LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc :

ALS Vvial : 13  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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO53497.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.657 380 386 400 rVB 347761 581724 44.45% 6.061%
2 7.249 651 657 673 rBvV 354033 632841 48.36% 6.594%
3 8.089 794 800 812 rBV 119187 212478 16.24% 2.214%
4 9.252 990 998 1009 rBV 234045 437066 33.40%  4.554%
5 10.897 1268 1278 1288 rBV 159693 313417 23.95%  3.266%
6 12.001 1461 1466 1472 rVBS8 11313 21275 1.63% 0.222%
7 12.630 1568 1573 1577 rBV7 10851 22956 1.75% 0.239%
8 12.794 1597 1601 1605 rBV3 30516 48397 3.70% 0.504%
9 13.335 1686 1693 1702 rVB 606356 981357 74.99% 10.225%
10 13.417 1704 1707 1713 rBV7 20649 34442 2.63% 0.359%

11 13.5e5 1714 1722 1728 rBV9 51444 150990 11.54%
12 13.987 1799 1804 1810 rBV7 70010 133018 10.16%
13 14.057 1811 1816 1825 rVB 349801 573417 43.82%
14 14.139 1825 1830 1834 rBvV2 142137 230933 17.65%
15 14.181 1834 1837 1842 rBV3 39391 67773 5.18%
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B

16 14.457 1879 1884 1890 rBV7 79781 199261 15.23%
17 14.545 1895 1899 1965 rVB5 186315 333586 25.49%
18 14.715 1917 1928 1934 rBvV2 281802 734366 56.12%
19 14.850 1948 1951 1958 rVB9 82215 145526 11.12%
20 15.220 2011 2014 2019 rBVS5 64569 97302  7.44%

P RPrPNWN
[e))]
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R

21 15.332 2029 2033 2036 rBV5 91162 158584 12.12%
22 15.502 2058 2062 2066 rBv2 159558 242814 18.55%
23 16.201 2177 2181 2187 rBV 329149 507057 38.75%
24 16.436 2218 2221 2225 rVB 315544 405303 30.97%
25 20.067 2835 2839 2847 rVB 1009906 1308654 100.00% 13.

whuUuIN R
N
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w
R

26 21.741 3120 3124 3132 rVB 292569 496550 37.94% 5.174%
27 25.019 3671 3682 3693 rVB2 177154 526126 40.20% 5.482%

Sum of corrected areas: 9597213
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053497.D\data.ms
2000000

1500000
1000000

500000
5.657 7.249

9.252
8.089 10.897

12.001 12%63694

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG053497.D\data.ms
2000000 20.067

1500000

16.436
16.20 l

1000000

3.335
21.741

500000 14.057 14.715 15.502 l
14548 b 357 l
13, -~.'.‘ L
133992 A
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: BG053497.D\data.ms
2000000

1500000

1000000

500000

25.019

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

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.794 3.09 ng 48397 Naphthalene-d8 10.897
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-07-1 81
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 62
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 62
Abundance Scan 1601 (12.794 min): BG053497.D\data.ms (-1597) (- m/z 118.10 100.00%
118.1
160.2
5000
91.1
39.1 64.0 ‘ ‘ ‘ 41|12 180.1 12.50 13. OO
0 H""‘Mﬂwu“1‘1“1‘\‘“ Ayl mﬂwm,” m/z 160.20 4.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 M
5000 W”\ /V/\\ Lh M
12. 50 13 00
91.0 m/z 145.20  72.37%
28.0 510
O\\\‘\‘1‘{\“‘\\“”\“7\\‘%‘\\‘\\“U\\ \\“‘\‘\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0 &/V\ /\ /,\
160.0 12. 50 13 00
5000 m/z 117.15 46.41%
39.0 91.0
‘ ‘ 41,0
0 H‘_m“m:m“‘uu;‘ i ST S | N
miz--> 60 80 100 120 140 160 180
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0 12.50 13.00
m/z 115.15 38.12%
5000
115.0
91.0
390  65.0 |
o250, 20,080 T L ol g Wl R
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\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl3.505 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.505 4.11 ng 150990  Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 30
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 30
4 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 22
5 1-Anthracenamine 193 C14H11N 000610-49-1 22

Abundance Scan 1722 (13.505 min): BG053497.D\data.ms (-1714) (-  m/z 193.25 100.00%
198.3

41.1
5000

)

1 1
13.50

m/z 41.15 64.47%

0,
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

m/z 55.15 59.76%
151.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #67582: benzoxazole, 5,6-dimethoxy-2-methyl-

193.0
T \
13.50
5000 m/z 95.15 52.06%
109.0
530 810 150.0
Sc PN Ths SR SEPRNPHNS SN0 T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19516: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl- —— !
95.0 13.50
m/z 81.15 49.43%
67.0
5000 41.0
123.0
0 ‘H‘H“‘m‘_m,ww_m_m e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.987 3.62 ng 133018 Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 81
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 62
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 46
4 2,3-Dihydro-4-methyl-1H-1,5-benz... 174 C10H10ON20 006276-48-8 38
5 3,6-Dimethyl-4-chromone 174 C11H1e02 057646-01-2 38

Abundance Scan 1804 (13.987 min): BG053497.D\data.ms (-1799) (-  m/z 131.10 100.00%

91.2 131.1 174.2
5000
e
205.3 14.00
01 m/z 118.15 94.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 T
14.00
39.0 4,4 m/z 174.20  89.69%
0 ?‘\5‘\?\“1‘\ \‘Wl “M“\‘ \”1‘”‘”\ \“!‘ \“‘h b Ba \“\ T \“ T \‘\ BRRRRERRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
P
105.0 14.00
5000 ITI/Z 91.15 82.23%
174.0
41.0 77.0
Ot \W R \‘”‘M e “‘1‘” e “i G
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- e
131.0 14.00
m/z 105.15 76.72%
5000
39.0 91.0
15.0 63.0
0! _u‘m“m_‘Ulwu“uWm_m_m —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

8270-BGO50522.M Tue May 10 14:55:04 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.057 15.62 ng 573417  Acenaphthene-d10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 96
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 87
3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 86
4 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 83
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 80

Abundance Scan 1816 (14.057 min): BG053497.D\data.ms (-1811) (- m/z 191.25 100.00%

191.3
5000
57.1 131.2 T T
o o
0 ‘H‘w‘Huh_‘MHH"u“mmuMH_MWMH m/z 206.25  21.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 —_
14.00
57.0 131.0 1630 m/z 57.15 17.82%
NP AN A A I
O \\\‘2\9\\0\“\\\‘\ ‘\\\‘\“\\‘\\‘\M\ \‘\‘H‘\VMPV“\‘\ \\“\\\\‘\\!\‘\‘\ TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82739: 2,4-Di-tert-butylphenol
191.0
T \
14.00
5000 ITI/Z 131.15 17.13%
57.0
oL 290, | 910 1150 14701630 | ‘
R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82683: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta —— ‘
191.0 14.00
m/z 192.20 14.75%
5000 43.0 149.0
69.0 91.0 q ‘ ‘
0‘“‘mw‘wmuhMW‘NM‘LW‘huﬁh“wwW‘W“h“‘u“u‘ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

8270-BGO50522.M Tue May 10 14:55:05 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.139 6.29 ng 230933  Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 38
3 3-Phenylindole 193 C14H11N 001504-16-1 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 38
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 38

Abundance Scan 1830 (14.139 min): BG053497.D\data.ms (-1825) (-  m/z 193.25 100.00%
198.3

50001 41.1 69.2
123.2

=

s ——
‘ ‘ 14.00 14.50
o basee L, 6915 46.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
198.0
69.0

o

123.0

s

41.0

5000 — e
14.00 14.50

m/z 41.15 44.34%

“ ‘m‘ H‘ h‘\h H‘\ H“\ A “;52'0 ‘

RN R N NN RN RN R R RN R RN A

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170954: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylider

o

c

193.0
T 7
14.00 14.50
5000 1370 m/Z 83 . 29 35 . 15%
57.0

ob ‘ o 2080 | 1650 | 2210490278

e e T e e T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68067: 3-Phenylindole 7 ——
193.0 14.00 14.50
m/z 55.15  34.43%
h Ww\ﬂ

165.0
97.0

o"mﬁ'?w‘w‘m“uw‘www“ww‘l‘wWwwwww — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl4.457 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.457 5.43 ng 199261  Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 35
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 30
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 22
5 1-Cyclohexylnonene 208 C15H28 114614-84-5 15

Abundance Scan 1884 (14 457 min): BG053497.D\data.ms (-1879) (- m/z 69.15 100.00%

5000
1450
222.2 :
0 m/z 55.15 78.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 950 7
14.50
m/z 41.15 77.12%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 198.0
e
41.0 67. 1250 63.90%
5000 83.0
N 165.0 . MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene- ——
41.0 14.50
193.25 63.07%
67.0 950
5000
123.0 194.0
‘ 151.0 ‘
0229 ) T W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14-50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl4.545 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.545 9.09 ng 333586  Acenaphthene-d10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dodecanediol 202 C12H2602 001119-87-5 35
2 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 30
3 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
4 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 22
5 Neopentylidenecyclohexane 152 C11H20 039546-80-0 15

Abundance Scan 1899 (14.545 min): BG053497.D\data.ms (-1895) (- m/z 193.25 100.00%
198.3

69.2
41.1 97.2
5000
123.2
T I
1523 . 14.50
S #2292 m/z 69.15  75.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77809: 1,2-Dodecanediol
69.0 97.0
43.0
5000 e :
171.0 14.50
m/z 55.15 68.32%
0\1\5\‘0\‘\‘\\“H‘\\“!‘J\ 1r250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene-
41.0
T I
670 o5 14.50
5000 ' ITI/Z 97.15 61.49%
123.0 194.0
‘ 151.0 ‘
o2 g T Y Y A
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 14.50
m/z 41.15 60.94%
69.0
1380
0180, —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tricyclo[4.4.1.0(2,5)]undec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.850 3.96 ng 145526  Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.4.1.0(2,5)]undeca-1(1... 182 C14H14 055836-29-8 56
2 1,1'-Biphenyl, 2-ethyl- 182 C14H14 001812-51-7 38
3 Benzene, 1-methyl-4-(phenylmethyl)- 182 C14H14 000620-83-7 38
4 2,2'-Dimethylbiphenyl 182 C14H14 000605-39-0 38
5 Benzenamine, 4-chloro-2-cyclopro... 167 C9H10CIN 1000327-32-4 30

Abundance Scan 1951 (14.850 min): BG053497.D\data.ms (-1948) (-  m/z 117.15 100.00%

912 117.2 167.1
551 192.2
5000
a1 _ .
‘ H m 18.2 14.50 15.00
0 Flall m/z 91.15 99.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57038: Tricyclo[4.4.1.0(2,5)Jundeca-1(10),3,6,8-tetraene
167.0

£

5000 — —
14.50 15.00
m/z 167.05 94.16%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57010: 1,1'-Biphenyl, 2-ethyl-
167.0
14.50 15.00
5000 m/z 132.15  93.44%
51.0 .
] 83.0 1150 139.0‘ H
I O 10 TR i NP Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57028: Benzene, 1-methyl-4-(phenylmethyl)- — ——
167.0 14.50 15.00
m/z 182.15 84.48%
5000
91.0
65.0 ‘
N O U X CL W ] S P 1| L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl5.220 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.220 2.65 ng 97302  Acenaphthene-di1e 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl nonyl ester 328 C20H4003 1000383-15-8 30
2 Octane, 2-methyl- 128 C9H20 003221-61-2 30
3 Carbonic acid, di(decyl) ester 342 C21H4203 1000383-15-9 25
4 Decane, 3-methyl- 156 C11H24 013151-34-3 22
5 Nonane, 1-iodo- 254 (C9H191 004282-42-2 22
Abundance Scan 2014 (15.220 min): BG053497.D\data.ms (-2011) (-  m/z 41.15 100.00%
411
71.2
5000
—— —
15.00 15.50
Ol m/z 43.15  99.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #234667: Carbonic acid, decyl nonyl ester
71.0
43.0
5000 —r ——
97.0 15.00 15.50
127.0 m/z 57.15 81.30%
ok N \‘ H 157.0 1890 243¢
‘\\\\‘\\\‘\ \\\‘1\1\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14534: Octane, 2-methyl-
43.0 710
—— —
15.00 15.50
5000 m/z 71.15 80.91%
113.0
0 _WHMMJ“M‘_uu‘Hdw‘h‘_‘u‘u‘w‘u‘_‘H‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #251412: Carbonic acid, di(decyl) ester T —
57.0 15.00 15.50
85.0
m/z 133.15 63.22%
5000 141.0
112.0
29.0
o 1| 2030 43¢
e "w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl5.332 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.332 4.32 ng 158584  Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-methoxy- 186 C7H7Bro 000104-92-7 45
2 2a,3,4,5-Tetrahydrobenz(cd)indol... 173 C11H11NO 096933-21-0 41
3 Cyclohept[f]indene, 1,2,3,5,6,7,... 186 C14H18 007140-25-2 38
4 1-Phenyl-1-nonyne 200 C15H20 057718-18-0 25
5 1-Phenyl-1-octyne 186 C14H18 016967-02-5 25

Abundance Scan 2033 (15.332 min): BG053497.D\data.ms (-2029) (-  m/z 143.15 100.00%

1.1 912 143.2
173.3
117. 02.3
5000
I ‘ 15.00 15.50
0! ity w“‘:““‘ ! MH‘ I LB25 0 w/z 145.15  95.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61384: Benzene, 1-bromo-4-methoxy-
186.0
5000 63.0 143.0
1500 1550
38.0 m/z 41.15 83.07%
LT g
O \\‘\‘\\‘\\H‘\\‘\‘\“\\\H“\\\\‘\\\\H’\\\\‘}‘\\wh‘\\}\‘\H\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48378: 2a,3,4,5-Tetrahydrobenz(cd)indol-2(1H)-one
144.0 1738.0
— ——
15.00 15.50
5000 ITI/Z 119.15 81.71%
115.0
39.0 71.0
0/ ‘MH‘_AL_‘H‘HH‘H‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61146: Cyclohept[flindene, 1,2,3,5,6,7,8,9-octahydro- — ——
186.0 15.00 15.50
m/z 91.15 81.68%
5000
129.0 157.0
77.0 H ‘
S LR O Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 photocitral A Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.502 6.61 ng 242814  Acenaphthene-di10 14.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 photocitral A 152 C10H160 ©055253-28-6 53
2 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 43
3 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 43
4 5-But-3-enyl-2-t-butyl-6-methyl[... 226 C13H2203 129287-75-8 43
5 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 38
Abundance Scan 2062 (15.502 min): BG053497.D\data.ms (-2058) (-  m/z 123.15 100.00%
128.2
55.1
5000 81.2
207.3
RN |
149.2 15.50
0! s 323 m/z 55.15 64.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29084: photocitral A
128.0
81.0
5000 ——
41.0 15.50
m/z 41.15 52.12%
L] mo
O ‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thia

28.0
55.0

T 1
15.50
5000 95.0 m/z 81.15 49.21%

Hu‘ h‘ il H‘\ \H‘ ! | L‘S:LO 17\90

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

Abundance #101544: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-on T
123.0 15.50

m/z 95.15 49.04%

222.0

o

43.0
5000 179.0

222.0

69.0 95.0

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

\ 147.0 ‘

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On : 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.436 20.00 ng 405303  Phenanthrene-d10 17.464
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 70
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 2221 (16.436 min): BG053497.D\data.ms (-2218) (- m/z 57.15 100.00%
57.1

5000 /\mbl
‘ 113.3 5.6‘56
’ 184.2 ’
A L | L1482 000 2442 3290 hp 7115 84.09%
m/z--> 50 100 150 200 250 300
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 N
16.50
m/z 43.15 58.24%
113.0
0L \“‘\ ‘\‘ “\ H‘ \“‘\ ““ \“‘ - ‘1\6\9\0\2(‘)7\(\)\ L L e
m/z--> 50 100 150 200 250 300
Abundance #22091: Octane, 2,6-dimethyl-
57.0
——
16.50
5000 m/Z 41.15 29.46%
‘ 113.0 M
N R —
m/z--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —
57.0 16.50
m/z 85.15 26.67%
5000
113.0 83.0
m/z--> 50 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50922\
Data File : BG@53497.D

Acqg On 9 May 2022 17:44
Operator : CG/JU

Sample : N2738-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Naphthalene, 1,... 12.794 3.1 ng 48397 2 10.897 313417 20.0
unknown13.505 13.505 4.1 ng 150990 3 14.715 734366 20.0
Benzene, 1-cycl... 13.987 3.6 ng 133018 3 14.715 734366 20.0
Phenol, 2,6-bis... 14.057 15.6 ng 573417 3 14.715 734366 20.0
1H-Indene, octa... 14.139 6.3 ng 230933 3 14.715 734366 20.0
unknown14.457 14.457 5.4 ng 199261 3 14.715 734366 20.0
unknown14.545 14.545 9.1 ng 333586 3 14.715 734366 20.0
Tricyclo[4.4.1.... 14.850 4.0 ng 145526 3 14.715 734366 20.0
unknown15.220 15.220 2.6 ng 97302 3 14.715 734366 20.0
unknown15.332 15.332 4.3 ng 158584 3 14.715 734366 20.0
photocitral A 15.502 6.6 ng 242814 3 14.715 734366 20.0
Dodecane, 2,6,1... 16.436 20.0 ng 405303 4 17.464 405303 20.0
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