LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138537.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.481 574 577 586 rVB 244301 207955 9.40% 1.184%
2 6.493 746 749 753 rBV 258533 206228 9.32% 1.174%
3 6.863 808 812 816 rBV 520782 399072 18.04%  2.271%
4 8.145 1027 1030 1032 rVB 583021 440137 19.90%  2.505%
5 8.681 1117 1121 1124 rBV4 105217 168619 7.62% 0.960%
6 8.916 1159 1161 1164 rBV3 133533 167351 7.57% ©.953%
7 8.963 1165 1169 1171 rVV4 156262 228588 10.33% 1.301%
8 9.022 1176 1179 1182 rVV5 160243 201075 9.09% 1.144%
9 9.051 1182 1184 1187 rBV3 120179 134802 6.09% 0.767%
10 9.139 1196 1199 1201 rBV3 240095 205149 9.27% 1.168%
11  9.163 1201 1203 1208 rBV2 604664 579442 26.20%  3.298%
12 9.216 1210 1212 1215 rVB3 289372 213887 9.67% 1.217%
13 9.257 1217 1219 1221 rBV2 165849 146452 6.62% 0.834%
14  9.304 1223 1227 1229 rBV2 627141 753892 34.08% 4.291%
15 9.534 1264 1266 1268 rBv2 353112 368765 16.67%  2.099%
16 9.569 1268 1272 1274 rVV2 1104858 1261005 57.01% 7.177%
17 9.610 1277 1279 1281 rBV 1015988 1151424 52.06% 6.554%
18 9.628 1281 1282 1284 rVB 1142757 688010 31.11% 3.916%
19 9.775 1303 1307 1310 rBV4 912899 1497285 67.69% 8.522%
20 9.816 1311 1314 1317 rVV 1400160 1435959 64.92% 8.173%

21  9.892 1323 1327 1328 rBV2 1907800 2211859 100.00% 12.
22 10.234 1382 1385 1386 rBV2 1051693 1103783 49.90%
23 10.328 1398 1401 1404 rBV2 1380222 1752093 79.21%
24 15.504 2278 2281 2291 rVB 375796 558684 25.26%
25 16.198 2395 2399 2415 rVB2 317086 789713 35.70%

AwWwoOonN
(o]
~N
w
B

26 16.633 2468 2473 2483 rVB 372568 698016 31.56% 3.973%

Sum of corrected areas: 17569245
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Jul 2024 22:23
¢ CG\JU
¢ P3181-01 5X

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
BF138537.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

APy

1le+07
8000000
6000000
4000000
2000000

0

TIC: BF138537.D\data.ms

6.863

5.481 6.493

Time-->

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

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF138537.D\data.ms

0
Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

AL,
1le+07
8000000
6000000

4000000

2000000

TIC: BF138537.D\data.ms

15.504

16.198 16.633

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.681 7.66 ng 168619 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 70
2 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 62
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 60
4 Tridecane, 7-methylene- 196 C14H28 019780-80-4 53
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 49
Abundance Scan 1121 (8.681 min): BF138537.D\data.ms (-1117) (-) m/z 69.10 100.00%
411  69.1
5000
RARAREE R
‘ 8.40 8.60 8.80 9.00
0““H“Mhu m/z 41.10 90.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
41.0 111.0
5000 L L B BN LR
8.40 8.60 8.80 9.00
m/z 55.10 88.34%
0 \1\5\.(‘)\‘1‘\\ !’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
410 LI L L I L L L
8.40 8.60 8.80 9.00
5000 111.0 m/z 56.10 63.14%
: L mee
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13252: Cyclohexane, 1,1,2-trimethyl- e ARRERAmmaESE
69.0 8.40 8.60 8.80 9.00
41.0 m/z 57.10 60.29%
111.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.022 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.022 9.14 ng 201075 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Naphthalenone, octahydro-1... 180 C12H200 022738-31-4 49
2 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1010163-96-1 46
3 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24 055937-92-3 38
4 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 35
5 (7E,9E)-Dodecadienal 180 C12H200 097475-10-0 35

Abundance Scan 1179 (9.022 min): BF138537.D\data.ms (-1176) (-) m/z 41.10 100.00%
41.1

%

5000
e R
8.60 8.80 9.00 9.20 9.40

Y — m/z 57.10 87.91%

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

Abundance #54945: 2(1H)-Naphthalenone, octahydro-1,4a-dimethyl-

41.0
69.0

5000 95.0 125.0 EEESN R RN RS R

8.60 8.80 9.00 9.20 9.40
m/z 55.10 78.47%

180.0

152.0

Ok \\H\‘“\‘\H\‘\“W‘\H“‘HH‘\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66947: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-di
69.0 95.0

41.0 [
8.60 8.80 9.00 9.20 9.40

5000 m/z 69.10 78.16%
123.0

b

149.0
‘ ‘ | 192.0
0! el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55027: Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl- R R RRRRRRE
81.0 8.60 8.80 9.00 9.20 9.40

m/z 81.10 69.17%

\

5000 55.0

109.0 180.0

5

01 T ‘\ \H\ h 13?0 1L
L L B B B [T T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Nonane, 3,7-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.163 5.24 ng 579442  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heptacosane 380 C27H56 000593-49-7 53
Abundance Scan 1203 (9.163 min): BF138537.D\data.ms (-1201) (-) m/z 57.10 100.00%
57.1
5000
85.1
AR EBARNEEEES SR
1272 1591 8.80 9.00 9.20 9.40
Ot p06875 T VP 18320043 L 1 16 66.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 IR AL B B I
85.0 8.80 9.00 9.20 9.40
29.0 m/z 43.10  55.50%
‘ 127.0
O\‘\‘\\\“H\\"\\‘M\‘\\\\‘\\\\‘\‘\\\‘\]\“\5\6‘\0\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
AR EARMmeaES SET
8.80 9.00 9.20 9.40
5000 m/z 41.10 41.36%
29.0 85.0
A M0 1550 1630 5060
e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- T
57.0 8.80 9.00 9.20 9.40
m/z 85.10 27.75%
5000
29.0 85.0
o e 20 at0  1ss0 et
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\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1-Decanol, 2-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.304 6.82 ng 753892  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
2 Vinyl lauryl ether 212 C14H280 000765-14-0 52
3 2-Hexyl-1-octanol 214 C14H300 019780-79-1 52
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 52
5 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 49

Abundance Scan 1227 (9.304 min): BF138537.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1

5000

-

9.00 9.20 9.40 9.60

0! m/z 43.10 75.75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #126382: 1-Decanol, 2-hexyl-
57.0
5000 L B L R IR R |
29.0 85.0 9.00 9.20 9.40 9.60
111.0 m/z 55.10 60.21%
Il \‘h \‘\ 1390 196.0 224.C
0 ‘HH‘HHHH ‘\\‘\‘H\‘\‘HH‘WH\‘\‘HH‘HH‘HHHH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #90102: Vinyl lauryl ether
43.0
R Ram s RARma R
9.00 9.20 9.40 9.60
5000 69.0 m/z 41.10 59.38%
97.0
oL 150 | aza0 160 1970
- \\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #92365: 2-Hexyl-1-octanol AR A AR
57.0 9.00 9.20 9.40 9.60
m/z 71.10 44 .81%
5000
29.0 85.0
111.0
| ‘h “‘ 139.0 168.0 196.0
Ot R ma e e R ARRARAR A A RaRaREass
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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, 1l-cyclohexyl-3-met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.534 3.33 ng 368765  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 55
2 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 38
3 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 38
4 2H-1-Benzopyran-2-one 3,4-dimethyl- 174 C11H1002 004281-39-4 27
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 27

Abundance Scan 1266 (9.534 min): BF138537.D\data.ms (-1264) (-) m/z 131.05 100.00%

o71 [BF 1742
55.1
5000
SN T
206.2 9.50
(o} m/z 118.10  94.76%
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 — :
9.50
390 479 m/z 97.10  82.90%
0 :\L\S‘\(‘)\“l‘\ \‘Wl “M“\‘ \“1‘”‘”\ \“!‘\"‘h n T \“\ T \‘\ [EEREREREERRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene
131.0 174.0
SN T
9.50
5000 105.0 m/z 174.20  82.87%
NE LT 0 0 N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene ——
131.0 9.50
m/z 105.10  77.72%
105.0
5000
174.0
41.0 77.0
01 e ——
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\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.569 11.40 ng 1261010  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 87
2 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 68
3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 68
4 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 59
5 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802 001208-64-6 59

Abundance Scan 1272 (9.569 min): BF138537.D\data.ms (-1268) (-)| [ m/z 191.20 100.00%

191.2
5000 A/\NAN\JAAAWNF
57.1
131.1 T T 1
91 1 B 16‘3 1 ‘ 9.50
S ] PRI I U WY U W -~ B = P S YO0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82764: Phenol, 2,6-bis(1,1- dlmethylethyl)
191.
5000 — :
9.50
57.0 131.0 1630 m/z 206.20  22.41%
0 \\\‘2\9\\(\)“\\\‘\“\\\‘\“\\‘\\‘\M\\‘}H‘\1‘}‘\“\‘\\\“\\\\‘\\!\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #82783: 3-(4-(tert-Butyl)phenyl)-2- methylpropan 1-ol
91.0
T \
9.50
5000 m/z 131.05 17.74%
131.0
so 0L |
0 310\\\ T W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82683: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta —— ‘
191.0 9.50
m/z 163.10 14.57%
5000 43.0 149.0 M
910 ‘
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\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.610 10.41 ng 1151420  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 2-Butenamide, N-(4-fluorophenyl)... 193 C11H12FNO 1000307-26-7 30
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3 1000387-33-4 25
4 9-Vinylcarbazole 193 C14H11N 001484-13-5 14
5 Iminostilbene 193 C14H11N 000256-96-2 14

Abundance Scan 1279 (9.610 min): BF138537.D\data.ms (-1277) () | m/z 193.20 100.00%
198.2

41.1

5000

-

i o
9.50 10.00
ol 2202 41.10  73.11%
mjz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0

69.0 123.0

5

41.0
5000 95.0

— —
9.50 10.00
m/z 55.10  63.82%

“ ‘\‘ “\” \“\ H“\ l ‘ “\1520 ‘

0 e e e
l | f ! I | I I I I I

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

Abundance  #67699: 2-Butenamide, N-(4-fluorophenyl)-3-methyl-
83.0

o

5

T T
9.50 10.00
5000 111.0 m/z 69.10 63.16%
193.0

55.0

23'0‘ 148.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am T ——

105.0 193.0 9.50 10.00
m/z 83.10 51.33%

o

5

5000

[N
o
o
S

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\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.628 6.22 ng 688010 Acenaphthene-die 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 91
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 72

Abundance Scan 1282 (9.628 min): BF138537.D\data.ms (-1281) (-) m/z 57.10 100.00%

57.1
5000 WM\NM
‘992 9.50 10.00
1412 . .
183.3
Y | Wl oy 1833 2064 m/z 71.10  84.64%
miz--> 50 100 15 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 —— ——
9.50 10.00
113.0 m/z 43.16  82.08%
1830
O T T “\ ‘\L‘ ‘ H‘\ ‘\‘ T ‘\ “ \“ T \ \ ‘\ T \ T ‘2?_‘6\.0\ T ’ T T T T
miz--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro-
57.0
—— —
9.50 10.00
5000 m/z 55.10 43.11%
91.0
0 260, “\M ‘\ \\n 1330 1750 217.0 252.0 288.0
m/iz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ——
57.0 9.50 10.00
m/z 85.10 41.58%
0 L‘ L1 ‘\ | 1410 1830 2300 296
— ““ I e e i aa a e e
m/z--> 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Z-8-Hexadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.775 13.54 ng 1497290  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-8-Hexadecene 224 C16H32 1000130-87-5 83
2 Cyclohexadecane 224 C16H32 000295-65-8 83
3 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 83
4 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1010245-50-0 62
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 45

Abundance Scan 1307 (9.775 min): BF138537.D\data.ms (-1303) (-) m/z 55.10 100.00%

55.1
5000

—
H 9.50 10.00
SN m/z 69.10  94.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104593: Z-8-Hexadecene
41,0
69.0

97.0 224.0
5000 T —
9.50 10.00

m/z 41.10 87.51%

125.0
0 I ‘ ‘\ \\1530 19\60 ‘
\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104594: Cyclohexadecane
55

o

0 830
—r —
9.50 10.00
5000 m/z 57.10 76.20%
29.0 111.0
139.0 224.0
o L1990 1670 1960 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)- — —
55.0 9.50 10.00

m/z 43.10 63.84%

5000 83.0
29.0
111.0
|4

140.0 167.0 196.0 224.0

b

T
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\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.816 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.816 12.98 ng 1435960  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 46
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 38
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 30
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 30
Abundance Scan 1314 (9.816 min): BF138537.D\data.ms (-1311) (-) m/z 55.10 100.00%
55.1 97.1 193.2
5000
123.1
— ——
9.50 10.00
152.2
0’ NPT I m/z 69.10  93.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68073: 2-Anthracenamine
1938.0
5000 — e
165.0 9.50 10.00
97.0 m/z 41.10 90.91%
70.0 139.0
0\‘\\\\‘\\\\“\\‘\\‘H}‘\\}‘\\\‘\‘\\\\“\\\\“U\\}‘\\H}\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 - —
9.50 10.00
5000 m/z 97.10 90.64%
126.0
ol S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

— ‘
193.0 9.50 10.00
m/z 193.20  90.29%
123.0
5000 69.0 950
‘ 151.0
0‘_“W‘HM“‘q1‘w‘ﬂh‘p‘H“w‘_“q‘wy‘ﬂ‘W“u‘u — ——
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Naphthalene, 1,4,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.233 9.98 ng 1103780  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 95
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93

Abundance Scan 1385 (10.233 min): BF138537.D\data.ms (-1382) (- m/z 155.10 100.00%

5000

193.2 c c
10.00 10.50
220.3 252.;

01 m/z 170.10  95.54%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0

5000 e I LA
10.00 10.50

m/z 55.10  29.26%

1280
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl-

0
170.0
P e
10.00 10.50
5000 m/z 83.10 27.07%
128.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #45533: Naphthalene, 1,6,7-trimethyl- —— ——
170.0 10.00 10.50

m/z 153.05 26.77%

mo im0 | |

39.0

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.328 15.84 ng 1752090  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
2 3-Fluorobenzoic acid, N'-[1-(2-f... 345 C17H13F2N303 1000304-52-3 50
3 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 50
4 Thiazolidine-2-thione, 4-(4-fluo... 320 C15H13FN20S2  1000264-97-7 47
5 Bromo-4-fluoroacetophenone 216 C8H6BrFoO 000403-29-2 47
Abundance Scan 1401 (10.328 min): BF138537.D\data.ms (-1398) (- m/z 123.10 100.00%
123.1
5000
81.1
arl 207.2
— ——
‘ 170.1 ‘ 10.00 10.50
0 gl 412873 /7 8110 38.98%
m/z--> 50 100 150 200 250 300
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0
43.0
5000 179.0 T LN
2220 10.00 10.50
' m/z 55.10 36.90%
0 \“\ ‘\“ ‘“H\M\S‘T\?"'ﬂ“ el “\ “‘ \M‘\ 1 T e AL B
miz--> 50 100 150 200 250 300
Abundance #254086: 3-Fluorobenzoic acid, N'-[1-(2-fluorophenyl)-2,5
123.0
— ——
10.00 10.50
5000 ITI/Z 69.10 36.70%
75.0
206.0
ol 00, 1) 16502980 smao s
miz--> 50 100 150 200 250 300
Abundance #82907: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]nag — ——
81.0 123.0 10.00 10.50
41.0 m/z 95.10 36.51%
5000 191.0
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.198  28.27 ng 789713  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 70
2 (7S,7aR,13aS)-9-Methoxy-4,4,7,7a... 344 C22H3203 1000482-45-3 50
3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
4 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 30

5 4,5-Dihydrothiazol-4-one, 2-(2-m... 222 C1@H1ON202S 022476-61-5 22

Abundance Scan 2399 (16.198 min): BF138537.D\data.ms (-2395) (- m/z 191.20 100.00%
191.2
95.1
5000
L 600 1650
383.4 : :
ob H “ ‘ ‘H\ ““ﬂ“w ht ‘M 344, 2002 | 8212 TN M6 r 95.16 52.01%
mlz--> 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — —
16.00 16.50
‘ 398.0 m/z 177.15 46.18%
O T \i#‘ \‘h i \“”“‘! ‘\‘ \h‘“\ “‘ \‘L‘\“\ . “‘\ ‘W \‘ \2‘5\9\0\ \3‘1\3\\0\ ‘ TT \‘ T ‘% L ’ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #253696: (7S,7aR,13aS)-9-Methoxy-4,4,7, 7a-tetramethyl
191.0
—r —
16.00 16.50
5000 m/Z 81.10 45.53%
410 950
ot | a0 a0
m/z--> 5 100 150 200 250 300 350 400
Abundance #82812: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen e —
191.0 16.00 16.50
m/z 55.10 42.81%
5000
57.0
121.0
oLlbubbidod il
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 14 28-Nor-17.beta.(H)-hopane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.633  24.99 ng 698016  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 59
2 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 50
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 49
4 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 49
5 (4aS,8aS)-8-Isopentyl-4,4,7,8a-t... 262 C19H34 220766-79-0 45
Abundance Scan 2473 (16.633 min): BF138537.D\data.ms (-2468) (- m/z 191.20 100.00%
191.2
o T A/Lmh
sl o i
397.4 : :
b ‘h 4 h‘ Lak “hl»kﬂ‘ Li 2993 3381 TNV m/z 95.18  46.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
5000 —r— ——
109.0 16.50 17.00
398.0 m/Z 81.10 40.79%
260.0
Ot [T “L‘ ‘}‘ \“\“L‘\ ‘m\‘\ T \“ 1 TTT ‘??g-\o“\ T \L\ L‘ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
—— —
69.0 16.50 17.00
5000 ’ ITI/Z 69.10 35.28%
123.0
‘ ‘ ‘ 4120
obod Lkl L) 2590 sis0se30 | T
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone —— —
191.0 16.50 17.00
m/z 55.10 26.82%
5000£8.0
135.0
ol 11824, A — S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138537.D

Acqg On : 11 Jul 2024 22:23
Operator : CG\JU

Sample : P3181-01 5X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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|
Cyclohexane, 1,... 8.681 7.7 ng 168619 2 8.145 440137 20.0
unknown9.022 9.022 9.1 ng 201075 2 8.145 440137 20.0
Nonane, 3,7-dim... 9.163 5.2 ng 579442 3 9.904 2211860 20.0
1-Decanol, 2-he... 9.304 6.8 ng 753892 3 9.904 2211860 20.0
Benzene, 1-cycl... 9.534 3.3 ng 368765 3 9.904 2211860 20.0
Phenol, 2,6-bis... 9.569 11.4 ng 1261010 3 9.904 2211860 20.0
1H-Indene, octa... 9.610 10.4 ng 1151420 3 9.904 2211860 20.0
3-Ethyl-2,6,10-... 9.628 6.2 ng 688010 3 9.904 2211860 20.0
Z-8-Hexadecene 9.775 13.5 ng 1497290 3 9.904 2211860 20.0
unknown9.816 9.816 13.0 ng 1435960 3 9.904 2211860 20.0
Naphthalene, 1,... 10.233 10.0 ng 1103780 3 9.904 2211860 20.0
2,11-Dioxabicyc.. 10.328 15.8 ng 1752090 3 9.904 2211860 20.0
28-Nor-17.alpha... 16.198 28.3 ng 789713 6 15.504 558684 20.0
28-Nor-17.beta.... 16.633 25.0 ng 698016 6 15.504 558684 20.0
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