LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 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_G\METHODS\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48618.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.640 384 392 399 rBV 321060 496981 20.54% 4.583%
2 7.244 657 665 676 rVB 230891 407752 16.85% 3.760%
3 8.091 801 809 815 rBV 103303 179633  7.42% 1.657%
4 9.260 1001 1008 1017 rVB 366801 656612 27.14% 6.055%
5 10.917 1283 1290 1296 rBV 132610 238269 9.85% 2.197%
6 13.367 1699 1707 1714 rBV 922778 1458771 60.29% 13.452%
7 13.625 1745 1751 1758 rBV 201039 317659 13.13%  2.929%
8 14.183 1841 1846 1851 rBV 35334 49281 2.04% 0.454%
9 14.742 1933 1941 1949 rBV 196176 312863 12.93% 2.885%
10 15.141 2004 2009 2014 rBV5 18903 32140 1.33% 0.296%

11 15.852 2124 2130 2142 rVB3 75995 129255 5.34%
12 16.234 2189 2195 2206 rBV 803058 1258173 52.00% 11.
13 17.497 2404 2410 2417 rBV 256474 412161 17.03%
14 17.791 2453 2460 2468 rBV 18007 40753 1.68%
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15 18.384 2555 2561 2568 rBV 340182 520341 21.50% 798%
16 18.890 2641 2647 2653 rBV8 26671 75079 3.10% 0.692%
17 19.142 2684 2690 2695 rBv4 22930 36929 1.53% 0.341%
18 19.230 2701 2705 2713 rBV7 27176 47311 1.96% ©.436%
19 19.548 2756 2759 2763 rVB4 30747 42063 1.74% 0.388%
20 19.648 2772 2776 2784 rBV 183645 235306 9.72% 2.170%
21 20.112 2848 2855 2864 rVB 1848309 2419746 100.00% 22.314%
22 20.899 2985 2989 2992 rVB6 18747 25537 1.06% 0.235%
23 21.416 3072 3077 3090 rBV2 145497 245617 10.15%  2.265%
24 21.563 3098 3102 3103 rBv4 22381 26297 1.09% 0.243%
25 21.581 3103 3105 3114 rVBS8 28833 62910 2.60% ©.580%
26 21.798 3135 3142 3151 rVB 266230 476280 19.68% 392%
27 21.986 3170 3174 3180 rVB7 22717 32786 1.35% 302%
28 22.615 3277 3281 3288 rBV9 22979 43632 1.80%

29 24.013 3509 3519 3526 rBV9 29135 108850 4.50%
30 25.135 3701 3710 3724 rVB2 146016 454922 18.80%
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Sum of corrected areas: 10843909
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048618.D\data.ms

1500000

1000000

500000

5.640 9.260

7.244
8.091 10.917

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048618.D\data.ms
20.112

1500000

1000000113.367

16.234
500000
13.625 14.742 21.416
14.183 ﬂ 15141 15892 17.791 20.809 215631986 22.615
ol e e i e e e e e e e
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG048618.D\data.ms
1500000
1000000
500000
25.135

24.013

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\”ﬁ‘

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.625 20.31 ng 317659  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 52
2 Metacetamol 151 C8H9NO2 000621-42-1 52
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 50
4 Tiocarlide 400 C23H32N202S 000910-86-1 50
5 Acetaminophen 151 C8HSNO2 000103-90-2 50

Abundance Scan 1751 (13.625 min): BG048618.D\data.ms (-1745) (- m/z 43.10 100.00%

43.1 109.1
151.0
5000
69.1
p ‘ ‘
‘ ‘ ) 13.50 14.00
\H‘\H\“‘w“\”\“ \“\\\““H‘\H\‘HH!‘\‘HH‘\\‘H’\\‘\J\-ﬁﬁ\\z\‘z\]\-%ﬁ\z\%‘g\\ m/z 169 98 19/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13 50 14 00
69.0 m/z 151.00 59.39%
\H‘\\‘\\“‘P\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\‘HHM\“HH‘\\‘H’\\‘\\’\H\‘\H\‘H\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24779: Metacetamol
109.0
13.50 14.00
5000 151.0 41.10 33.67%
43.0
‘ 80.0
‘175(‘0“”“,‘m‘wm‘“wm‘m““HH““H,‘m,mwm‘uwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24949: m-Isopropoxyaniline
109.0 13.50 14.00
69.10 27.17%
5000
151.0
80.0
150 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39

Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Dodecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.141 2.05 ng 32140  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Benzamide, 4-butoxy-N-[2-(2-thie... 303 C17H21NO2S 1000319-87-5 38
4 Maltose 342 C12H22011 000069-79-4 35
5 Lactose 342 C12H22011 000063-42-3 25

Abundance Scan 2009 (15.141 min): BG048618.D\data.ms (-2004) (-  m/z 60.10 100.00%

60.1
5000
157.0
97.1
200.2
il | 1500 | a5
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T m/z 41. 29 94.99%
m/z--> 50 100 150 200 250 300
Abundance #61120: Dodecanoic acid
60.0
5000 m e —
129.0 15.00 15.50
m/z 73.10 90.57%
27‘0 'T7.0 k71.0
T \‘! \“h”\“h““ 1““\ 1‘1‘ T ty \‘ T l L B B B B B
m/z--> 50 100 150 200 250 300
Abundance #20837: Octanoic acid
60.0
15.00 15.50
5000 ITI/Z 43.05 82.99%
101.0
27.0 ‘
T T I
m/z--> 50 100 150 200 250 300
Abundance #147087: Benzamide, 4-butoxy-N-[2-(2-thienyl)ethyl]- e —
73.0 15.00 15.50
m/z 55.00 67.37%
5000
41,0 121.0 177.0
‘HH‘HH \‘ ‘ Ll ‘ L 2520 30\3(
—— A I B L A o
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.384  25.25 ng 520341  Phenanthrene-d10 17.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 62
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2561 (18.384 min): BG048618.D\data.ms (-2555) (- m/z 73.10 100.00%
73.1
5000 129.1
213.2
391 _ - e
M“‘ h | W 25‘61 18.00 18.50
—— ol g \‘\““ Ll d 315 7 4110 89.26%
miz-> 50 100 150 200 250 300
Abundance #107549:n-Hexadecanok:add
5000 129.0 T T
18.00 18.50
1710 213.0 256.0 m/z 60.00 81.56%
\\\\M‘ #‘H\ H‘\ Mr \\‘\‘\“ \“\‘\\“‘\\\\‘\\
m/z--> 00 150 200 250 300
Abundance #72646: Tridecanoic acid
73.0
18.00 18.50
5000 m/z 55.05 79.49%
29.
129.0
‘ 171.0 2140
“\‘ H“u‘u \\Hhh h\ ‘w‘ - ‘m‘ “ ‘\‘ ‘ “\‘ ——
miz--> 50 100 150 200 250 300
Abundance #61120: Dodecanoic acid e —
60.0 18.00 18.50
m/z 43.10 76.01%
5000 129.0
27.0 %} }710
Mqﬂw‘dw‘ ““}“‘ e = Rlata
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-

BGO33021.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tetrapentacontane, 1,54-dib... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.890 3.64 ng 75079  Phenanthrene-d10 17.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 74
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 49
3 Nonacosane 408 C29H60 000630-03-5 47
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 47

5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S

Abundance Scan 2647 (18.890 min): BG048618.D\data.ms (-2641) (-
57.1

5000

198.4 595 1
h\“\”\“‘"\“\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57.0

5000

‘ hfﬁ'ﬂgw.o 351.0443.0541.0 670.0  835.(

miz—> 0 100 200 300 400 500 600 700 800

Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0

5000

H169.0

miz—> 0 100 200 300 400 500 600 700 800

Abundance #215180: Nonacosane
57.0

5000

1000309-18-0 47

m/z 57.10 100.00%

3

—
18.50 19.00
m/z 71.10 68.42%

>

7
18.50 19.00

m/z 41.05 57.78%

3

—
18.50 19.00
m/z 97.10 55.98%

-

—
18.50 19.00

m/z 85.15 46.38%

s

18502530 4080

\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 200 300 400 500 600 700 800
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2,6-Dodecadien-1-0l, 3,7,11... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.230 2.30 ng 47311  Phenanthrene-d10 17.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dodecadien-1-01, 3,7,11-trim... 224 C15H280 020576-56-1 58
2 Cyclohexadecane 224 C16H32 000295-65-8 53
3 Cyclohexane, 1,1'-(2-ethyl-1,3-p... 236 C17H32 054833-34-0 46
4 Cyclohexane, 1,1'-(2-methyl-1,3-... 222 C1l6H30 002883-08-1 46
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 41

Abundance Scan 2705 (19.230 min): BG048618.D\data.ms (-2701) (-  m/z 55.10 100.00%

55.1
5000
1.1 —r— o
166.1 224.3 280.9 455, 19.00 19.50
W e L m/z 83.10 89.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81201: 2,6-Dodecadien-1-ol, 3,7,11-trimethyl-, (E,E)-
83.0
5000 — (A
19.00 19.50
m/z 57.00 82.78%
2o ‘ \ 193.0 /
\‘L ‘1“‘\“‘1“1‘ rﬂh}“‘“lﬁ?.?\ T \““\ \L\ L L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81247: Cyclohexadecane
55.0
— —
19.00 19.50
5000 ITI/Z 41.10 71.52%
11.0
H 224.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90944: Cyclohexane, 1,1'-(2-ethyl-1,3-propanediyl)bis- — —
83.0 19.00 19.50
m/z 43.10 71.31%
5000
207.0
‘ 139.0
e Y S sttt
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownl9.54 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.548 2.04 ng 42063  Phenanthrene-d10 17.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Valeric acid, 2-methyl-, pentyl ... 186 C11H2202 006297-48-9 27
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 22
3 2-Piperazinone 100 C4H8N20 005625-67-2 18
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 14
5 3-Trifluoromethylcinnamic acid, ... 328 C18H23F302 1000293-54-5 14

Abundance Scan 2759 (19.548 min): BG048618.D\data.ms (-2756) (- m/z 57.05 100.00%
57.0

100.1
5000
T \
‘ M | []1288 1" 22 2s0 19.50
ku‘qkﬂwhwWMMMWMW : m/z 43.05  62.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50142: Valeric acid, 2-methyl-, pentyl ester
43.0 117.0
4.0
5000 Hatas :
19.50
m/z 100.10 62.09%

\\\“\H\‘\\"H}‘H‘l"\\H“\‘\‘\‘\\i‘\\\L“\H\’#5\3.\9\\‘H\\‘\H\’\H\’\\H‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12734: Pentane, 2,2,3,3-tetramethyl-
57.0

19.50
5000 m/Z 117.10 58.18%
27,0 99.0
**w‘*‘*“i‘*H‘h‘w‘”wH‘\m‘w*Hw*H\HH\H*wwmwwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3607: 2-Piperazinone
100.0 19.50

L MWWMMWW

m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.648 9.88 ng 235306 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2776 (19.648 min): BG048618.D\data.ms (-2772) (- m/z 43.10 100.00%

43.1
129.0
5000 241.2
3.0 185.1
P o
28‘4'1 19.50 20.00
u w‘wW pulpsb el ‘i sl RERIN P m/z 73.00 86.67%
miz--> 50 100 150 200 250 300
Abundance #131259: Octadecanoic acid
43.0
5000 S v
129.0 19.50 20.00
83.0 : 284.0 m/z 41.05 82.39%
‘ H ‘ 1850 2410
| “H““‘nh\‘h M\‘\} i - L \‘ S “ e A -
miz--> 50 100 150 200 250 300
Abundance #84455: Tetradecanoic acid
73.0
e F
19.50 20.00
5000 129.0 m/z 60.05 74.42%
185.0
228.0
—— ‘M’u‘\‘H“HM““\“\“ ‘Ju‘\‘\} “ ‘ \““ - \‘ . “\‘ T
miz--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid T e
60.0 19.50 20.00
m/z 55.10 70.05%
5000 129.0
570 1710 2130 256.0
S ‘M’ﬂ‘\ M“H““‘Mh\“\ “‘u‘\‘n; ‘\ ‘ “ “ “‘ \‘ ““\‘ . ““ —— e e
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.416 10.31 ng 245617 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90

Abundance Scan 3077 (21.416 min): BG048618.D\data.ms (-3072) (-  m/z 43.10 100.00%
3.1

| 831
5000
1k 2150
168.1 2221 g0, . :
— “‘lw‘w A ‘H‘ “‘h A Mrui T ‘89‘6‘ - H%f m/z 55.05 93.37%
mi/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 T
21.50
#250 m/z 57.05 90.19%
T hm “ \““‘ \‘H\‘h\ h h\ T \]-9\?.(\)\ T ‘ L ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcoho
83.0
43.0
——
21.50
5000 ITI/Z 83.10 77 .67%
25.0
o “““‘ L e e N T
m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)- —
57.0 21.50
m/z 69.10 77.10%
7.0
5000
| | ‘\ 1390 1810 2230 2800
e e i B e ——
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39

Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

: C:\Database\NIST11.L

Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area

unknown21.58

Concentration Rank 8

Relative to ISTD R.T.

21.581 2.64

Hit# of 5

ng 62910 Chrysene-d12

Tentative ID MW MolForm

1 Isophytol

296 C20H400

000505-32-8 38

2 1-Methylcycloheptanol 128 C8H160 003761-94-2 38
3 Cycloundecanol, 1-methyl- 184 C12H240 076154-15-9 35
4 Z-1-Methoxy-2-pentene 100 C6H120 1000279-59-4 35
5 Ether, 1-dodecenyl methyl 198 C13H260 026537-04-2 35
Abundance Scan 3105 (21.581 min): BG048618.D\data.ms (-3103) (- m/z 71.10 100.00%
71.1
5000 mu
—— ‘
152.1 2101  959g9 400.1 91'50
H”,M““‘,‘J“H“‘Hl‘}m‘w m/z 41.10 28.33%
m/z--> 50 100 150 200 250 300 350 40
Abundance #141400: Isophytol
71.0
5000 — ‘
21.50
m/z 43.10 27.14%
123.0
T !‘““\“! \“‘\h‘ 4 \‘h\‘\‘ ‘:\1-\7\9\0’ T ’?\7?\0’ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #12497: 1-Methylcycloheptanol
71.0
LN \
21.50
5000 m/z 57.10  25.22%
59| ) [0
m/z--> 50 100 150 200 250 300 350 400
Abundance #48757: Cycloundecanol, 1-methyl- T
71.0 21.50
m/z 115.00  23.34%
5000
‘ 169.0
e T I
m/z--> 50 100 150 200 250 300 350 400 21.50

8270-BGO33021.M Thu Apr 08 ©8:32:17 2021

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tetradecane, 4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.013 4.79 ng 108850 Perylene-di2 25.135
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 53
2 Undecane, 4-ethyl- 184 C13H28 017312-59-3 53
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 50
4 Eicosane 282 C20H42 000112-95-8 45
5 4-Octanone, 2,3-epoxy-2-methyl- 156 C9H1602 017257-83-9 38

Abundance Scan 3519 (24.013 min): BG048618.D\data.ms (-3509) (-  m/z 57.10 100.00%
57.1

o MW/\M
L \
24.00
m/z 43.10 93.10%
mlz--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4-ethyl-
43.0
5000 85.0 L ‘
24.00
m/z 85.10 73.17%
! hh ‘ | 270 1910
Y | 1|
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #48839: Undecane, 4-ethyl-
43.0
—— ‘
24.00
5000 85.0 m/z 71.10  62.90%
‘ ‘ | 155.0
8 O S
m/z--> 50 100 150 200 250 300 350
Abundance #90252: Sulfurous acid, hexyl pentyl ester —— ‘
43.0 g50 24.00
m/z 99.05 30.74%
5000
i e
m/z--> 50 100 150 200 250 300 350 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040721\
Data File : BGO48618.D

Acqg On : 7 Apr 2021 15:39
Operator : CG/JU

Sample : M1951-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,4,7,9-Tetrame... 13.625 20.3 ng 317659 3 14.742 312863 20.0
Dodecanoic acid 15.141 2.0 ng 32140 3 14.742 312863 20.0
n-Hexadecanoic ... 18.384 25.3 ng 520341 4 17.497 412161 20.0
Tetrapentaconta... 18.890 3.6 ng 75079 4 17.497 412161 20.0
2,6-Dodecadien-... 19.230 2.3 ng 47311 4 17.497 412161 20.0
unknown19.54 19.548 2.0 ng 42063 4 17.497 412161 20.0
Octadecanoic acid 19.648 9.9 ng 235306 5 21.792 476280 20.0
Trichloroacetic... 21.416 10.3 ng 245617 5 21.792 476280 20.0
unknown21.58 21.581 2.6 ng 62910 5 21.792 476280 20.0
Tetradecane, 4-... 24.013 4.8 ng 108850 6 25.135 454922 20.0
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