LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG051096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc :

ALS Vvial : 12 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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51096.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.762 380 387 397 rBV 492213 844840 5.33%  1.993%
2 7.377 653 662 679 rBv 505155 938756 5.93% 2.215%
3 8.223 800 806 818 rVB 146095 258212 1.63% 0.609%
4 9.399 998 1006 1015 rBV 329203 624933  3.95% 1.474%
5 11.050 1281 1287 1294 rBV 200378 367227 2.32% 0.866%

6 13.300 1666 1670 1674 rVB4 131478 202825 1
7 13.359 1676 1680 1688 rVB 309245 494632 3
8 13.476 1694 1700 1708 rVB 773018 1315603 8.31%
9 13.635 1722 1727 1734 rBV6 327830 803851 5
10 14.275 1831 1836 1839 rBV 1406107 2314871 14.62%

Uk weEko
=
[
e
R

11 14.310 1839 1842 1845 rVB2 805476 1054404 6.66%
12 14.592 1884 1890 1895 rBV5 1151825 2570113 16.23%
13 14.681 1900 1905 1911 rVB 2133394 3723658 23.51%
14 14.822 1923 1929 1941 rBV8 1095605 3257550 20.57%
15 15.356 2016 2020 2026 rBV5 767924 1585288 10.01%

W NN
~N
o]
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R

16 15.656 2066 2071 2078 rVB 2310871 3691646 23.31%
17 16.608 2225 2233 2237 rBV2 6886309 15838273 100.00% 37.
18 22.783 3279 3284 3291 rVB 890138 1590583 10.04%
19 25.327 3713 3717 3726 rVB2 130695 309054 1.95%
20 25.826 3798 3802 3812 rVB4 75644 195038 1.23%

OO WwWNO©®
~
(9]
w
R

21 26.467 3904 3911 3922 rVB2 132865 404965 2.56% ©.955%

Sum of corrected areas: 42386322
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051096.D\data.ms
1.4e+07
1.2e+07

le+07
8000000
6000000
4000000

2000000

5.762 7377 8223 9.399 11.050
0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051096.D\data.ms

1.4e+07 16.508

1.2e+07

1le+07
8000000
6000000 15.656

4000000 14.681 153 ;l
11.822 ")
.59
2000000 thistd ) I iy 22.78
34065 |l )
5300
R

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: BG051096.D\data.ms

S
s N

1.4e+07
1.2e+07
1le+07
8000000
6000000
4000000

2000000
25.327 25.826  26.467

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG111721\
Data File : BG@51096.D

Acqg On : 17 Nov 2021 17:41

Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1 Dodecane, 2,7,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.359 3.04 ng 494632  Acenaphthene-d10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 72

4 Sulfurous acid, nonyl pentyl ester 278 C14H3003S
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404

1000309-14-2 58
1000309-39-0 53

Abundance Scan 1680 (13.359 min): BG051096.D\data.ms (-1676) (- m/z 57.10 100.00%

57.1
5000
85.0
— —r
113.1 1591 13.00 13.50
 — H ‘ 4 it ol 3851 PP 1832 2101y 7110 93.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 S —
13.00 13.50
290 85.0 m/z 43.10  58.09%
O \\\‘\“1‘\1“‘\\\”‘\\H}\’\‘\\\‘]\-\J-ﬁ‘o\‘\]\_é‘l\\o\\‘\\\]-\8‘?\0\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
— —r
13.00 13.50
5000 m/z 41.00  40.94%
29.0 85.0
0 \‘ L H \‘ 11\3 0 il 155.0 183.0206.0
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl- — —
57.0 13.00 13.50
m/z 85.05 34.80%
5000
29.0
‘ ‘ g5 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknownl3.635 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.635 4.94 ng 803851  Acenaphthene-di10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 30

5 3-((2R,5S)-7-(Cyclohexylsulfonyl... 340 C17H28N203S 1000483-82-6 27

Abundance Scan 1727 (13.635 min): BG051096.D\data.ms (-1722) (-  m/z 193.20 100.00%
193.2
55.0
5000 95.1 1231
I e
159.1 13.50 14.00
0! erm m/z 55.05  73.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 950 — —
13.50 14.00
m/z 69.10 68.59%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 198.0
' 123.0 T ‘ T T ‘ T
41.0 13.50 14.00
5000 95.0 ITI/Z 41.00 65.87%
0Ly \‘\‘\ “i“‘ \ \“‘1“\ \“,‘1 o H“ il “! - 1“‘]\'\5\2(?\ R Rmaa W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 13.50 14.00
m/z 123.10 46.36%
123.0
5000
150.0
95.0
o270 40 eo0 | 4 L1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 unknownl4.275 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.275 14.21 ng 2314870  Acenaphthene-d10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30

Abundance Scan 1836 (14.275 min): BG051096.D\data.ms (-1831) (-  m/z 193.20 100.00%

198.2 ' '
5000
=pe -
~ 14.00 14.50
0 2222 m/z 69.10 53.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0
5000 — —
150.0 14.00 14.50
950 m/z 41.10 46.02%
0 \]-\7\‘(\)\\4\‘2\\0\\‘6\9\.\0\‘\\\‘\‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\ ‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
198.0
42.0 e ——
14.00 14.50
m/z 55.10 41.17%
5000 83.0
108.0
158.0
o‘1‘5“0‘:”;‘\‘\‘1_“:me‘_!"ﬂf‘s‘z‘?uH_H‘UW“‘,HH_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti — —
69.0 193.0 14.00 14.50
' 1230 m/z 83.10 40.33%
41.0
5000 95.0
01520‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Dodecane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.310 6.47 ng 1054400  Acenaphthene-d10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
3 Hexadecane 226 C1l6H34 000544-76-3 62
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 58
Abundance Scan 1842 (14.310 min): BG051096.D\data.ms (-1839) (- m/z 71.10 100.00%
71.1
— —
‘ ‘ 113.1 1591 14.00 14.50
N 1, Dbl jt082 500 96.32%
miz-> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl-
43.0
5000 85.0 T T
14.00 14.50
m/z 43.10 89.18%
141.0
O\\“\‘\“‘\H\m\h“\“‘\\!“\:\1_8\4\.0‘\\\\‘\\\\‘\\\
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— —
14.00 14.50
5000 m/z 85.10 47 .85%
7.0
oot L 30 320 220 ams
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane ,‘ T
57.0 14.00 14.50
m/z 41.10 36.98%
. M
o 2345‘“ L “‘9?'0‘ 141.0 183.0 226.0
e e e — —
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BG111321.M Thu Nov 18 15:03:56 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.592 15.78 ng 2570110  Acenaphthene-d10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 27
3 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 069147-03-1 25
4 1-Dodecanol 186 C12H260 000112-53-8 25
5 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 22

Abundance Scan 1890 (14 592 min): BG051096.D\data.ms (-1884) (- m/z 69.10 100.00%

5000

%

14.50

224.2 m/z 41.10 86.55%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope
41.0 14.50

123.0
5000 69.0 990 — ‘
14.50
m/z 55.05 85.93%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32972: (2,4,6-Trimethylcyclohexyl) methanol
69.0
T T
14.50
so00] *4° 123.0 m/z 83.10 63.06%
96.0
0 ,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
T T

69.0 m/z 193.20  58.50%
5000
109.0
0 , ]
miz—> 20 40 60 80 100 120 140 160 180 200 220 14.50

8270-BG111321.M Thu Nov 18 15:03:57 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51096.D

Acqg On : 17 Nov 2021 17:41

Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 6 unknownl4.681 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.681 22.86 ng 3723660 Acenaphthene-dle 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 succinic acid, tridec-2-yn-1-yl ... 420 C26Had0a 1016391-10-5 30

2 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 27
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25
4 3-Propylglutaric acid, monomethy... 188 C9H1604 1000254-25-9 22
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 22

Abundance Scan 1905 (14.681 min): BG051096.D\data.ms (-1900) (-

1938.2
69.1

52.1 ‘
|

o

5000
_ M‘ “M“h
5 10

m“‘ L d\ o
0

m/z--> 150 200

250

300

Abundance #313448: Succinic acid, tridec-2-yn-1-yl non-3-en-1-yl est

69.0

124.0

5000
2% q‘ M‘ m‘\ J . 161.0197.0 235.0 :
T T T T ‘ T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 1

m/z 193.20 100.00%

;

14.50 15.00
m/z 69.10 79.74%

%

— —
14.50 15.00
m/z 41.05 70.23%

0 297.0
miz--> 50 100 150 200 250 300
Abundance #23109: (2,4-Dimethylcyclohexyl)methanol (isomer 2)
69.0
—r —
109.0 14.50 15.00 }
5000 m/z 55.10  66.60%
me 111
0\\‘UNJNWW‘G‘P\M\ e e an e
miz--> 50 100 150 200 250 300
Abundance #69266: Cyclododecanone, 2-methylene- P —
41.0 14.50 15.00
m/z 97.10 66.10%
95.0
5000
r37 0 194.0
m/z--> 50 100 150 200 250 300 14.50 15.00

8270-BG111321.M Thu Nov 18 15:03:58 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1-Decanol, 2-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.356 9.73 ng 1585290  Acenaphthene-d10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 52
2 Hexacosane 366 C26H54 000630-01-3 38
3 Nonadecane 268 C19H40 000629-92-5 38
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 38
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 30

Abundance Scan 2020 (15.356 min): BG051096.D\data.ms (-2016) (- m/z 57.10 100.00%

57.1
5000 133.1
i 15. 00 15 50
0 ‘Mu “”u“u“““‘ | HM\ ‘u ‘ }‘ 2 e m/z 71.18  92.98%
mlz--> 50 100 150 200 250 300 350
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
5000 97.0
15. 00 15 50
m/z 43.10 82.07%
39.0
Ot ‘\““H\ ‘\M‘\“H‘ U‘ \:‘h “1‘ ‘“\ T \1??9\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
15.00 15.50
5000 m/z 55.10 67.40%
ol ““ | “h‘ i M | 1419 183.0 225.0 267.0 309.0  367.(
iy . R e et
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane “ T
57.0 15.00 15.50
m/z 41.10 64.32%
5000
oLl om0 aeo
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BG111321.M Thu Nov 18 15:03:59 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 8 unknownl5.656 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

15.656  22.67 ng 3691650 Acenaphthene-d10 14.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.2]octane, 1-methyl-4... 202 C10H1802S 069855-48-7 46
2 1-(4-Fluorobenzoyl)piperazine 208 C11H13FN20 102391-98-0 43
3 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17N02 1000306-89-3 43
4 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 43
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 43
Abundance Scan 2071 (15.656 min): BG051096.D\data.ms (-2066) (- m/z 123.10 100.00%

128.1
5000 55.1
8Ll 207.2
— —
15.50 16.00
151.1

] 1792 32.2 m/z 55.10  44.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #77297: Bicyclo[2.2.2]octane, 1-methyl-4-(methylsulfonyl]

1238.0
81.0
5000 e —
15.50 16.00
410 ‘ m/z 69.10 43.27%
O ‘\}‘\\M‘\\‘\H\“\‘“\\““\\U‘\‘\\\\‘!\\\‘\\\\]‘-\7\0\.\0‘\\\2\()’2\.\(\)\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84579: 1-(4-Fluorobenzoyl)piperazine
123.0
— —
15.50 16.00
5000 69.0 95.0 8l.10 41.71%
20 ‘ | 15201780 2080 WJVJ\W
o e O S Wt I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)- — —
123.0 15.50 16.00

41.10  40.08%

5000
207.0

29.0‘57‘-0 950 | 165.0

T 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 9 Tridecane, 5-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.608 20.00 ng 15838300  Phenanthrene-di1e 17.648
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
4 Octane, 2-methyl- 128 C9H20 003221-61-2 59
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 59
Abundance Scan 2233 (16.608 min): BG051096.D\data.ms (-2225) (- m/z 57.10 100.00%
57.1
113 1
—— —
183.2 16.50 17.00
141.2
0‘22532533 m/z 71.10 97.62%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107224: Tridecane, 5-propyl-
57.0
20 0 1650 1700
29.0 : e
118.0 182.0 m/z 43.10 66.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
—— —
16.50 17.00
5000 85.0 m/z 85.10 51.14%
29 0 113.0
0 L T 141.0160.017,02260
HH‘HH‘HH‘HH‘HH,HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —— ——
57.0 16.50 17.00
m/z 41.10 35.61%
5000
85.0
113.0 169.0
29.0
N R RN N7, I
m/z--> 20 40 60 80 100120140160180200220240260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51096.D

Acqg On : 17 Nov 2021 17:41

Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 10 Strychnidin-10-one, 2,3-dim... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.783  20.00 ng 1590580  Chrysene-d12 21.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 72
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 52

3 2'-Hydroxy-3,3',4"'-trimethoxycha... 410
4 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410
5 Di(trimethylene-1-naphthyl)siloxane 410

C20H17F306
C23H26N205
C26H260S1i2

1010453-84-8 49
090140-65-1 42
093241-94-2 38

Abundance Scan 3284 (22.783 min): BG051096.D\data.ms (-3279) (- m/z 410.40 100.00%

410.¢
57.1
5000
190.1 L T
22.50 23.00
241.1 307.2
0 HH‘u"1‘0‘um”h‘}w‘mu wiee ot 23883 10 myz 57.10 69.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.C
5000 363.0 —T— T
22.50 23.00
m/z 395.40 30.31%
77.0 1350 2030 2800 ‘ H‘
oL \\m U\u ‘H\“‘Mu‘ ‘\‘m w i, i m\n \ i ‘u\ I H il u\ " ‘H ‘mm‘mwh‘ . \}h i \ i
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.C
— —
22.50 23.00
5000 m/z 411.40  29.90%
0 56.0 1340 198.0 266.0 33?9 L
L e R R e
miz--> 50 100 150 200 250 300 350 400
Abundance #307654: 2'-Hydroxy-3,3',4'-trimethoxychalcone, trifluoroz P ——
410.C 22.50 23.00
m/z 190.10 16.76%
69.0 303.0
5000
0! Ras e
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 11 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

25.826 12.62 ng 195038 Perylene-di2 25.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 96
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 1,19-Eicosadiene 278 C20H38 014811-95-1 89
4 Tetracosanal 352 C24H480 057866-08-7 87
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 86

Abundance Scan 3802 (25.826 min): BG051096.D\data.ms (-3798) (- m/z 57.10 100.00%
7.1

5
96.0
5000
— —
152.0 193.0 0.1,269.1 326.2365. 25.50 26.00
o—IL : m/z 96.08  79.34%
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 “ ——
25.50 26.00
m/z 82.00 78.32%
24.0
LA 160 2220 2640
O\\‘ “‘\ ‘1\‘\\M”\‘i““\‘\{\"‘\\“\‘\i\‘\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
— —
25.50 26.00
5000 m/z 55.00 75.97%
24.0
Ll | “ | 166.0 208.0 250.0
(e W‘\JHM\ o B o e o
m/z--> 50 100 150 200 250 300 350
Abundance #171303: 1,19-Eicosadiene “ T
55.0 25.50 26.00
m/z 43.05 70.68%
5000 6.0
oLl 380300 agsozmao
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BGO51096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.467 26.21 ng 404965  Perylene-di12 25.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 86
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83

Abundance Scan 3911 (26.467 min): BG051096.D\data.ms (-3904) (-  m/z 57.10 100.00%
57.1

2000 ,JLM
9.1 —
‘ \ ‘ 141. 1183 2225.1267.1309.2 26.50
ol A bdd L1710 1832225.12671309.23849 0 71 10 72.60%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 1
26.50
m/z 43.10 63.59%
obdd L1 H L 141 0183.0225.0 281.0 337.0 394.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
26.50
5000 ITI/Z 85.10 52.30%
9.0
e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298429: Docosane, 7-hexyl- —
57.0 26.50
m/z 55.00  26.81%
- %wwwwmwww/\ijkmwxww
0 309.0
ol \\ | M ‘\ a0 225.0267.0" 1773500392
il ““““““ R AR B B e e o —
m/z--> 50 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG051096.D

Acqg On : 17 Nov 2021 17:41
Operator : CG/JU

Sample : M4673-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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|
Dodecane, 2,7,1... 13.359 3.0 ng 494632 3 14.863 3257550 20.0
unknown13.635 13.635 4.9 ng 803851 3 14.863 3257550 20.0
unknown14.275 14.275 14.2 ng 2314870 3 14.863 3257550 20.0
Dodecane, 4-met... 14.310 6.5 ng 1054400 3 14.863 3257550 20.0
Decahydro-1,1,4... 14.592 15.8 ng 2570110 3 14.863 3257550 20.0
unknownl14.681 14.681 22.9 ng 3723660 3 14.863 3257550 20.0
1-Decanol, 2-he... 15.356 9.7 ng 1585290 3 14.863 3257550 20.0
unknown15.656 15.656 22.7 ng 3691650 3 14.863 3257550 20.0
Tridecane, 5-pr... 16.608 20.0 ng 15838300 4 17.648 15838300 20.0
Strychnidin-10-... 22.783 20.0 ng 1590580 5 21.937 1590580 20.0
Oxirane, heptad... 25.826 12.6 ng 195038 6 25.321 309054 20.0
Octacosane 26.467 26.2 ng 404965 6 25.321 309054 20.0
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