LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample : P3246-21

Misc . WC-CTW2-BL-05

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138592.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 19 rVB 1743916 2764735 100.00% 13.394%
2 3.393 215 221 240 rBV 70838 167984 6.08% 0.814%
3 5.087 504 509 520 rVB 130236 196986 7.12% 0.954%
4 5.487 571 577 582 rBV 1798604 2364973 85.54% 11.457%
5 6.492 742 748 764 rBV 1807557 2535387 91.70% 12.282%
6 6.686 776 781 786 rBV 24764 31666 1.15% 0.153%
7 6.857 805 810 815 rBV 368183 442776 16.02%  2.145%
8 7.422 899 906 911 rBV 1138244 1567568 56.70% 7.594%
9 8.139 1022 1028 1033 rBV 469617 585950 21.19% 2.839%
10 8.451 1076 1081 1093 rBV 40899 63767 2.31% 0.309%
11  9.216 1204 1211 1216 rBV 1893107 2488977 90.03% 12.058%
12 9.892 1320 1326 1331 rBV 535751 660942 23.91% 3.202%
13 9.986 1336 1342 1349 rBV 70296 110106 3.98% 0.533%
14 10.680 1454 1460 1475 rBV 1318677 1739687 62.92%  8.428%
15 11.374 1573 1578 1585 rBV 560715 709191 25.65% 3.436%

16 11.898 1662 1667 1681 rBV2 132593 226360 8.19%
17 12.686 1796 1801 1813 rBV 25645 48705 1.76% ©.236%
18 12.963 1842 1848 1853 rBV 1873942 2415272 87.36% 11.701%

=
(o)
o}
~N
S

19 13.633 1957 1962 1970 rVB 184838 241315 8.73% 1.169%
20 13.857 1994 2000 2015 rBV 112962 232727 8.42% 1.127%
21 14.010 2021 2026 2039 rVB 345120 457908 16.56% 2.218%
22 14.480 2101 2106 2120 rBV3 21177 69793 2.52% 0.338%
23 15.115 2210 2214 2219 rBV 19265 28328 1.02% 0.137%
24 15.474 2270 2275 2287 rVB 278953 447636 16.19% 2.169%
25 15.998 2359 2364 2371 rBvV8 13880 43604 1.58% 0.211%
Sum of corrected areas: 20642343
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Jul 2024 16:30
: RC/JU
: P3246-21

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
BF138592.D

\WC-CTW2-BL-05

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138592.D\data.ms
163 5.487 6.492
1500000
7.422
1000000
500000
6.857
5.087
. 3.393 6.686
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF138592.D\data.ms
9.216 12.963
1500000
10.680
1000000
9.892 11.374
500000 8.139
986 {v\ 11.898
IR | . | N | v SR | G | N | G | E—
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138592.D\data.ms
1500000
1000000
500000
14.010 15.474
13.633
13.857
14.480 15.115 15.998
0 T ‘ T T_" T ‘ T T T ’ T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 124.88 ng 2764740  1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 12 (2.163 min): BF138592.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.0 /\
871 H‘\H\‘HH‘\\H‘\H\‘H\
‘ ng 1 2.202.302.402.502.60
Oberrreprrrerelh 22 Wz 43.05  47.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T[T TT 771
43.0 2.202.302.402.502.60
87.0 m/z 55.10 33.14%
h\ \‘ 9 0 Il
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
RERREAREE
2.202.302.402.502.60
5000 m/z 87.10 25.90%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R aRaEs AR
73.0 2.202.302.402.502.60
87.0 m/z 41.05 15.93%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HM‘H_‘H_‘H‘HH,HH‘HH‘HH RERREAREEE S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.393 7.59 ng 167984 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propylene Glycol 76 C3H802 000057-55-6 74
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
Abundance Scan 221 (3.393 min): BF138592.D\data.ms (-215) (-) m/z 45.10 100.00%
458.1

5000 /t
R RN RR R o
380 61.0 3.00 3.20 3.40 3.60 3.80
Ot e e m/z 43.05 17.27%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
45.0

5000 e
3.00 3.20 3.40 3.60 3.80

m/z 44.05 5.34%

29.0
190 17 380/, 530810 760
H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

3.00 3.20 3.40 3.60 3.80

o

5000 m/z 61.00 5.29%
0 190 310350] 530610 759
e e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091R()12propanedlol Rmaas e R REET
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 3.11%

5000
29.0
19.0
ol 120" “ o‘\ 530 520 760

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.087 8.90 ng 196986 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 509 (5.087 min): BF138592.D\data.ms (-504) (-) m/z 43.05 100.00%
43.0
59.0
5000
| 60 101.1 4.80 5.00 5.20 5.40
OF e el e e e m/z 59.05  55.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.39%
0\\\‘\f‘f.f‘\\f‘?‘ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R RARREEEESE T
4.80 5.00 5.20 5.40
5000 m/z 58.05 14.27%
41.0
29.0 101.0
Ol 730, 860 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A R NEE e R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 7.81%
5000 41.0
29.
‘ ‘ 87.0
om0 Ll ome [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF070924.M Mon Jul 22 ©5:45:17 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 9
R.T. EstConc Area Relative to ISTD R.T.
8.451 2.18 ng 63767 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 64
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 3-(.alpha.-Hydroxyethyl)-aniline 137 C8H11NO 002454-37-7 59
5 Benzene, (1-methylpropoxy)- 156 C1eH140 010574-17-1 53
Abundance Scan 1081 (8.451 min): BF138592.D\data.ms (-1076) (-) m/z 94.10 100.00%
94.1
5000

771 \\\\‘\\\\‘\\\\‘\\\\‘\\\

| ‘ ‘ h | 1210 15‘2'1 8.20 8.40 8.60 8.80
o‘m_‘mw”u“ ‘”‘H‘_m“_um‘mw_m_ m/z 77.10  25.22%

m/z--> 20 100 120 140 160

Abundance #30123 1- Phenoxypropan -2-0

94.0
5000 L B B L I LA B
8.20 8.40 8.60 8.80
7.0 1500 Mz 51.60  17.04%
15.0 “ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\\\‘\
miz--> 20 100 120 140 160
Abundance #30139.l—PropanoLS—phenoxy—
94.0
e
8.20 8.40 8.60 8.80
5000 m/z 152.05 14.76%
77.0 152.0
27.
‘?M»\
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— “‘W““_““‘H‘Q“
94.0 8.20 8.40 8.60 8.80
m/z 78.00 14.71%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.986 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.986 3.33 ng 110106  Acenaphthene-di10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 27
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
3 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 14
4 5-Ethyl-3-nonanol 172 C11H240 019780-71-3 12
5 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 10
Abundance Scan 1342 (9.986 min): BF138592.D\data.ms (-1336) (-) m/z 43.05 100.00%
5000
101.1 137.2
70.1 T
NN — o
0- oo e m/z 57.10  53.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 T
10.00
101.0 m/z 59.00 39.12%
%0 Lo
O\H‘\‘\‘H\WH‘\“‘H\.\‘HH‘HH‘HH‘\\H|HH|HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
b0 A
10.00
m/z 101.10 34.71%
5000 101.0
150 ‘ ‘70.0
0l el ‘“{‘M‘\‘W“‘w‘luwmH‘mwuu,m‘,uu_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4708: Acetamide, N-(aminocarbonyl)- Ale
43.0 10.00
m/z 97.10 34.53%
5000
15.0
70.0
o i 1 a0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.898 6.38 ng 226360  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 1667 (11.898 min): BF138592.D\data.ms (-1662) (- m/z 43.10 100.00%

43.1 73.0
5000
— ——
‘ 11.50 12.00
0“W‘H“‘H m/z 73.00 90.18%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — —
129.0 11.50 12.00
213.0 m/z 60.10 84.91%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— —=
11.50 12.00
5000 129.0 m/z 57.05 80.70%

199.0
s e T
sol I AN o L
80 100120 140 160 180 200 220 240 260
Abundance i i i

15. \M H‘M
m/z--> 20 40 6
#92070: Tridecanoic acid — —
73.0 11.50 12.00
m/z 41.106 74.01%

o

(e

43.0
5000

129.0
171.0° 5140

1 ‘0\‘ 0 ‘ H\\Ml(ﬂhl?“ RS ‘ \ ‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

£

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\

Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample : P3246-21

Misc \WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Phenol, 2,2'-methylenebis[6... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.633 10.54 ng 241315  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,2'-methylenebis[6-(1,1... 340 C23H3202 000119-47-1 99
2 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 30
3 4-tert-Butyl-thio-benzoic acid 194 C11H140S 072207-52-4 20
4 5-Methyl-2,4-diisopropylphenol 192 C13H200 040625-96-5 18
5 Benzoic acid, 4-butyl-, 4-methox... 284 C18H2003 035684-23-2 18

Abundance Scan 1962 (13.633 min): BF138592.D\data.ms (-1957) (- m/z 177.15 100.00%
177.2
5000
340.:
57.1 1211 e ——
o)z 6105 80.07
L R m/z 161.05 80.87%
m/z--> 50 100 150 200 250 300
Abundance #249084: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)
177.0
5000 1350 1400
121.0 340.( : :
570 m/z 149.05 51.81%
284.0
O\\\“\‘\‘\\““ M‘“\\’\\‘\\‘\‘\\“\‘\\\\‘
miz--> 100 150 200 250 300
Abundance #52149. 5-Amino-1,4-dihydro-quinoxaline-2,3-dione
177.0
A~ =
13.50 14.00
5000 ITI/Z 164.10 46.15%
94.0
39.0 4
ofAM;““w“““‘“\ “u“““‘u “3“1"0‘} .
miz--> 50 100 150 200 250 300
Abundance #68884: 4-tert-Butyl-thio-benzoic acid T —
161.0 13.50 14.00
m/z 340.30 30.32%
5000
50.0
91.0
1 PV T S |
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.857 10.16 ng 232727  Chrysene-di2 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 95
3 1-Docosene 308 C22H44 001599-67-3 95
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 2000 (13.857 min): BF138592.D\data.ms (-1994) (- m/z 57.05 100.00%
57.0

m/z--> 50 100 150 260 2%0 360
Abundance #209741: 1-Docosene T —

55.0 13.50 14.00
m/z 69.05 58.50%

97.0
5000
H ‘ 1350  14.00
[ “u u“wH\ ! %3%"2““%8‘131‘ 2wz 4310 91.56%
miz—-> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — —
13.50 14.00
‘ kzao m/z 55.10 82.45%
04 \“‘\“w\ “‘\‘ \“ \M“ ‘1“”\“‘“\ h‘ “”\ T \1\9‘6‘0\ LA B s e
miz--> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0 — —
13.50 14.00
5000 m/z 83.05 64 .55%
25.0
\‘\ ‘Mﬁﬂ “\ ‘ \“‘ \‘\H h\ L 182.0
ob— L Bl 8 god g o

0
5000

-

\‘L 139.0 41819 3081

97.
0 14.0 ‘ I Jml . \H\‘ L

“ ‘
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample ¢ P3246-21

Misc . WC-CTW2-BL-05

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Carbonic acid, eicosyl viny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.480 3.05 ng 69793  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 83
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 74
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 72
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 72
Abundance Scan 2106 (14.480 min): BF138592.D\data.ms (-2101) (| m/z 57.10 100.00%
57.1
5000
——
‘ 397. 14.50
oL i M‘“‘w““‘ H“““‘Wu“‘uh | m/z 43.10  64.48%
miz--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 1
14.50
m/z 71.05 48.28%
11.0
obab b dll] 15501060 2520 3250
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0
——
14.50
5000 5.0 m/z 85.10  36.64%
oLl P00 220
m/z--> 50 100 150 200 250 300 350
Abundance #284588: Sulfurous acid, butyl heptadecyl ester ——
57.0 14.50
m/z 55.05 33.45%
5000
ol ‘ “\ | u 141.0183.0 2390 291.0
s s L L R e e
m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138592.D

Acqg On : 19 Jul 2024 16:30

Operator : RC/JU

Sample : P3246-21

Misc . WC-CTW2-BL-05

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.163 124.9 ng 2764740 1 6.857 442776 20.0
Propylene Glycol 3.393 7.6 ng 167984 1 6.857 442776 20.0
2-Pentanone, 4-... 5.087 8.9 ng 196986 1 6.857 442776 20.0
1-Phenoxypropan... 8.451 2.2 ng 63767 2 8.139 585950 20.0
unknown9.986 9.986 3.3 ng 110166 3 9.892 660942 20.0
n-Hexadecanoic ... 11.898 6.4 ng 226360 4 11.374 709191 20.0
Phenol, 2,2'-me... 13.633 10.5 ng 241315 5 14.009 457908 20.0
Trichloroacetic... 13.857 10.2 ng 232727 5 14.009 457908 20.0
Carbonic acid, ... 14.480 3.0 ng 69793 5 14.009 457908 20.0
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