LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122146.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.340 549 553 588 rBV 1364439 1942833 77.06% 9.742%
2 6.369 724 728 756 rBV 1694158 1966460 78.00% 9.860%
3 6.716 784 787 797 rVB 578601 542028 21.50% 2.718%
4 7.286 880 884 899 rBV 1188537 1226878 48.66% 6.152%
5 7.998 1002 1005 1011 rBV 772604 652932 25.90%  3.274%
6 8.528 1092 1095 1100 rBV5 58895 86246  3.42% 0.432%
7 8.869 1150 1153 1156 rBv4 80290 91385 3.62% 0.458%
8 8.939 1162 1165 1168 rBv4 81610 101899 4.04% 0.511%
9 8.981 1169 1172 1175 rVV3 92255 111149 4.41% 0.557%
10 9.016 1175 1178 1182 rBV3 198508 220891 8.76% 1.108%
11  9.069 1184 1187 1192 rBV 1984362 1829095 72.55% 9.171%
12 9.151 1197 1201 1204 rBv4 154479 181638 7.20% 0.911%
13 9.186 1204 1207 1211 rBV5 178578 285658 11.33% 1.432%
14  9.269 1219 1221 1223 rBV2 112930 88948 3.53% 0.446%
15 9.339 1231 1233 1235 rBV3 170141 154299 6.12% 0.774%
16 9.404 1241 1244 1247 rBV3 539605 633654 25.13% 3.177%
17  9.451 1249 1252 1254 rVV3 405123 400417 15.88% 2.008%
18 9.475 1254 1256 1258 rVB 491501 395218 15.68%  1.982%
19 9.616 1276 1280 1283 rBV2 362146 487703 19.34% 2.445%
20 9.657 1284 1287 1289 rVB 524885 485538 19.26% 2.435%
21  9.722 1295 1298 1300 rBV2 628834 631990 25.07% 3.169%
22 9.751 1300 1303 1305 rVB 776147 712333 28.25% 3.572%
23 9.857 1319 1321 1325 rVB3 394074 453392 17.98% 2.273%
24 10.010 1343 1347 1350 rBV4 652770 967642 38.38% 4.852%
25 10.075 1355 1358 1361 rBV2 759797 1004361 39.84% 5.036%

26 10.157 1369 1372 1375 rBV2 897873 1036112 41.10%
27 14.368 2084 2088 2091 rBV 2762970 2521142 100.00% 12.641%
28 15.321 2246 2250 2257 rVB 484988 603505 23.94%
29 18.915 2856 2861 2870 rVBS5 53793 128264 5.09% 0.643%
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Sum of corrected areas: 19943610
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Oct 2020 14:21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
BF122146.D

Ju/CaG
L4527-03

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 7-Tetradecene, (E)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.528 2.64 ng 86246  Naphthalene-d8 7.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Tetradecene, (E)- 196 C14H28 041446-63-3 64
2 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 64
3 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 64
4 7-Tetradecene 196 C14H28 010374-74-0 60
5 3-Tetradecene, (E)- 196 C14H28 041446-68-8 56
Abundance Scan 1095 (8.528 min): BF122146.D\data.ms (-1092) (-) m/z 69.10 100.00%
69.1
41.1
133.1
5000
111.1
G
"N “4“ | 16‘1-1 196.2 8.20 8.40 8.60 8.80
0 A b T myz ss.es 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58291: 7-Tetradecene, (E)-
55.0
83.0
5000 UL L B R I B B |
29.0 8.20 8.40 8.60 8.80
m/z 41.10 75.79%
111.0
ol L1 1400 1680 190
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58290: 7-Tetradecene, (Z)-
55.0
G
83.0 8.20 8.40 8.60 8.80
5000 : m/z 133.05 57.72%
29.0
111.0
0 J ], 1400 168.0 19?'0
T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180 200 K J\
Abundance #58307: 6-Tridecene, 7-methyl- ﬂﬁw“‘w“‘w“‘w“‘w
55.0 8.20 8.40 8.60 8.80
m/z 56.05 53.89%
5000 83.0
111.0
‘ ‘ 196.0
obrpre e o b A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown8.86 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.869 2.80 ng 91385 Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 38
2 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 38
3 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 30
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 30
5 Cyclopentane, (3-methylbutylidene)- 138 C10H18 053366-51-1 25

Abundance Scan 1153 (8.869 min): BF122146.D\data.ms (-1150) (-) m/z 55.10 100.00%
55.1

5000

2

8.60 8.80 9.00 9.20

0! m/z 41.10 97.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47289: Cyclopentane, 1,2-dibutyl-
69.0
5000 LI L L L L LB LI BB B
41.0 1250 8.60 8.80 9.00 9.20
97.0 m/z 69.10 96.62%
| 1540 1820
0 H“\‘H‘H‘\\H\‘1‘\H“‘\H‘\"HH“HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #45743: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
DD
55.0 8.60 8.80 9.00 9.20
’ 110.0 o
5000 m/z 57.180  83.36%
137.0 180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #17629: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-  ERRARREEAEES S
83.0 8.60 8.80 9.00 9.20
m/z 81.05 75.56%
55.0
5000
109.0
H H ‘ 138.0
Ot ww‘\H\\“i‘lHH‘h‘u}‘HH“HH‘HH‘HH e ARRamEEsS S
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown8.93 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.939 2.86 ng 101899  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-2,3-dione, 6-methyl- 161 C9H7NO2 001128-47-8 15
2 2,2-Dimethyl-3-(3,7,16,20-tetram... 412 C29H480 1000194-78-6 14
3 9-Methyl-10-methylenetricyclo[4.... 178 C12H180 174226-46-1 12
4 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 11
5 Formamide, N-methyl-N-phenyl- 135 C8HINO 000093-61-8 11

Abundance Scan 1165 (8.939 min): BF122146.D\data.ms (-1162) (-) m/z 105.10 100.00%

105.1
41.1
5000 161.1
R AAREammmREs SR
H ‘ \‘ M H‘ 8.60 8.80 9.00 9.20
0 e m/z 81.10 89.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #31881: 1H-Indole-2,3-dione, 6-methyl-
133.0
5000 L L R R B B
78.0 8.60 8.80 9.00 9.20
‘ m/z 41.10 75.70%
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #216731: 2,2-Dimethyl-3-(3,7,16,20-tetramethyl-heneicos
31.0
R Raama R
8.60 8.80 9.00 9.20
5000 m/z 55.10 74 .99%
135.0
0229 L LUl | 111, 1890 2430285.0327.0369.0412.
L e B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #44074: 9-Methyl-10-methylenetricyclo[4.2.1.1(2,5)]decar AR
81.0 135.0 8.60 8.80 9.00 9.20
m/z 69.10 69.94%
5000
39,0
L1
o A
m/z--> 50 100 150 200 250 300 350 400 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown8.98 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.980 3.12 ng 111149  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-isobutylidene-3-... 138 C10H18 1000150-62-1 35
2 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 35
3 Cyclopentane, 1l-ethenyl-3-ethyl-... 138 C10H18 055170-98-4 35
4 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 35
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 35

Abundance Scan 1172 (8.980 min): BF122146.D\data.ms (-1169) (-) m/z 81.05 100.00%
81.0

5000

"

8.60 8.80 9.00 9.20 9.40
m/z 69.10 58.77%

0,
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #16969: Cyclopentane, 1-isobutylidene-3-methyl-

.

81.0
5000 41.0 L B B S e
123.0 8.60 8.80 9.00 9.20 9.40
m/z 179.20 55.23%
O' \\‘\‘\??’T\Q‘\‘}\\\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5927: 3-Heptyne, 5-methyl-
81.0
A
8.60 8.80 9.00 9.20 9.40
5000 110.0 m/Z 41.10 54.56%
41.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #16989: Cyclopentane, 1-ethenyl-3-ethyl-2-methyl- D
81.0 8.60 8.80 9.00 9.20 9.40
m/z 55.10 52.94%
109.0
55.0
5000
29.0
138.0
0 0 N 1 RN (o

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\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Dodecane, 2,6,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.016 6.20 ng 220891  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 76
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
Abundance Scan 1178 (9.016 min): BF122146.D\data.ms (-1175) (-) m/z 57.10 100.00%
57.1
5000
85.1
159.1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ H 1271 631 8.60 8.80 9.00 9.20 9.40
Ol el ol il e b A8 s 7110 77.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
5000 B R ELBLELL B I
85.0 8.60 8.80 9.00 9.20 9.40
m/z 43.10 51.13%
29.0 27.0
O\‘\‘M\\‘\\\ ‘\\‘1\“L\\}““\\U\‘\“\\\‘\17535\‘()\\\]:8‘?’\0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
AR mamas
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 38.35%
85.0
29.0
ol H‘ I ‘ 130 4410 169.0 197.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- s ERREaERET
57.0 8.60 8.80 9.00 9.20 9.40
m/z 85.10 31.47%
5000
290 85.0
A s ORI RE 1
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\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Cyclopentane, decyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.151 5.10 ng 181638  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, decyl- 210 C15H30 001795-21-7 83
2 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 72
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 72
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 55
5 1-Pentadecene 210 C15H30 013360-61-7 49

Abundance Scan 1201 (9.151 min): BF122146.D\data.ms (-1197) (-) m/z 55.10 100.00%

5I:
5000 M
97.1
R
‘ ‘ ‘ ?40 1,75 12102 8.80 9.00 9.20 9.40
ol Ll ‘WW‘” " N‘ e m/z 69.10  87.31%
miz--> 50 100 150 200 250 300
Abundance #69587: Cyclopentane, decyl-
69.0
5000 L LA B L BN BN R B
20.d 8.80 9.00 9.20 9.40
' 110 m/z 41.10  77.80%
UL Lo, 290
O T h\ “ \‘ ‘ ‘ “‘ ‘\ H \. T \ T \ LI ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #159234: Pentafluoropropionic acid, undecyl ester
55.0
R
70 8.80 9.00 9.20 9.40
5000 m/z 57.10 73.52%
154
015Q‘M\\‘ h\ “ 199.0 2430  300.0
R e ‘ T T B e e R
miz--> 50 100 150 200 250 300
Abundance  #180910: Pentafluoropropionic acid, tridecyl ester T
43.0 8.80 9.00 9.20 9.40
83.0 m/z 83.10 65.88%
- M
0 [ M ‘ L 1880 227.0 328.
e ““ ‘ R e SRR RRRRRRRREERRRRRE
m/z--> 50 100 150 200 250 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown9.18 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.186 8.02 ng 285658  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 42
2 Benzene, 1-(1-ethylpropyl)-2-pro... 190 C14H22 054789-15-0 38
3 3a,7-Methano-3aH-cyclopentacyclo... 204 C15H24 000469-92-1 38
4 Benzene, 1,4-bis(1-formylethyl)- 190 C12H1402 1000160-94-8 30
5 2,3-Dehydro-4-oxo-.beta.-ionone 204 C13H1602 077503-87-8 30

Abundance Scan 1207 (9.186 min): BF122146.D\data.ms (-1204) (-) m/z 43.10 100.00%
43.1 161.1

5000 69.1 105.1

é

8.80 9.00 9.20 9.40 9.60

0 w‘H‘w“Wh”

m/z 161.10 86.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64587: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe
161.0
41.0 91.0
5000 (REERAREEENRERRNRERRE RN
119.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 80.44%
65.0 204.0
0- \M‘\‘\‘hu“uu‘uu‘hu‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #53168: Benzene, 1-(1-ethylpropyl)-2-propyl-
161.0
T
8.80 9.00 9.20 9.40 9.60
5000 910 m/z 57.10  78.37%
190.0
0,
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64573: 3a,7-Methano-3aH-cyclopentacyclooctene, 1,4,5 R
161.0 8.80 9.00 9.20 9.40 9.60
m/z 69.10 49.56%
5000 41.0 91.0 189.0
‘ 133.0
0 ,,,‘ [
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown9.26 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.269 2.50 ng 88948  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 20
2 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 18
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 18
4 5-Acetyl-2-amino-4-methylthiazole 156 CE6H8N20S 030748-47-1 18
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 14

Abundance Scan 1221 (9 269 min): BF122146.D\data.ms (-1219) (-) m/z 57.10 100.00%

. 119.1141.1
5000 85.1
173.1

9.00 9.20 9.40 9.60
Ouu‘uu“‘lu yﬁZ m/z 43.10 ¢ 99.89%

|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28462: Naphthalene, 1-ethyl- NWM(JMJ/$KN$JWmMUmMK
141.0
5000 AR AR AR A
9.00 9.20 9.40 9.60
115.0 m/z 119.10 91.22%
27.0 63.0 89.0 ‘
OHH‘\‘M\“H“H“hHMM‘HH‘\H\‘\“!‘H“‘\\‘U“\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28762: 2-Thiophenecarboxylic acid, 5-ethyl- JNbAwﬂkavaAﬂ&Aﬂdﬁx
141.0
9.60 9.‘20 9.‘40 9.%0
5000 m/z 141.05 90.32%
45.0 111.0
0**H\H*“J“”W”“W”*H\HJW*‘HNH‘W‘*H\H*W**H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28461: Naphthalene, 2-ethyl- AR RARR
141.0 9.00 9.20 9.40 9.60
m/z 41.10 73.05%
5000
115.0
0 ‘45‘9"39\9‘””\79‘3\“pr“L\‘w“\k‘“w\““\““w“‘ AR AL AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.33

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.339 4.33 ng 154299  Acenaphthene-die 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 35
2 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 27
3 Pentadecane 212 C15H32 000629-62-9 25
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 25
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 22

Abundance Scan 1233 (9.339 min): BF122146.D\data.ms (-1231) (-)
57.1

m/z 57.10 100.00%

L R R R R N R
‘ 9.00 9.20 9.40 9.60
0okl m/z 43.10  62.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43.0
5000 L L R R B B
71.0 9.00 9.20 9.40 9.60
m/z 71.10 45.65%
O\]-\5\.‘0\‘}‘\\“‘}\\‘!"\\“\\‘1\\9\9“‘-\0\\‘\’\\\].ﬁ%'\9\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48895: Decane, 2,3,8-trimethyl-
57.0
R RREE R RRRRS
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 44.99%
29'0‘ ‘ 111.0 1410
0“W‘JHNH‘MpﬂiWWH‘Muiw“H”H“_“W‘H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane R R Al
57.0 9.00 9.20 9.40 9.60
m/z 55.10 43.12%
5000 85.0
29.0
b A R0 480 a600 220 T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF101220.M Thu Oct 29 15:37:26 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10 Bicyclo[7.2.0]undec-4-ene,

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.404 17.79 ng 633654  Acenaphthene-die 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24
2 Caryophyllene 204 C15H24
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24
4 5,9-Undecadien-1-yne, 6,10-dimet... 176 C13H20
5 .beta.-Myrcene 136 C10H16

Abundance Scan 1244 (9.404 min): BF122146.D\data.ms (-1241) (-)
411 69.1 93.1

133.1

5000 156.1 1911

04 M\ \ ‘H\H H\MH\H — i ‘

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

Abundance #64478: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-i
41.0

69.0 930
133.0
5000

L] e

O' \\\\‘\\\\‘\\\\‘\\\\‘1\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #64274: Caryophyllene
41.0 69.0 93.0
133.0
5000
161.0
| O
O btberdll L H‘1‘_‘w‘um‘mw!m

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

Abundance #64416: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-r
41. .0

000118-65-0 60
000087-44-5 60
013877-93-5 55
100451-98-7 30
000123-35-3 27

m/z 41.10 100.00%

5

9.00 9.20 9.40 9.60 9.80
m/z 93.10  83.28%

%

9.00 9.20 9.40 9.60 9.80
m/z 69.10 82.60%

é

9.00 9.20 9.40 9.60 9.80
m/z 91.10 78.61%

%

9.00 9.20 9.40 9.60 9.80

133.0 m/z 79.10 67.31%
5000 161.0
189.0
o HH_Hw‘m‘:_“w!m e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF101220.M Thu Oct 29 15:37:27 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 3-Hexadecene, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.616 13.69 ng 487703  Acenaphthene-d10 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 90
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 76
3 4-Trifluoroacetoxyhexadecane 338 C18H33F302 1000215-97-5 72
4 7-8-Hexadecene 224 C16H32 1000130-87-5 66
5 Cetene 224 C16H32 000629-73-2 66

Abundance Scan 1280 (9.616 min): BF122146.D\data.ms (-1276) (-) m/z 69.10 100.00%

69.1
43.1
5000
141.1
P e
‘ 1731 2072 9.50 10.00
0 W‘H‘Hmu m/z 55.10 92.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81248: 3-Hexadecene, (Z)-
41.0 , 69.0
5000 97.0 e —
9.50 10.00
m/z 43.10 75.19%
o1 | 1129 1500 1960 2200
\‘\\\\‘\\f \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81249: 7-Hexadecene, (Z)-
55.0
P e
9.50 10.00
83.0 o
5000 ITI/Z 41.10 72.60%
29.0
111.0
0 \‘ | || 1400 1670 1960 2240
EERRRAARE Pl N T b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175130: 4-Trifluoroacetoxyhexadecane — —
55.0 9.50 10.00
m/z 57.10 68.53%
5000 83.0
111.0
169.0 224.0
o 13400 1990 1060 224 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF101220.M Thu Oct 29 15:37:28 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknown9.65 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.657 13.63 ng 485538  Acenaphthene-d10 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 43
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
4 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
5 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 25
Abundance Scan 1287 (9.657 min): BF122146.D\data.ms (-1284) (-) m/z 55.10 100.00%
55.1 97.1 193.2
5000
P e
294.3 9.50 10.00
0 Y m/z 69.18 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71860: 1-Hexyl-2-nitrocyclohexane
55.0
83.0
5000 —r— —
9.50 10.00
111.0 m/z 97.10 95.26%
| H 167.0
O \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\H\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
69.0
P e
9.50 10.00
5000 41.0 109.0 1370 m/z 193.20  91.27%
O}E?MH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene S ——
193.0 9.50 10.00
m/z 41.10 79.40%
123.0
5000 69.0 950
‘ ‘ 151.0
0“W“H,HJW"uM‘JhH“‘J‘HMHM‘_‘H\HJW‘IH‘H‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF101220.M Thu Oct 29 15:37:28 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 1,4,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.857 12.73 ng 453392  Acenaphthene-d10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 66
2 Ethanone, 1-(1-Naphthalenyl)- 170 C12H100 000941-98-0 55
3 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 53
4 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 49
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 46
Abundance Scan 1321 (9.857 min): BF122146.D\data.ms (-1319) (-) m/z 155.10 100.00%
156.1
57.1
5000 106.1
7 e
88.2 9.50 10.00
0! 261 n/z 57.10 54.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
5000 — ——
9.50 10.00
128.0 m/z 170.10  47.63%
63.0 ‘ m |
O\\\\‘\\\\‘\\‘\\“P\\‘U‘w\‘\\’\\\\‘\‘\1\‘1\ ‘\“\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38309: Ethanone, 1-(1-Naphthalenyl)-
127.0 155.0
i e
9.50 10.00
5000 m/z 106.10 45.,20%
150 430 770
AT X O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38381: Naphthalene, 2-(1-methylethyl)- — —
155.0 9.50 10.00
m/z 55.10 39.16%
5000
0 128.0
oso 30 a0 | | | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF101220.M Thu Oct 29 15:37:29 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Sulfurous acid, 2-propyl te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.010 27.17 ng 967642  Acenaphthene-d10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 72
2 Tritetracontane 605 C43H88 007098-21-7 64
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Octacosane 394 (C28H58 000630-02-4 58
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 52

Abundance Scan 1347 (10.010 min): BF122146.D\data.ms (-1343) (- m/z 57.10 100.00%
57.

1
5000
T T
iy
om"‘J‘\M,Jwt‘:“wm}H_m‘w_mwWm_m_m_u m/z 71.10  81.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #161094: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 e
10.00
m/z 43.10 76.07%
1.0
O\\“\"T“T‘\\“’p\‘“\‘\}?Z;\O%?%-g‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
T T
10.00
5000 ITI/Z 85.10 54.67%
o “JPEEQ}91026103370 463.0 533.0 604.0
——— e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane — ‘
57.0 10.00
m/z 41.10 50.25%
5000 JVUVAJVA/WJMAPAPA/A/\N
0 J ||[270197.0267.0337.0  463.0 5610
A L e e YR e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.00

8270-BF101220.M Thu Oct 29 15:37:30 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.075 28.20 ng 1004360  Acenaphthene-d10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 93

Abundance Scan 1358 (10.075 min): BF122146.D\data.ms (-1355) (-  m/z 170.10 100.00%

170.1
5000
1000 |
03.2 :
0 20322322 4/ 455,16 99.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
5000 - :
10.00
m/z 153.05 24.98%
510,769 1000 ° " | |
O \\\‘\\\\‘\\‘\\‘H\‘\U’HU\\\’\.\\\‘\‘\‘\\““\\‘\H\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
T T
10.00
5000 ITI/Z 169.10 21.60%
128.0
AR, I
T \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38375: Naphthalene, 2,3,6-trimethyl- — ‘
170.0 10.00
m/z 69.10 19.36%
5000 MM
128 0
76 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl@.15 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.157 29.09 ng 1036110 Acenaphthene-d10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 38
2 2'-Fluoropropiophenone 152 CSH9FO 000446-22-0 38
3 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 35
4 Benzamide, 4-fluoro-N-(2,6-dimet... 243 C15H14FNO 117805-18-2 35
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 35

Abundance Scan 1372 (10.157 min): BF122146.D\data.ms (-1369) (-  m/z 123.10 100.00%

123.1
5000 69.1 051
41.1 ' 170.1 207.2 - —
‘ ‘ ‘ | ‘ H ‘ 10.00 10.50
Ol il “JH‘ -l “h‘u bbb 123830 /2 ee1e 37.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67444: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123.0
5000 68.0 — —
10.00 10.50
41.0 95.0 m/z 55.10 35.56%
o ||| ss01m02080
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26171: 2'-Fluoropropiophenone
128.0
P e
10.00 10.50
5000 ITI/Z 81.10 34.48%
95.0
o o || 190
Ot P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10130: 2-Pyrimidinamine, 4,6-dimethyl- —— ——
128.0 10.00 10.50
m/z 109.10 33.71%
5000
430 96.0
150 % 0/ ‘ L
0! SR O O e e
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\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Di(trimethylene-1-naphthyl)... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.368 20.00 ng 2521140 Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di(trimethylene-1-naphthyl)siloxane 410 C26H260Si2 093241-94-2 93
2 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 86
3 3-Acetyl-1-(3,4-dimethoxyphenyl)... 418 C23H26N205 090140-65-1 72
4 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 59
5 Stigmasta-4,6,22-trien-3.beta.-ol 410 C29H460 096737-58-5 53
Abundance Scan 2088 (14.368 min): BF122146.D\data.ms (-2084) (-  m/z 410.35 100.00%
410.4
5000
57.1
P -
90.2 14.00 14.50
146. 3072
ol 202 ‘Jf ftt L D0E8533 1L myz s7.10 32.68%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215802: Di(trimethylene-1-naphthyl)siloxane
410.C
169.0 341.0
5000 — —
241.0 2950 14.00 14.50
m/z 411.40 32.13%
57.0
O\\\\“\\\\‘\\‘“\\“\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.C
P e
14.00 14.50
5000 363.0 m/z 395.30 30.11%
770 1350 203.0 2800 ‘ ‘
oL W \‘hu ‘\u\“m‘ h}h i ‘mu‘\‘ i :u\u‘ ‘H il u} ‘“‘ i) i““”“l !H ‘.uh‘hhh‘ b | \}h “h‘ Il \ il
miz--> 50 100 150 200 250 300 350 400
Abundance #215623: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-di — ——
410.C 14.00 14.50
m/z 396.30 8.98%
5000
326.0
oo o B0 ]
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl18.91 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.915 4.25 ng 128264 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000192-43-5 27
2 (.eta.(5)-Cyclopentadienyl)(.eta... 204 C11H13Co 1000112-22-5 22
3 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 16
4 4-(2', 4', 4'-trimethyl-yciclo[4... 204 C14H200 1000373-94-4 11
5 3H-1,3,4-Benzotriazepin-2-one, 1... 189 C10H11N30 105999-05-1 11
Abundance Scan 2861 (18.915 min): BF122146.D\data.ms (-2856) (1  m/z 189.10 100.00%
189.1
55.0
5000 105.0
147.1
182 2021 LN 110 01
18.60 18.80
0+ m/z 55.00 65.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64441: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-oct
189.0
133.0
5000 L B B B
41.0 91.0 18.60 18.80
161.0 m/z 81.85 47.99%
O !ff!
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #63902: (.eta.(5)-Cyclopentadienyl)(.eta.(4)-5-methyl-1,3-
189.0
R
18.60 18.80
5000 m/z 105.00 47 .12%
59.0 124.0
o ||
P e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64423: Spiro[5.5]undec-2-ene, 3,7,7-trimethyl-11-methyl —
41.0 93.0 189.0 18.60 18.80
m/z 119.00 46.10%
121.0
5000
161.0
0 T
m/z--> 20 40 60 80 100120140160180200220240260280 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122146.D

Acqg On : 28 Oct 2020 14:21
Operator : JU/CG

Sample : L4527-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
7-Tetradecene, 8.528 2.6 ng 86246 2 7.998 652932 20.0
unknown8.86 8.869 2.8 ng 91385 2 7.998 652932 20.0
unknown8.93 8.939 2.9 ng 101899 3 9.751 712333 20.0
unknown8.98 8.980 3.1 ng 111149 3 9.751 712333 20.0
Dodecane, 2,6,1... 9.016 6.2 ng 220891 3 9.751 712333 20.0
Cyclopentane, d... 9.151 5.1 ng 181638 3 9.751 712333 20.0
unknown9.18 9.186 8.0 ng 285658 3 9.751 712333 20.0
unknown9.26 9.269 2.5 ng 88948 3 9.751 712333 20.0
unknown9. 33 9.339 4.3 ng 154299 3 9.751 712333 20.0
Bicyclo[7.2.0]u... 9.404 17.8 ng 633654 3 9.751 712333 20.0
3-Hexadecene, (Z)- 9.616 13.7 ng 487703 3 9.751 712333 20.0
unknown9.65 9.657 13.6 ng 485538 3 9.751 712333 20.0
Naphthalene, 1,... 9.857 12.7 ng 453392 3 9.751 712333 20.0
Sulfurous acid,... 10.010 27.2 ng 967642 3 9.751 712333 20.0
Naphthalene, 1,... 10.075 28.2 ng 1004360 3 9.751 712333 20.0
unknownl10.15 10.157 29.1 ng 1036110 3 9.751 712333 20.0
Di(trimethylene... 14.368 20.0 ng 2521140 5 13.916 2521140 20.0
unknown18.91 18.915 4.3 ng 128264 6 15.321 603505 20.0
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