LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138448.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 4 10 21 rVB 1801565 2326918 95.74% 12.658%
2 5.087 506 510 518 rVB 264230 292310 12.03% 1.590%
3 5.498 575 580 583 rBV 2320197 2211379 90.99% 12.029%
4 6.504 746 751 762 rBV 2635774 2430345 100.00% 13.220%
5 6.869 810 813 817 rBV 907280 706764 29.08%  3.845%
6 6.928 820 823 835 rBV 517771 457959 18.84% 2.491%
7 7.434 904 909 912 rVB 1646087 1456528 59.93% 7.923%
8 8.151 1027 1031 1034 rBV 1029475 809700 33.32%  4.405%
9 9.104 1189 1193 1196 rBV4 43767 78872 3.25% 0.429%
10 9.228 1209 1214 1217 rBV 2289153 2059925 84.76% 11.205%
11 9.263 1217 1220 1223 rBvV4 99007 86598 3.56% 0.471%
12 9.304 1223 1227 1230 rBV2 223344 296950 12.22% 1.615%
13 9.539 1264 1267 1269 rBV3 234587 253950 10.45% 1.381%
14  9.581 1272 1274 1277 rVB4 161057 162952 6.70% ©0.886%
15 9.628 1277 1282 1284 rBV3 348424 543102 22.35% 2.954%
16 9.651 1284 1286 1289 rVV3 159830 189024 7.78% 1.028%
17  9.722 1294 1298 1301 rBV2 796452 851007 35.02% 4.629%
18 9.775 1304 1307 1310 rBV5 344921 506720 20.85% 2.756%
19 9.816 1311 1314 1316 rBV4 376670 420541 17.30% 2.288%
20 9.904 1324 1329 1332 rBV2 914170 1195573 49.19% 6.504%

21 10.169 1371 1374 1376 rBV3 376436 519322 21.37%
22 10.316 1397 1399 1401 rBV 568306 526860 21.68% 2.866%

N
o]
N
%
R

Sum of corrected areas: 18383299
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Jul 2024 16:11
¢ CG\JU
: P3129-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
BF138448.D

: 12 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  65.85 ng 2326920 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 10 (2.146 min): BF138448.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000 431 A
87-1 \H‘\\H‘\\H‘\\H‘\\\\‘\\
‘ ‘ 91 2.202.302.402.502.60
Obrperperrrebe bt b A0L2 L m/z 43.18 50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T T[T T T T[T T T T[T TT 1T
43.0 2.202.302.402.502.60
87.0 m/z 55.10 33.83%
h\ \‘ 90 I
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R ERRREE R
2.202.302.402.502.60
5000 m/z 87.10 25.47%
55.0
27.0 41l
oL 230 1L 4 L %80 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R EARREE R
73.0 2.202.302.402.502.60
87.0 m/z 41.05 16.50%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HWHHM‘HMHWH‘WHHM‘HMHW‘HWHH_‘HMHW‘HWHH R R AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.087 8.27 ng 292310 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 510 (5.087 min): BF138448.D\data.ms (-506) (-) m/z 43.05 100.00%
3.0
5000
o AEEEEEREES SN
101.1 4.80 5.00 5.20 5.40
Ol 082 2068 /7 50.16 52.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN L
4.80 5.00 5.20 5.40
m/z 58.10 15.66%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
EAEmmEEREE SRR
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.33%
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl- A mmm
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.43%
5000
101.0
31.0
0‘“‘_HMNMM‘W;Hu‘pu‘“‘H“‘H“‘H““H“‘H‘“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.928 12.96 ng 457959  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 64
3 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 64
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
Abundance Scan 823 (6.928 min): BF138448.D\data.ms (-820) (-) m/z 57.05 100.00%
57.0
5000 M
B SENSOY (NI
“ﬂ | 83.1 6.60 6.80 7.00 7.20
O O M M22  m/z 41.e5  38.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 UL L R B R |
26.0 6.60 6.80 7.00 7.20
‘ 83.0 m/z 43.05 34.31%
0 f* ““’112?
miz--> 60 80 100 120 140 160
Abundance #22117: Heptane, 2,3,6-trimethyl-
57.0
R ARREAEEREEs R
6.60 6.80 7.00 7.20
5000 m/z 55.10 26.54%
29.0
ob b 150 98020
m/z--> 20 40 60 80 100 120 140 160
Abundance  #92178: Propanoic acid, 2,2-dimethyl-, octyl ester 1, BEEARREEES s ,
57.0 6.60 6.80 7.00 7.20

m/z 56.10 20.81%

5000
20.0 103.0
84
0 “ \ \H \‘ | 171.0

m/z--> 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.304 4.97 ng 296950  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 64
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
4 Tetradecane 198 C14H30 000629-59-4 62
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53

Abundance Scan 1227 (9.304 min): BF138448.D\data.ms (-1223) (-) m/z 57.10 100.00%

57.1
5000
85.1
A Ammama s
0 Mw\‘u”“ wmw oo wuw,‘m_m_wwwwww m/z 43.18  82.25%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #59028: Tridecane
57.0
5000 850 L B L R IR I |
9.00 9.20 9.40 9.60
29.0 m/z 41.10 49.83%
“ | ‘ | | (1301410 1840
O H\‘HH“\H‘ “HH‘HH’HH’\H\H’\\H‘\H\‘HH‘HH‘HH‘H\\‘H\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #148417: Hexadecane, 1-chloro-
57.0
R ARmmamaEE
9.00 9.20 9.40 9.60
5000 91.0 m/z 71.10  40.49%
29.0
0 L)) AL 1199147.0175.0203,0231.0260.0
e e e o e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester R A AARREwaE T
57.0 9.00 9.20 9.40 9.60
m/z 55.10 37.41%
5000
85.0
29.0
0 H‘ \‘\ \‘ \m \h \ 1250 168.0196.0 241.0
e T o AAREmamasEE
m/z--> 20 40 60 80 100120140160 180 200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.539 4.25 ng 253950  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 64
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 53
3 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 46
4 Benzenemethanamine, 3-(trifluoro... 175 C8H8F3N 002740-83-2 22
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 15

Abundance Scan 1267 (9.539 min): BF138448.D\data.ms (-1264) (-) m/z 131.05 100.00%

131.1
105.1 174.2
411
5000 81.1
SN \
209.3 9.50
(o} m/z 105.10 81.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 ‘9%0‘ \
390 .44 m/z 118.85  79.50%
0 :\L\!:_‘)\?\“l‘ T \“M “‘1“‘\‘\”1‘”’”\ \“!‘\“‘h I T T (AREEEREEEEEEREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
T \
105.0 9.50
5000 m/z 174.20  74.42%
174.0
41.0 77.0
01 \‘MMH“‘H\‘\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49866: Benzene, 1,3-diisocyanato-2-methyl- faly —— I
174.0 9.50
m/z 91.10 64.14%
5000 118.0 146.0
91.0
64.0 ‘
40.0
NS o WY O N R O O NSO -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknown9.581 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.581 2.73 ng 162952  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 042775-77-9 41
2 2-Hepten-6-one, 5-phenyl-, (E)- 188 C13H160 1000159-12-2 38
3 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16 005676-29-9 38
4 Dispiro[4.2.4.2]tetradeca-6,13-d... 188 C14H20 078578-90-2 38
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 38

Abundance Scan 1274 (9.581 min): BF138448.D\data.ms (-1272) (-) m/z 43.10 100.00%
43.1 145.1

5000 83.1

117.1

%

9.50
281..

O Fprrrr iy m/z 145.05 91.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #49156: Naphthalene, 1,2,3,4-tetrahydro-6-propyl-
145.0
5000 — :
174.0 9.50
91.0 m/z 41.10 85.79%
41.0
0\’\H\““\\‘\‘\“\H\\\h“\\‘!\“}‘H‘\“\‘wl\‘\‘\\\‘\H‘\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #62896: 2-Hepten-6-one, 5-phenyl-, (E)-
43.0
T \
9.50
5000 910 1450 m/z 131.05 51.29%

o

Ly

el ‘w”‘Mup‘lHU_M‘HHww_luwwH_www

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #36275: Benzene, (2,2-dimethyl-1-methylenepropyl)- ; : ‘

T
145.0 9.50
m/z 161.10  48.74%

5000 91.0
57.0
0 H “‘ ‘u‘ T h“ ‘\‘\ \m ‘ I

m/z--> 20 40 60 80 100120140160180200220240260280 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknown9.628 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.628 9.09 ng 543102  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 35
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 25
3 2-Tridecenal, (E)- 196 C13H240 007069-41-2 25
4 Nonane 128 C9H20 000111-84-2 25
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 25

Abundance Scan 1282 (9.628 min): BF138448.D\data.ms (-1277) (-) m/z 57.10 100.00%

57.1
5000
1191 159.2

—— —
I ‘h H‘H‘MH‘\ 7 u ‘ 208.3 o= _—
O‘MHqiw‘mJuuu‘JMNMWMHWWHMMNWHHM‘H_H‘_HWH“ m/z 43.10  87.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59044: Dodecane, 4-methyl-
43.0
5000 — ——
85.0 9.50 10.00

m/z 55.10 72.17%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0

T
9.50 10.00
5000 m/z 71.10 69.76%

28.0) 1330 1750 :
-
miz—> 20 40 60 80 100120140160180200220240260280

Abundance #71621: 2-Tridecenal, (E)- T —
41,0 9.50 10.00

70.0
m/z 41.10 59.86%

5000 Mﬁfﬁ/N/NJMﬂMAﬁﬂJ\AW$M

OW‘HWHH_H‘ ‘MW_Hu‘mwuuwu‘wuwuuwu‘wuwuu e o

m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.651 3.16 ng 189024  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 92
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 022824-32-4 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 76

Abundance Scan 1286 (9.651 min): BF138448.D\data.ms (-1284) (-) | m/z 159.10 100.00%
1

159.
5000 57.1
105.1

——
190.2 9.50 10.00
ol iy Iyl 2211 26500 05 s1.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49175: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl-
159.0
5000 7 ——
9.50 10.00

m/z 132.05  46.45%

128.0
HH‘HH‘E?EI-\.\(‘)H‘\\“9\\]].\(‘)\‘\\‘”“\‘U“P\‘h‘!“\\\ul\H“\‘HH‘HH‘HH‘\\H‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49176: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0

T
9.50 10.00
5000 m/z 57.10 45.93%

410 710 14501310 |
Ottty 0 Qe bl ke
miz--> 20 40 60 80 100120140160 180200220 240 260

Abundance #49169: Naphthalene, 1,2,3,4-tetrahydro-1,5,7-trimethyl- T
159.0 9.50 10.00

m/z 105.10  26.95%

5000
39.0 910 1280 |

m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.722 14.24 ng 851007  Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 98
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 55
3 2H-1-benzopyran-6-o0l, 3,4-dihydr... 220 C14H2002 1000396-25-4 50
4 2-Acetyl-3,4,5,6-tetrafluorobenz... 220 C9H4F402 1000461-12-2 45
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 45

Abundance Scan 1298 (9.722 min): BF138448.D\data.ms (-1294) (-) | m/z 177.20 100.00%

177.2
41.1
5000
67.1 135.1
91.1 220.2

I
9.50 10.00

(o} m/z 41.10 58.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0
5000 — ——
67.0 135.0 9.50 10.00

m/z 57.10 45.77%

95.0 ‘ ‘
_‘\H‘MM“ u““uH,“mH‘ “““ww“““‘w“‘!‘w“MMu‘wlwu.‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0

—
9.50 10.00
5000 57.0 m/z 135.05 41.38%

910 1350 2200

34-4, b ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99050: 2H-1-benzopyran-6-ol, 3,4-dihyd i

ro-2,2-dimethyl- T T
177.0 9.50 10.00
m/z 67.10  39.43%

5000 220.0
123.0
430 670 010 HOERY

Ol e e bbb e by e e —— —

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 3-Hexadecene, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.775 8.48 ng 506720  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 83
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 78
3 Cetene 224 C16H32 000629-73-2 60
4 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 53
5 1-Undecene, 8-methyl- 168 C12H24 074630-40-3 50

Abundance Scan 1307 (9 775 min): BF138448.D\data.ms (-1304) (-) m/z 69.10 100.00%
41.1

5000

I 9.50 10.00
“w,‘wu m/z 55.10  99.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104596: 3-Hexadecene, (2)-
41.0 6}0

o

5000 97.0 —— ‘
9.50 10.00

m/z 41.10 93.94%

125.0
| | 1129 1500 1060 2240
\‘\\\\’\\\ \\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)-
53.0

T
9.50 10.00

o

5000 3.0 m/z 57.10  88.24%
29.0
111.0
o w i | 1400 167.0 196.0 2240
- 1400 167.0 1960 S
miz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104589: Cetene T ——
9.50 10.00

m/z 43.10 80.89%

83.0
5000
111.0
ﬂ h /1400 1680 196.0 224.0

T
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\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknown9.816 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.816 7.03 ng 420541  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 38
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 35
3 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-8 27
4 2-Butenamide, 2,3-dimethyl-N-phe... 189 C12H15NO 024735-54-4 27
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 25

Abundance Scan 1314 (9.816 min): BF138448.D\data.ms (-1311) (-) m/z 55.10 100.00%

55.1
5000 M
— : :
9.50 10.00
0! m/z 41.10 86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 — ——
9.50 10.00
29.0 m/z 69.10 83.58%
125.0 167.0
O \\\‘\‘\\\"‘\\\ \\m‘\\h}\‘\‘\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 — —_—
9.50 10.00
5000 m/z 97.10 68.22%
126.0
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23111: (2,4-Dimethylcyclohexyl)methanol (isomer 3) — ——
69.0 9.50 10.00
m/z 83.10 57.25%
5000 111.0
41.0
o%ﬁ-gwwa\_\\lm\uH!‘m‘twwWHW_HW R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknownl1@.169 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.169 8.69 ng 519322  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 42
2 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C1@H18 085006-04-8 41
3 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 35
4 Cyclobutanecarboxylic acid, oct-... 210 C13H2202 1000299-13-2 25
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 22

Abundance Scan 1374 (10.169 min): BF138448.D\data.ms (-1371) (-] ' m/z 55.10 100.00%

55.1 83.1
5000 145.1

111.1 e
8. 10.00 10.50
S ““‘ ‘\‘h ‘ “‘ “ ‘ “\ ;H\“\ ol H‘ \“‘ ‘h‘ ket ‘?“2‘ . 2?% " m/z 83.10 96.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20298: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0
55.0

o

5000 — —
10.00 10.50
27.0 109.0 m/z 41.10  73.34%
bl | e
O H\‘\}‘\\‘w\\“‘1‘1“\‘“\\“‘1\‘\H\‘H\\‘\H\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)-
55.0 83.0
— —
10.00 10.50
5000 m/z 57.10  58.67%

L=
o‘H""‘H‘M":uw}!‘m“‘M“"u"H"HH_ww_ww‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #165238: 1-Cyclohexylethanol, pentafluoropropionate 7 —
55.0 83.0 10.00 10.50

m/z 145.05 51.63%

5000
110.0
270 M 1470 1910

o""m‘“"JM"""""""w"""""Hwawww‘

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 13 (2E,4S,7E)-4-Isopropyl-1,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.316 8.81 ng 526860 Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2E,4S,7E)-4-Isopropyl-1,7-dimet... 222 C15H260 198991-79-6 53
2 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 47
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 46
4 3-(2-Ethyl-imidazol-1-yl)-propio... 168 C8H12N202 1010277-78-0 38
5 N-[(4- Fluorophenyl)carbonyl]glyc1ne 197 C9H8FNO3 000366-79-0 38
Abundance Scan 1399 (10.316 min): BF138448.D\data.ms (-1397) (- m/z 123.10 100.00%
128.1
55.1 81.1
5000
207.3 _ _—
149.2 ‘ 10.00 10.50
177.2
0 H““_“Hw‘H‘H“u_‘”wz‘?ﬁ?” m/z 55.10  52.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102018: (2E,4S,7E)-4-Isopropyl-1,7-dimethylcyclodeca-
81.0
43.0
5000 — ——
10.00 10.50
1230 161.0 m/z 81.18 51.94%
207.0
O,
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
123.0
— —
43.0 10.00 10.50
5000 179.0 m/z 41.10 51.24%
222.0
95.0
Bt B39 11539
o P o R T - T
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-thig — —
123.0 10.00 10.50
55.0 -
m/z 95.10 45.14%
5000 95.0
‘ 222.0
05510”90 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138448.D

Acqg On : 03 Jul 2024 16:11
Operator : CG\JU

Sample : P3129-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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... 2.146 65.8 ng 2326920 1 6.869 706764 20.0
2-Pentanone, 4-... 5.087 8.3 ng 292310 1 6.869 706764 20.0
1-Hexanol, 2-et... 6.928 13.0 ng 457959 1 6.869 706764 20.0
Tridecane 9.304 5.0 ng 296950 3 9.904 1195570 20.0
Benzene, 1-cycl... 9.539 4.3 ng 253950 3 9.904 1195570 20.0
unknown9.581 9.581 2.7 ng 162952 3 9.904 1195570 20.0
unknown9.628 9.628 9.1 ng 543102 3 9.904 1195570 20.0
Naphthalene, 1,... 9.651 3.2 ng 189024 3 9.904 1195570 20.0
2,5-Cyclohexadi... 9.722 14.2 ng 851007 3 9.904 1195570 20.0
3-Hexadecene, (Z)- 9.775 8.5 ng 506720 3 9.904 1195570 20.0
unknown9.816 9.816 7.0 ng 420541 3 9.904 1195570 20.0
unknown10.169 10.169 8.7 ng 519322 3 9.904 1195570 20.0
(2E,4S,7E)-4-1Is... 10.316 8.8 ng 526860 3 9.904 1195570 20.0
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