LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acqg On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc :

ALS Vvial : 15 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131654.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 7 12 rVB 1884064 2281943 14.01% 4.890%
2 3.222 188 193 201 rVB 192747 339473 2.08% 0.727%
3 3.710 270 276 284 rVB 268826 401262  2.46%  0.860%
4 3.934 308 314 320 rVB 831504 1101796 6.77% 2.361%
5 4.410 392 395 401 rVB 187548 205375 1.26% 0.440%
6 4.987 488 493 498 rBvV 184846 212019 1.30% 0.454%
7 5.098 505 512 515 rBV3 110380 204639 1.26% 0.439%
8 5.134 515 518 528 rVB2 258057 452856 2.78% ©.970%
9 5.369 551 558 561 rBV 6262214 7555791 46.40% 16.192%
106 5.493 569 579 583 rBV 7859851 16284250 100.00% 34.896%
11 5.728 614 619 622 rBV 3472745 3539685 21.74% 7.585%
12 6.504 748 751 756 rBV 855208 713848 4.38% 1.530%
13 6.881 811 815 818 rVB 503288 418581  2.57% 0.897%
14 7.057 842 845 848 rBV 391743 308135 1.89% 0.660%
15 7.287 880 884 886 rBV 227882 194476 1.19% 0.417%
16 7.322 886 890 895 rVB 181699 201325 1.24% 0.431%
17 7.451 899 912 915 rBV 1616084 1763536 10.83% 3.779%
18 7.816 971 974 984 rVB 283158 332213 2.04% 0.712%
19 7.928 984 993 999 rBvV 133828 224774 1.38% 0.482%
20 8.169 1030 1034 1037 rVB 635415 536045  3.29% 1.149%

21  9.251 1212 1218 1221 rBV 3388202 2877292 17.67%
22 9.933 1329 1334 1337 rBV = 699229 634022 3.89%
23 10.163 1364 1373 1381 rBV 615659 915071  5.62%
24 10.727 1464 1469 1472 rBV 2138643 1790868 11.00%

P WRRO®
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25 11.427 1584 1588 1591 rBV 805616 663203  4.07% 421%
26 13.021 1854 1859 1862 rBV 1979556 1711354 10.51% 3.667%
27 14.074 2035 2038 2042 rVB 452726 421984  2.59% ©.904%

28 15.580 2288 2294 2302 rBV = 299960 378759  2.33% 0.812%

Sum of corrected areas: 46664575
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131654.D\data.ms
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Abundance TIC: BF131654.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.128 109.03 ng 2281940  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 7 (2.128 min): BF131654.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
R ARa RARAREEEEEESNSY
Lgo 2.202.302.402.50
Ol 220 L m/z 43.10 34.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B R R I B
43.0 2.202.302.402.50
' 87.0 m/z 87.10 26.67%
29.0
M‘ I ‘\‘ ‘ Lgo ‘ | ‘
OH‘\H\‘\H\‘f\f\‘\\f‘\“\\\\[\\H‘HH‘HH‘H\\‘\H\‘\H\‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
2.202.302.402.50
5000 41.0 550 m/z 55.05 24.60%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R BAREREEEEEEE
73.0 2.202.302.402.50
m/z 41.10 11.10%
5000
45.0
29.0
0““‘Mhu“HML“‘H?Q(QH‘yilH““w“%pﬂﬂq‘_““u““u‘ ST
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanol, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.222 16.22 ng 339473 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 42
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 40
4 Amylene hydrate 88 C5H120 000075-85-4 37
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 32
Abundance Scan 193 (3.222 min): BF131654.D\data.ms (-188) (-) m/z 59.00 100.00%
59.0
5000 45.0 A
87.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ 2.80 3.00 3.20 3.40 3.60
Ol preer e el O m/z 45.00  39.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5007: 2-Pentanol, 2-methyl-
59.0
45.0
5000 L L B R R
87.0 2.80 3.00 3.20 3.40 3.60
31.0 m/Z 43.05 25.11%
ol 150 H\ H 710 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
P e
2.80 3.00 3.20 3.40 3.60
5000 m/z 87.10 24.53%
87.0
41.0
0“_‘H_%nﬂu‘ﬁhm‘_‘miu‘«‘u‘_‘u‘u‘W‘u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5053: Propane, 2-ethoxy-2-methyl- R
59.0 2.80 3.00 3.20 3.40 3.60
m/z 41.10  15.33%
5000
87.0
200 410
0 Lm0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52

Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 3-Pentanol, 3-methyl- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
3.716 19.17 ng 401262  1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 33
4 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 28
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 28
Abundance Scan 276 (3.710 min): BF131654.D\data.ms (-270) (-) m/z 73.10 100.00%
3.1
5000 55.0
PP e
41.‘ 87.1 3.40 3.60 3.80 4.00
Obrererrrpreee e bl m/z ss.e8 47.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5030: 3-Pentanol, 3-methyl-
73.0
5000 L U R AL R
55.0 3.40 3.60 3.80 4.00
m/z 43.05 25.72%
290.0 H) 87.0
O \\‘\\\\’\\\‘}“‘\\\\4%\\\‘\‘\H\‘\\\\"\1\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
3.40 3.60 3.80 4.00
5000 43.0 m/z 45.00 24.79%
58.0
29.0 ‘ 87.0
0 ‘ww,"MM‘Hm‘WHww,‘:H_H“wwwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9295: 1,3-Dioxolane, 2-(1-methylethyl)- R ARAEaaRE
73.0 3.40 3.60 3.80 4.00
m/z 87.10 10.81%
5000
15.0 45.0
0 ‘ M 2%\'0 \H‘ il . 86.0 101.0 115'0
e e e e e R RN RUSEEE L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Cyclopentanol, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.410 9.81 ng 205375 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 90
2 Oxirane, hexyl- 128 C8H160 002984-50-1 43
3 1-Penten-3-0l, 3-methyl- 100 C6H120 000918-85-4 40
4 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 37
5 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 33
Abundance Scan 395 (4.410 min): BF131654.D\data.ms (-392) (-) m/z 71.00 100.00%
71.0
43.0
5000
57,0 e BAREE
I ‘ 85‘-0 1000 4.00 4.20 4.40 4.60 4.80
0 ‘wHH,‘HwHH,:mwH‘H_Hw1‘H_mww_'m_www m/z 43.00 61.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4380: Cyclopentanol, 1-methyl-
71.0
43.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\

4.00 4.20 4.40 4.60 4.80

270 57.0 85.0 m/z 58.08  45.70%
‘ “\ HH \“ ‘ \‘ 10\().0
O\\‘HH’\H\‘HH’\\\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14296: Oxirane, hexyl-
71.0
P e
410 55.0 4.00 4.20 4.40 4.60 4.80
5000 ‘ m/z 57.60  20.06%
27,0
5.0
bt L L LT %80 ws0nar0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4378: 1-Penten-3-ol, 3-methyl- “““H““‘H,“‘W“
71.0 4.00 4.20 4.40 4.60 4.80
m/z 66.95 15.31%
43.0
5000
27.0 85.0
SIS S S DV D
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 2-Pentanol, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.987 10.13 ng 212019 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 83
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 78
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 64
4 Ethanol, pentamethyl- 116 C7H160 000594-83-2 56
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 40
Abundance Scan 493 (4.987 min): BF131654.D\data.ms (-488) (-) m/z 59.00 100.00%
59.0
5000
43.1 s R
| Lo 830 101.1 4.60 4.80 5.00 5.20 5.40
Ol TR0 ST L wjz 43.10 16.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9511: 2-Pentanol, 2,3-dimethyl-
59.0
5000
4.60 4.80 5.00 5.20 5.40
45.0 1010 m/z 101.10 15.40%
O \\‘]\-!\5\\0‘\\\‘\“‘\\\\“\‘\‘\\‘\\‘\M‘\\\7\‘%;9\\8‘:\”‘\.(\)\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl-
59.0 A /
s e BT
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.05 12.27%
43.0 101.0
83.0
a0 Tl me®e [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl- T A
59.0 4.60 4.80 5.00 5.20 5.40
m/z 45.00 11.72%
5000
43.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknown5.098 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.098 9.78 ng 204639 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Acetoxyisobutyryl chloride 164 C6H9C103 040635-66-3 47
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 32
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 30
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 512 (5.098 min): BF131654.D\data.ms (-505) (-) m/z 43.00 100.00%
59.0
5000
73.1 101.0
I “ ‘ ﬁi ‘ 4.80 5.00 5.20 5.40
Ot rereprreprebe gl i b m/z 59.00 59.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #40074: 2-Acetoxyisobutyryl chloride
43.0
5000 L L L BN BRI
101.0 4.80 5.00 5.20 5.40
59.0 m/z 73.16 25.01%
0 15.0 29.0 ||, 77.0 ‘ 128.0
\H‘HH’HH’\H\‘HH‘\\H‘\H\‘HH’\H\’\H\‘HH‘\\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R USRS
4.80 5.00 5.20 5.40
5000 59.0 m/z 101.00 24.16%
101.0
29.0 83.0
O rrrprrrrprr s et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9477: 3-Hexanol, 4-methyl- e
59.0 4.80 5.00 5.20 5.40

m/z 54.95  18.82%

ﬁ ] HH J73087‘.0 NJ/L M

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40

o

8270-BF120822.M Fri Dec 16 12:38:55 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 3-Hexanol, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.134 21.64 ng 452856  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 86
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 53
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 40
4 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 40
5 4-Heptanol, 3,5-dimethyl- 144 C9H200 019549-79-2 38
Abundance Scan 518 (5.134 min): BF131654.D\data.ms (-515) (-) m/z 73.05 100.00%
73.0
45.0
5000 87.0
9.0 R mmEE
‘ |y 1011 4.80 5.00 5.20 5.40
Obrr el el e L mjz 45.00  60.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9495: 3-Hexanol, 3-methyl-
73.0
45.0
A
5000 87.0 T T T T T T T
21.0 4.80 5.00 5.20 5.40
‘ %9_0 1010 m/z 43.00  48.49%
O\H‘H\H\HM‘HHM}H‘H}‘}“\H\‘i‘\l\\‘\‘\\HHH‘HH‘\H.\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15742: 3-Hexanol, 2,4-dimethyl-
45.0 730
4.80 5.00 5.20 5.40
m/z 87.05 44.58%
5000 29.0 87.0
ol 180 Jij Il JﬁL’O “m ,..1050 1280
A o e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5008: 3-Pentanol, 3-methyl- A
73.0 4.80 5.00 5.20 5.40
m/z 55.00 38.147%
55.0
5000
87.0
27.0 44+
oY AR S R VY — S LI VARV SiNPAVY.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 1Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.057 14.72 ng 308135 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 53
5 Indole 117 C8H7N 000120-72-9 52

Abundance Scan 845 (7.057 min): BF131654.D\data.ms (-842) (-) m/z 117.00 100.00%

117.0
5000
91.0 e
39.0 63.0 .- 6.80 7.00 7.20 7.40
[T [l 104.0 ||| 9
O+t e e e m/z 118.10 54.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 L B I L LA BN B L
6.80 7.00 7.20 7.40
390 g 91.0 m/z 115.00  35.83%
O \\\]’-\3\\0\’\2§"W?\\\‘1"\1\\"‘1H‘\"\‘\‘\\‘\7\\7\?\\\“‘H\\]_‘q\ﬁ\o‘\\l\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
 RAmEEE L O
6.80 7.00 7.20 7.40
m/z 91.00 20.66%
5000 91.0
39.0 65.0 78.0
Oy 280 L SBO LTI 0a0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 10.28%
5000
91.0
51.0 65.0 78.0 ‘ ‘ A
ISR W o o 01 O D
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Phenol, 4-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.928 8.39 ng 224774  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-ethyl- 122 C8H100 000123-07-9 93
2 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
4 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 78
5 1,3-Cyclopentadiene, 5,5-dimethy... 122 C9H14 1000162-25-6 72
Abundance Scan 993 (7.928 min): BF131654.D\data.ms (-984) (-) m/z 106.95 100.00%
10v.0
5000
77.0 122.0
39.0 63.0 91.0 ‘ 7.60 7.80 8.00 8.20
O brrprrrrrrerrprrrpeeipte bbb m/z 121,95 28.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11306: Phenol, 4-ethyl-
107.0
5000 7.60 7.80 8.00 8.20
122.0 . . . :
m/z 77.00  23.13%
‘ 53.0 91.0
O \\‘\\H‘H\‘\‘\\\{“H\\im\‘\\‘H\‘\\‘\\\}“\H\“HH‘\‘\H‘HH“\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11293: Phenol, 2-ethyl-
107.0
/\ \\‘\\\\‘\\\\’\\\\‘\\\\‘
7.60 7.80 8.00 8.20
m/z 108.00 8.12%
5000 122.0
77.0
39.0
bt ol brarolyrrgiors
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11300: Phenol, 3-ethyl- PN N NURA | S
107.0 7.60 7.80 8.00 8.20
m/z 39.00 6.87%
5000 122.0
77.0
39.0
63.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acq On : 15 Dec 2022 17:52

Operator : CG\JU

Sample : N6001-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Dodecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
10.163  28.87 ng 915071  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Dodecanoic acid
2 n-Decanoic acid
3 Undecanoic acid
4 Nonanoic acid
5 Octanoic acid

200 C12H2402
172 C10H2002
186 C11H2202
158 C9H1802
144 C8H1602

000143-07-7 94
000334-48-5 81
000112-37-8 80
000112-05-0 52
000124-07-2 49

Abundance Scan 1373 (10.163 min): BF131654.D\data.ms (-1364) (- m/z 73.00 100.00%
3.0
41.0
5000
1290 1574 - ——
7
[ ‘\ h‘\gno ‘ | 2001 Teo 00 842
O L ‘Mw‘ﬂ Nm“m‘qhu“u“_“w“ m/z 60.00  84.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75713: Dodecanoic acid
73.0
43.0
5000 — ——
129.0 10.00 10.50
157.0 200.0 m/z 41.05 59.30%
‘ 101.0 ‘
O\\\‘\‘\\\“\‘\\H!M‘\w\‘\““\“\‘\\‘H“‘\\\\‘\\‘\\“H\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46963: n-Decanoic acid
60.0
—— —
10.00 10.50
so00] 20 43.85 56.61%
129.0
L
o} T | A T D N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid N
60.0 1000 10.50
m/z 55.00 52.21%
5000
29.0 85.0 129.0
186.0
1570
Obrrr el Ll 2070 —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131654.D

Acqg On : 15 Dec 2022 17:52
Operator : CG\JU

Sample : N6001-07

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.128 109.0 ng 2281940 1 6.881 418581 20.0
2-Pentanol, 2-m... 3.222 16.2 ng 339473 1 6.881 418581 20.0
3-Pentanol, 3-m... 3.710 19.2 ng 401262 1 6.881 418581 20.0
Cyclopentanol, . 4.410 9.8 ng 205375 1 6.881 418581 20.0
2-Pentanol, 2,3... 4.987 10.1 ng 212019 1 6.881 418581 20.0
unknown5.098 5.098 9.8 ng 204639 1 6.881 418581 20.0
3-Hexanol, 3-me... 5.134 21.6 ng 452856 1 6.881 418581 20.0
Indane 7.057 14.7 ng 308135 1 6.881 418581 20.0
Phenol, 4-ethyl- 7.928 8.4 ng 224774 2 8.169 536045 20.0
Dodecanoic acid 10.163 28.9 ng 915071 3 9.933 634022 20.0
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