LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acqg On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc :

ALS Vvial : 16 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132703.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.204 441 445 452 rVB 1166061 1334324 48.25% 8.062%
2 5.610 510 514 522 rBV 2876758 2765661 100.00% 16.709%
3 6.616 682 685 694 rVB 2546601 2567673 92.84% 15.513%
4 6.986 745 748 751 rBV 909488 710599 25.69% 4.293%
5 7.551 840 844 847 rBV 2094579 1768432 63.94% 10.684%
6 8.269 963 966 969 rBV 899614 798748 28.88%  4.826%
7 8.345 976 979 986 rBV 664915 663164 23.98% 4.007%
8 8.804 1050 1057 1060 rBV4 185004 296647 10.73%  1.792%
9 9.045 1096 1098 1102 rBV 135709 144563 5.23% 0.873%
10 9.345 1146 1149 1152 rBV 3066777 2761223 99.84% 16.682%
11 9.375 1152 1154 1156 rVWW 326977 225763 8.16% 1.364%
12 9.410 1158 1160 1161 rBV 285020 219841 7.95% 1.328%
13 9.427 1161 1163 1166 rVB2 288477 292911 10.59% 1.770%
14 9.616 1192 1195 1199 rVB 1779216 1484366 53.67% 8.968%
15 9.898 1241 1243 1246 rBV 571519 517703 18.72% 3.128%

Sum of corrected areas: 16551618
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 08 Mar 2023 22:07
: CG\JU
. 01829-10

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
BF132703.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundanc

1S
1.2e+07

1le+07
8000000
6000000
4000000
2000000

0
Time--> 2

TIC: BF132703.D\data.ms
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TIC: BF132703.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.204 37.55 ng 1334320 1,4-Dichlorobenzene-d4 6.986

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 445 (5.204 min): BF132703.D\data.ms (-441) (-) m/z 43.00 100.00%

3.0
5000
101.0 SRS | G —
| ‘ 4.80 5.00 5.20 5.40 5.60
Ol tl®0 2068 /7 59.00  65.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LN RN R

4.80 5.00 5.20 5.40 5.60

m/z 101.00 23.38%
15.0 ‘ 101.0
O\\\‘\‘\W‘\\"h{\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e e
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 57.95 16.51%
L 126.0
(R L Nttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4576: Morpholine, 4-methyl- Rmmme e  RRR R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.62%
5000
15.0 720 0
oHuwu‘:‘m,‘lH1_“‘”‘HH;mww_ww_ww BRSNS, S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07

Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1l-isocyanato-2-met... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
8.345 16.61 ng 663164  Naphthalene-d8 8.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1-isocyanato-2-methoxy-
2 Benzene, 1l-isocyanato-4-methoxy-

3 1H-Benzotriazole, 4-methoxy-
4 N,N-Dimethylnicotinamide
5 1H-Benzotriazole, 5-methoxy-

149 C8H7NO2
149 C8H7NO2
149 C7H7N30
150 C8H1ON20
149 C7H7N30

000700-87-8 81
005416-93-3 72
027799-90-2 47
006972-69-6 47
027799-91-3 46

Abundance Scan 979 (8.345 min): BF132703.D\data.ms (-976) (-) m/z 149.00 100.00%
149.0
106.0
5000 78.0
51.0
R RRRmEREN S
8.00 8.20 8.40 8.60
Ob et g b L L A790 a5 05 76.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27257: Benzene, 1-isocyanato-2-methoxy-
149.0
A
5000 1200 L L R B R R
8.00 8.20 8.40 8.60
510 80 m/z 134.00  58.42%
27\\0 I \‘\ m \‘w ) il | | ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27256: Benzene, 1-isocyanato-4-methoxy-
149.0
R RRERaRSNSEES S
8.00 8.20 8.40 8.60
m/z 119.95 53.81%
5000 520 780 106.0 /
15.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: 1H-Benzotriazole, 4-methoxy- e AEEEANEEEEENERE
106.0 149.0 8.00 8.20 8.40 8.60
m/z 78.00 47 .79%
5000
51.0 78.0
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\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Cyclohexane, 1,2,3-trimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.804 7.43 ng 296647  Naphthalene-d8 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 68
2 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 68
3 7-Tetradecene, (E)- 196 C14H28 041446-63-3 55
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 52
5 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 50
Abundance Scan 1057 (8.804 min): BF132703.D\data.ms (-1050) (-) m/z 69.05 100.00%
69.0
5000 410
111.1

R A RARR

H H 151.1 196.2 8.40 8.60 8.80 9.00 9.20
0 bl e L m/z 55.00  60.92%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,z
69.0
41.0 111.0

5000 | L AL B

8.40 8.60 8.80 9.00 9.20
m/z 57.10 46.82%

015.0f’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71761: 6-Tridecene, 7-methyl-
55.0
R A RARR
8.40 8.60 8.80 9.00 9.20
5000 83.0 m/z 56.00 46.13%
111.0
‘ 196.0
oLl ‘w“!mh,‘m_m_m_m_m_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71753: 7-Tetradecene, (E)- R A RARR
55.0 8.40 8.60 8.80 9.00 9.20
m/z 70.10 42.69%
83.0
5000 29.0
111.0
0 | L1400 1680
! e e R BAARSRARE S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Phthalic anhydride Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.045 3.62 ng 144563  Naphthalene-d8 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 94
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 90
3 Phthalamic acid 165 C8H7NO3 000088-97-1 83
4 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 83
5 Indan-1,2,3-trione 160 C9H403 000938-24-9 83
Abundance Scan 1098 (9.045 min): BF132703.D\data.ms (-1096) (-) m/z 104.00 100.00%
104.0
76.0
5000
50.0
R RRRN RS
I | 14‘8'0 1701 8.80 9.00 9.20 9.40
Ol sll gL 202 2069 s 76,00 77.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26799: Phthalic anhydride
104.0
76.0
5000 1480 L L L N B
50.0 8.80 9.00 9.20 9.40
m/z 50.00 30.66%
280 | | |
O\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42024: 1,2-Benzenedicarboxylic acid
104.0
76-0 \\\\‘\\\\‘\\\\‘\\\\’\\\
8.80 9.00 9.20 9.40
m/z 69.00 19.05%
5000 50.0
148.0
(2L VAR AR S MANARNA EN————
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40732: Phthalamic acid AR RN
76.0 104.0 8.80 9.00 9.20 9.40
m/z 74.00 18.84%
5000 50.0
17‘.0 148.0
om!‘_m“_MWm“‘_mp‘m_leu_m_uwm S " a
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07

Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Copaene Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
9.410 8.49 ng 219841  Acenaphthene-di0 10.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Copaene 204 C15H24 003856-25-5 98
2 .alpha.-Cubebene 204 C15H24 017699-14-8 92
3 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 86
4 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 55
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 49
Abundance Scan 1160 (9.410 min): BF132703.D\data.ms (-1158) (-) m/z 105.00 100.00%
105.0 161.1
5000 191.2
41.0
69.0 133.0 P
' 9.00 9.20 9.40 9.60 9.80
0 2222 m/z 119.00  97.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80080: Copaene
119.0 161.0
5000 BEEEEEEEE R R
91.0 9.00 9.20 9.40 9.60 9.80
41.0 204.0 m/z 161.10 90.70%
69. ‘
O ‘\‘\“‘\“\‘\H‘\\\‘i\\\\‘\\‘\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80164: .alpha.-Cubebene
105.0 161.0
P e R T
9.00 9.20 9.40 9.60 9.80
5000 m/z 93.05 55.63%
41.0 81.0
‘ M 133, 0 204.0
I o P N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80566: 1H- Cydopenuﬂl:ﬂcydoprop [1,2]benzene, octe o ARAREmasmEE SR
61.0 9.00 9.20 9.40 9.60 9.80
m/z 91.00 47.86%
41.0 910
5000
119.0
65.0 ‘ 204.0
(o} ‘vwwuhuﬂ‘u‘_“w“u,‘u -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 4-Nonene, 3-methyl-, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.427 11.32 ng 292911  Acenaphthene-die 10.039

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Nonene, 3-methyl-, (Z)- 140 Cl1eH20 063830-69-3 53
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 47
3 Cyclopropane, 1l-ethyl-2-pentyl- 140 CleH20 062238-08-8 47
4 6-Dodecene, (E)- 168 C12H24 007206-17-9 43
5 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 38
Abundance Scan 1163 (9.427 min): BF132703.D\data.ms (-1161) (-) m/z 69.10 100.00%
69.1
5000
o 1251 M
ot 2102 9.209.40 9.60 9.80
151.1 ' T
0 me‘“m Nlm m/z 70.10  62.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20711: 4-Nonene, 3-methyl-, (2)-
55.0
5000 L B I L LI LN B
9.20 9.40 9.60 9.80
29.0 83.0 m/z 55.00  53.53%
oo LU o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
55.0
R B ARREEEEEE
9.20 9.40 9.60 9.80
5000 97.0 m/z 83.10 43.04%
126.0
29.0 ‘ ‘ ‘
0 ‘HH ““m‘M!HWHWmewm_uwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20737: Cyclopropane, 1-ethyl-2-pentyl- ARARMEAEE
55.0 9.20 9.40 9.60 9.80
m/z 125.10 38.90%
5000
29.0
‘H 1110 140.0
0! ‘WM‘HH‘H“‘H“H"_“‘_“w“u‘ A R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 3H-3a,7-Methanoazulene, 2,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.616 57.34 ng 1484370  Acenaphthene-d10 10.039

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 94
2 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 000489-29-2 93
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 89
4 2H-1,3-Oxazine, 2-[(2,6-dimethyl... 204 C12H16N20 054708-09-7 76
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 74

Abundance Scan 1195 (9.616 min): BF132703.D\data.ms (-1192) (-) m/z 204.15 100.00%
204.2

119.1
5000 91.0 161.1

— ey
H | ‘ ‘ | 9.50 10.00
_“w“u‘ “_‘J‘H‘HMJMM bk L njz 18010 82.30%
miz—s 20 40 60 80 100 120 140 160 180 200 220

Abundance #80483: 3H-3a,7-Methanoazulene, 2,4,5,6,7,8-hexahydra
204.0

o

N

5000 41.0 105.0 161.0

133. O

T
9.50 10.00
m/z 119.05 50.70%

O' \H‘ U‘\ ‘ T 1‘\ T ‘ TT \‘\ ‘ T \‘\ T " TTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80539: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7

189.
161.0 8p-0

—

105.0 9.50 10.00
41.0 o
5000 133.0 m/z 105.00 50.48%

810

, \‘ - M‘ ‘H‘ ‘h\‘ “i - \‘ = “‘ N ARARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #80508: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime
161.0 189.0 9.50 10.00

m/z 161.10  43.20%

o

%

5000
133 0

41.0
M‘ 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acq On : 08 Mar 2023 22:07

Operator : CG\JU

Sample : 01829-10

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 unknown9.898 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
9.898 20.00 ng 517703  Acenaphthene-d10 10.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 45
2 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 43
3 5-Tetradecene, (E)- 196 C14H28 041446-66-6 38
4 7-Tetradecene 196 C14H28 010374-74-0 38
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 25
Abundance Scan 1243 (9.898 min): BF132703.D\data.ms (-1241) (-) m/z 69.10 100.00%
5000
— ——
9.50 10.00
01 m/z 55.00 66.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69337: B|cyclo[3 1.1]heptan-3-one, 6,6-dimethyl-2-(2-me
69.0
5000 97.0 ! ]
41.0 9.50 10.00
125.0 m/z 83.10 60.19%
O\‘\‘\\\“‘\\\“”‘\‘\\\“““\\‘\ ‘\\‘}\‘\‘\\\“1\5\]\.\?\\\\‘%24\.‘(\)\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71735: 3-Tetradecene, (2)-
41,0
69.0
— ——
9.50 10.00
5000 m/z 57.05 57.55%
97.0
e At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71745: 5-Tetradecene, (E)- “ T
55.0 9.50 10.00
m/z 41.00 52.92%
5000 83.0
29.0
o M0 1390 1680 1960
i e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132703.D

Acqg On : 08 Mar 2023 22:07
Operator : CG\JU

Sample : 01829-10

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
2-Pentanone, 4-... 5.204 37.5 ng 1334320 1 6.986 710599 20.0
Benzene, 1l-isoc... 8.345 16.6 ng 663164 2 8.275 798748 20.0
Cyclohexane, 1,... 8.804 7.4 ng 296647 2 8.275 798748 20.0
Phthalic anhydride 9.045 3.6 ng 144563 2 8.275 798748 20.0
Copaene 9.410 8.5 ng 219841 3 10.039 517703 20.0
4-Nonene, 3-met... 9.427 11.3 ng 292911 3 10.039 517703 20.0
3H-3a,7-Methano... 9.616 57.3 ng 1484370 3 10.039 517703 20.0
unknown9.898 9.898 20.9 ng 517703 3 10.039 517703 20.0
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