LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc :

ALS Vvial : 22 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: BF138876.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 6 16 rVB 451946 670678 70.29%  8.000%
2 2.240 20 25 33 rVB 6481 10541 1.10% 0.126%
3 3.393 216 221 227 rBV 8053 21958 2.30% 0.262%
4 5.063 500 505 520 rvB 73504 111555 11.69% 1.331%
5 5.475 569 575 591 rBV 692521 927381 97.19% 11.062%
6 6.481 741 746 763 rBV 695426 954201 100.00% 11.382%
7 6.675 773 779 791 rBV 16323 26673 2.80% 0.318%
8 6.840 802 807 812 rBV 212288 255254 26.75%  3.045%
9 7.404 897 903 908 rBvV 473016 601932 63.08% 7.180%
106 7.657 941 946 953 rVB 12355 15935 1.67% 0.190%
11  8.116 1019 1024 1038 rVB 244380 314157 32.92% 3.747%
12 8.340 1058 1062 1067 rBB 8661 10342 1.08% 0.123%
13 8.434 1074 1078 1092 rBV 56347 81522 8.54% 0.972%
14  9.192 1201 1207 1212 rBV 760186 924979 96.94% 11.034%
15 9.586 1270 1274 1279 rVB 30723 37234 3.90% 0.444%

16 9.869 1317 1322 1327 rBV 237264 294895 30.90%
17 9.963 1332 1338 1345 rBV 30251 45982  4.82%
18 10.663 1452 1457 1472 rBV 336131 439000 46.01%

OwWwuUow
N
w
N
R

19 11.357 1570 1575 1585 rBV2 194090 287177 30.10% 426%
20 11.433 1585 1588 1592 rVB 9364 10763 1.13% 128%
21 11.757 1637 1643 1648 rVB2 26364 40439  4.24%  0.482%
22 11.886 1657 1665 1671 rBV3 33682 62339 6.53% 0.744%
23 11.969 1676 1679 1687 rVB2 13341 24870 2.61% 0.297%
24 12.404 1749 1753 1756 rBV 8746 12126 1.27% ©.145%
25 12.569 1776 1781 1786 rBV 112568 139926 14.66% 1.669%
26 12.798 1814 1820 1827 rBV 99056 150807 15.80% 1.799%
27 12.939 1838 1844 1852 rVB 499776 644824 67.58% 7.692%
28 13.010 1853 1856 1862 rBV3 8970 17024 1.78% 0.203%
29 13.127 1869 1876 1879 rBV 15215 29134  3.05% 0.348%
30 13.233 1890 1894 1900 rVB3 10075 14189 1.49% 0.169%
31 13.322 1906 1909 1912 rBV 6746 9859 1.03% 0.118%
32 13.639 1960 1963 1967 rVB 9844 12266 1.29% 0.146%
33 13.745 1978 1981 1983 rBV 12144 15802 1.66% 0.188%
34 13.839 1992 1997 2006 rVB5 40163 90457 9.48% 1.079%
35 13.992 2018 2023 2035 rVB2 199175 378683 39.69% 4.517%

36 14.451 2098 2101 2103 rBV 15306 23078 2.42% 0.275%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22 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 15.033 2196 2200 2204 rBV 53087 97824 10.25% 1.167%
38 15.080 2205 2208 2213 rVB 62318 86707 9.09% 1.034%
39 15.333 2248 2251 2256 rVB 24121 33568 3.52% 0.400%
40 15.398 2258 2262 2267 rWwW 33810 51037 5.35% ©.609%
41 15.457 2267 2272 2284 rVB 106380 181234 18.99% 2.162%
42 15.880 2340 2344 2351 rVB 46079 78594  8.24% ©.938%
43 16.927 2518 2522 2533 rVB3 18922 49064 5.14% 0.585%
44 17.498 2613 2619 2633 rVB1o 27394 97329 10.20% 1.161%
Sum of corrected areas: 8383339
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 08 Aug 2024 20:34
: RC/JU
: P3483-01

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
BF138876.D

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

700000

600000

500000

400000

300000

200000

100000

0
Time-->

128

TIC: BF138876.D\data.ms

5.475 6.481

7.404

6.840

5.063

.240 3.393 6.675 7.65

\\T\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ /Hﬁ\ N

7_Y_Y—rY_Y_Y_Y—rY_Y_Y_F
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700000

600000

500000

400000

300000

200000

100000

Time-->

o,

TIC: BF138876.D\data.ms

9.192

12.939

10.663

8.116 9.869

11.357

12,5695 79

9506 |9.963 433 11787360 12404 b3

(I T T 1 L T — T T L B A R R e T
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53

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: BF138876.D\data.ms

13.992

17.498

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.128 52.55 ng 670678 1,4-Dichlorobenzene-d4 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 6 (2.128 min): BF138876.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
5ol 87.1
SRt ARRRA ARRRRRRAE
‘ ‘ 2.202.302.402.50
Obre el L wjz a3.1e 49.35%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL B B R B R I
43.0 2.202.302.402.50
"~ 580 87.0 m/z 55.10  33.83%
29.0 ‘
O\\\‘\\\\‘\\\\‘\\\”"\\\\“‘}\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
AR AR AR A RRRRRRAE
40 g, 87.0 2.202.302.40 2.50
5000 ’ m/z 87.10 27.99%
29.0
150 Mh ‘ ‘\ A
ot e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2246: Silane, tetramethyl- R A RaRREERES
73.0 2.202.302.402.50
m/z 41.10 15.84%
5000
43.0
oL 20 150 290 | 550 | 5o
e e e e e e R ARRRA AERRNRRRARE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.063 8.74 ng 111555 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
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 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 505 (5.063 min): BF138876.D\data.ms (-500) (-) m/z 43.05 100.00%
43.0
59.1
5000
Lo 480500520540
N A 83.0 e
o+ttt e m/z 59.10 58.85%
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 L R I A L LA LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.88%
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 13.88%
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- R BERRaEEE
59.0 4.80 5.00 5.20 5.40

m/z 41.10 9.31%

5000 41.0

29.
87.0

Ot e T e AN EAEEEEmEE s
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\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34

Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.675 2.09 ng 26673 1,4-Dichlorobenzene-d4 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83

2 Ethyl ether 74 C4H1e0 000060-29-7 42
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 39
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 38
Abundance Scan 779 (6.675 min): BF138876.D\data.ms (-773) (-) m/z 45.05 100.00%
45.0
5000
20 TR
bl 1041
Obrrprrerprrrrprer b e M/ 59.10 0 30.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
48.0
)
5000 LA L L B A R
6.40 6.60 6.80 7.00
2alo 72.0 m/z 72.0  17.52%
ohzao ‘M 89.0 1040 1350
\H‘HH‘HH‘\\H‘HH‘H\\’HH‘HH‘HH‘\\H‘HH’\\H‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #973: Ethyl ether
31.0
G s
59.0 6.40 6.60 6.80 7.00
5000 74.0 m/z 43.10 16.26%
15\.0 \‘ “ |
Ot et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)-  ARAEEEETNEEEE SRS
45.0 6.40 6.60 6.80 7.00
m/z 73.00 10.78%
5000
29.0
‘ 60.0 75.0 9.0
0‘H%ﬂgwmupH‘JMW‘HJ‘HWHMWHNWHH‘HH,HHM‘HM‘HM‘ e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.434 5.19 ng 81522  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 83
3 Benzene, (2-methylpropoxy)- 150 C1eH140 001126-75-6 59
4 2-Hexen-4-yne, 2-methyl- 94 C7H1e0 058275-93-7 53
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 50
Abundance Scan 1078 (8.434 min): BF138876.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
77.1

152.1 T AEamEER RS

‘ ‘ ‘ ‘ h ‘1191 8.20 8.40 8.60 8.80
omwHm“muh“m‘,mu“_m_m_m‘ m/z 77.10  27.56%

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 1520 Mz 51.18  19.09%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
I IR . VR
8.20 8.40 8.60 8.80
5000 m/z 78.10 19.03%
45.0 77.0 152.0
oww_“?“ﬂ““‘” ‘mh,”u‘wm! 1210
m/z--> 20 100 120 140
Abundance #27500.Benzene,(24neﬂwunopoxy}  RARmEEEE
94.0 8.20 8.40 8.60 8.80
m/z 45.10 17.64%
5000
41.0
77.0 150.0
ow““w‘;uw‘??‘ “‘m‘,”ﬂ_m_m_“‘ - NS N o S —
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34

Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 5 unknown9.963 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
0963 3.12ng 45982  Acenaphthene-die 5.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Dimethyl-5-decyne-4,7-diol 198 Cl2H2202 000126-87-4 22

2 Carbonic acid, prop-1-en-2-yl un... 256 C15H2803
3 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO

1000382-90-6 10
195194-80-0 10

4 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 10
5 Dodecyl heptyl ether 284 C19H400 1010406-39-2 10
Abundance Scan 1338 (9.963 min): BF138876.D\data.ms (-1332) (-) m/z 43.10 100.00%
43.1
5000 71 /\A
H‘ ‘ 10.00
[— m_m‘ A e m/z 57.10 57.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73603: 4,7-Dimethyl-5-decyne-4,7-diol
43.0
5000 Lo iy A 0, ‘/\/Y\’W\\/\\”\A
137.0 10.00
m/z 97.10 37.81%
69.0 95.0
O ]\-\5\‘0\‘1‘\ T “‘\‘\‘\“\“ \“\“\ \H“\‘\‘\“\ ‘ T \‘\ T ‘ \ \\\‘\\]\-ﬁz\\o\\ ‘ T \\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143310: Carbonic acid, prop-1-en-2-yl undecyl ester
57.0
P
10.00
5000 ITI/Z 59.10 35.90%
29.0 85.0
0 u‘ L A10 1540 1090
H‘_‘H‘H"‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115232: 2-Piperidinone, N-[4-bromo-n-butyl]- ! o I ‘
43.0 10.00
m/z 41.05 31.82%
5000
69.0
970
0 L 1750154017902050 2330 ] [
H‘_‘H‘H‘w‘u“‘H‘H‘W‘HW‘H‘_‘H‘H‘W‘H‘_‘H“ A ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 unknownll.757 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.757 2.82 ng 40439  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mono(2-ethylhexyl) phthalate 278 C16H2204 004376-20-9 45
2 2-((Prop-2-ynyloxy)carbonyl)benz... 204 C11H804 006139-61-3 45
3 Bis(2-hydroxyethyl) phthalate 254 C12H1406 000084-73-1 38
4 Diethyl Phthalate 222 C12H1404 000084-66-2 27
5 6-Amino-1-methylpurine 149 C6H7N5 005142-22-3 27
Abundance Scan 1643 (11.757 min): BF138876.D\data.ms (-1637) (- m/z 149.00 100.00%
149.0
104.0 1931
5000 76.0
50.0 —f i —
‘ ‘ 11.50 12.00
Ol il L e myz 193,10 72.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170768: Mono(2-ethylhexyl) phthalate
149.0
57.0 104.0
5000 T MM\ 4
11.50 12.00
m/z 104.00 70.53%
Sl
O\\\ \‘\“\N"\‘\“\‘!"\‘\‘\h\‘l\\‘\“\‘\‘\\’\\\\‘\\\\‘\‘\\\1‘8\6\.\0\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #79639: 2-((Prop-2-ynyloxy)carbonyl)benzoic acid
149.0

i

11.50 12.00
5000 104.0 m/z 76.00  49.95%
76.0
50.0
ob 2800 Ll L L 2040
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #139992: Bis(2-hydroxyethyl) phthalate ‘[\‘ : — L
149.0 11.50 12.00
m/z 50.80 21.58%
5000
104.0
76.0
o190 B0 T L M0 |
miz--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.886 4.34 ng 62339  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 55
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 55
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 55
Abundance Scan 1665 (11.886 min): BF138876.D\data.ms (-1657) (- m/z 192.10 100.00%
192.1
43.1
73.0
5000 M
1230 165.1
99.1 ' 256.1 11. 50 12. 00
o! m/z 43.10 76.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11. 50 12 00
157.0 14502130 256.0 m/z 73.00 66.06%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
i
11. 50 12. 00
5000 m/z 60.00 63.75%
96.0 165.0
oo 830 | W00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67037: Phenanthrene, 2-methyl-
192.0 11. 50 12 00
m/z 41.10 57.58%
- «A/\//Vﬂvv\/\/
96.0
51290 630 | 13901650 M
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.839 4.78 ng 90457  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1997 (13.839 min): BF138876.D\data.ms (-1992) (- m/z 43.10 100.00%
43.]
97.1
5000 230.1
— —
40.0185 13.50 14.00
0 “‘”Wﬂw‘ m/z 55.10 94.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
5000 — —
13.50 14.00
m/z 57.10 91.92%
OJJM “ ] ““%49‘0\\\\2’]_(\)\()\\‘\\\\‘\\\\‘\\\\‘\\
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 69.10 70.42%
‘ 169.0
ol AL L T orpozsso  aos
m/z--> 50 100 150 200 250 300 350 400
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester “ —
57.0 13.50 14.00
m/z 97.10 69.60%
5000 11.0
169 0
o L T e e 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\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 9 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.333 3.70 ng 33568 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
2 Benzo[e]pyrene 252 C20H12 000192-97-2 89
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
4 Perylene 252 C20H12 000198-55-0 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
Abundance Scan 2251 (15.333 min): BF138876.D\data.ms (-2248) (- m/z 252.10 100.00%
252.1
5000
125.1 "0 1550
15.00 15.50
1 87.0 171.0 224.0
ol 82° 'm/z 250.10  28.15%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene
252.0
5000 b \/\\“ \/‘\"\ 0y
15.00 15.50
126.0 m/z 253.10 22.79%
ol 630 990, | 1740 2230 “H‘
\\‘H\\‘\H\‘\\H‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘H\‘HH‘H\
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
- A
15.00 15.50
5000 m/z 125.10 13.35%
125.0
ol 630 980, | 1740 2240 |
e e e
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138563: Benzo[Kk]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 11.41%
5000
126.0
b L 20 | e e,
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 10 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.880 8.67 ng 78594  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2344 (15.880 min): BF138876.D\data.ms (-2340) (- m/z 57.10 100.00%
57.1
1550 1600
141.0183.2 . .
0 HH‘M L H‘ Loy 2ol 28l m/z 43.10  66.03%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
15.50 16.00
m/z 71.10 53.89%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— ——
15.50 16.00
5000 m/z 85.10 45.62%
9.0
41.0
50l L1 140mms0zs0 2900
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- “ T
57.0 15.50 16.00
m/z 55.10 24.34%
5000 W
o 4Ll \\ | %4%9%830 237281,0323.0
e R — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22  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 unknownl17.498 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.498 10.74 ng 97329  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stanolone 290 C19H3002 000521-18-6 45
2 5.alpha.-Estran-3-one, 17.beta.-... 290 C19H3002 004267-75-8 18
3 Acetamide, N-(3-chloro-9-hydroxy... 273 C15H12C1NO2 1000305-19-1 12
4 Ethanone, 1-(1,2,3,4,7,7a-hexahy... 246 C17H260 032388-58-2 10
5 Succinic acid, hex-4-yn-3-yl 2,3... 328 C16H15F304 1010390-76-0 10
Abundance Scan 2619 (17.498 min): BF138876.D\data.ms (-2613) (- m/z 43.10 100.00%
5000 10 1620 2311
——
17.50
j— | m/z 55.18  66.93%
miz--> 50 100 150 200 250 300 350 400
Abundance #186835: Stanolone
558.0
231.0 290.0
5000 T
163.0 17.50
m/z 41.05 54.72%
ok ‘h‘ ‘ ‘ “\“ ‘h““ H \M\M\ ‘M‘\H\‘ Yi‘“‘ “ r“‘ l‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #186945: 5.alpha.-Estran-3-one, 17.beta.-hydroxy-2.alph
41.0
——
17.50
5000 231.0 290.0 m/z 81.10  53.33%
Ll
ol \‘\H“\‘ Il “‘ ‘L\ \H‘“ \Nu “Mi ‘LH\“H\L“\‘ ‘LH‘\M\‘ “““‘ L ‘\‘ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #164715: Acetamide, N-(3-chloro-9-hydroxy-9H-fluoren-2 T
43.0 17.50
m/z 57.10 51.08%
5000 1390 196.0
273.0
m/z--> 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138876.D

Acqg On : 08 Aug 2024 20:34
Operator : RC/JU

Sample : P3483-01

Misc

ALS Vvial : 22 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|
Butane, 2-metho... 2.128 52.5 ng 670678 1 6.840 255254 20.0
2-Pentanone, 4-... 5.063 8.7 ng 111555 1 6.840 255254 20.0
Ethanol, 2-(2-e... 6.675 2.1 ng 26673 1 6.840 255254 20.0
1-Phenoxypropan... 8.434 5.2 ng 81522 2 8.122 314157 20.0
unknown9.963 9.963 3.1 ng 45982 3 9.869 294895 20.0
unknownl11.757 11.757 2.8 ng 40439 4 11.357 287177 20.0
n-Hexadecanoic ... 11.886 4.3 ng 62339 4 11.357 287177 20.0
Trichloroacetic... 13.839 4.8 ng 90457 5 13.998 378683 20.0
Benzo[e]pyrene 15.333 3.7 ng 33568 6 15.457 181234 20.0
Octacosane 15.880 8.7 ng 78594 6 15.457 181234 20.0
unknownl17.498 17.498 10.7 ng 97329 6 15.457 181234 20.0
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