LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc :

ALS Vvial : 11 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57710.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 3 8 25 rVB 122916 252058 2.39% 0.810%
2 5.514 406 413 424 rVB 510176 801969 7.59% 2.578%
3 7.095 674 682 691 rBV 508371 851275 8.06% 2.736%
4 7.941 819 826 833 rBV 160722 266971 2.53% 0.858%
5 9.098 1016 1023 1030 rBV 267733 462517 4.38% 1.487%
6 10.743 1295 1303 1315 rVB 209823 401365 3.80% 1.290%
7 11.548 1430 1440 1453 rBvV4 91505 245824  2.33%  0.790%
8 12.482 1594 1599 1605 rBv4 52230 110456 1.05% ©.355%
9 12.876 1659 1666 1671 rVB2 212578 410252 3.88% 1.319%
10 13.023 1687 1691 1696 rVB 116390 172148 1.63% ©0.553%
11 13.117 1704 1707 1712 rVB 99483 138439 1.31% 0.445%
12 13.193 1713 1720 1727 rBV 492619 924749 8.75% 2.972%
13 13.364 1745 1749 1762 rBV6 186827 486576 4.61% 1.564%
14 13.928 1841 1845 1852 rVB 301683 438706  4.15% 1.410%
15 14.004 1853 1858 1863 rBV2 709748 1055892 9.99%  3.394%
16 14.063 1864 1868 1872 rVV2 369717 502160 4.75% 1.614%
17 14.116 1873 1877 1886 rVB3 227493 424099 4.01% 1.363%
18 14.227 1892 1896 1900 rVB2 326628 436240 4.13% 1.402%
19 14.321 1907 1912 1918 rBV6 327290 748227 7.08% 2.405%
20 14.410 1923 1927 1934 rVB 843719 1391281 13.17% 4.472%
21 14.480 1934 1939 1945 rBv4 257102 593130 5.61% 1.906%
22 14.551 1946 1951 1953 rBV2 391385 662496 6.27% 2.129%
23 15.103 2041 2045 2053 rBV4 403500 702701 6.65%  2.259%
24 15.367 2086 2090 2097 rVB2 590204 925581 8.76% 2.975%
25 15.837 2167 2170 2176 rVB 491446 741501 7.02%  2.383%

26 16.061 2203 2208 2215 rBV6 411260 866247  8.20%
27 16.319 2245 2252 2263 rBV2 1366037 2832682 26.81%
28 17.142 2389 2392 2403 rVB 828639 1401261 13.26%
29 18.287 2575 2587 2592 rBV 3828168 10564620 100.00% 33.
30 19.515 2793 2796 2803 rVB2 1043726 1301722 12.32%
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Sum of corrected areas: 31113145
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057710.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 11
R.T. EstConc Area Relative to ISTD R.T.
3.134 18.88 ng 252058 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# 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 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 8 (3.134 min): BG057710.D\data.ms (-3) (-) m/z 73.00 100.00%
5000 43.0 /\
87'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
00 ‘ 3.203.303.403.50
Okl 290 M m/z 43.60  45.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B L B R L B
43.0 3.203.303.403.50
: 87.0 m/z 55.00 31.34%
29.0 % ‘
O‘H\\‘H\”“H\\“‘}\‘\\‘H\?‘.9\\“\}\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R SUEADALPSLERES
3.203.303.403.50
5000 41.0 550 m/z 87.00 23.88%
27.0
0oyt sl 3120 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- R EAEERsREEE RS
73.0 3.203.303.403.50
m/z 41.00 12.58%
5000
45.0
0 el el 99.0 115.0
R A R N AR Rama E R RRAENEEEE S SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG@57710.D

Acqg On : 14 Jun 2023 16:33

Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: 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

R.T. EstConc Area Relative to ISTD R.T.
11.548 12.25 ng 245824  Naphthalene-d8 10.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual

2 Nonanoic acid

Concentration Rank 19

1 Nonanoic acid
2 Hexanoic acid
3 Pentanoic acid

158 C9H1802
116 C6H1202
102 C5H1e02

000112-05-0 53
000142-62-1 50
000109-52-4 47

4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 47
5 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 47
Abundance Scan 1440 (11.548 min): BG057710.D\data.ms (-1430) (- | m/z 60.00 100.00%
60.0
5000 41.0 /\\w%
T
11.50
0! m/z 73.00 62.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35296: Nonanoic acid
60.0
5000 M — e
41.0 11.50
115.0 m/z 57.00 60.13%
87.0
oasol 1 UL L Jiseotsso
miz--> 20 40 60 80 100 120 140 160
Abundance #9148: Hexanoic acid
60.0
T
11.50
5000 41.0 m/z 107.00 48.39%
LI
om_m_m‘wuh_‘”Wm_m_m_m
miz--> 60 80 100 120 140 160
Abundance #4774 Pentanoic acid i
60.0 11.50
m/z 41.00 43.40%
5000
41.0
0 Hw‘l‘w‘“”“”‘\‘“““‘8‘7‘"9‘_“‘_‘H_m_m —
m/z--> 20 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknownl12.482 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.482 5.50 ng 110456 Naphthalene-d8 10.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2-methylbenzothiazole 179 CSH9NOS 1000342-71-0 38
2 Cyclopentane, 1-methyl-1-(2-meth... 138 C1@H18 074764-47-9 35
3 Silane, chlorodiethyl(2-methylbu... 208 C9H21C10Si 1000363-11-1 32
4 2,4,6-Trimethyl-7-oxo-4,7-dihydr... 179 C7H9N50 025623-78-3 30
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 27
Abundance Scan 1599 (12.482 min): BG057710.D\data.ms (-1594) ( | m/z 179.10 100.00%
179.1
a0 690 1090
5000
A W
145.1 12.50
0 )Lv—v—rﬁ—rv—v—v—v* m/Z 109.00 68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
5000 136.0 —
69.0 95.0 12.50
150 450 m/z 69.00  64.34%
R O P O | T PR I I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19548: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)
81.0 1238.0
P
41.0 12.50
5000 m/z 41.00 61.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85794: Silane, chlorodiethyl(2-methylbutoxy)- P
109.0 179.0 12.50
m/z 55.00 55.79%
5000
81.0
41.0 ‘ ‘ ‘137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG@57710.D

Acqg On : 14 Jun 2023 16:33

Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: 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 n-Decanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.876  12.39 ng 410252  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 86
2 Nonanoic acid 158 C9H1802 000112-05-0 70
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Pentanoic acid 102 C5H1002 000109-52-4 47

Abundance Scan 1666 (12.876 min): BG057710.D\data.ms (-1659) (- | m/z 60.00 100.00%
60.0
5000
129.0
83.0 ;o P
WAL 059 20 3 g0y 2% 00
bl el ol 2 2920 29410 ey 73 00 72.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46961: n-Decanoic acid
60.0
5000 o P
129.0 12.50 13.00
29.0 870 m/z 57.00 53.36%
172.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35300: Nonanoic acid
60.0
— —
12.50 13.00
5000 m/z 41.00 53.04%
115.0
29.0 87.0 ‘
B Y .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15392: Heptanoic acid — T
60.0 12.50 13.00
m/z 43.00 50.94%
5000
87.0
39 ‘ ‘
T .1 [
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2H-Spiro[1l-benzofuran-3,2'-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.364 14.69 ng 486576  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 64
2 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 18
3 Spiro[5.6]dodecane-1,7-dione 194 C12H1802 050803-80-0 18
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 14
5 Benzo[f]quinoline, 2-methyl- 193 C14H11N 039258-30-5 14
Abundance Scan 1749 (13.364 min): BG057710.D\data.ms (-1745) (- | m/z 193.10 100.00%
193.1
55.0
95.0 1231
5000
s —
1511 13.00 13.50
0 LTHﬁT m/z 55.00 69.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am
105.0 193.0
5000 — ——
13.00 13.50

m/z 41.00 62.07%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68093: 1H-Indole, 2-phenyl-
198.0
— —
13.00 13.50
5000 ITI z 95.00 56.98%
89.0 165.0
o150 %90 60 | msoimo ||
LA R L R L AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69020: Spiro[5.6]dodecane-1,7-dione
.0 13. 00 13 50

m/z 69.00 54.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.928 13.24 ng 438706  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 94
2 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 83
3 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 80
4 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 80
5 2H-Indeno[1,2-b]furan-2-one, 3,3... 206 C13H1802 1000196-74-3 80

Abundance Scan 1845 (13.928 min): BG057710.D\data.ms (-1841) (- | m/z 191.10 100.00%

191.1
5000
57.0

91.0 131.0 1631 T

‘H“H‘JuwMu‘mw‘J“M‘M‘Jm‘ﬂm“w‘m‘ww‘nu“ m/z 57.00 30.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82756: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0

o

5000
14.00
57.0 o
131.0 163.0 m/z 206.10 23.34%
20 b ) u
O \\\‘\\\\“\\\\i\\\‘\“\M\\‘\H\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82471: Ethyl 4-t-butylbenzoate
191.0
e
14.00
5000 ITI/Z 131.00 17 .46%
29.0 91.0 163.0
51.0 115.0
OO W i =1 N N I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82763: Phenol, 3,5-bis(1,1-dimethylethyl)- ——
191.0 14.00

m/z 163.10  16.17%

57.0
- WM
29. 0 91.0 135 O ‘
113.0 1630 |

o

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 7 unknownl4.004 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.004 31.88 ng 1055890  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
2 2-Anthracenamine 193 C14H11N 000613-13-8 25
3 1-Propyl-1,2,3,4-tetrahydropyrro... 236 C13H24N2Si 1000476-09-8 22
4 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 22
5 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 22

Abundance Scan 1858 (14.004 min): BG057710.D\data.ms (-1853) (- | m/z 193.10 100.00%
1938.1

41.0 9.0

5000 123.1
95.0

-

Al L e
‘H‘ﬂhu Www"Jmuhmwm‘u(u‘w“u‘m‘w‘u‘_ m/z 41.80 58.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

o

é

193.0
5000 55.0 T \
109.0 14.00
290 810 m/z 55.00 57.72%
1370
O \6‘\3\0\\‘\\\\‘\\\2%2\.\q\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68072: 2-Anthracenamine
193.0
—
14.00
5000 165.0 ITI/Z 69.00 55.54%
97.0
390 70.0 | 139.0 L. “
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #118337: 1-Propyl-1,2,3,4-tetrahydropyrrolo[1,2-a]pyrazi . .
193.0 14.00
m/z 83.00 46.29%

5000

121.0
45.0 970 ‘ 163.0 221.0

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00

~
w
o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\

Library Search Compound Report

Data File : BG@57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Decane, 5-propyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.063 15.16 ng 502160  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 70
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1868 (14.063 min): BG057710.D\data.ms (-1864) (- | m/z 57.00 100.00%
57.0

&

5000
159.1
T \
J 14.00
bbb e M/Z 43,00 69.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59032: Decane, 5-propyl-
57.0
5000 —— :
14.00
m/z 71.05 65.07%
‘ ‘ 40.0
O‘H‘H‘\J\\1\“‘\\\\\[‘HH‘\H\‘\\\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

e

Abundance #347240: Tetratetracontane
57.0
T T
14.00
5000 m/z 85.10 32.41%
0 ‘Jﬂfﬂ?;91026103370 463.0 561.0
b o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74004: Tetradecane T
57.0 14.00
m/z 55.00  28.46%
o M
J 27.0198.0
0“w‘mlwﬂhhuuu‘L‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘w“u‘u“ —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00

8270-BG061323.M Thu Jun 15 10:19:16 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

14

Jun 2023 16:33

: CG/JU
: 03154-01

11

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061423\
BGO57710.D

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.116 12.80 ng 424099  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 43
3 1,4-Heptadiene, 3,3,6-trimethyl- 138 C10H18 074498-89-8 27
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 27
5 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 25
Abundance Scan 1877 (14.116 min): BG057710.D\data.ms (-1873) (- m/z 193.15 100.00%
57.0 198.2
83.0
5000 1231
‘ 1400 1450
165.1 : :
0’ m‘!“‘HHM‘1““‘\“,“”‘1““‘1"um"1‘2‘2‘1"‘1 m/z 57.00  86.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
14.00 14.50
m/z 55.00 84.68%
‘ ‘ 151.0
0\‘\\\\‘\\\‘\‘\ \\“’1\\‘!‘\‘\‘{\“!\\\"\\‘}\‘\\\\“\\}‘\‘\!\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52784: Vinyltris(cyclopropyl)silane
95.0
—— —
14.00 14.50
123.0 o
m/z 69.00 75.86%
5000 55.0
0,280 1500
- ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19467: 1,4-Heptadiene, 3,3,6-trimethyl- —— ——
41.0 14.00 14.50
69.0 m/Z 41.00 73.38%
5000
95.0
AR O B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BG061323.M Thu Jun 15 10:19:17 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 10 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.227 13.17 ng 436240  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 97
2 2H-1-benzopyran-6-ol, 3,4-dihydr... 220 C14H2002 1000396-25-4 46
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 41
4 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 38
5 Calarene epoxide 220 C15H240 1000151-46-0 35

Abundance Scan 1896 (14.227 min): BG057710.D\data.ms (-1892) (- | m/z 177.10 100.00%

177.1
41.0
5000 67.0
95.0 135.1 220.1

‘ ‘14‘00‘ 14.50
e ‘ ‘Him‘\ ‘ “‘ ‘\ u“‘”“ M‘Hh u “h‘ ihyll, “u . \“\‘ ‘ “ L “‘M ol m/z .41 .00 7.7 .04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99032: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0

41.0
5000 — e
67.0 135.0 14.00 14.50

91.0 m/z 57.00 63.18%

O' H\“\‘\‘!\‘\‘\H‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99050: 2H-1-benzopyran-6-ol, 3,4-dihydro-2,2-dimethyl-
177.0

—
14.00 14.50

o

5000 220.0 m/z 67.00 46.42%
0 H“HH\‘HH“M}‘“HH“\H\“\H\H"\H“H\‘\H“HH“\‘H‘\H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66862: trans-.beta.-lonone —— ——
177.0 14.00 14.50

m/z 43.00 38.66%

43.0
5000
91.0 135.0 ‘

15.0
o504 LT bbb

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BG061323.M Thu Jun 15 10:19:18 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 2,6-Heptadienal, 2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.321  22.59 ng 748227  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 83
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 50
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 43
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 38
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 27

Abundance Scan 1912 (14.321 min): BG057710.D\data.ms (-1907) (- m/z 55.00 100.00%
55.0
5000 m
— ——
14.00 14.50
0 182 n/z 69.00 94.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
14.00 14.50
m/z 41.00 85.32%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\“‘1\\‘!‘\‘\‘}\“!\\\“\\‘}\’\\\\“\\}‘\‘\1\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
— ——
69.0 14.00 14.50
5000 m/z 109.00 70.89%
138.0
o280 bl MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane “ —
69.0 14.00 14.50
m/z 193.10 64.17%
o???MH HmmJmM“ﬂwwﬁupu‘ﬁuuW‘u‘_‘u‘uu‘u = =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BG061323.M Thu Jun 15 10:19:19 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 12 unknownl14.410 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.410 42.00 ng 1391280  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 47
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 22
3 7-Octadecyne, 2-methyl- 264 C19H36 035354-38-2 22
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 15
5 7-Ethyl-2-undecen-6-one 196 C13H240 1000374-14-9 14
Abundance Scan 1927 (14.410 min): BG057710. D\data ms (-1923) (- | m/z 193.10 100.00%
55.0 93.1
97.1
5000 123.1
T
I L] s —
oww;‘m“_ Ml b L 12282 sz 55,00 86.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 109.0 193.0
84.0
30.0
5000 T
14.50
135.0 m/z 69.00 78.74%
0+ T ‘H T \“1” ”“‘\“H\ L }‘ \‘ \“\”W\U\M h\ J \H!“ \“‘\H\ T ‘\4\9\ T Tt ‘\ (EARENRRRREREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29422: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
——
83.0 14.50
5000 m/z 41.00 76.93%
27.0
L e o
O ) N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #153492: 7-Octadecyne, 2-methyl- ——
81.0 14.50
m/z 97.10 71.13%
41.0
5000 109.0
o M \ 137.0 165.0 221.0 249.C
! "H“H‘_“W‘H“H‘W“H‘H“_‘H“H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50

8270-BG061323.M Thu Jun 15 10:19:20 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 13 2-Methyl-Z-4-tetradecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.488 17.01ng 503130  Acenaphthene-die 14.574

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 51
5,5,6,8a-Pentamethyl-trans-4a,... 208 C14H240 1000215-77-8 38
alic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
-Eicosanol 298 C20H420 000629-96-9 25
icyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 25

uih wNnPE
WL ONN
X -

Abundance Scan 1939 (14.480 min): BG057710.D\data.ms (-1934) (- | m/z 57.00 100.00%
57.0

123.1
5000 3
950
93.1 L
‘ 1 ‘ 14.50
o_m‘g‘m‘ml ‘w”_w“uw“mwmm“‘Hwlm_m_ww m/z 55.00  83.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87660: 2-Methyl-Z-4-tetradecene
43.0
83.0
5000 T
14.50
m/z 41.00 78.70%
O ‘\\H‘H‘Hw

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #85284: 2,5,5,6,8a-Pentamethyl-trans-4a,5,6,7,8,8a-hexz

43.0 123.0
e
14.50
5000 810 208.0 m/z 43.00  78.27%
‘VS0.0
0 ‘HH“;‘HM“JL“H‘ H‘“M“ﬂhu“‘H“W“‘wH‘HWHWHWH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #263801: Oxalic acid, allyl hexadecyl ester —
41.0 14.50
m/z 69.00 58.29%
5000
71.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 14.50

8270-BG061323.M Thu Jun 15 10:19:21 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 14 unknownl5.103 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.103 21.21 ng 702701  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 43
2 2,4-Pentadien-1-0l, 3-propyl-, (... 126 C8H140 1000142-17-9 25
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 22
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 20
5 Undecane 156 C11H24 001120-21-4 18
Abundance Scan 2045 (15.103 min): BG057710.D\data.ms (-2041) (- | m/z 57.00 100.00%
51.0 133.0
5000
97.1
e e
‘ 20‘4'1 15.00 15.50
— u““\ Lt “&69‘.‘1”‘ A m/z 55.00  98.45%
miz--> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
5000 — —
15.00 15.50
83.0 m/z 133.80  89.54%
O T T “\ L‘ ‘ ‘\ h\‘ \“M T “‘H‘ \P%§\.o\ ‘ T T T T ‘ T T T T ’ T T \2\97‘.‘
miz--> 50 100 150 200 250
Abundance #13141: 2,4-Pentadien-1-ol, 3-propyl-, (22)-
55.0
R e
15.00 15.50
5000 97.0 m/Z 43.00 77 .73%
0! ‘LL“““M‘N“WHH‘HH,HH
m/iz--> 50 100 150 200 250
Abundance #20727: Cyclohexane, (2-methylpropyl)- —— —
55.0 15.00 15.50
m/z 41.00 66.52%
5000
97.0
140.0
m/z--> 50 100 150 200 250 15.00 15.50

8270-BG061323.M Thu Jun 15 10:19:21 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 15 unknownl5.367 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.367 27.94 ng 925581  Acenaphthene-di1e 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diallyldivinylsilane 164 C1OH16Si 119901-88-1 47
2 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47
3 photocitral A 152 C10H160 055253-28-6 46
4 1,3-Benzenediamine, 4-methoxy- 138 C7H16N20 000615-05-4 46
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
Abundance Scan 2090 (15.367 min): BG057710.D\data.ms (-2086) (- | m/z 123.10 100.00%
1238.1
55.0
5000 81.0
207.2 ~ -
15.00 15.50
169.1
o — NWwLuhchw\N\u\u‘J\w?%%%\ m/z 55.00  53.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39581: Diallyldivinylsilane
1238.0
95.0
5000 — e
550 15.00 15.50
‘ ‘ m/z 69.00 46.79%
O ‘\\\\"‘H\\\‘\\‘\\“}\\‘1‘\\‘\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #259871: 4-Fluorobenzoic acid, 5-pentadecyl ester

128.0
— —
15.00 15.50
5000 ITI/Z 109.10 42 .57%
41.0
95.0
Ol o b 2530,1820 1
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29084: photocitral A “ —
123.0 15.00 15.50
81.0 m/Z 41.00 39.90%
5000 21.0
L a2
T T T T T T T T T T T T — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50

8270-BG061323.M Thu Jun 15 10:19:23 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 16 3,5-Dimethyldodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.837 22.39 ng 741501  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
3 Tridecane 184 C13H28 000629-50-5 52
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 52
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50
Abundance Scan 2170 (15.837 min): BG057710.D\data.ms (-2167) (- | m/z 57.00 100.00%
57.0
20 v/bx‘ﬁxﬂvj\wvv«d“wJA
85.1 o —
11311411 169.1 15.50 16.00
oH‘,‘Hw‘m“l_um_‘w\HJWHwmwH‘m‘Jm‘?‘lﬁ‘ﬁm%?q‘]‘ m/z 43.00 40.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 — —
85.0 15.50 16.00
29.0 m/z 71.00 36.58%
0 H\’\‘\‘\\‘i‘\\\”‘\\‘\\‘\\\\“‘\H]\-ﬁ?\o\‘\\\\]‘-\6?\0‘\:!-%8‘\(\)\\‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74014: Tridecane, 3-methyl-
57.0
— ——
15.50 16.00
5000 m/z 85.10 19.04%
29.0
85.0
o || 11301400190 1080
4 S,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59027: Tridecane “ ——
57.0 15.50 16.00
m/z 41.00 16.50%
50001 44 85.0 W
L msoaag 1960
0‘H,JH‘HH‘JmpHHWHM_MH_‘H_‘HJ‘HM‘H_‘H_H“ — —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 17 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.319 40.43 ng 2832680  Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 64
4 Decane, 5-propyl- 184 C13H28 017312-62-8 59
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
Abundance Scan 2252 (16.319 min): BG057710.D\data.ms (-2245) (- | m/z 57.00 100.00%
57.0
85.1 - —r—
‘ ‘ ‘ 131, 16.00 16.50
Obrrrrrreh bl ko ittt 1821 21512442 s 7105 54.90%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — e
16.00 16.50
85.0 . .97%
29.0 m/z 43.00 49.97
O T \‘i‘\ \“‘\ T \“‘ T \H} T ﬂ‘\ T \”“:I\-:\I-‘}\‘?\’.‘(\)”\]Tﬁ:l-\.\q\]‘-\6\9\.\(‘)\17\9Z.\0H ERRRRRARRRRER
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
— ——
16.00 16.50
5000 m/z 41.00 21.92%
29.0 85.0 113.0
I O 0 W
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 16.00 16.50
m/z 85.10 21.90%
5000
29.0
113.0
L 0 T I
m/z--> 20 40 60 80 100120140160 180200 220 240 260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 18 Tridecane, 6-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.142  20.00 ng 1401260  Phenanthrene-d10 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
2 Hexadecane 226 C16H34 000544-76-3 81
3 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 78
4 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 2392 (17.142 min): BG057710.D\data.ms (-2389) (- | m/z 57.00 100.00%
57.0
5000 NMNJLM
99.1 1700 1750
‘ ' 1450 183.1 . :
Ol by b e b B i 29222873 m/z 71.05  56.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 —r ——
17.00 17.50
98.0 m/z 43.00 45.15%
27.0‘ ‘ 12 0
0\H‘\‘\‘H“‘HH‘\\H‘w\\\“‘\\\\‘\‘\\\‘\H\‘\\]\-3\3\9‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
—— —
17.00 17.50
5000 m/z 85.10 30.82%
o 27}0‘ L) “‘99‘0‘ 1410 1830 226.0 NM/J\wW
e e e e T e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59068: Undecane, 3,9-dimethyl- —— —
57.0 17.00 17.50
m/z 41.00  19.49%
5000 M
99.0 155.0
R B e Y7 I
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 19 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.287 150.79 ng 10564600  Phenanthrene-d1e 17.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2587 (18 287 min): BG057710.D\data.ms (-2575) (- | m/z 60.00 100.00%
5000 /\\
129.0
‘f ‘ 1711 2131 18.00 18,50
256 1 : :
0l U ‘H “”‘ e UL L TT28TL 7 43,00 91.73%
miz--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —r ——
129.0 18.00 18.50
213.0 m/z 73.00 83.89%
171.0 ‘
0 ol r“ T “\ \“ \‘\H“ e “\ ™ ‘\ T T
m/z--> 150 200 250 300
Abundance #126199 Pentadecanoic acid
41,0
— —
18.00 18.50
5000 129.0 m/z 57.00 80.10%
199.0 2420
0L— L‘ H I ‘M‘\ H\ ‘ 167‘[0‘ ‘ — “\‘ ]
miz--> 150 200 250 300
Abundance #109279.Tenadecan0k:add —— —
73.0 18.00 18.50
41.0 m/z 55.00 78.06%
5000 129.0
185.0
H 228.0
0, H‘ ﬂhH \‘\H \\ ‘ ‘ \‘ \‘ . \‘ — ‘\‘ R —— — .
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\BGO61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 20 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.515 20.00 ng 1301720  Chrysene-d12 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Octadecanoic acid 284 C18H3602 000057-11-4 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2796 (19.515 min): BG057710.D\data.ms (-2793) (- | m/z 43.00 100.00%
43.0
5000
129.0
33.0 185.1 241.2 P T
284.1
oL L “H hodd ] ‘ - ‘ b 8300 m/z 6e.00  96.29%
miz-> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid
43.0
5000 iQsd T
242.0 :
129.0 o
m/z 57.00 85.07%
‘ 33.0 ‘ 199.0 /
0 \‘\‘ UM\“M‘\”‘M“ \M“\m\ \‘:‘1_6\4\'01“\ “ T \“ L B
miz--> 50 100 150 200 250 300
Abundance #143507: n-Hexadecanoic acid
43.0
— T \
19.50
5000 m/z 73.00 84.71%
33.0 129.0 256.0
| ‘ 1710 2130
04 Ahd i
miz--> 50 100 150 200 250 300
Abundance #92070: Tridecanoic acid
73.0 19.50
m/z 55.00 71.64%
5000
129.0
29. 171.0 214.0
o ‘\“ U‘\‘u‘u\ ‘m‘w\ ! ‘m‘ “\ ‘\‘ ‘ “\‘ e —
m/z--> 50 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57710.D

Acqg On : 14 Jun 2023 16:33
Operator : CG/JU

Sample : 03154-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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... 3.134 18.9 ng 252058 1 7.941 266971 20.0
Nonanoic acid 11.548 12.3 ng 245824 2 10.743 401365 20.0
unknown12.482 12.482 5.5 ng 110456 2 10.743 401365 20.0
n-Decanoic acid 12.876 12.4 ng 410252 3 14.574 662496 20.0
2H-Spiro[1-benz... 13.364 14.7 ng 486576 3 14.574 662496 20.0
Phenol, 2,6-bis... 13.928 13.2 ng 438706 3 14.574 662496 20.0
unknownl4.004 14.004 31.9 ng 1055890 3 14.574 662496 20.0
Decane, 5-propyl- 14.063 15.2 ng 502160 3 14.574 662496 20.0
Decahydro-1,1,4... 14.116 12.8 ng 424099 3 14.574 662496 20.0
2,5-Cyclohexadi... 14.227 13.2 ng 436240 3 14.574 662496 20.0
2,6-Heptadienal... 14.321 22.6 ng 748227 3 14.574 662496 20.0
unknownl14.410 14.410 42.0 ng 1391280 3 14.574 662496 20.0
2-Methyl-Z-4-te... 14.480 17.9 ng 593130 3 14.574 662496 20.0
unknownl15.103 15.103 21.2 ng 702701 3 14.574 662496 20.0
unknown15.367 15.367 27.9 ng 925581 3 14.574 662496 20.0
3,5-Dimethyldod... 15.837 22.4 ng 741501 3 14.574 662496 20.0
Dodecane, 2,6,1... 16.319 40.4 ng 2832680 4 17.324 1401260 20.0
Tridecane, 6-me... 17.142 20.0 ng 1401260 4 17.324 1401260 20.0
n-Hexadecanoic ... 18.287 150.8 ng 10564600 4 17.324 1401260 20.0
Pentadecanoic acid 19.515 20.0 ng 1301720 5 21.583 1301720 20.0
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