LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS Vvial : 16 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138705.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.452 54 61 72 rVB 13991 28022 1.83% 0.210%
2 3.363 210 216 222 rBV 10904 28193 1.84% 0.212%
3 5.063 500 505 516 rVB 78938 120039 7.85% 0.901%
4 5.469 569 574 592 rVB 1124289 1479431 96.73% 11.100%
5 6.481 740 746 765 rBV 1138623 1529373 100.00% 11.475%
6 6.675 774 779 791 rBV 25119 37633 2.46% 0.282%
7 6.846 803 808 813 rBV 282389 347055 22.69% 2.604%
8 7.404 897 903 913 rBV 720901 966593 63.20%  7.253%
9 7.657 942 946 952 rBV 27627 34053 2.23% 0.256%
10 8.122 1018 1025 1038 rVB 326571 415211 27.15% 3.115%
11 8.340 1058 1062 1067 rBV 16138 19032 1.24% 0.143%
12 8.434 1074 1078 1092 rVB 66993 101839 6.66% 0.764%
13 8.710 1120 1125 1129 rBV 22755 26601 1.74% 0.200%
14  9.198 1202 1208 1213 rBV 1226663 1502135 98.22% 11.271%
15 9.875 1318 1323 1328 rBV 345574 430750 28.17%  3.232%
16 9.969 1334 1339 1345 rBV 43503 67440 4.41% 0.506%
17 10.669 1452 1458 1473 rVW 569880 753407 49.26% 5.653%
18 10.792 1473 1479 1484 rVB4 8411 17122 1.12% 0.128%
19 11.133 1534 1537 1541 rVB 22814 27199 1.78% 0.204%
20 11.310 1563 1567 1571 rBV3 13434 20881 1.37% 0.157%
21 11.363 1571 1576 1586 rVV2 298023 480526 31.42%  3.605%
22 11.598 1609 1616 1621 rBV2 10507 21274 1.39% 0.160%
23 11.751 1637 1642 1649 rBV5 11948 17546 1.15% 0.132%
24 11.863 1656 1661 1662 rBvV2 24728 32070 2.10% 0.241%
25 11.892 1662 1666 1677 rVV2 148302 237825 15.55% 1.784%
26 11.975 1677 1680 1690 rVB 25615 48380 3.16% ©0.363%
27 12.069 1690 1696 1699 rBV6 14026 28318 1.85% 0.212%
28 12.163 1708 1712 1714 rBV 11817 16995 1.11% 0.128%
29 12.186 1714 1716 1725 rVB2 17785 24452 1.60% 0.183%
30 12.416 1751 1755 1758 rBV 15580 26040 1.70%  0.195%
31 12.498 1766 1769 1775 rVB 12110 18441 1.21% 138%
32 12.575 1777 1782 1795 rBV 212926 344284 22.51% 583%
33 12.675 1795 1799 1806 rBV3 34979 58645 3.83%

34 12.804 1812 1821 1826 rBV 180492 295528 19.32%
35 12.951 1840 1846 1853 rVB 1078079 1427160 93.32% 1@.

ONONO®
I
I
)
xR

36 13.022 1854 1858 1863 rBV3 16558 31875 2.08% ©0.239%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS Vvial : 16 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.175 1881 1884 1886 rBV 15142 20416 1.33% 0.153%
38 13.233 1891 1894 1898 rvB2 19187 26085 1.71% 0.196%
39 13.427 1923 1927 1934 rBV 100718 191840 12.54% 1.439%
40 13.639 1960 1963 1968 rVB2 25396 35481 2.32% 0.266%
41 13.804 1988 1991 1995 rBV 41281 48037 3.14% 0.360%
42 13.851 1995 1999 2015 rVB3 107711 212309 13.88% 1.593%
43 14.004 2019 2025 2035 rVB2 293705 572269 37.42% 4.294%
44 14.133 2040 2047 2050 rBV2 88364 170084 11.12% 1.276%
45 14.174 2050 2054 2057 rBV 100594 131812 8.62% ©.989%
46 14.757 2148 2153 2160 rBV 261928 374183 24.47% 2.808%
47 15.045 2198 2202 2209 rBV 76373 154199 10.08% 1.157%
48 15.404 2260 2263 2269 rVB 49357 69468 4.54% 0.521%
49 15.469 2270 2274 2287 rVB 145573 260121 17.01% 1.952%

Sum of corrected areas: 13327672
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 31 Jul 2024 16:30
: RC/JU
: P3387-05

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
BF138705.D

\WC-10-Full Waste Class

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

o

TIC: BF138705.D\data.ms

5.469 6.481

7.404

5.063

6.846
2.452 3.363 7.65

P

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
1200000

1000000

800000

600000

400000

200000

TIC: BF138705.D\data.ms

9.198

12.951

10.669

9.875
8.122 11.363

12.5735 go4

11. 892

8.434
8.340  8.710 969 0792 11133 11 133,310 11. 5:1337%

0
Time-->

N
L B L [ — T T T

8.00 8.50 10.00 10.50 11 00 11 50 12 OO 12 50 13 00

Abundance
1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF138705.D\data.ms

14.004 14.757

5.469

15.045 154

13.851/1 14 3%

8.427
63% R

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13 50 14 00 14 50 15 00 15 50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.063 6.92 ng 120039 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 505 (5.063 min): BF138705.D\data.ms (-500) (-) m/z 43.10 100.00%
59.1
5000
101.1
4.80 5.00 5.20 5.40
| \ 83.0 -
o+t e m/z 59.10 58.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L A L A R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.30%
31\'0 L | 83.0 |
0\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.10 15.48%
41.0
29.0 101.0
Ol 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e ERRaEEEE
59.0 4.80 5.00 5.20 5.40

m/z 41.05 9.09%

5000 41.0

29.
87.0

Ot et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.675 2.17 ng 37633 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50

4 Ethyl ether 74 C4H100 000060-29-7 42
5 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 40

Abundance Scan 779 (6.675 min): BF138705.D\data.ms (-774) (-) m/z 45.10 100.00%

45.1
5000
72.1 S AN AN EE
‘ | M 104.1 6.40 6.60 6.80 7.00
o m/z 59.10  32.25%
miz-> 20 40 60 80 100 120 140
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\\‘\/\\\\’\\\\‘\\\\‘\\\\
720 6.40 6.60 6.80 7.00
29/0 ' m/z 72.10  18.83%
miz-> 20 40 60 80 100 120 140
Abundance #38390: Diethyl carbitol
45.0
A Ra A REREaRE T
6.40 6.60 6.80 7.00
5000 720 m/z 43.05 18.50%
29.0
‘ 103.0
Ot e e e e
miz--> 20 40 60 80 100 120 140
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- T AT
45.0 6.40 6.60 6.80 7.00
m/z 73.10 11.92%
5000
29.0 720 89.0
o 0 L L meo amo VUL
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.434 4.91 ng 101839  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 53
Abundance Scan 1078 (8.434 min): BF138705.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
77.1
EAEEmEER RS
| ‘ ‘ h 110, 152.1 8.20 8.40 8.60 8.80
omwmw M"Hm‘,‘uu“_m_m_”w m/z 77.10 26.83%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\/\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
7.0 1500 Mz 78.10  17.84%
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
AREmERRE S
8.20 8.40 8.60 8.80
5000 m/z 51.10 16.94%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881: Ethanol, 2-phenoxy- S/ SUSENNE Hh VNSNS S
94.0 8.20 8.40 8.60 8.80
m/z 45.10 16.05%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e IAIEEEEE 1
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

8270-BF073024.M Thu Aug 01 17:32:51 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.969 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.969 3.13 ng 67440  Acenaphthene-die 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 25
2 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 22
3 6-Undecen-3-one, 5-butyl-2,2-dim... 252 C17H320 055976-05-1 14
4 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
5 Cyclopropane, 1-(1-hydroxy-1-hep... 238 C16H300 1000157-41-8 10

Abundance Scan 1339 (9.969 min): BF138705.D\data.ms (-1334) (-) m/z 43.05 100.00%

5000
97.1 137.2
——
| ‘ 1972 10.00
0! e m/z 57.05 56.95%
miz-> 50 100 150 200 250 300
Abundance #115232: 2-Piperidinone, N-[4-bromo-n-butyl]-
43.0
5000 AL
10.00
m/z 59.10 42.27%
H 97.0
O L “ \‘ h” ‘\“ \‘\ }5‘4\()\ T \20‘5\()\ T ‘ L ‘ LI
miz-> 50 100 150 200 250 300
Abundance  #289523: Carbonic acid, eicosyl prop-1-en-2-yl ester
57.0
i1
10.00
5000 m/z 97.10 39.01%
ob iy 4 d ﬂ b 4410 1820 2520 325/
miz--> 50 100 150 200 250 300
Abundance #138501: 6-Undecen-3-one, 5-butyl-2,2-dimethyl-, (E)- Q — o
57.0 10.00
m/z 101.10 37.47%
5000
97.0
195.0
2 LI 0 e il
m/z--> 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 9.90 ng 237825  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46
Abundance Scan 1666 (11.892 min): BF138705.D\data.ms (-1662) (- m/z 43.10 100.00%
43.1 73.0
5000
— ——
‘ 11.50 12.00
0“W‘H“JJ‘ m/z 73.00 94.54%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 oo _—
129.0 11.50 12.00
213.0 m/z 60.00 91.84%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— — =
11.50 12.00
5000 129.0 m/z 57.05 82.79%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 80.82%
5000 129.0
199.0
s e
osol WAl P00 1L s
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.975 2.01 ng 48380  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 50
3 4-Bromothiophene-2-aldehyde 190 C5H3BroS 018791-75-8 49
4 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3Bro0S 004701-17-1 47
5 3,5-Dichloro-2,4-dimethylphenol 190 C8H8C120 1000250-17-3 30
Abundance Scan 1680 (11.975 min): BF138705.D\data.ms (-1 77) (- m/z 190.10 100.00%
190.
5000
% : M - ol
630 | 139.1 1651 12.00
b 2001 T e e M hyz 189.05  94.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 USRS
12.00
63.0 133.0 m/z 192.10  68.34%
28.0 M | 162
O\\\‘\1‘\\h"\\h\‘\“‘}\}‘H\“\\\wi‘\\‘\\‘\‘\\\‘\‘\\\‘M\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
12 00
5000 m/z 191.10 50.63%
94.0
0 390 630 | 137.0 163.0
R R B B B e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #64989: 4-Bromothiophene-2-aldehyde AL LaAle
189.0 12.00
m/z 94.50 30.55%
5000 82.0
39.0
163.0
117.0
0 ,139°UW
m/z--> 20 40 60 80 100 120 140 160 180 200 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.675 2.44 ng 58645 Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Dodecanoic acid 200 C12H2402 000143-07-7 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 1799 (12.675 min): BF138705.D\data.ms (-1795) (- m/z 43.10 100.00%
43.1|73.0
202.1
5000
) — —
. ’ - 12.50 13.00
0! m/z 57.05 99.35%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 30
5000 — ——
129.0 12.50 13.00
m/z 73.00 87.53%
‘ 185.0 5410 284
ok ‘\“ \“\’ M\\ \‘H‘ “M”‘L ‘1‘““\‘“1 i - . S ‘L — ““
miz-> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43,0 73.0
— —
12.50 13.00
5000 129.0 m/z 60.00 83.68%
199.0 242.0
0— Hd ’HH \\M H;N‘\Hm} “‘\ ‘16‘3")0“ “‘ N R
miz--> 50 100 150 200 250
Abundance #75717: Dodecanoic acid W\A‘J\V‘ ba ‘ ‘
73.0 12.50 13.00
m/z 202.10 70.63%
43.0
5000
129.0 200.0
o) U‘\’u‘\‘ \H“‘\ ‘h“‘ I \M ‘1%4"10‘ , - b —r -
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.428 6.70 ng 191840  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 Palmitoleamide 253 C16H31NO 106010-22-4 78
4 Octadecanamide 283 C18H37NO 000124-26-5 78
5 Tetradecanamide 227 C14H29NO 000638-58-4 59
Abundance Scan 1927 (13.427 min): BF138705.D\data.ms (-1923) (- m/z 59.05 100.00%
59.0
5000 M
50
98.0 .
ol u‘ (Lt 2007 2822 23812701303 /7 72.85  55.29%
m/z--> 100 150 200 250 300
Abundance #174773:94Ddadecenanﬂde,(2}
59.0
5000 T
13.50
m/z 55.10 40.17%
0,210 |14 2249 1540 1900 2300 0
miz-> 50 100 150 200 250 300
Abundance #142059: Hexadecanamide
59.0
——
13.50
5000 m/z 41.10 34.78%
27,0 I 1140 1700 2120 255.0 JJ
e e e
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide T
59.0 13.50
m/z 43.10 26.17%
126.0
95.0
0 ‘2‘7\"0\“\“ ’h ‘\L“ ALl ‘1““ ‘\L\‘ uf ;]“68‘0‘ ‘2‘1‘0 ‘0‘ ‘25‘3‘0‘ e e
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@73124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc

ALS vial : 16 Sample Multiplier: 1

\WC-10-Full Waste Class

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 9 5-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.851 7.42 ng 212309  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 89
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 89
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 89
5 1-Docosene 308 C22H44 001599-67-3 89

Abundance Scan 1999 (13.851 min): BF138705.D\data.ms (-1995) (- m/z 57.10 100.00%
57.1
230.1
5000
111
— ——
H‘ 1] 13.50 14.00
o AL B L s asae ss.sa
miz--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
11.0 m/z 55.10  86.92%
O\\“\‘\“ h ““ ‘H‘ “ J‘]r54.\\0\\2’0\9\0\\‘\2\8\0\0‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.10 67 .69%
s
o”w Ul apezsso  aos
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate “ —
57.0 13.50 14.00
m/z 69.10 59.83%
h il M/\,/\A/\
oL LU Lo amomoogseo T
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\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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-Propene, 3-(2-cyclopenten... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.133 5.94 ng 170084  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 50
2 Methadone N-oxide 325 C21H27NO2 1000120-80-7 50
3 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 46
4 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 43
5 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 42

Abundance Scan 2047 (14.133 min): BF138705.D\data.ms (-2040) (- m/z 91.10 100.00%
91.

1
129.1
207.1
5000

A

16"5.]( 14.00 14.50
g
|

411 | |
i Mwu‘“‘uwu‘wh : 2241 2951829 0 129,05 72.34%

T ‘ T ‘\
m/z--> 50 100 150 200 250 300
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
129.0

5000 1
91.0 14.00 14.50
m/z 207.10 64.30%

0 el 2740

PR A R R T A | PR P Y L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #230578: Methadone N-oxide

—
14.00 14.50

o

o

72.0
5000 m/z 206.10 26.93%
T e T /L
o) SRR AL N A I Nt S
miz--> 50 100 150 200 250 300
Abundance #84029: 1H-Indole, 2-methyl-3-phenyl- = =
207.0 14.00 14.50

m/z 105.05 19.25%

5000
130.
30.0 77.0 3? 0 165.0 ‘

ot L
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 (2,3-Diphenylcyclopropyl)me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.175 4.61 ng 131812  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 78
2 2-(4-Methylphenyl)-1H-indole 207 C15H13N 855577-25-8 42
3 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 41
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 38
5 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 38
Abundance Scan 2054 (14.174 min): BF138705.D\data.ms (-2050) (- m/z 91.10 100.00%
91.1
129.1
207.1
5000
1400 1450
51. 165 ‘ : :
o3P, ‘m‘u“ | ord bl 2481 29703811 s 199,05 75.71%
miz--> 50 100 150 200 250 300
Abundance #239592: (2,3- D|phenylcyclopropyl)methyl phenyl sulfoxic
91.0 129.
5000 — —
14.00 14.50
207.0 m/z 207.10  68.37%
O T ‘\5]“_‘?‘\ “\ ! “ ‘} L‘\“‘ T ’]-6\‘5\ ‘\ “ ‘\ LI ‘ T T T ’3]\-6\-0\ T ‘
miz--> 50 100 150 200 250 300
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0
o e
14.00 14.50
5000 m/z 206.10 26.94%
oo el |
m/iz--> 50 100 150 200 250 300
Abundance #84022: 5-Methyl-2-phenylindolizine = —
207.0 14.00 14.50
m/z 105.10 18.56%
- NJ\/\'M
280 770 130.01650 H
) R S o G S — — e
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc \WC-10-Full Waste Class

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 13-Docosenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.757  28.77 ng 374183  Perylene-d12 15.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 N-Chloroacetyl-dl-erythro-0-meth... 209 C7H12CINO4 1010214-48-1 43

Abundance Scan 2153 (14.757 min): BF138705.D\data.ms (-2148) (-] ' m/z 59.05 100.00%

59.0
5000
71 s 1500
ol U‘M“ u“ﬁ | 4200 1981 2631 3203357. ... 75 65  59.76%
miz--> 50 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (Z)-
59.0
5000 —— S
14.50 15.00
m/z 55.10 50.44%
F?O 337.0
o150 | | L 41780 1840 23402760 |, |
m/z--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)-
59.0
—— —
14.50 15.00
5000 m/z 43.10 33.14%
114.0 281.0
0189 MJ Ly w A A%40 19802880 |
m/z--> 50 100 150 200 250 300 350
Abundance #142059: Hexadecanamide —— —
59.0 14.50 15.00

m/z 41.10 32.39%

5000

oL | 1140 17002120 2550
A e
miz--> 50 100 150 200 250 300 350 1450 15.00

5
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138705.D

Acqg On : 31 Jul 2024 16:30

Operator : RC/JU

Sample : P3387-05

Misc : \WC-10-Full Waste Class

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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|
2-Pentanone, 4-... 5.063 6.9 ng 120039 1 6.846 347055 20.0
Ethanol, 2-(2-e... 6.675 2.2 ng 37633 1 6.846 347055 20.0
1-Phenoxypropan... 8.434 4.9 ng 101839 2 8.122 415211 20.0
unknown9.969 9.969 3.1 ng 67440 3  9.875 430750 20.0
n-Hexadecanoic ... 11.892 9.9 ng 237825 4 11.363 480526 20.0
Benzaldehyde, 3... 11.975 2.0 ng 48380 4 11.363 480526 20.0
Octadecanoic acid 12.675 2.4 ng 58645 4 11.363 480526 20.0
9-Octadecenamid... 13.428 6.7 ng 191840 5 14.004 572269 20.0
5-Eicosene, (E)- 13.851 7.4 ng 212309 5 14.004 572269 20.0
1-Propene, 3-(2... 14.133 5.9 ng 170084 5 14.004 572269 20.0
(2,3-Diphenylcy... 14.175 4.6 ng 131812 5 14.004 572269 20.0
13-Docosenamide... 14.757 28.8 ng 374183 6 15.469 260121 20.0
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