6 7.592 922 935 938 rBV 485379 1230664 1.20% ©0.359%
7 8.069 984 1016 1018 rBV 1799129 8742225 8.51%  2.549%
8 8.251 1045 1047 1051 rVB 1705147 1894479 1.84% ©0.552%
9 8.710 1117 1125 1131 rBV 872815 1354545 1.32% 0.395%
10 9.045 1160 1182 1188 rBV3 2686269 8685404 8.45%  2.533%
11  9.204 1188 1209 1212 rBV 4743557 15343281 14.93% 4.474%
12 9.722 1289 1297 1306 rVV 3413999 5646658 5.50% 1.647%
13 9.916 1327 1330 1336 rVB2 1129334 1528991 1.49% 0.446%
14 10.274 1357 1391 1392 rBV2 7303259 42333577 41.20% 12.344%
15 10.686 1457 1461 1467 rVB 884920 1159765 1.13% 0.338%

16 10.916 1492 1500 1501 rBV2 974221 1405286
17 10.939 1501 1504 1567 rVV 2142283 3188659 .10%
18 10.969 1507 1509 1520 rVB 1287526 1903045 .85%
19 11.157 1520 1541 1547 rBV2 6537192 28589130 27.83%
20 11.763 1638 1644 1649 rBV 2414361 3115845 3.03%

.37%
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21 11.980 1666 1681 1686 rVV 5683689 19225043 18.71%
22 12.051 1686 1693 1698 rVB 8539986 16865991 16.42%
23 12.151 1705 1710 1716 rVB 2312618 2925505 2.85%
24 12.480 1750 1766 1767 rBV 6698283 11883716 11.57%
25 12.563 1775 1780 1790 rVB 6670976 10997298 10.70%
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26 12.821 1794 1824 1828 rBV3 15046012 102744650 100.00% 29.959%
27 12.874 1828 1833 1834 rBV2 4170298 6020019 5.86% 1.755%

28 12.957 1844 1847 1852 rVB 5878245 7624741 7.42%  2.223%
29 13.027 1852 1859 1867 rVB 875382 2438146 2.37% 0.711%
30 13.104 1867 1872 1878 rVB2 765315 1553253 1.51% ©.453%
31 13.439 1922 1929 1936 rVV3 1397268 3416733 3.33% ©0.996%
32 13.510 1936 1941 1951 rVV 3100142 4505919 4.39% 1.314%
33 13.857 1995 2000 2008 rVB 830520 1092473 1.06% 0.319%
34 17.545 2615 2627 2645 rVB8 217585 1127517 1.10% ©.329%
35 17.921 2682 2691 2699 rBV2 533341 1719044 1.67% 0.501%

36 18.262 2735 2749 2759 rBV 339976 1703956 1.66% 0.497%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS Vvial : 17 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.427 2760 2777 2786 rBV 1199289 4959797 4.83% 1.446%

Sum of corrected areas: 342948641
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2024 19:45
: RC/JU
: P5192-02

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
BF140870.D

EFF-WASTE WATER
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF140870.D\data.ms

.163
6.922

5.445 g 416

7233777 59

L L L I B L I L L L I L L L L B L B B B B IR B LA B R I (Npan

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: BF140870.D\data.ms

12.051

121
11.980

11.763 151

0
Time-->

T = T —F T T —
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

TIC: BF140870.D\data.ms

13.510

3.439 18.427

13.857

17505 1TR2L 182621

NN N A

Time-->

13.50

T ‘ T T T T ’ T T T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Butane, 2-methoxy-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.163 31.01 ng 6545100 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 12 (2.163 min): BF140870.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
ERAmAEARE
‘ ‘ 2.202.302.402.502.60
ol el el drozo m/z 43.10  34.95%
miz--> 20 40 60 80 100 120 140 160
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [ T T[T T[T TT 771
55.0 2.202.302.402.502.60
m/z 87.10  27.48%
T \}\“‘\\\\‘\\\‘\‘\‘\\]-\0‘1\.(\)\\’\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
R RmR A R
2.202.302.402.502.60
5000 55.0 m/z 55.10 25.64%
29 0
A m 197.0 115.0
‘_“““H“‘ e e N R e
miz--> 60 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl-  RAmAEARE e
73.0 2.202.302.402.502.60
m/z 41.10 11.34%
5000
41.0
| 950 171.0
B I O BRERRRARERESSA R
m/z--> 20 40 60 80 100 120 140 160 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 1-Hexanol, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.922 20.00 ng 4220790 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Ethyl-1-hexanol, methyl ether 144 CSH200 1000365-10-2 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45

Abundance Scan 821 (6.922 min): BF140870.D\data.ms (-814) (-) m/z 57.05 100.00%

57.0
5000
83.1
‘ ‘ ‘ 1121 6.60 6.80 7.00 7.20
Obrrrrrrre et el L 22070 sz 41010 39.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000
29.0 6.60 6.80 7.00 7.20
' 83.0 m/z 43.05 30.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether
57.0
6.60 6.80 7.00 7.20
5000 m/z 55.05 27.91%
83.0 112.0
29.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15693: 2-Propyl-1-pentano
57.0 6.60 6.80 7.00 7.20
m/z 70.10  20.99%
5000
29.0
Gy
S 0 =
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Octanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.069 20.00 ng 8742230  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 64
3 3,4-Dihydroxy-5-methyl-dihydrofu... 132 C5H804 005803-57-6 50
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 47
5 Hexanoic acid 116 C6H1202 000142-62-1 43
Abundance Scan 1016 (8.069 min): BF140870.D\data.ms (-984) (-) m/z 60.05 100.00%
60.0
5000
101.1

R AREmEEEE e

‘ ‘H 7.80 8.00 8.20 8.40
1L ol d4sl 2070 o w/z 73.5  78.77%

miz--> 50 100 150 200 250 300 350

Abundance #24056: Octanoic acid

60.0
5000 L B L B L LA B
7.80 8.00 8.20 8.40
101.0 m/z 41.10 49.77%
]-\swd\ LH“‘“ “\‘\““‘\ \‘\]\-4\.4‘(? L L I B
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
AT A
127.0 7.80 8.00 8.20 8.40
5000 m/z 43.10 46.21%
Um0 arse
m/z--> 50 100 150 200 250 300 350
Abundance  #16345: 3,4-Dihydroxy-5-methyl-dihydrofuran-2-one EmE L Ry -
60.0 7.80 8.00 8.20 8.40
m/z 55.05 42.51%
5000 /ﬂ
m/z--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Hydrocinnamic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.045 113.61 ng 8685400  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 87
2 2-Phenethyl-.beta.-phenylpropionate 254 C17H1802 028049-10-7 64
3 4-tEthylbenzoic acid, 2-phenyleth... 254 C17H1802 1000293-50-1 50
4 Pentafluoropropionic acid, 2-phe... 268 C11H9F502 081089-48-7 49
5 2-Bromopropionic acid, 2-phenyle... 256 C11H13Br02 043216-34-8 47

Abundance Scan 1182 (9.045 min): BF140870.D\data.ms (-1160) (-) m/z 91.05 100.00%

91.0 '
5000
150.1 SN S S S—
51‘0 ‘H m ‘ 178.1 8.80 9.00 9.20 9.40
Ob b b0, L | m/z le4.10  82.41%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28265: Hydrocinnamic acid
91.0
5000 LI I L I L B L B LA B
150.0 8.80 9.00 9.20 9.40
m/z 105.85 32.98%
51.0
| \\‘ H ‘ “

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #140944: 2-Phenethyl-.beta.-phenylpropionate
104.0

S

8.80 9.00 9.20 9.40
5000 m/z 150.05 22.82%

77.0
51.0

142.0 1780 254.(

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #140953: 4-Ethylbenzoic acid, 2-phenylethyl ester T T
104.0 8.80 9.00 9.20 9.40

m/z 77.05 22.45%

%

133.0
5000

~
~
o

510 “ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 2-Propenoic acid, 3-phenyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.722 73.86 ng 5646660 Acenaphthene-d10 9.886

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 83
5 2-Propenoic acid, 3-phenyl-, cyc... 230 C15H1802 007779-17-1 64

Abundance Scan 1297 (9.722 min): BF140870.D\data.ms (-1289) (-) m/z 131.05 100.00%

1311
103.1
5000
77.0
0 176.1  — A
51" | ! ‘ 9.50 10.00
O e st ey ot AT L T/ 103.05  54.84%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50749: 2-Propenoic acid, 3-phenyl-, ethyl ester, (E)-
.0

131
5000 o b
o 176.0 m/z 77.85  36.86%
51.0
200 | oa L so L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #50632: Ethyl (Z)-cinnamate
131.0
S T RN
9.50 10.00
5000 103.0 m/z 176.10 24.12%
770 176.0
51.0
20 | | st |

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

Abundance #50723: 2-Propenoic acid, 3-phenyl-, ethyl ester — ——
131.0 9.50 10.00

m/z 104.05 16.42%

5000 103.0
77.0

176.0
51.0
27.0

2] [ N

m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Dodecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.275 553.75 ng 42333600  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Octanoic acid 144 C8H1602 000124-07-2 43
Abundance Scan 1391 (10.274 min): BF140870.D\data.ms (-1357) (- m/z 73.05 100.00%
73.0
41.1
5000
129.1 157.2
— —
L#H’ 10.00 10.50
0! m/z 60.05 81.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75719: Dodecanoic acid
73.0
129.0
43.0 200.0
5000 157.0 1 1
10.00 10.50
101.0 m/z 41.18 60.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92069: Tridecanoic acid
73.0
43.0 10.00 10.50
5000 129.0 m/z 43.10 58.25%
171.0
97.0 214.0
Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0 10.00 10.50
43.0 m/z 55.10 55.19%
5000 129.0
185.0
97.0 228.0
15.0 ‘Hwh““‘w‘:_um“l‘?wwwwww
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\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Tetradecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.157 20.00 ng 28589100  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1541 (11.157 min): BF140870.D\data.ms (-1520) (-] | m/z 73.05 100.00%
73.0
43.1
5000 129.1
185.2
— —
Hw 228.2 11.00 11.50
om,w‘i‘;‘mu‘ﬂMm“‘u‘eu_mHw‘wHH‘,HH_!H,W??“ m/z 60.05 78.16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 — —
185.0 / 14113 10 61;.526°
Hl 228.0 m/z . . 0
]\-\\.R‘\‘\\‘iu\\H!“‘\H\‘\‘H\‘\\%“H“M‘\‘\‘H‘H\\‘H‘H‘HH"HH‘\!H’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75718: Dodecanoic acid
73.0
— —
11.00 11.50
5000 m/z 41.10 60.71%
43.0 129.0
157.0
W o
SN 1 A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #46961: n-Decanoic acid o —
60.0 11.00 11.50
m/z 55.10 57.77%
5000
129.0
29.0
172.0
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50

8270-BF121624.M Tue Dec 17 05:42:06 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 19
R.T. EstConc Area Relative to ISTD R.T.
11.980 13.45 ng 19225000  Phenanthrene-d1e 11.380
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1681 (11.980 min): BF140870.D\data.ms (-1666) (- m/z 73.05 100.00%
73.0
43.1
5000 1291
213.2 | L
‘ 171.2 256.3 12.00
0b— ‘;‘M A ;‘H‘w A | “w“ SR m/z 60.85  77.72%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1710 2130 256.0 m/z 43.10 77 .46%
N ‘M‘H‘H W “H“‘\‘ Hh“‘\ ;‘H‘\‘n} ‘\ | “ “ “‘ \‘ “‘ T “\‘ N
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
12.00
5000 129.0 m/z 41.10 64.47%
‘ 199.0 2420
167.0 ﬁ“
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid 7
73.0 12.00
43.0 m/z 57.10 64.47%
5000
129.0
185.0 228.0
: “‘ \“J ‘u‘u“ ‘um M‘H“ ‘ML‘W ‘\ - m‘\ “\‘ \‘ — ‘\‘ — —
m/z--> 50 100 150 200 250 12.00

8270-BF121624.M Tue Dec 17 05:42:06 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 9 Hexadecanoic acid, ethyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.051 11.80 ng 16866000  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 97
2 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 87
3 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 80
4 Dodecanoic acid, ethyl ester 228 C14H2802 000106-33-2 72
5 Tetradecanoic acid, ethyl ester 256 C16H3202 000124-06-1 64

Abundance Scan 1693 (12.051 min): BF140870.D\data.ms (-1686) (- m/z 88.10 100.00%
88.1

i

5000
43.1
157.2 ‘
241.3
R =
oAl b bbbl A2 | L TR miz 101,10 64.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179135: Hexadecanoic acid, ethyl ester
88.0
5000 L :
12.00
55.0 157.0 2410 284.0 m/z 43.10 29.14%

Y ST L

m/z--> 20 40 60 80 100120140160180200220240260280

%

Abundance #92112: Undecanoic acid, ethyl ester
88.0
12.00
5000! 410 m/z 55.10  24.53%
157.0
B e TP T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161213: Pentadecanoic acid, ethyl ester —— ‘
88.0 12.00
m/z 41.10 23.02%
5000
43.0
157.0 2250 270.0
Lm0 7 Caeso 220 T | L
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF121624.M Tue Dec 17 05:42:07 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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@ (E)-9-Octadecenoic acid eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.821 1880.96 ng 102745000  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-9-Octadecenoic acid ethyl ester 310 C20H3802 006114-18-7 93
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 Ethyl Oleate 310 C20H3802 000111-62-6 91
4 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 90
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90

Abundance Scan 1824 (12.821 min): BF140870.D\data.ms (-1794) (- m/z 55.10 100.00%

5000 At =
264.0 12.50 13.00
222 0 ' m/z 41.10 70.08%
180 0
37. H 310.0
um\ Hw m L m \H e |
15

T T ‘ T T ‘ T T T ‘
miz--> 50 0 200 250 300
Abundance #194438: 9 Octadecenmc acid (2)-, methyl ester

55.0
— —=
12.50 13.00
5000 m/z 83.10 59.53%
264.0
38.0 180.0 222.0
15.0 | m“\ il \L - uL o L \

55.1
5000
264.3
3 T T T T T
37.0 1802 12.50 13.00
310.3
mm [N u it m/z 69.10 71.26%
miz--> 50 150 200 250 300
Abundance #212191: (E) -9-Octadecenoic acid ethyl ester
5!:

?

?

m/z--> 5 50 200 250 300 J\/J\/L

Abundance #212136: Ethyl Oleate T =

43.0 12.50 13.00
m/z 97.10 51.62%

264.0
5000
180.0 222.0 310.0
miz--> 150 200 250 300 12.50 13.00

8270-BF121624.M Tue Dec 17 05:42:07 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 11 Octadecanoic acid, ethyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.874 110.21 ng 6020020  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 97
2 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 64
3 Heptadecanoic acid, 15-methyl-, ... 312 C20H4002 057274-46-1 60
4 Ethyl tridecanoate 242 C15H3002 028267-29-0 53
5 Tetradecanoic acid, ethyl ester 256 C16H3202 000124-06-1 49

Abundance Scan 1833 (12.874 min): BF140870.D\data.ms (-1828) (-} | m/z 88.10 100.00%
88.1
43.1
5000
157.2 269.3
3123 [ T
‘ ‘ ‘ 2132 “ 12.50 13.00
obd il 1] ‘ ‘ A ‘ m/z 101.10  72.51%
miz--> 50 100 150 200 250 300
Abundance #214945: Octadecanoic acid, ethyl ester
88.0
5000 s L
43.0 12.50 13.00
157.0 2600 120 m/z 43.10 57.63%
Ll 20 T
HHM‘H‘M \‘u ‘H‘\“m‘ “\“ I HH ‘\ o | -
miz--> 100 150 200 250 300
Abundance #179135:Hexadecanok:add,eﬂwlemer
88.0
— e
12.50 13.00
5000 m/z 73.10 47 .77%
43.0 157.0 2410 284.0
il ‘L““\‘U\‘M ‘\‘u“\\\‘\ ‘\\‘ | ““‘ ; ‘\‘ - H\ b “\‘ e
m/iz--> 50 100 150 200 250 300
Abundance #214994: Heptadecanoic acid, 15-methyl-, ethyl ester = =
88.0 12.50 13.00
m/z 57.10 40.57%
312.0
5000
157.0
Nl 22,77
“LL‘”W “LWHWWN‘HJ\H\\M‘HJNHMJ\‘\M\ ‘ A =
m/z--> 100 150 200 250 300 12.50 13.00

8270-BF121624.M Tue Dec 17 05:42:08 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\

Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45
Operator : RC/JU

Sample : P5192-02

Misc

ALS vial : 17 Sample Multiplier: 1

EFF-WASTE WATER

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 1Isopropyl stearate

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.957 139.59 ng 7624740  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl stearate 326 C21H4202 000112-10-7 81
2 Octadecanoic acid 284 C18H3602 000057-11-4 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 25
4 .alpha.-D-Galactopyranoside, methyl 194 C7H1406 003396-99-4 22
5 Methyl isopropylidene-.beta.-d-a... 204 C9H1605 1000129-88-1 16

Abundance Scan 1847 (12.957 min): BF140870.D\data.ms (-1844) (- 43,10 100.00%
102.1 284.3
5000
31 185.2 2412 13 00
0 b Wk 70 “ [ ‘\ Lol 3268 102.10 69.78%
g et L
miz-> 50 100 150 200 250 300
Abundance #232196: Isopropy! stearate
43.0
102.0
284.0
5000

) #4 o 185.0 2410
Ay

i

1300
m/z 60,10 59.52%

3. .
I T L LA B 4 \ rToT T T
miz-> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid
43.0

1300
5000 ITI/Z 284.30 56.30%
430 129.0 284.0
185.0 241.0
. h‘ uhH M L B J “‘ IR “‘ “‘ -
m/z--> 50 100 150 200 250 300
Abundance #46965: n-Decanoic acid
60.0 1300
57.10 55.34%
5000 129.0 M
ol | lgso w20
m/z--> 50 100 150 200 250 300 1300

8270-BF121624.M Tue Dec 17 05:42:08 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 9-Octadecenoic acid, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.104 28.44 ng 1553250  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 cis-9-Octadecenoic acid, propyl ... 324 C21H4002 1000405-15-0 89
3 14-Pentadecenoic acid 240 C15H2802 017351-34-7 68
4 7Z-9-Hexadecen-1-o0l acetate 282 C18H3402 1000130-89-2 53
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 49

Abundance Scan 1872 (13.104 min): BF140870.D\data.ms (-1867) (-] ' m/z 55.10 100.00%

58.1
97.1
5000
265.3

T T
37.1 180.2 222.3 224 13.00 13.50
- ‘“M‘ Mhu\h L - \\L SBPNE MV il m/z 43.10 88.73%

miz--> 50 100 150 200 250 300
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0

5000 — ASASA
13.00 13.50

m/z 69.10 80.07%

264.0
180.0 222.0
— “‘\‘\ m‘uuh\‘ u\h g e
miz--> 50 150 200 250 300
Abundance #229561 cis- 9 Octadecenoic acid, propyl ester
5:

T
13.00 13.50

5000 m/z 41.10 71.92%
265.0
7.0 180.0 222 0
i’ y
. h‘w ‘{\ il u\uhH\H‘ \M e “\‘ P ‘\‘
m/z--> 50 150 250 300

Abundance #123669: 14—Pentadecen0|c acid —F= =
55.0 13.00 13.50

m/z 83.10 71.48%

5000 97.0
ﬁ3 0 1800 22‘2'0
llly \h ol L

m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF121624.M Tue Dec 17 05:42:09 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\

Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER
ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Heptadecanolide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.439 62.55 ng 3416730  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanolide 268 C17H3202 005637-97-8 60
2 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 58
3 Androstane-3,17-diol 292 C19H3202 025126-76-5 56
4 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 53
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 53

Abundance Scan 1929 (13.439 min): BF140870.D\data.ms (-1922) (- m/z 55.10 100.00%
5!:
97.1
5000
169.1 —
08.2 250.3 292.3 13.50
ok ‘% e L 388 s 6910 71.85%
m/z--> 50 100 150 200 250 300
Abundance #158379: Heptadecanolide
55.0
5000 97.0 —
13.50
m/z 41.10 59.62%
3?(“) 20‘8.0 250.0‘
“\\i\‘”\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
—=
13.50
5000 7.0 m/z 83.10  57.25%
292.0
37.0 208.0 2500 ‘
150 | e R S
miz--> 50 100 150 200 250 300
Abundance #189403: Androstane-3,17-diol —
41.0 13.50
292.0
81.0 233.0 m/z 43.10  56.15%
165.0
h I AJ\AxJLNfJ\AA
—
m/z--> 50 100 150 200 250 300 13.50

8270-BF121624.M Tue Dec 17 05:42:09 2024 17
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Eicosanoic acid, ethyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.510 82.49 ng 4505920  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 97
2 Heptadecanoic acid, ethyl ester 298 C19H3802 014010-23-2 93
3 Methyl 19-methyl-eicosanoate 340 C22H4402 1000336-23-8 91
4 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 90
5 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 87
Abundance Scan 1941 (13.510 min): BF140870.D\data.ms (-1936) (- m/z 88.10 100.00%
88.1
5000 43.1 A}\
157.1 T T \
“ | ‘ 2132 2553 297.3 340. 13.50
0 bbbl L SRS SRS L T m/z 101,10 70.46%
miz-> 50 100 150 200 250 300
Abundance #248991: Eicosanoic acid, ethyl ester
88.0
5000{ 43.0 UL
13.50
m/z 43.10  37.46%
157.0 2070 340
\““\““‘ ‘\“\“\ \‘ T ‘\ f \1\9?\0‘\2\4\‘1‘0\ T \“‘.\ T !‘ T
miz--> 50 100 150 200 250 300
Abundance #197323: Heptadecanoic acid, ethyl ester
88.0
N \
13.50
5000 m/z 55.10 28.62%
43.0
“ H“ ‘ 157.0 1990 255.0 298.0
S T8 1 YIS o SR N S
miz--> 50 100 150 200 250 300
Abundance #248992: Methyl 19-methyl-eicosanoate — :
88.0 13.50
m/z 57.10  26.33%
h M
157.0 340.(
297.0
199.0 241.0
m/z--> 50 100 150 200 250 300 13.50

8270-BF121624.M Tue Dec 17 05:42:10 2024
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\

: BF140870.D

: 16 Dec 2024 19:45
: RC/JU

: P5192-02

17

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

EFF-WASTE WATER

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Heptadecyl heptafluorobutyrate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.857 20.00 ng 1092470  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
2 1-Octadecene 252 C18H36 000112-88-9 87
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 81
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 81
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 81

Abundance Scan 2000 (13.857 min): BF140870.D\data.ms (-1995) (- m/z 57.10 100.00%
57.1
o M
11.1 — Sies
| ‘ 1672 2392 3254 1350 1400
ol A ML L I0T2 230 s S e m/z 75.05  71.47%
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 = e
11.0 13.50 14.00
m/z 83.10 47.96%
169.0
T \“\ ‘ " T “\ \“\M‘ ‘M‘ \“‘\ ‘“ ‘“\ ‘\ T !\2??‘0\2\8\4:9\ L I \4\3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
P o
13.50 14.00
5000 m/z 55.18  46.62%
11.0
UM e 2o
m/z--> 50 100 150 200 250 300 350 400
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester P o
57.0 13.50 14.00
m/z 43.10 45.75%
5000 11.0
169.0
BVU A1 11O U T-SYS0  L V N
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 .beta.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.545 20.64 ng 1127520  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 91
4 5-Cholestene-3-0l, 24-methyl- 400 (C28H480 290299-12-6 62
5 Campesterol 400 C28H480 000474-62-4 59

Abundance Scan 2627 (17.545 min): BF140870.D\data.ms (-2615) (- m/z 43.10 100.00%

431
107.1
5000 213.2
9.1 2711
414.c S ‘
329.3 17.50
el m/z 55.10  78.87%
miz—> 0 50 100 150 200 250 300 350 400

Abundance #310595: .beta.-Sitosterol

IS
W
o

5000 T T

105.0 17550
m/z 57.10  70.75%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol

N
w
o

T \
17.50

5000 5.0 m/z 81.05 63.14%

213.0 303.0

4

\‘ Il l
m/z--> 0 5b
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 — ‘
3.0 17.50
m/z 107.10 61.80%

100 150 200 250 300 350 400

5000 91.0 145.0 382.0

\ 213.0 289.0
L L
il

.

340
- —
m/z--> 0 50 100 150 200 250 300 350 400 17.50

8270-BF121624.M Tue Dec 17 05:42:10 2024 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 9,19-Cyclolanost-24-en-3-0l... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.921 31.47 ng 17190406  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,19-Cyclolanost-24-en-3-01, (3.... 426 C30@H500 000469-38-5 93
2 Ergost-25-ene-3,5,6,12-tetrol, (... 448 C28H4804 056052-97-2 37
3 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 32
4 Friedelan-3-one 426 C30H500 000559-74-0 25
5 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 25
Abundance Scan 2691 (17.921 min): BF140870.D\data.ms (-2682) (- m/z 69.10 100.00%
69.1
5000 411.4
9.1
——
T
—— ““ ”w‘u‘““l““\‘“ m/z 41.10 46.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316524: 9,19-Cyclolanost-24-en-3-ol, (3.beta.)-
69.0
5000 P
1.0 18.00
‘ 175.0 286.0 393.0 m/z 109.10  45.98%
339.0
231.0 ‘ ‘ ‘
180/ | HM Y L LL\ H\ W T | }
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325148: Ergost-25-ene-3,5,6,12-tetrol, (3.beta.,5.alpha.,
69.0
——
18.00
5000 m/z 95.10 44.51%
| ‘ 343.0 412.0
[
il
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99335: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-e P
69.0 18.00
m/z 55.10  43.45%
5000
1.0
L s
1L, |
e e e P
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 N-(3-Bromobenzyl)propanamid... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.262 31.19 ng 1703960  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(3-Bromobenzyl)propanamide, N-... 255 C11H14BrNO 1250900-80-1 93
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 46
3 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 43
4 4-Methylheneicosane 310 C22H46 025117-29-7 43
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 43

Abundance Scan 2749 (18.262 min): BF140870.D\data.ms (-2735) (- m/z 57.10 100.00%

57.1
5000

=
140.2 1962 18.00 18.50
) T2A12 2078 385 A1l 51 10 13.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #141433: N-(3-Bromobenzyl)propanamide, N-methyl-
57.0
257.0
120.0 169.0
5000 — —
18.00 18.50

m/z 83.10 12.90%

- ‘M “’\Hu‘\ “ 2.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #59063: Undecane, 4,6-dimethyl-
57.0

T
18.00 18.50
5000 m/z 85.10 11.48%

“ ‘ 113.0
A 1840
miz--> 50 100 150 200 250 300 350 400

Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty T
57.0 18.00 18.50
m/z 69.10 11.21%

140.0
| H ‘ M L\ by o) 213.0 270.0

T ‘
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.427 90.80 ng 4959800 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 98
2 .beta.-Amyrin 426 C30H500 000559-70-6 92
3 Urs-12-en-23-o0ic acid, 3-(acetyl... 512 C33H5204 1000505-76-4 87
4 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 76
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 70
Abundance Scan 2777 (18.427 min): BF140870.D\data.ms (-2760) (| m/z 218.20 100.00%
218.2
551 1221 -
18.50
- M \l *l‘ ”‘m m :‘muh | Al 27233052 4264 0 56300 33.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316499: .alpha.-Amyrin
218.0
5000 1
18.50
m/z 189.20 27.17%
135.0 426.0
TT \ ‘ \ T \L\A““\ m\ml\h‘ \‘l\ T \ M\ \ T \‘2\7\2\(\)‘ TTT \:3‘6\5\\()\ ‘ \ \‘\ T ‘ TTTT ‘ TT1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316495: .beta.-Amyrin
218.0
—
18.50
5000 m/z 122.10 24.04%
69.0
L a0 asso 400
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339896: Urs-12-en-23-oic acid, 3-(acetyloxy)-, (4.beta.)- T
218.0 18.50
m/z 135.05 23.77%
5000
43,0 119.0
i e smosre s Y
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\BF121624\
Data File : BF140870.D

Acqg On : 16 Dec 2024 19:45

Operator : RC/JU

Sample : P5192-02 :
Misc . EFF-WASTE WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.163 31.0 ng 6545100 1 6.845 4220790 20.0
1-Hexanol, 2-et... 6.922 20.0 ng 4220790 1 6.845 4220790 20.0
Octanoic acid 8.069 20.0 ng 8742230 2 8.128 8742230 20.0
Hydrocinnamic acid 9.045 113.6 ng 8685400 3 9.886 1528990 20.0
2-Propenoic aci... 9.722 73.9 ng 5646660 3 9.886 1528990 20.0
Dodecanoic acid 10.275 553.8 ng 42333600 3  9.886 1528990 20.0
Tetradecanoic acid 11.157 20.0 ng 28589100 4 11.380 28589100 20.0
n-Hexadecanoic ... 11.980 13.4 ng 19225000 4 11.380 28589100 20.0
Hexadecanoic ac... 12.051 11.8 ng 16866000 4 11.380 28589100 20.0
(E)-9-Octadecen... 12.821 1881.0 ng 102745000 5 14.039 1092470 20.0
Octadecanoic ac... 12.874 110.2 ng 6020020 5 14.039 1092470 20.0
Isopropyl stearate 12.957 139.6 ng 7624740 5 14.039 1092470 20.0
9-Octadecenoic ... 13.104 28.4 ng 1553250 5 14.039 1092470 20.0
Heptadecanolide 13.439 62.5 ng 3416730 5 14.039 1092470 20.0
Eicosanoic acid... 13.510 82.5 ng 4505920 5 14.039 1092470 20.0
Heptadecyl hept... 13.857 20.0 ng 1092470 5 14.039 1092470 20.0
.beta.-Sitosterol 17.545 20.6 ng 1127520 6 15.509 1092470 20.0
9,19-Cyclolanos... 17.921 31.5 ng 1719040 6 15.509 1092470 20.0
N-(3-Bromobenzy... 18.262 31.2 ng 1703960 6 15.509 1092470 20.0
.alpha.-Amyrin 18.427 90.8 ng 4959800 6 15.509 1092470 20.0
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