LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS Vvial : 18 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@29142.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.857 125 148 159 rBB 24607 118935 2.10% 1.254%
2 5.763 455 472 476 rBV 1931586 5676913 100.00% 59.873%
3 6.994 630 666 669 rBVv2 53916 338770  5.97%  3.573%
4 9.116 1011 1042 1046 rBV2 89118 469718 8.27%  4.954%
5 9.939 1151 1182 1193 rBB3 101015 461771  8.13% 4.870%
6 10.404 1256 1261 1267 rVB 45879 68691 1.21% 0.724%
7 13.680 1811 1818 1822 rVB2 42527 68818 1.21% 0.726%
8 14.092 1884 1888 1897 rVB 65734 109268 1.92% 1.152%
9 14.286 1917 1921 1923 rBV2 57845 81269 1.43% 0.857%
10 14.804 2005 2009 2015 rBV2 51715 77157 1.36% 0.814%
11 14.921 2023 2029 2034 rBV6 34663 82172 1.45% 0.867%
12 15.062 2048 2053 2059 rBV2 97775 158815 2.80% 1.675%
13 15.333 2094 2099 2105 rBV5 43329 123361 2.17% 1.301%
14 15.551 2132 2136 2141 rVB 76710 122127 2.15% 1.288%
15 16.027 2210 2217 2221 rBV2 233978 455134 8.02%  4.800%
16 16.586 2309 2312 2314 rBV 54318 75144 1.32% 0.793%
17 16.845 2352 2356 2369 rVB 274531 462200 8.14% 4.875%
18 17.045 2386 2390 2394 rBV3 118158 183699 3.24% 1.937%
19 21.127 3082 3084 3089 rVB 57106 67053 1.18% 0.707%
20 21.221 3097 3100 3105 rVB 111667 138549 2.44% 1.461%

21 23.356 3459 3463 3472 rVB2 77912 141979 2.50%  1.497%

Sum of corrected areas: 9481543
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM029142.D\data.ms
5.763
1500000
1000000
500000
9.116 9.939
3.857 6.904 10.404
O \\\\‘\\/\\\‘\\\\‘\\\\‘\\\‘!_'_17\\\‘\\\\’\\\/\\‘\\\\‘\\\\‘\\\\‘\\\\%\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM029142.D\data.ms
1500000
1000000
16.845
500000

551
13.68014.842286 1@3&%@?&§§

Time--> ° iiob"iﬁsb"isbb"iisb“£4bb"i456“isbb“£55b"iabb"idsb“iﬂob"ilgb“isbb“isbb"igbb“idsb“éobb“‘
Abundance TIC: BM029142.D\data.ms
1500000
1000000
500000

B aw
i 23.356

O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 wunknown3.857 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.857 7.02 ng 118935 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 39
2 Isobutylamine 73 C4H11N 000078-81-9 9
3 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 7
4 Carbonyl sulfide 60 COS 000463-58-1 5
5 Urea 60 CH4N20 000057-13-6 5

Abundance Scan 148 (3.857 min): BM029142.D\data.ms (-125) (-) m/z 60.00 100.00%

60.0
5000
42.0 73.0
S RARRN AR
‘H 3.60 3.80 4.00 4.20
Ob e et myz 73.00 32.44%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2020: Butanoic acid
60.0
5000 m‘\\‘\\\\‘\\\\’\\\\‘\\\
73.0 3.60 3.80 4.00 4.20
270 410 m/z 42.00  31.73%
O \\\‘\\1\8\.‘()\\i“\“\\\\"“\‘\‘\4'\9‘.(\)\‘\\ ‘\\\\“\\\\’\\8\§.‘O\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #750: Isobutylamine
30.0
MA\\\\‘\\\\‘\\\\’\\\\‘\\\
3.60 3.80 4.00 4.20
5000 m/z 41.10 31.21%
0 150 | 4L0 560 730
B o R s
miz--> 10 20 30 40 50 60 70 80 90 /*\
Abundance #279: Hydrazine, 1,1-dimethyl- A
60.0 3.60 3.80 4.00 4.20
42.0 m/z 45.00  28.10%
5000 30.0
0 ,50'0 SR e o A {v\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Ethanol, 2-butoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.763 335.15 ng 5676910 1,4-Dichlorobenzene-d4 7.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 91
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 40

4 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402

1000368-20-5 17
000540-42-1 12

Abundance Scan 472 (5.763 min): BM029142.D\data.ms (-455) (-) m/z 57.10 100.00%

57.1
5000 41

87.1 T
5.40 5.60 5.80 6.00
gt ‘ 100.1 1181

0 H,mWm‘m“_‘HHWwwﬁww_m‘w_ww m/z 45.10  42.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57.0

5000 e
5.40 5.60 5.80 6.00

41-7 87.0 m/z 41.10  38.84%
|

e | |
T ’ TTT \ ‘ TT \‘\ “\ TTT ‘ TTTT ‘ TTT } ‘ TT \7\]“_{9\ T ‘ TTTT ‘ T \]7(\)?\'9 T ‘ \].\]\-\8‘.9 TT
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8872: Ethylene glycol monoisobutyl ether

57.0

5.40 5.60 5.80 6.00

o

5000 m/z 87.10 18.67%
41.
75.0
27.0 ‘
0249 L L e L3000
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #4467: 3,3-Dimethylbutane-2-ol A A RamaanET
57.0 5.40 5.60 5.80 6.00
m/z 39.10 8.72%
41.
5000
87.0
27.0
o o 7o 102.0
e P e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.904 20.00 ng 338770 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 78
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 42
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 23
Abundance Scan 666 (6.904 min): BM029142.D\data.ms (-630) (-) m/z 60.00 100.00%
60.0
5000 41.1 73.0 A
R AmEE s R R
‘ H ‘ ‘ 87‘-0 6.60 6.80 7.00 7.20
Ot et L msz 73,00 44.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8070: Hexanoic acid
60.0
5000 730 L L L R IR R |
27.0 4L.0 6.60 6.80 7.00 7.20
m/z 41.10 42.35%
‘ H 87.0
O\\‘\\\\‘\\}\“‘\\\\‘!i\\‘\‘\‘H\"\\\\‘i\l\\‘\\\‘\‘\\?\g‘-(\)\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #21817: Propanedioic acid, propyl-
44.0 60.0
AR R R
6.60 6.80 7.00 7.20
5000 73.0 m/z 45.00 26.58%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4246: Pentanoic acid R REn AR REE
60.0 6.60 6.80 7.00 7.20
m/z 43.00 25.29%
5000
73.0
27.0 41.0
ol 150 || L 870 1010 :
R  Eama e e e AR RN ey

m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.116 136.76 ng 469718 Naphthalene-d8 10.404

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 50
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 35
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 32
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 25

Abundance Scan 1042 (9.116 min): BM029142.D\data.ms (-1011) (-) m/z 73.00 100.00%

73.0
5000
L R
16.1 8.80 9.00 9.20 9.40
ol L w/z 8s.0 79.87%
miz--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 L L R B B
8.80 9.00 9.20 9.40
29# 16.0 m/z 41.10 54.92%
OT
miz--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
A EARRERREEE R
8.80 9.00 9.20 9.40
5000 m/z 57.10 38.62%
0 M I “M L “ 135.0173.0 214.0  272.0 313.0 355.
e B i T e
miz--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-  EREEmaREEEEE R
88.0 8.80 9.00 9.20 9.40
m/z 55.10 32.12%
5000
41.0
ol Ll l o hoad A
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 2-Pentanone, 4-cyclohexylid... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.680 16.94 ng 68818 Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
2 Silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si 1000363-74-4 35
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
4 2-Anthracenamine 193 C14H11N 000613-13-8 27
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25

Abundance Scan 1818 (13.680 min): BM029142.D\data.ms (-1811) (-  m/z 193.20 100.00%

198.2
411 9.0
5000 950 123.1
Ao ey Ll Mo
“ | 651 13.50 14.00
o Al e m/z 41.10  54.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

5000 55.0 T —
109.0 13.50 14.00
290 810 m/z 69.05 52.70%
137 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy-
193.0
83.0 109.0 — ——
13.50 14.00
5000 ITI/Z 55.05 47 .72%
55.0 ‘
29 135.0
0 et th ol AL L1030 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
— —

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0 13.50 14.00

m/z 123.10  42.42%
123.0

69.0 95.0
151.0 ‘

|IRSSSS f S i S ST S SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

5000

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Decahydro-4,4,8,9,10-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.092 26.89 ng 109268  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 60
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 35
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 27
4 2(1H)-Naphthalenone, octahydro-,... 152 C10H160 016021-08-2 25
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 22

Abundance Scan 1888 (14.092 min): BM029142.D\data.ms (-1884) (-  m/z 193.15 100.00%

193.2
41.1
5000
, JUL LA

14.00
01 m/z 41.10 80.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
\ \

5000 690 950
151.0 |
\

| | I | |
‘ TTTT ‘ TTTT ‘ T T ‘ LI ‘ TTTT ‘ TTTT ‘ TToT ‘ TTTT ‘ TT T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25272: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-

14.00
m/z 55.05 63.87%

o

¥

109.0
43.0
14.00
5000 67.0 m/z 69.10 56.77%
137.0
o_H“_HW!MH‘“‘Umw\“ﬂ_m_‘!Wm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56377: Cyclododecanone, 2-methylene- —
41.0 14.00
m/z 109.05 56.63%
67.0
5000
95.0
123.0
‘ 151.0 194.0
o B AR N S —
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_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl4.804 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.804 18.99 ng 77157  Acenaphthene-d10 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 49
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 46
3 1-Bromoeicosane 360 C20H41Br 004276-49-7 41
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 41
5 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 41

Abundance Scan 2009 (14.804 min): BM029142.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1

133.0
5000
7.1
P P
LIS s tona ™
LN I Y R — m/z 43.10  99.66%
miz--> 50 100 150 200 250 300
Abundance #203464: Oxalic acid, allyl octadecyl ester
41.0
5000 — —
14.50 15.00
F3-0 m/z 41.10  80.26%
O L “\ “ “ T h! \“M T H‘“‘ %2\‘5\0\ ‘ T T T T ‘ T T T T ‘ L \2\97‘0\ T
miz--> 50 100 150 200 250 300
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
P P
14.50 15.00
5000 m/z 55.10  79.61%
1.0
ey \‘\ \‘\\\\133'0 175.0 288.0
ool b e
miz--> 50 100 150 200 250 300
Abundance #190627: 1-Bromoeicosane “ T
57.0 14.50 15.00
m/z 71.10 63.76%
5000
135.0
7.0
0 18.0 || dhLA‘M | o], 11690 211.0247.0281.0 319
- ‘ T

m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-(2,2-Dimethylcyclopropyl)... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.921 20.22 ng 82172  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 53
2 2,5-Dimethoxythiophenol 170 C8H1002S 001483-27-8 30
3 Cyclohexanecarboxylic acid, 1l-et... 156 C9H1602 001124-98-7 18
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 14
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 14
Abundance Scan 2029 (14.921 min): BM029142.D\data.ms (-2023) (-  m/z 69.10 100.00%
69.1
123.1 1551
5000
——
15.00
0 m/z 155.05 72.46%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #38389: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene
155.0
5000 \[\A T
910 1150 15.00
m/z 170.00 70.68%
39.0 63.0 ‘
O' ‘\\“\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #38609: 2,5-Dimethoxythiophenol
155.0
\/\A IENIvE /\ ‘
15.00
5000 m/z 123.10 69.05%
111.0
39.0 650
o SN L WO 1 YRR T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #29065: Cyclohexanecarboxylic acid, 1-ethyl- ——
69.0 15.00
m/z 193.10 60.12%
410 111.0
5000
H ‘ ‘ ‘ 156.0
0 "H"MMMMW‘w‘_uw“1Hw!_m‘wwwm —
m/z--> 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknownl5.063 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.063 39.08 ng 158815 Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 38
2 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 38
3 1-(1-Ethyl-2,3-dimethyl-cyclopen... 166 C11H180 1000185-18-6 38
4 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 38
5 Benzoic acid, 2-fluoro-, ethyl e... 168 C9H9F02 000443-26-5 35
Abundance Scan 2053 (15.062 min): BM029142.D\data.ms (-2048) (-  m/z 123.10 100.00%
123.1
5000 55.1 1731
810 T 2072
T \
15.00
Ol MH; LT iy s m/z 55.10 47.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123.0
5000 — :
15.00
43.0 95.0 m/z 41.10  43.92%
‘ GQ.P ‘
O\‘\‘\‘\ \‘i i‘\‘\“\“‘\“‘\‘\\“M\\‘\ }“\“‘\\\‘!‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)-
1238.0
T \
15.00
5000 m/z 69.10 37.67%
207.0
o 290 570 g50| | 165.0 ‘
R R R e R S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35105: 1-(1-Ethyl-2,3-dimethyl-cyclopent-2-enyl)-ethano P |
123.0 15.00
m/z 173.05 37.05%
5000
81.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 10 Naphthalene, 1,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.333 30.36 ng 123361  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 89
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 76
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 76

Abundance Scan 2099 (15.333 min): BM029142.D\data.ms (-2094) (-  m/z 155.05 100.00%
155.1

?

5000
\
15.00 15.50
0+ m/z 170.10 77.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
5000 E ‘A T \/\ T \AAC\WMMI
15.00 15.50
128.0 m/z 55.10 50.07%
63 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
170.0
— —r
15.00 15.50
5000 m/z 97.10  48.37%
128.0
27.0 51.0 760 4000 | I WW
e e e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38368: Naphthalene, 1,4,5-trimethyl- — ——
155.0 15.00 15.50
m/z 43.10 33.78%
5000
128.0
63.0 ‘
ol 2005080 |yl e
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_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.551 30.06 ng 122127  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 70
2 Tridecane 184 C13H28 000629-50-5 62
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 58
4 Undecane 156 C11H24 001120-21-4 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 2136 (15.551 min): BM029142.D\data.ms (-2132) - m/z 57.10 100.00%
57.1

> vﬂwNJAﬂy/kﬂwa”VWA
85.1 ‘ :
169.0 ‘
‘ ‘ 113.1 1411 15.50
O et e et 1 2040 nz a3.10 64.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38318: Dodecane
57.0
5000 —
85.0 15.50
20.0 m/z 71.10 43.22%
113.0 170.0
0’1410|
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane
57.0
T \
15.50
m/z 41.10 30.20%
5000, o o 85.0 /
H ‘ ‘ 113.0 141.0 184.0
NS NS S S R i PN M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48909: Decane, 6-ethyl-2-methyl- ——
57.0 15.50
m/z 85.10 25.40%
5000
85.0
141.0
0,113'0‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Dodecane, 2,6,11-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.027 49.55 ng 455134  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 86
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 76
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
5 3,5-Heptanedione, 2,2,4,6-tetram... 184 C11H2002 1000162-24-5 68

Abundance Scan 2217 (16.027 min): BM029142.D\data.ms (-2210) (- m/z 57.10 100.00%

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

57.1
5000
85.1 - ‘
183.1 16.00
141.0
02151246‘ m/z 43.10  72.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0
71.0
5000 — ‘
16.00
m/z 71.10 62.77%
\‘H\\‘H\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\\\\‘H\\‘H\\‘H\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83050: Dodecane, 2-methyl-8-propyl-
57.0
L
16.00
5000 m/z 41.10 36.90%
85.0
‘ 112.0 183.0
ob b e T 2260
L

Abundance #28432: Decane, 2-methyl-
43.0 16.00
m/z 85.10 24.97%
A e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 1-methyl-7-(1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.586 8.18 ng 75144  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl-7-(1-methy... 184 C14H16 000490-65-3 93
2 Chamazulene 184 C14H16 000529-05-5 93
3 Cyclopentene, 1,2-dimethyl-4-met... 184 C14H1l6 1000152-22-4 76
4 Naphthalene, 1,2,3,4-tetramethyl- 184 C14H16 003031-15-0 58
5 1,4,5,8-Tetramethylnaphthalene 184 C14H16 002717-39-7 50

Abundance Scan 2312 (16.586 min): BM029142.D\data.ms (-2309) (-  m/z 169.10 100.00%
169.1

5000
—— ‘
16.50
(o} m/z 184.10 87.28%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #48941: Naphthalene, 1-methyl-7- (1 methylethyl)-
169.
5000 e :
16.50
m/z 43.10 48.68%
141.0
27.0 770 1150 | H |
O\\‘\‘\‘}H“\H\‘\\\U“H\\‘H‘HH‘\‘}‘H“‘\\‘!\‘\H}H"H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48919: Chamazulene
184.0
R \
16.50
5000 ITI/Z 57.10 45 .43%
153.0
wome w9 1|
R s RN NN ' S
m/z--> 20 40 60 80 100120140160180200220240

Abundance #48943: Cyclopentene, 1,2-dimethyl-4-methylene-3-phen P |
169.0 16.50

m/z 55.10 43.88%

5000 91.0

141.0

é

28.0

0 “ \‘m H \MH ul ‘ H AN “ H“ H

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tridecane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.845 50.32 ng 462200  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 86
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 81
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80

Abundance Scan 2356 (16.845 min): BM029142.D\data.ms (-2352) (- m/z 57.10 100.00%
57.1

5000 J\ﬁ/\J\‘/\/\/
1131 16‘56 EI.7‘O($
’ 183.1 : :
o b bl L aaa PP 2332 g1 10 62.63%
mfz--> 50 100 150 200 250 300
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 — ——
16.50 17.00
m/z 43.10 60.95%
112.0
O L ‘\“ “‘\ H‘ T “’ \H T ‘\ T ‘ T %\-8\“3\0‘ \2?6\.(\) ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
— —
16.50 17.00
5000 m/z 41.10 36.61%
99.0
oLl |4 1410 1830 2250 2670 338:
el e S S
m/z--> 50 100 150 200 250 300
Abundance #59893: Tridecane, 2-methyl- — —
43.0 16.50 17.00
m/z 85.10  34.95%
5000
85.0
‘ ‘ 155.0
okl T T T
m/z--> 50 100 150 200 250 300 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29142.D

Acqg On : 15 Mar 2021 22:28
Operator : CG/JU

Sample : M1666-05 10X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown3.857 3.857 7.9 ng 118935 1 7.616 338770 20.0
Ethanol, 2-butoxy- 5.763 335.1 ng 5676910 1 7.616 338770 20.0
Hexanoic acid 6.904 20.0 ng 338770 1 7.616 338770 20.0
Hexanoic acid, 9.116 136.8 ng 469718 2 10.404 68691 20.0
2-Pentanone, 4-... 13.680 16.9 ng 68818 3 14.286 81269 20.0
Decahydro-4,4,8... 14.092 26.9 ng 109268 3 14.286 81269 20.0
unknown14. 804 14.804 19.0 ng 77157 3 14.286 81269 20.0
1-(2,2-Dimethyl... 14.921 20.2 ng 82172 3 14.286 81269 20.0
unknownl15.063 15.063 39.1 ng 158815 3 14.286 81269 20.0
Naphthalene, 1,... 15.333 30.4 ng 123361 3 14.286 81269 20.0
Dodecane 15.551 30.1 ng 122127 3 14.286 81269 20.0
Dodecane, 2,6,1... 16.027 49.5 ng 455134 4 17.045 183699 20.0
Naphthalene, 1-... 16.586 8.2 ng 75144 4 17.045 183699 20.0
Tridecane, 5-pr... 16.845 50.3 ng 462200 4 17.045 183699 20.0
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