LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc :

ALS Vvial : 21  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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126319.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 10 rvB 126778 127897 3.16% 0.423%
2 3.881 298 305 311 rBV 107528 142809 3.52% 0.472%
3 5.040 498 502 510 rVB 54310 69973 1.73% 0.231%
4 5.434 560 569 572 rBV 3797123 3976504 98.14% 13.141%
5 6.445 735 741 744 rBV 3481737 4051695 100.00% 13.390%
6 6.816 800 804 807 rBV 1392830 1125865 27.79% 3.721%
7 7.216 869 872 882 rBV3 57766 115970 2.86% ©0.383%
8 7.381 894 900 903 rBV 2588879 2638472 65.12% 8.719%
9 7.463 910 914 918 rBV4 48359 68837 1.70% 0.227%
10 8.098 1017 1022 1024 rBV 1707814 1518718 37.48% 5.019%
11  8.122 1024 1026 1029 rVB 286046 250181 6.17% 0.827%
12 8.281 1045 1053 1055 rBV8 33859 67540 1.67% 0.223%
13 8.392 1068 1072 1075 rVB5 46516 70957 1.75% 0.234%
14  8.545 1095 1098 1100 rBV3 78937 75124 1.85% 0.248%
15 8.563 1100 1101 1104 rVB2 88433 71450 1.76% 0.236%
16 8.657 1113 1117 1120 rVB3 71716 101336 2.50% 0.335%
17 8.845 1147 1149 1152 rBvV4 85329 88213 2.18% 0.292%
18 8.880 1152 1155 1157 rBV2 60188 78787 1.94% 0.260%
19 8.986 1169 1173 1175 rBV3 87788 113714 2.81% 0.376%
20 9.098 1189 1192 1194 rVB2 189457 168512 4.16% 0.557%
21 9.122 1194 1196 1200 rBv4 72618 92459  2.28% 0.306%
22 9.175 1200 1205 1210 rBV 3384218 3575401 88.24% 11.816%
23 9.257 1216 1219 1223 rBV2 365956 380656 9.39% 1.258%
24 9.404 1242 1244 1246 rBV2 131226 110741 2.73% 0.366%
25 9.522 1260 1264 1269 rBvV2 493231 550247 13.58% 1.818%
26 9.569 1269 1272 1276 rBV 937894 904663 22.33% 2.990%
27  9.622 1279 1281 1285 rVB3 249247 259783 6.41% ©0.859%
28 9.728 1295 1299 1301 rBV3 648331 795062 19.62%  2.627%
29 9.769 1304 1306 1309 rVB 1373744 1221159 30.14% 4.036%
30 9.810 1310 1313 1315 rBV 324094 308727 7.62% 1.020%

31 9.857 1315 1321 1325 rBV3 2146004 3166285 78.15% 10.464%
32 10.022 1346 1349 1350 rBV 257585 266785 6.58%
33 10.122 1364 1366 1368 rBV 260764 274133  6.77%
34 10.198 1377 1379 1382 rVB2 489966 379031 9.35%
35 10.233 1382 1385 1387 rBV3 438653 488402 12.05%
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36 10.269 1388 1391 1395 rVV3 1272034 1250215 30.86% 4.132%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS Vvial : 21  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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.645 1452 1455 1458 rBV 1121986 1313719 32.42% 4.341%

Sum of corrected areas: 30260022
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126319.D\data.ms
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Abundance TIC: BF126319.D\data.ms

5000000

4000000 9.175
10.645

% 857 10.269

3000000

9.760 "
1ﬂ)1 L't

95687 iv
9. 1"‘ / ‘
1000000 g 2597 a0 u

e
O L [ A s S T T T T T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126319.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.116 2.27 ng 127897 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (2.116 min): BF126319.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000
43.0
R RRRRREERLEE S
‘ ‘ 2.202.302.40 2.50
Ob el w/z 43.e0 32.61%
m/z--> 20 40 60 80 100 120 140
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B R R
2.202.30 2.40 2.50
43.0 -
m/z 55.00  26.33%
270 “ ‘
O\\\’\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140
Abundance #4950.Snane,ethyhmnethW—
73.0
S REREana s
2.202.30 2.40 2.50
5000 m/z 87.00 24.53%
43.0
0 27 0 “ 1] ‘\ Il 10\2.0
el
mfz--> 20 40 60 80 100 120 140
Abundance #38412: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, meth R R
73.0 2.202.302.40 2.50
m/z 41.00 11.31%
5000
45.0
o 290 7 1| 890 130.0 147.0
“‘,““““““ B e e e e i
m/z--> 20 60 80 100 120 140 2.202.302.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Naphthalene, decahydro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.216 2.06 ng 115970 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 92
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 89
3 1,1'-Bicyclopentyl 138 C1@H18 001636-39-1 62
4 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 60
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 60
Abundance Scan 872 (7.216 min): BF126319.D\data.ms (-869) (-) m/z 67.05 100.00%
6710 96.1 138.1
41.0
5000
Rmaas A RARRS BRET
“ ‘ M | H‘ ‘ 1231 6.80 7.00 7.20 7.40 7.60
o b H I I T 5 L w2 es.ee 96.87%
miz-> 20 40 60 80 100 120 140
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
82.0
41.0
5000
6.80 7.00 7.20 7.40 7.60
m/z 138.05 92.54%
‘ 9r.0
O\\\‘\M\\‘“\\\‘\‘\\\}\\\\“\\“\\‘\\\\“\\
miz-> 20 40 60 80 100 120 140
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0 n b
e e
41.0 82.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 96.10 84.96%
109.0
AN
miz--> 20 40 60 80 100 120 140
Abundance #19400: 1,1'-Bicyclopentyl
68.0 6.80 7.00 7.20 7.40 7.60
96.0 m/z 107.00  84.45%
5000 41.0
138.0
obzso L L Lo |
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknown9.257 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.257 2.40 ng 380656  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
2 Hexahydroindole 123 C8H13N 018159-32-5 30
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
4 Naphthalene, 2-(1,1-dimethylethy... 208 C15H28 054934-96-2 25
5 Phorone 138 C9H140 000504-20-1 18

Abundance Scan 1219 (9.257 min): BF126319.D\data.ms (-1216) (-}  m/z 193.20 100.00%
198.2

550 951 1231
5000
R EaRe
151.2 9.00 9.20 9.40 9.60
0 LTA7T m/z 55.00 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 L L I L LI L B
150.0 9.00 9.20 9.40 9.60
95.0 m/z 123.10 76.78%
0 \]\-7\.‘0\‘\\%%\'(\)\‘\‘6\9\'\\‘}\\L‘H‘HMH\‘H‘H‘HH‘H ‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11656: Hexahydroindole
95.0 123.0
B AMAAEEAE S SR
9.00 9.20 9.40 9.60
5000 55.0 m/z 95.10  75.34%
0 "1H‘1m‘wwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene T T T
193.0 9.00 9.20 9.40 9.60
m/z 69.00 71.62%
123.0
5000 69.0 950
‘ ‘ 151.0
R L ‘ﬂ1‘w“Jmplu‘h‘m“u“ou‘wl“ A
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\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.522 3.48 ng 550247  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 91
2 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 87
3 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 87
4 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802 001208-64-6 83
5 Benzeneacetic acid, 4-(1,1-dimet... 206 C13H1802 003549-23-3 72

Abundance Scan 1264 (9.522 min): BF126319.D\data.ms (-1260) (-}  m/z 191.10 100.00%
1901

5000
57.1
131.1 BULE ‘
I DO A e
0““H‘Jw‘w¢uww bt il b Wl m/z 57,10 34.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — :
9.50
57.0 1310 1630 m/z 131.05  25.08%
O \\\‘2\9\\0\“\\\‘\“\\\‘\“\\‘\\‘\M\\‘}H‘\l‘“\ “\‘\\\“\\\\‘\\!\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82683: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta
191.0
T T
9.50
5000 43.0 149.0 ITI/Z 206.20 21.34%
69.0 9%0 121.
) SRR YW P Y TR T T B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #82783: 3-(4-(tert-Butyl)phenyl)-2-methylpropan-1-ol e i
191.0 9.50
m/z 91.05 15.77%
5000
131.0
91.0
| 4 |
ol 380 bl ah o) | L -
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknown9.569 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.569 5.71 ng 904663  Acenaphthene-dile 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 22
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 14
5 2-Anthracenamine 193 C14H11N 000613-13-8 14

Abundance Scan 1272 (9.569 min): BF126319.D\data.ms (-1269) (-) m/z 193.20 100.00%

193.2
69.1
123.1
5000 41.0 95.1
T \
| ‘ 151 9.50
Ol ‘J“Hw st L2202y, 69.10  64.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
5000 55.0 —— :
109.0 9.50
290 810 m/z 83.10 61.26%
137 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
T \
123.0 9.50
5000 m/z 123.10 55.16%
150.0
95.0
o700 890 L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- —— ‘
193.0 9.50
m/z 41.05 47.59%
5000
119.0
163.0
R B e Raaaa s 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\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknown9.727 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.727 5.02 ng 795062  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 43
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 38
3 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 30
4 Benzene, 1,2-dichloro-3-nitro- 191 C6H3C12N02 003209-22-1 25
5 Benzene, 2,4-dichloro-1-nitro- 191 C6H3C12NO02 000611-06-3 25

Abundance Scan 1299 (9 727 m|n) BF126319.D\data.ms (-1295) (-) m/z 69.10 100.00%

109.1
5000 193.2
137.1
—r —
165.2 . 9.50 10.00
o ‘u“_wwu“w“W‘J 2285 nm/z 83.10  73.77%
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 109.10 72.04%
125.0 167.0
O\\\‘\‘\\\"‘\\\ \\w‘\\h}\‘\‘\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13271: Cyclopentane, (2-methylpropyl)-
41.0 69.0
—r —
9.50 10.00
5000 m/z 55.05 70.90%
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56913: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-1 P ——
69.0 9.50 10.00
41.0 m/z 97.10 70.23%
109.0
5000
H ‘ 0, 1640
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\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknown9.769 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.769 7.71 ng 1221160  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 30
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 22
3 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 22
4 7-Ethyl-2-undecen-6-one 196 C13H240 1000374-14-9 22
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 15

Abundance Scan 1306 (9.769 min): BF126319. D\data ms (-1304) (-) m/z 97.10 100.00%
97

55.0 1 193
5000
137.1
—r —
“ H 9.50 10.00
A 224.2 m/z 69.10  95.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope
41.0
5000 81.0 T U
9.50 10.00
m/z 193.20 94.55%
I
OHH‘\‘H\M\\1‘\h\‘\\‘w\\\\‘H\\‘1\H‘H\\’\\H‘\H\‘\\\\‘\\H‘H\\’\\H‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
55.0 97.0
e —
9.50 10.00
5000 m/z 55.00  84.46%
126.0
OZJO,,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168923: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris- e —
55.0 9.50 10.00
m/z 41.00 81.54%
97.0
5000
193.0
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknownl1@.198 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.198 2.39 ng 379031  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 formamide, N-(4-butoxyphenyl)- 193 C11H15NO2 1000400-28-0 35
2 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 30
3 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 27
4 Norbornane, 2-isobutyl- 152 C11H20 018127-14-5 14
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 14
Abundance Scan 1379 (10.198 min): BF126319.D\data.ms (-1377) (-  m/z 123.10 100.00%
123.1
69.1 95.1 193.2
s000{ 411
155.1 T0'0n T0En
ot L)y
0 el L LT m/z 95.18 65.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67767: formamide, N-(4-butoxyphenyl)-
109.0 137.0 193.0
5000 — —
10.00 10.50
80.0 o
200 530 ‘ m/z 69.10 64.35%
O ‘\\\\‘\\‘\“\"‘\‘\\\“\\\\‘\ ‘\\i\\\‘l‘\\‘\176‘\3\.(\)\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69402: Naphthalene, 2-butyldecahydro-
137.0
81.0 e —
41.0 10.00 10.50
5000 m/z 81.10 61.47%
194.0
ob Wb L %Pe, | aese |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane — ——
81.0 137.0 10.00 10.50
m/z 109.10 61.09%
166.0
5000
55.0
109.0
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\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF121521.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 unknownl®@.233

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.233 3.09 ng 488402  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 photocitral B 152 C10H160 006040-45-5 43
2 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 38
3 (2E)-2-Heptylidenecyclohexanone 194 C13H220 173975-69-4 25

4 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S
5 2-Butenamide, 2,3-dimethyl-N-phe... 189 C12H15NO

Abundance Scan 1385 (10.233 min): BF126319.D\data.ms (-1382) (-]
2

1000278-96-1 22
024735-54-4 15

m/z 193.20 100.00%

123.1 198.
69.1 971
41.0
5000
e .
‘H ‘ ‘ 15‘71 H ‘ 10.00 10.50
oww“‘mwu“ “‘M‘l‘lh“”“”ﬂwmsuH‘_‘HJ‘??’f“Z‘ m/z 123.10  85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29080: photocitral B
81.0 123.0
41.0
5000 — e
10.00 10.50
m/z 109.10 78.91%
152.0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85242: 1-Ethynylcyclododecano
69.0 g7
P e
10.00 10.50
5000 41.0 ITI/Z 69.10 75.97%
123.0
1.0
0159 Al A0 z0re
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69270: (2E)-2-Heptylidenecyclohexanone P —
137.0 10.00 10.50
111.0 m/z 97.10 73.68%
67.0
5000 41.0
194.0
0159 10 O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 3-Fluorobenzoic acid, 2-tri... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.269 7.90 ng 1250220  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 2-tridecyl... 322 C20H31F02 1000280-60-2 50
2 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 47
3 Benzamide, 4-fluoro-N-allyl-N-et... 207 C12H14FNO 1000446-42-7 47
4 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 43
5 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 43
Abundance Scan 1391 (10.269 min): BF126319.D\data.ms (-1388) (1  m/z 123.10 100.00%
128.1
5000 69.1
41.1
207.2 — —
‘ ‘ ‘ 511 0 2472 10.00 10.50
ol b il BSEA1702 | ) 2472 g 16 30.63%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #227124: 3-Fluorobenzoic acid, 2-tridecyl ester
128.0
43.
5000 3.0 T T
95.0 10.00 10.50
' 182.0 m/z 55.05 36.68%
O T \‘i‘\ \“’M \‘1”‘\ ‘\ “‘h‘\ \‘1“’ T \‘H T 1”\ T \“}F‘?\%i\o‘\ TT “‘\ ARARERRERERARRRRRRRRE]
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #55519: 2-Amino-4-acetamino anisole
128.0
— —
10.00 10.50
5000 m/z 109.10 36.25%
180.0
43.0 95.0
o150 L laso
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #83706: Benzamide, 4-fluoro-N-allyl-N-ethyl- — —
1238.0 10.00 10.50
m/z 81.10 32.97%
5000
95.0
ol 270560 | | | 1660 207.0
e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126319.D

Acqg On : 22 Dec 2021 3:00
Operator : JU/CG

Sample : M5182-04

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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... 2.116 2.3 ng 127897 1 6.816 1125870 20.0
Naphthalene, de... 7.216 2.1 ng 115970 1 6.816 1125870 20.0
unknown9.257 9.257 2.4 ng 380656 3 9.857 3166290 20.0
Phenol, 2,6-bis... 9.522 3.5 ng 550247 3 9.857 3166290 20.0
unknown9.569 9.569 5.7 ng 904663 3 9.857 3166290 20.0
unknown9.727 9.727 5.0 ng 795062 3 9.857 3166290 20.0
unknown9.769 9.769 7.7 ng 1221160 3 9.857 3166290 20.0
unknown10.198 10.198 2.4 ng 379031 3 9.857 3166290 20.0
unknown10.233 10.233 3.1 ng 488402 3 9.857 3166290 20.0
3-Fluorobenzoic... 10.269 7.9 ng 1250220 3 9.857 3166290 20.0
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