LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124799.D

Acqg On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124799.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 6 9 13 rBB 6598 7615 2.66%  0.449%
2 5.492 574 579 582 rBV 162546 154678 53.99% 9.113%
3 6.498 745 750 753 rBV 147577 162949 56.88% 9.600%
4 6.869 811 813 816 rBB 38621 28900 10.09% 1.703%
5 7.434 905 909 912 rBB 114723 107370 37.48% 6.326%
6 8.057 1012 1015 1020 rBB 10603 10026 3.50% 0.591%
7 8.151 1028 1031 1034 rBB 48677 40667 14.19%  2.396%
8 9.228 1210 1214 1217 rBV 239909 223052 77.85% 13.141%
9 9.910 1327 1330 1333 rBB 62803 49594 17.31% 2.922%

10 10.698 1460 1464 1468 rBB 165294 155540 54.29%  9.164%

11 11.398 1579 1583 1586 rBB 69641 54050 18.87% 3.184%
12 11.921 1660 1672 1675 rBV 43704 47387 16.54%  2.792%
13 12.621 1787 1791 1793 rBV2 2259 3031 1.06% 0.179%
14 12.710 1796 1806 1815 rWV 77156 101111 35.29% 5.957%

15 12.986 1848 1853 1856 rBV 305551 286498 100.00% 16.879%

16 13.210 1886 1891 1895 rBB 2950 3290 1.15% 0.194%
17 13.715 1971 1977 1982 rBB3 4366 9344 3.26% ©.551%
18 13.886 1999 2006 2015 rBvV4 20562 38692 13.51% 2.280%
19 14.033 2028 2031 2034 rVB 54363 43147 15.06% 2.542%
20 14.363 2082 2087 2093 rBvV2 6441 11596 4.05% ©.683%
21 14.498 2107 2110 2111 rBV 5058 5115 1.79% 0.301%
22 14.521 2111 2114 2125 rVB2 22663 40307 14.07% 2.375%
23 14.804 2156 2162 2165 rVB2 6840 7385 2.58% 0.435%
24 14.939 2180 2185 2193 rVB 6167 10898 3.80% 0.642%
25 15.145 2214 2220 2225 rBV 11310 12206 4.26% ©.719%
26 15.204 2225 2230 2233 rBvV2 3192 4673 1.63% 0.275%
27 15.509 2277 2282 2285 rBV 30977 37830 13.20% 2.229%
28 15.598 2291 2297 2302 rBV3 4008 8221 2.87% 0.484%
29 15.968 2354 2360 2366 rBB2 9157 13202 4.61% 0.778%
30 16.068 2369 2377 2380 rBv4 2908 6455 2.25% ©.380%
31 16.480 2442 2447 2453 rVB2 3851 5952 2.08% ©.351%
32 17.080 2545 2549 2555 rBV 2073 3167 1.11% 0.187%
33 17.239 2571 2576 2581 rVB 1709 3407 1.19% 0.201%
Sum of corrected areas: 1697355
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\

BF124799.D
: 27 Jul 2021 18:08
Ju/CG
: M3200-03
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown2.140 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.140 5.27 ng 7615 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanamine 87 C5H13N 000110-58-7 5
2 Isobutylamine 73 C4H11N 000078-81-9 4
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 3
4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 3
5 1-Butanamine 73 C4H11N 000109-73-9 3
Abundance Scan 9 (2.140 min): BF124799.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
43.1
5000 55.1
870 T[T T[T T[T T [ TTTTT
2.202.302.402.50
\\‘\\\\‘\\\\‘\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.19 48-98%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2135: 1-Pentanamine
30.0
5000 L R B R BB B
2.202.302.402.50
m/z 55.10 40.24%
150 450 550  69.0 87.0
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
R AREREREEEANES SRR
2.202.302.402.50
5000 m/z 87.00 28.11%
73.0
180 | 430 550 |
A I B e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2108: Acetamide, N-ethyl- R Ea S REARRaESEEEEE
30.0 2.202.302.402.50
m/z 41.00 20.38%
5000
43.0 87.0
72.0
il || 51.0590 | ‘
e e e e R Raas R
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown8.057 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.057 4.93 ng 10026 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-0l 102 CeH140 000464-07-3 9
2 Aziridine, 1-(methoxymethyl)- 87 C4AHINO 001497-83-2 7
3 1-Pentanamine 87 C5H13N 000110-58-7 5
4 Methane, nitroso- 45 CH3NO 000865-40-7 4
5 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
Abundance Scan 1015 (8.057 min): BF124799.D\data.ms (-1012) (-) m/z 45.00 100.00%
45.0
57.1
5000
S RRRRNEEE
750 g79 7.80 8.00 8.20 8.40
\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\‘\\‘\\\‘\‘\\\\‘\\\\‘ m/z 57.19 79.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5034: 3,3-Dimethylbutane-2-ol
43.0 57.0
5000 L L L I L L B I IR
29.0 7.80 8.00 8.20 8.40
620 o5 m/z 41.00  49.55%
102-0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2131: Aziridine, 1-(methoxymethyl)-
45.0
S RARRMEEE
7.80 8.00 8.20 8.40
m/z 75.00 17.10%
5000 570
15.0 29.0
L
HWMWMW‘ ‘mWHWHwwm“www
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2139: 1-Pentanamine T A RmARE
30.0 7.80 8.00 8.20 8.40
m/z 43.10 14.67%
5000
180 | 10 560 g9 870
et i e e e T RAREEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.922 17.53ng 47387 Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94

2 Pentadecanoic acid
3 Tetradecanoic acid
4 Tridecanoic acid

5 Dodecanoic acid

242 C15H3002
228 C14H2802
214 C13H2602
200 C12H2402

001002-84-2 87
000544-63-8 74
000638-53-9 72
000143-07-7 53

Abundance Scan 1672 (11.921 min): BF124799.D\data.ms (-1660) (- m/z 43.10 100.00%
3.1
73.1
5000 129.0
T
L oy | toTraesa T 200
HW‘HAJH!‘Hw‘Hw‘HW‘Hw‘uﬂ_m‘ﬁu‘_u‘_u‘_u‘_ m/z 60.00  92.91%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
97.0 1570155 2130 2560 m/z 41.00 86.51%
\H‘\\H“}‘\\H!H \H‘{\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
A\ T ‘ T h\ﬁ T
12.00
5000 129.0 ITI/Z 73.10 80.72%
199.0
s ) e T
%?R\HM‘WMMJ”lﬂWJN\WHH\JMJupMup\h_\uw\u_
m/z--> 20 40 60 80 100120140160 180 200 220 240260
Abundance #109279: Tetradecanoic acid e
73.0 12.00
43.0 m/z 55.00  74.40%
5000 129.0
185.0
|
1“5‘-9\‘\”\1\;\‘Mu‘\‘ﬂ’uuwh_mwW_WWW_IHW A
m/z--> 20 40 60 80 100120140 160180200 220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.710 37.41 ng 101111  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1806 (12.710 min): BF124799.D\data.ms (-1796) (-, 43.05 100.00%
43.0
73.0
5000
129.1
185.1
241.2
i T T
— e m/z 74.67%
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 7 b
12.50 13.00
m/z 72.62%
L

‘ ‘ 199.0 2420 :
— “ w ’H\ \H “H‘H\‘ Mhuw M\‘u} “‘ ‘JL‘GW‘Of\‘ ‘i NI “\ ———
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 730
Ad A Ankjah [

T
1250

5000 129.0 m/z 57.

‘ 1850 5410 284(

M\ \H‘ H”‘ H‘H“ L ‘ P ‘ . \‘ . “‘ — “\‘

miz--> 50 100 150 200 250

Abundance #143510: n-Hexadecanoic acid Ll A

13.00
67.37%

60.0 12.50 13.00
m/z 59.95  66.25%
5000 129.0
91.0 171 0 2130 256.0
— ‘M ’M‘\ h“ Al “ Mh”w u‘\ | ‘ ‘ ‘ - \‘ ““ T ‘ “‘ — e ! P
miz--> 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\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 wunknownl3.716 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.716 4.33 ng 9344  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5
3 Azetidine, 2-methyl- 71 CAHON 019812-49-8 5
4 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
5 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
Abundance Scan 1977 (13.715 min): BF124799.D\data.ms (-1971) (- m/z 57.10 100.00%
43.1 57.1
8000
6000 85.1 m
71.1
L
4000 13.50 14.00
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\ m/z 43.16 95-09%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2052: Butane, 2,2-dimethyl-
43.0 57.0
71.0
5000
20.0 13.50 14.00
m/z 85.10 57.11%
150 |||l \‘ | 850
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl-
28.0
—— —
42.0 13.50 14.00
5000 m/z 71.10 53.06%
56.0 71.0
]
miz--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl- — T
28.0 13.50 14.00
m/z 54.90 35.83%
42.0
5000 56.0
' 71.0
S S S S 110 A
m/z--> 10 20 30 40 50 60 70 80 90 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 17.93 ng 38692 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 83
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 83
4 1-Octadecanol 270 C18H380 000112-92-5 74
5 n-Heptadecanol-1 256 C17H360 001454-85-9 64
Abundance Scan 2006 (13.886 min): BF124799.D\data.ms (-1999) (- m/z 43.10 100.00%
83.1
5000
‘ ‘ ‘ 149 0 13.50 14.00
\\\‘\ T \\\\\\’\\\\‘\\\\‘\\\\‘\ m/z 57.19 95-92%
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 ‘ﬂ‘ | 4 A/\m A
13.50 14.00
m/z 55.10 89.06%
L\SWQ‘\ ‘ “ “ “ \‘ \‘\:399\ T \]-?6’0\\ T ‘2\(3?\()\ ‘3\2\0\0\ ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0 ,(\
iy 1L
' 13.50 14.00
5000 m/z 41.00 77 .14%
g ‘ R L e
miz--> 50 100 150 200 250 300 350 (\ M\ H\
Abundance #275085: Octadecy! trifluoroacetate M‘ A
57.0 13.50 14.00
m/z 83.10 71.64%
5000
Lk ?ﬁ’? 1820 2520 2970 aas.
A “‘ P P v ‘
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl4.363 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.363 5.38 ng 11596 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 9

3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 9
4 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 9
5 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5

Abundance Scan 2087 (14.363 min): BF124799.D\data.ms (-2082) (- m/z 43.00 100.00%

43.0 57.0
8000
711
6000
85.0 MM
i

4000
14. 00 l4 50
H‘HH‘HHM\HM\HM\HM\NM\H“H\MH\MH\MHW\HW\H m/Z 57.00 95.49%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2052: Butane, 2,2-dimethyl-
43.0 57.0
71.0
000 4 ‘AA‘M I b,

29.0 14.00 14.50
‘ m/z 71.10 63.87%
\

50 || )
H‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH’HH‘HH‘\H\‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
P e
14.00 14.50
5000 85.0 m/z 41.00 51.08%
29.0
15.0 H ‘ . no 100.0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M\ f\ [f\
Abundance #14574: Hexane, 2,3,4-trimethyl- —— ‘M‘ M ‘A ‘
43.0 14.00 14.50
m/z 85.00 49.66%
5000 57.0 /1.0 85,0
29.0
140 || |/ H I 99.0 128.0
e e e e e e e e P oL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl4.498 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.498 2.37 ng 5115 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Hexenyl 2-methylbutyrate 184 C11H2002 1000433-23-8 9
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5

3 Azetidine, 2-methyl- 71 CAHON 019812-49-8 5

4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
5 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4

Abundance Scan 2110 (14.498 min): BF124799.D\data.ms (-2107) (1 m/z 57.10 100.00%
57.1

8000

6000 \ AMH L

4000 | 14.50
e A s m/z 43.00  63.14%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58598: trans-2-Hexenyl 2-methylbutyrate
57.0
i Mm/\'\ | /\

5000
85.0 1450
29.0 m/z 71.10  53.23%

w d 184.0
‘ T T 1T ‘ \ T \ ‘ T \ TT ‘ T T T ‘ T T T1T ’ T T 17T ‘ T T T1T ‘ T T TT ‘ =TT
miz--> 60 100 120 140 160 180

Abundance #700 Azeﬂdme,l—methyh ﬂ

1 7
14.50

5000 m/z 55.00 44.24%

T

m/z--> 100 120 140 160 180
Abundance #699: Azetldme 2-methyl- ‘ W ‘mﬂ‘ i ‘Mm‘m
m/z 41.00 40.25%
5000
b il
m/z--> 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl4.521 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.521 18.68 ng 40307 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 47
2 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 38
3 1-Fluorononane 146 COH19F 000463-18-3 35
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 30
5 2-Hexenal, (E)- 98 C6H100 006728-26-3 30
Abundance Scan 2114 (14.521 min): BF124799.D\data.ms (-2111) (- m/z 55.00 100.00%
55.0 97.1
5000
125.0 Il ‘mﬁ“‘ | ‘Mﬂmﬂ\»
)]
e A e m/z 97.10 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138523: 5-Octadecene, (E)-
553.0
83.0 [
5000 —— :
14.50
111.0 m/Z 41.00 82.34%
27,0
L} L) h || 1390 168.0195.0 224.0252
\H‘\H\’H\ ‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #20729: Cyclopentane, (2-methylbutyl)- f\
69.0 A A “
410 \N\ T \M‘ M \h T ﬂ\ T
14.50
5000 111.0 ITI z 43.05 75.34%
AL L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 wm
Abundance #25730: 1-Fluorononane WM m
43.0 14 50
m/z 57.00 74.18%
5000
70.0
970
5 n[\m AITTYA AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl4.804 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.804 3.90 ng 7385  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,2,4,15,17,17-hexam... 591 C42H86 055470-97-8 36
2 Cyclohexanecarboxylic acid, 1-(2... 284 C15H2405 1000460-66-2 12
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9

4 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 9

5 trans-2-Hexenyl 2-ethylbutyrate 198 C12H2202 1000433-24-3 9

Abundance Scan 2162 (14.804 min): BF124799.D\data.ms (-2156) (- m/z 57.10 100.00%
57.1

8000

6000
4000 AL iy i

‘ 14.50 15.00

‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.06 67.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #346158: Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-k
57.0

I [l f\m

5000 — LA
14.50 15.00

m/z 71.00 56.10%

14y, 127.0 211.0 308.0 420.0 533.0

‘\H\‘HH“‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH.‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178362: Cyclohexanecarboxylic acid, 1-(2-ethyl-1-oxobt

43.0
o e
14.50 15.00
5000 ITI/Z 85.10 44 .14%
| hlJll.O 186.0 284.0
P S S T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2058: Butane, 2,2-dimethyl- e -
57.0 14.50 15.00
m/z 41.00 37.76%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl4.939 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.939 5.76 ng 10898 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Octadecane, 2,2,4,15,17,17-hexam... 591 C42H86 055470-97-8 9
3 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 9
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 9

4 9

5 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-

Abundance Scan 2185 (14.939 min): BF124799.D\data.ms (-2180) (- m/z 57.10 100.00%

57.1
8000 (‘J\
6000
AINa (AT Mﬂn‘

4000
15.00

‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.06 73.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #2058: Butane, 2,2-dimethyl-
57.0

] il NWW

5000 T
15.00

m/z 71.10 56.88%
i
[T T T T T T [T T T[T T[T T T[T T[T T[T T[T TTTT [T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346158: Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-k

57.0
T
15.00
5000 m/z 85.00 48.33%
[y, 127.0 211.0 308.0 420.0 533.0
P T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33099: Octane, 2,5,6-trimethyl- e
57.0 15.00
m/z 41.00 44.72%
5000

12270 Ll M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.145 6.45 ng 12206 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 36
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 28
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 25
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 25
Abundance Scan 2220 (15.145 min): BF124799.D\data.ms (-2214) (- m/z 57.10 100.00%
57.1
85.1
5000 M
(V7R (RIS
15.00 15.50
e e e e = m/z 43.00 78.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 | ‘HM MWM :
15.00 15.50
85.0 9
29.0 m/z 71.10 61.87%
‘\ ‘ | ‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117906: Sulfurous acid, hexyl pentyl ester
43.0 85.0
15.00 15.50
5000 m/z 85.10 54.26%
| M | 11101370 167.0
AR EE e ARARRERREEEE N EE S
miz--> 20 40 60 80 100 120 140 160 180 200 220 m
Abundance #8638: Hexane, 3,3-dimethyl- b -
43.0 15.00 15.50
m/z 55.00 37.76%
71.0
5000
990
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

8270-BF072221.M Wed Jul 28 13:42:59 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl5.204 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.204 2.47 ng 4673  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 7
2 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 4
3 1-Azabicyclo[3.1.0]hexane 83 C5H9N 000285-76-7 4
4 Cyclohexane, nitro- 129 C6H11NO2 001122-60-7 2
5 Bis(2-isopropyl-5-methylcyclohex... 372 C21H4103P 1000510-36-8 2
Abundance Scan 2230 (15.204 min): BF124799.D\data.ms (-2225) (.  m/z 55.00 100.00%
55.0
43.0
8000
83.0
6000
| ‘ 97.1 15.00 15.50
et 890 L L 7 43,00 81.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1484: Pyridine, 2,3,4,5-tetrahydro-
55.0
280 830 il MWM I
5000 L TRURHE L
41.0 15.00 15.50
m/z 83.00 58.94%
15.0 \‘\‘ H m‘\ 68\'0 \‘\
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1459: Isoxazole, 5-methyl-
43.0 83.0
—— —
15.00 15.50
5000 68.0 m/z 57.80 54.75%
27.0 54.0
190 gl L
R e B Rammm e
miz--> 10 20 30 40 50 60 70 80 90 100 M
Abundance #1471: 1-Azabicyclo[3.1.0]hexane Il : ‘ﬂ‘ : ‘HN M A
55.0 15.00 15.50
m/z 97.10 53.77%
5000 83.0
28.0 42.0
""H""w!u"‘u“!"W!1‘_MW_MW_H S | B
m/z--> 10 20 30 40 50 60 70 80 90 100 15.00 15.50

8270-BF072221.M Wed Jul 28 13:43:00 2021

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08

Operator Ju/caG

Sample : M3200-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknownl5.598 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.598 4.35 ng 8221  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
2 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 4
3 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 4
5 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120 006124-90-9 4

Abundance Scan 2297 (15.598 min): BF124799 D\data.ms (-2291) (-
57.

8000

6000

4000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

43.1

m/z 57.10 100.00%

MH il W

711 —
‘ 85.0 15.50 16.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\‘\\‘\\ 4319 9546/
10 20 30 40 50 60 70 80
#1789: 5H-Tetrazol-5-amine
57.0
85.0 15.50 16.00
m/z 71.10 45.89%
42.0
\\\‘\\\\‘\\\\‘\\\\H\M\\\‘\\\\‘\\\6\9‘9\\\‘\\\\‘\\
10 20 30 40 50 60 70 80
#215: Acetonitrile, hydroxy-
28.0 M
—h ]
15.50 16.00
56.0 54.90 43.86%
40.0
10
10 20 30 40 50 60 70 80
#1790: 1H-Tetrazol-5-amine
57.0 15.50 16.00
28.0 m/z 85.00 38.26%
85.0
42.0
- N
““““‘ — —
10 20 30 50 60 70 80 15.50 16.00

8270-BF072221.M Wed Jul 28 13:43:01 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknownl5.968 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.968 6.98 ng 13202 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 47
2 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 36
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 25
5 Cyclohexanecarboxylic acid, 1-(2... 284 C15H2405 1000460-66-2 12
Abundance Scan 2360 (15.968 min): BF124799.D\data.ms (-2354) (- m/z 57.10 100.00%
43.0 57.1
71.1
85.1 /*
5000
w1
‘ 99.1 16.00
\\‘\H\‘\H\‘\H\‘\H\‘HH“HH‘HH‘H\\“\H\‘\H\‘H\\‘HH m/z 43.09 93-09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #76047: Hexane, 1-(hexyloxy)-3-methyl-
43.0 57.0
gl e
5000 85.0 ‘M‘ ' 1T QNW ﬂ
16.00
290 98.0 m/z 71.10 62.84%
\\‘\H‘\“\H\“M‘\\‘\H\‘HH“HH‘\M}\‘H\‘\‘\H\:‘L\l\s\\(‘)\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #76029: Ether, heptyl hexyl
57.0
0 ||
- :
16.00
5000 85.0 m/z 85.10 54.77%
290 70.0
‘\‘ ‘ 1 90 41501290
H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 H‘ m
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester ‘ —— o
43.0 16.00
m/z 55.00 33.56%
57.0
5000 71.0
29.0 85.0
90 1110 1260
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 16.00

8270-BF072221.M Wed Jul 28 13:43:02 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownl6.068 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.068 3.41 ng 6455  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 1-methyl- 71 C4HON 004923-79-9 3
2 Azetidine, 2-methyl- 71 C4HON 019812-49-8 3
3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 2
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 2
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 2
Abundance Scan 2377 (16.068 min): BF124799.D\data.ms (-2369) (- m/z 57.10 100.00%
57.1
8000
41.0 ,m /\N A
69.0 A )L
6000 ‘ 16.00
e 970y 55,00 92.12%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #700: Azetidine, 1-methyl-
28.0
42.0
5000 56.0 16.00
' 71.0 .
m/z 41.00 71.45%
\‘\\\“‘\\\\‘i‘\\“\\‘\\\\‘\\\\}\\\\‘\\\\‘\\\\’\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #699: Azetidine, 2-methyl-
28.0
o \
42.0 16.00
5000 m/z 43.00 69.88%
56.0 71.0
w\\w‘w\\wauw‘\HU‘\\Hliwww\\\\M\\\’H\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #74302: 1-Trifluoroacetoxy-2-methylpentane
43.0 16.00
69.0 m/z 69.00 65.32%
‘ 84.0
Wm‘m“;HHHM:!“_m;:mW‘H_m,m i
m/z--> 20 30 40 50 60 70 80 90 100 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acq On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknownl6.480 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.480 3.15 ng 5952  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 2-methyl- 71 C4HSN 019812-49-8 5
3 Azetidine, 1-methyl- 71 CAHON 004923-79-9 5
4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
5 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
Abundance Scan 2447 (16.480 min): BF124799.D\data.ms (-2442) (- m/z 57.10 100.00%
57.1
8000
43.0
MEN
85.1 Ay L
4000 ‘ ‘ 16.50
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\ m/z 43.06 65-51%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2058: Butane, 2,2-dimethyl-
43.0 57.0
71.0
5000
29.0 16.50
m/z 71.10 55.97%
\\‘\].\570\‘\\\‘\‘\\\\“{{\\‘\‘\‘\}’\\\\i}\\\‘\\\\’\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl-
28.0
‘ ——
42.0 16.50
5000 m/z 85.10 48.59%
56.0 710
\\‘\H\‘\\\HN\\\Jw!H\‘\\N\’\\H‘}\\\‘\\\\’H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl- i
28.0 16.50
m/z 55.00 45.01%
42.0
5000
56.0 71.0
“‘H“‘H‘HNH‘JJﬂM“H“,H“}H“‘H“,H L
m/z--> 10 20 30 40 50 60 70 80 90 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124799.D

Acqg On : 27 Jul 2021 18:08
Operator : JU/CG

Sample : M3200-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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|
unknown2.140 2.140 5.3 ng 7615 1 6.869 28900 20.0
unknown8.057 8.057 4.9 ng 10026 2 8.151 40667 20.0
n-Hexadecanoic ... 11.922 17.5 ng 47387 4 11.398 54050 20.0
Pentadecanoic acid 12.710 37.4 ng 101111 4 11.398 54050 20.0
unknown13.716 13.716 4.3 ng 9344 5 14.033 43147 20.0
Trifluoroacetox... 13.886 17.9 ng 38692 5 14.033 43147 20.0
unknownl14.363 14.363 5.4 ng 11596 5 14.033 43147 20.0
unknown14.498 14.498 2.4 ng 5115 5 14.033 43147 20.0
unknown14.521 14.521 18.7 ng 40307 5 14.033 43147 20.0
unknownl14.804 14.804 3.9 ng 7385 6 15.509 37830 20.0
unknown14.939 14.939 5.8 ng 10898 6 15.509 37830 20.0
Hexadecane 15.145 6.5 ng 12206 6 15.509 37830 20.0
unknown15.204 15.204 2.5 ng 4673 6 15.509 37830 20.0
unknown15.598 15.598 4.3 ng 8221 6 15.509 37830 20.0
unknown15.968 15.968 7.9 ng 13202 6 15.509 37830 20.0
unknownl16.068 16.068 3.4 ng 6455 6 15.509 37830 20.0
unknown16.480 16.480 3.1 ng 5952 6 15.509 37830 20.0
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