LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc :

ALS Vvial : 23  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_ F\Methods\8270-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126649.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 7 22 rVB 141913 246736  1.47% 0©.597%
2 5.581 586 594 605 rBv2 486833 1160769 6.93% 2.810%
3 5.951 645 657 660 rBV 4313765 9035714 53.96% 21.875%
4 6.245 703 707 713 rVB 830472 817198 4.88% 1.978%
5 6.569 759 762 768 rVB 1332765 1118014 6.68% 2.707%
6 6.963 825 829 833 rBV 836478 670059 4.00% 1.622%
7 7.075 845 848 850 rBV 268660 241027 1.44% 0.584%
8 7.363 890 897 899 rBV 237683 266487 1.59% 0.645%
9 7.492 914 919 921 rBV2 213034 250813 1.50% 0.607%
10 7.522 921 924 926 rWw 874759 715453 4.27% 1.732%
11 7.551 926 929 933 rVB 260778 257348 1.54% 0.623%
12 7.886 983 986 990 rBV3 209982 268281 1.60% 0.650%
13 8.145 1027 1030 1036 rBV 1456887 1522423 9.09% 3.686%
14  8.222 1040 1043 1045 rVV2 433312 496681 2.97% 1.202%
15 8.245 1045 1047 1050 rVV 1035875 955343 5.70%  2.313%
16 8.298 1053 1056 1059 rVB3 408377 395378 2.36% 0.957%
17 8.486 1084 1088 1090 rBV3 286745 347168 2.07%  ©.840%
18 8.539 1092 1097 1100 rVV5 256639 576852  3.44% 1.397%

19 14.821 2157 2165 2168 rVB 9580799 16746176 100.00% 40.543%
20 14.945 2183 2186 2190 rVV2 1399104 1496330 8.94%  3.623%
21 14.992 2190 2194 2199 rVB 3368984 3720933 22.22% 9.008%

Sum of corrected areas: 41305183

8270-BF011822.M Thu Jan 27 11:37:15 2022 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jan 2022 19:51
: CG/IU
: N1217-08

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
BF126649.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BF126649.D\data.ms

5.951

6.245 ©6.569

128 5.581 6-%%75 73

0

Time-->

Abundance

2e+07

1.5e+07

1le+07

5000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF126649.D\data.ms

Time-->

Abundance

2e+07

1.5e+07

le+07

5000000

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.128 7.36 ng 246736 1,4-Dichlorobenzene-d4 6.963

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 56
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance Scan 7 (2.128 min): BF126649.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 ]\\\\
431 554 87.0 S
‘ 2.202.302.402.50
Ol e il L myz 43.10 26.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B B IR
43.0 2.202.302.402.50
0 550 87.0 m/z 87.05 24.16%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R ARamaE e aaRRa
40 g 87.0 2.202.302.402.50
5000 ’ m/z 55.10 21.90%
29.0
50 || H
Oty “ ‘HWmewuwww
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994: Pentane, 3-methoxy- AR A RRREERR
73.0 2.202.302.402.50
m/z 71.05 10.25%
5000
45.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.951 269.70 ng 9035710 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 72
3 n-Butyl ether 130 C8H180 000142-96-1 25
4 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 17
5 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 12

Abundance Scan 657 (5.951 min): BF126649.D\data.ms (-645) (-) m/z 57.05 100.00%

57.0
5000
41.
710 ‘ 5.60 5.80 6.00 6.20
Ol il AOLL LB sz 45,85 39.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 LI L L L LN B
5.60 5.80 6.00 6.20
41. 87.0 m/z 41.05 36.96%
RSN N S oo
H‘H\\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\H\‘HH‘\\H’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
T
5.60 5.80 6.00 6.20
5000 m/z 87.10 23.92%
41.0 87.0
0 210 ||| 7LQ M‘ 115.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15668: n-Butyl ether A R
57.0 5.60 5.80 6.00 6.20
m/z 75.10 9.42%
5000
41.0
27.0 81.0
o I P X 101.0 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 .alpha.-Pinene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.245 24.39 ng 817198 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 91
3 (+)-3-Carene 136 C10H16 000498-15-7 87
4 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 87
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 86
Abundance Scan 707 (6.245 min): BF126649.D\data.ms (-703) (-) m/z 93.10 100.00%
3.1
5000
77.0
R RmERRE S
41.0 ‘ 121.1136 2 6.00 6.20 6.40 6.60
O 0828 W 12 9110 45.36%
miz-> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
5000 L L R I IR L
39.0 77.0 6.00 6.20 6.40 6.60
m/z 92.10 37.74%
15.0 5.0 121.0136.0
0 \‘\ T }‘\ T H\ \‘H\ "\“M T \w‘\ T \‘\ “\“‘\ L B B B
miz-> 20 40 60 80 100 120 140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
e
6.00 6.20 6.40 6.60
5000 m/z 77.00 33.73%
410 77.0
' 121.0
b L 000
miz--> 20 40 60 80 100 120 140
Abundance #18015: (+)-3-Carene R mmaa e e
93.0 6.00 6.20 6.40 6.60
m/z 79.00  26.75%
5000
41.0 77.0 121.0136.0
IRE ST “M 200 1 ‘th H‘ e “,‘u — !“ : R TAL
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 +trans-Decalin, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.886 5.62 ng 268281 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 83
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
4 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 68
5 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 62

Abundance Scan 986 (7.886 min): BF126649.D\data.ms (-983) (-) m/z 81.05 100.00%

81.0
152.2
5000 411
109.1 e AmEE T
‘ ‘8-0 ‘ | 131. 7.60 7.80 8.00 8.20
S — M . m/z 67.10 97.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 L L L L L BN LR
7.60 7.80 8.00 8.20
29.0 109.0 J m/z 95.10  89.53%
0' }‘\‘H“‘“H\“‘h‘l?,‘\'?““““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
e A amaE AR
7.60 7.80 8.00 8.20
5000 m/z 82.05 68.81%
109.0
ol ol S NEC-C
miz--> 20 40 60 80 100 120 140 160
Abundance #29513: trans-4a-Methyl-decahydronaphthalene
95.0 7.60 7.80 8.00 8.20
m/z 152.15 59.44%
67.0 137.0
5000
01— ‘\\‘H‘?\\H“\N\\“?\\H‘\\\‘\‘\\\\ R e A RRER
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.145 31.87 ng 1522420  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47
5 Tetraethylene glycol 194 C8H1805 000112-60-7 47
Abundance Scan 1030 (8.145 min): BF126649.D\data.ms (-1027) (-) m/z 57.10 100.00%
57.1
5000
750 \‘\\\\‘\\\\‘\\\\’\\\\‘\
39 ‘ 7.80 8.00 8.20 8.40
] S ‘ﬁu HM L NP 11501330 | 1002 us.es  87.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 N R R B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10  37.59%
O T ’ \‘H“\‘\“‘H‘\ T H\ \‘1“1 ‘ \‘\‘ \]-\0}0‘\0\ T ‘ \]_\3\2\0‘ TTTT ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T
7.80 8.00 8.20 8.40
5000 m/z 75.05 25.07%
29.0 75.0
100.0
o Mwlw\a_wtwm‘_1‘3‘%?””1?3‘-9”
miz--> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether R E e R RERE S o
57.0 7.80 8.00 8.20 8.40
m/z 56.10 16.30%
5000
29.0 75.0
0 \‘\ 1N “ | 100.0118.0
‘H,‘ e e R R RRRET
m/z--> 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Cyclohexene,1-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.298 8.28 ng 395378 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 55
2 5,7-Dodecadiene, (Z,Z)- 166 C12H22 006108-62-9 42
3 5,7-Dodecadiene, (E,E)- 166 C12H22 030651-68-4 30
4 Spiro[5.6]dodecane 166 C12H22 000181-15-7 27
5 Cycloundecene, 1-methyl- 166 C12H22 088828-82-4 25

Abundance Scan 1056 (8.298 min): BF126649.D\data.ms (-1053) (-) m/z 81.10 100.00%
57.1 81.1

149.2
5000
109.1 T T T T T T T T T
39 8.00 8.20 8.40 8.60
o A9 L8 s 5710 98.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41537: Cyclohexene,1-hexyl-
81.0
5000 N L R R
41.0 8.00 8.20 8.40 8.60
109.0 166.0 ITI/Z 149.15 83.84%
0 \:L\S\‘O\M\ \‘i“\ T kzw T \“\ T \1\3\8’\0\ T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41546: 5,7-Dodecadiene, (Z,2)-
67.0
PP
8.00 8.20 8.40 8.60
m/z 67.00 75.28%
5000 41.0
95.0 166.0
Ob ot 1 A U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41542: 5,7-Dodecadiene, (E,E)- O ARAREEEEE
67.0 8.00 8.20 8.40 8.60
m/z 55.10 68.60%
5000
41.0
95.0 166.0
123.0
0 ZZ'Q w\‘Hh‘\\”\\“\\\]74,2\'9”‘\‘\”‘” R
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51

Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 7 Adamantane, 1,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.486 7.27 ng 347168 Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 52
2 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 50
3 3-Methyl-1-adamantanecarboxylic ... 194 C12H1802 1000504-38-9 50
4 Added stereo to name 164 C12H20 024145-88-8 49
5 1H-Purin-6-amine, N-methyl- 149 C6H7N5 000443-72-1 43

Abundance Scan 1088 (8.486 min): BF126649.D\data.ms (-1084) (-) m/z 149.20 100.00%
149.2

5000 93.1
411 671
- \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
iy | j1so2 ;
0! bbb LT2ES 0 m/z 93.10 40.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
5000 L L L L L BN LR
93.0 8.20 8.40 8.60 8.80
410 m/z 95.10 33.99%
O \]_\5\‘0\‘\‘\\“‘\\\\‘\“\\\““\\‘\\‘\‘\\]-\2“].\\0\\‘\\‘\\‘1\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52978: 1-Methyl-3-ethyladamantane
149.0
S
8.20 8.40 8.60 8.80
5000 m/z 109.10 32.93%
93.0
55‘ 0 L [1210 | 1780
0 b et e b e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #69059: 3-Methyl-1-adamantanecarboxylic acid R R
149.0 8.20 8.40 8.60 8.80
m/z 79.00 30.26%
5000
93.0
0 41.0 670, | 1210 179.0
T R T R B R R RRERREREE
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF011822.M Thu Jan 27 11:37:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 trans,cis-2,8-Dimethylspiro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.539 12.08 ng 576852  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 55
2 1-Heptylcyclohexene 180 C13H24 015232-86-7 41
3 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 41
4 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 38
5 cis,cis-2,8-Dimethylspiro[5.5]un... 180 C13H24 095530-75-9 25

Abundance Scan 1097 (8.539 min): BF126649.D\data.ms (-1092) (-) m/z 95.10 100.00%

95.1
55.1 177.2
5000
137.2
AR R
6 5 8.20 8.40 8.60 8.80
0 m/z 81.10 94.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
5000 55.0 L L I L L L R R B
137.0 8.20 8.40 8.60 8.80
180.0 m/z 55.10 67.20%
O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55000: 1-Heptylcyclohexene
81.0
T
8.20 8.40 8.60 8.80
m/z 177.20 67.18%
5000 41.0
‘ ‘ 109.0 180.0
B S 7 S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41537: Cyclohexene,1-hexyl- R RRRR R A
81.0 8.20 8.40 8.60 8.80
m/z 83.10 53.83%
5000
41.0
‘ 109.0 166.0
gasol | mea ll | weo |
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 unknownl14.992 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.992  20.00 ng 3720930  Perylene-di12 15.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 35
2 1-Decanamine 157 C10H23N 002016-57-1 22
3 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 17
4 Succinic acid, 2,2-dichloroethyl... 326 C14H24C1204 1000389-54-2 12
5 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 12

Abundance Scan 2194 (14.992 min): BF126649.D\data.ms (-2190) (- m/z 57.10 100.00%
57.1

5000 101.1
155.1

2171

—
0 | h‘“H w‘ 4 ST B2 ssed s 1p1.10  40.81%

m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance #319633: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]

57.0
| o 1500
1550 217.0 m/z 99.10  33.56%
UL | 2o s
0 \\“\”‘"‘\‘\H\h‘\‘\“\“‘\‘\ “\‘\\\‘\\\\“ \l\\‘\‘\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #34010: 1-Decanamine
30.0
Fer
15.00
5000 ITI/Z 45.05 33.35%
0 J““,“m‘1“0;‘1(9}5‘7"9‘Wm,mwm_m‘m
miz--> 0 50 100 150 200 250 300 350 400
Abundance #255342: di(Butoxyethyl)adipate ——
57.0 155.0 15.00
m/z 56.10 28.00%
101.0
5000
229.0273.0
m/z--> 0 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126649.D

Acqg On : 24 Jan 2022 19:51
Operator : CG/JU

Sample : N1217-08

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.128 7.4 ng 246736 1 6.963 670059 20.0
Ethanol, 2-butoxy- 5.951 269.7 ng 9035710 1 6.963 670059 20.0
.alpha.-Pinene 6.245 24.4 ng 817198 1 6.963 670059 20.0
trans-Decalin, 7.886 5.6 ng 268281 2 8.245 955343 20.0
Ethanol, 2-(2-b... 8.145 31.9 ng 1522420 2 8.245 955343 20.0
Cyclohexene,1-h... 8.298 8.3 ng 395378 2 8.245 955343 20.0
Adamantane, 1,3... 8.486 7.3 ng 347168 2 8.245 955343 20.0
trans,cis-2,8-D... 8.539 12.1 ng 576852 2 8.245 955343 20.0
unknown14.992 14.992 20.0 ng 3720930 6 15.692 3720930 20.0
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