LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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: BF138548.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 6 14 21 rVB 1558502 2033968 87.50% 12.127%
2 3.393 220 222 235 rBV 28131 68308 2.94% 0.407%
3 5.087 507 510 518 rVB 132644 154026 6.63% ©0.918%
4 5.492 575 579 582 rBV 2221387 1944204 83.63% 11.592%
5 6.498 745 750 753 rBV 2206263 1997419 85.92% 11.909%
6 6.692 780 783 792 rBV 22173 25891 1.11% 0.154%
7 6.863 808 812 815 rBV 737341 554944 23.87%  3.309%
8 7.428 903 908 911 rBV 1492358 1325252 57.01% 7.901%
9 7.675 946 950 957 rBV 49413 42509 1.83% 0.253%
10 8.145 1025 1030 1033 rBV 897400 730061 31.41% 4.353%
11  8.451 1079 1082 1093 rBV 88325 91626 3.94%  0.546%
12 9.222 1207 1213 1216 rBV 2661636 2324641 100.00% 13.860%
13 9.898 1324 1328 1331 rBV 1018343 801358 34.47% 4.778%
14  9.992 1339 1344 1348 rVB2 61069 74312  3.20% 0.443%
15 10.686 1458 1462 1465 rBV 1384753 1175078 50.55% 7.006%

16 11.380 1576 1580 1584 rBV 844074 674113 29.00%
17 11.904 1665 1669 1677 rBV2 83897 93684 4.03%
18 12.963 1845 1849 1853 rBV 1775816 1515615 65.20%

NO® Ve P
(O]
w
(o))
R

19 13.863 1998 2002 2016 rBvV2 64296 144276 6.21% 860%
20 14.015 2024 2028 2032 rBV 527022 453824 19.52% 706%
21 14.480 2103 2107 2110 rBV 33262 30394 1.31% 0.181%
22 14.862 2168 2172 2175 rBV 27690 27438 1.18% 0.164%
23 15.121 2213 2216 2221 rVB 34981 39250 1.69% 0.234%
24 15.480 2272 2277 2288 rBV 314672 410400 17.65% 2.447%
25 15.939 2351 2355 2361 rVB2 26922 40077 1.72% 0.239%
Sum of corrected areas: 16772668
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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

Abundance TIC: BF138548.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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.
2.169 73.30 ng 2033970  1,4-Dichlorobenzene-d4 6.863

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 14 (2.169 min): BF138548.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1

AR RAAREREAEIEEESE

‘ ‘ 5% 1 2.202.302.402.502.60
bl Dt e m/z 43.05  48.41%

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[T T TTT
43.0 2.202.302.402.502.60
87.0 m/z 55.10 33.43%
h\ \‘ 9 0 ||
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\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
AR ERAREREAEIEEESE
2.202.302.402.502.60
5000 m/z 87.10 26.16%
55.0
27.0 41l
0130 Ll 980 110
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e
73.0 2.202.302.402.502.60
87.0 m/z 41.05 15.98%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HM‘H_‘HM‘H‘HH,HH‘HH‘HH T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60

8270-BF070924.M Mon Jul 15 ©3:54:38 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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 unknown3.393 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.393 2.46 ng 68308 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 5
5 2-Butanol, 3-chloro-, (R*,R*)- 108 C4H9C10 010325-40-3 4
Abundance Scan 222 (3.393 min): BF138548.D\data.ms (-220) (-) m/z 45.10 100.00%
45.1
5000 L
Rmaas RN ERERE
61.1 3.00 3.20 3.40 3.60 3.80
0 p et e e e e m/z 43.10  22.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1085: Propylene Glycol
45.0
5000 MMMJ
3.00 3.20 3.40 3.60 3.80
m/z 61.10 6.52%
15.0 ‘3‘1"0 | 61.0
O\\\‘\\‘\i‘\\\}‘\\\\‘\1}\‘\\\‘\“\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5319: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
R REAAaRRET
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 5.17%
29.0
o180 | || 60 770 890 1040
A a i e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #342: Isopropy! Alcohol
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 4.26%
5000
27.0
0H‘_1‘”“H1““‘H;“‘11H‘H‘H"‘HWm_m,uu,uu,‘ L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 5.55 ng 154026 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 510 (5.087 min): BF138548.D\data.ms (-507) (-) m/z 43.05 100.00%
43.0
59.0
5000
S AEEEAREEES R
83.0 10‘1'1 4.80 5.00 5.20 5.40
ol A m/z 59.85 55.21%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B B BN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.05 15.61%
0 27\\\ i | 830 1oL.o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A mmm
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 14.86%
H ‘ 87.0
IR N
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RRRREEE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.23%
5000 41.0
ol 109
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.451 2.51 ng 91626  Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Benzene, (1,1-dimethylethoxy)- 150 C10H140 006669-13-2 50
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 50
Abundance Scan 1082 (8.451 min): BF138548.D\data.ms (-1079) (-) m/z 94.10 100.00%
94.1
5000
77.1
45.1 e EEARER RS
L] h 1190 152.2 8.20 8.40 8.60 8.80
0 m_mﬂ "M‘H‘H‘_uw“_m_m_”w m/z 77.18  24.07%
m/z--> 20 100 120 140
Abundance #30125 1- Phenoxypropan -2-0
94.0
5000 L B I L I LN B
8.20 8.40 8.60 8.80
45.0 77.0 152.0 m/z 45.10  19.35%
O \\\‘2\\?\““\‘\‘\\“‘ WH\\\““\\\‘\‘\‘!\]-]\.?.\()\\\‘\\\‘\‘
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
MUY W
8.20 8.40 8.60 8.80
5000 m/z 51.10 18.08%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881: Ethanol 2-phenoxy- - A e e
94.0 8.20 8.40 8.60 8.80
m/z 108.10  16.27%
5000
77.0 138.0
27.0 51.0
0 \H‘\H “‘i““““‘ ‘HH\ el \‘\ e S L VIR NS
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\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc FILL-MATERIAL-2

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.904 2.78 ng 93684  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1669 (11.904 min): BF138548.D\data.ms (-1665) (- m/z 43.05 100.00%
430 731
5000
129.1
—
101.0 1711 2182 256.1 12.00
oww‘}“” m/z 60.00  90.59%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 73.10 85.86%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #75717: Dodecanoic acid
73.0
: i )
43.0 12.00
5000 m/z 55.05 78.51%
129.0
1570 2000
‘ 101.0 ‘
ousol WAL Ly Ly L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 57.05 77 .76%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁWWAWWMMMWHH_JHJHWH‘WHHMH‘_ —re
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF070924.M Mon Jul 15 ©3:54:41 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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 Octacosyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.863 6.36 ng 144276  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
3 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 90
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 90
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 90
Abundance Scan 2002 (13.863 min): BF138548.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
P e
‘11‘1 1 1911 13.50 14.00
ol bd bl s, 202 2810 h7 43.05  72.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 — ——
111.0 13.50 14.00
m/z 55.10 55.42%
oLLLL] ‘ | Ll 467022202780 364.0 437.0
\\!‘11\!‘!\\1\\f\‘\\\\\\\\‘\\\\‘\\\1‘\\\\‘\1\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
P e
13.50 14.00
5000 m/z 71.10 47.21%
111.0
o\HM@wﬂw%“,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342310: Triacontyl trifluoroacetate o g
57.0 13.50 14.00
m/z 41.10 43.66%
h I uNwN»MMMNP\4MNNAwMW
ol ‘ I ‘ 1 ‘h [167-0222.0278.0334.0 392.0 465.0518.
“W‘H“H““H“H““W‘H“““‘H“H‘_“ i P
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138548.D

Acqg On : 12 Jul 2024 16:03

Operator : CG\JU

Sample : P3193-04

Misc : FILL-MATERIAL-2

ALS Vvial : 10 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... 2.169 73.3 ng 2033970 1 6.863 554944 20.0
unknown3.393 3.393 2.5 ng 68308 1 6.863 554944 20.0
2-Pentanone, 4-... 5.087 5.5 ng 154026 1 6.863 554944 20.0
1-Phenoxypropan... 8.451 2.5 ng 91626 2 8.145 730061 20.0
n-Hexadecanoic ... 11.904 2.8 ng 93684 4 11.380 674113 20.0
Octacosyl trifl... 13.863 6.4 ng 144276 5 14.015 453824 20.0
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