LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS Vvial : 13  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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136699.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 13 17 28 rvB2 13907 25339 1.66% 0.209%
2 3.875 300 304 312 rVB 17250 23171 1.52% 0.191%
3  4.398 389 393 402 rBV 47213 52653 3.45% 0.434%
4 5.016 493 498 508 rVB 346759 382427 25.03% 3.151%
5 5.428 564 568 579 rBV 1201476 1024637 67.07% 8.443%
6 6.428 734 738 741 rBV 1469012 1408877 92.22% 11.609%
7 6.781 795 798 802 rBV 503785 387181 25.34%  3.190%
8 7.345 889 894 897 rBV 1116199 993543 65.03% 8.186%
9 8.057 1010 1015 1018 rBV 599275 474166 31.04% 3.907%
10 8.522 1092 1094 1097 rVB 30724 26303 1.72% 0.217%
11  8.598 1103 1107 1112 rBV5 20744 35612 2.33% 0.293%
12 8.692 1117 1123 1124 rBV6 18111 28802 1.89% 0.237%
13 8.745 1129 1132 1135 rVVv4 22539 24764 1.62% 0.204%
14  8.798 1139 1141 1144 rVB3 34312 30631 2.00% 0.252%
15 8.833 1144 1147 1150 rBV3 17032 22985 1.50% ©0.189%
16 8.939 1161 1165 1168 rBv4 22077 34418 2.25% 0.284%
17 9.016 1175 1178 1181 rBV3 26996 36319 2.38% 0.299%
18 9.051 1181 1184 1186 rVV2 67610 57888 3.79% 0.477%
19 9.075 1186 1188 1192 rVB4 21667 23589 1.54% 0.194%
20 9.139 1194 1199 1202 rBV 1671552 1527776 100.00% 12.588%
21  9.210 1208 1211 1215 rBV2 141279 143599 9.40% 1.183%
22 9.257 1217 1219 1222 rBV4 37683 35887 2.35% 0.296%
23 9.522 1261 1264 1268 rBV 215091 183919 12.04% 1.515%
24  9.575 1271 1273 1277 rVB3 84693 96534 6.32% ©.795%
25 9.680 1288 1291 1293 rBV2 205825 214388 14.03% 1.766%
26 9.704 1293 1295 1296 rwV 87884 75048 4.91% 0.618%
27 9.722 1296 1298 1301 rVB 337315 316258 20.70%  2.606%
28 9.763 1301 1305 1307 rBV3 96360 106292 6.96% 0.876%
29 9.798 1307 1311 1312 rWV 140067 167932 10.99% 1.384%
30 9.816 1312 1314 1317 rVB 545211 419066 27.43% 3.453%
31 9.851 1317 1320 1325 rBV3 97001 159986 10.47% 318%
32 10.151 1369 1371 1374 rVB 98732 75086 4.91% 619%
33 10.186 1374 1377 1380 rVB5 84952 82141  5.38%

34 10.222 1380 1383 1386 rBv2 300839 258937 16.95%
35 10.610 1446 1449 1455 rBV 331965 374098 24.49%
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36 11.310 1565 1568 1570 rBV 416264 364264 23.84% 3.001%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS Vvial : 13  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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.333 1570 1572 1576 rVB 159175 140220 9.18% 1.155%
38 12.527 1772 1775 1778 rVB 202300 156664 10.25%  1.291%
39 12.757 1812 1814 1817 rVB 157309 124947 8.18% 1.030%
40 12.904 1835 1839 1842 rBV 1235099 1047316 68.55% 8.629%
41 13.963 2014 2019 2021 rBV2 424988 458096 29.98% 3.775%
42 13.986 2021 2023 2026 rVB 78766 59449 3.89% 0.490%
43 15.004 2193 2196 2204 rVB 79924 137339 8.99% 1.132%
44 15.439 2266 2270 2274 rBV 274291 317966 20.81% 2.620%

Sum of corrected areas: 12136513
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Dec 2023 22:24
¢ CG\JU
: 05765-03

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
BF136699.D

RT-SB-03-9.5-10.5

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF136699.D\data.ms

6.428

5.428
7.345

6.781

5.016

D.187 3.875 4.398

Time-->

LR LA LI L L L L L L I L L L L L L L L L L L B R L L B B B B L R R N RN

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

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136699.D\data.ms

9.139

12.904

0
Time-->

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

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BF136699.D\data.ms

13.963

T 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 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 3-Penten-2-one, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.398 2.72 ng 52653 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 83
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80
Abundance Scan 393 (4.398 min): BF136699.D\data.ms (-389) (-) m/z 55.10 100.00%
55.1 83.1
5000 43.0 8.0
Ramaa e RARma AR
‘ 67.0 4.00 4.20 4.40 4.60 4.80
b e e A et m/z 83.16 91.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 | B BB B
29.0 98.0 4.00 4.20 4.40 4.60 4.80
m/z 42.95 39.50%
15.0
O\\\‘\\‘\\‘\\‘\\‘\\\1}‘1\\\“\‘\1\‘\§\7\.?\\\\’\1\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 A T
290 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.00 36.06%
98.0
15.0
67.0
T, L SRR N M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- T e
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00  25.96%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu TR SO A 1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.016 19.75 ng 382427 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

017348-59-3 33
001116-98-9 32

Abundance Scan 498 (5.016 min): BF136699.D\data.ms (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 [T T T T [T T T [T T T[T T T
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Ol 7RO 2SS m/z 59.16  55.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T T[T I T[T rrrr[rT
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 18.29%
O \\\‘\\‘\.\‘\\\ﬁﬁ;\o\\“Hi\\‘\\}!‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R AR REET
57.0 4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 14 .84%
20.0 101.0
0 15.0 73.0 85.0
T T A e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.88%
5000 41.0
29.
87.0
ooaso Ll e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Thujone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.051 2.76 ng 57888  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 50
2 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 43
3 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 38
4 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 30
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 25
Abundance Scan 1184 (9.051 min): BF136699.D\data.ms (-1181) (-) m/z 81.05 100.00%
81.0
179.2
110.1
5000 58.0
149.2
R A REEEREY
8.80 9.00 9.20 9.40
206.1
0 1‘Nm‘q‘uwwh‘ud‘uh‘m“ m/z 179.20  72.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29047: Thujone
81.0
41.0
110.0
5000 W/v\\\u‘uu’uu‘uu‘u\
8.80 9.00 9.20 9.40
m/z 110.10  56.96%
15.0 ‘ | 152.0
O \\‘\.‘\1\\ \\‘MH‘\h\‘\\”‘\\‘\w‘\\‘\\‘\‘\\\‘\\1\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
R AR
55.0 8.80 9.00 9.20 9.40
5000 110.0 m/z 109.05  55.71%
137.0 180.0
R DAY M.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19557: Cyclopentane, 1,3-dimethyl-2-(1-methylethyliden R RARE R e
81.0 123.0 8.80 9.00 9.20 9.40
m/z 55.05 50.53%
- T VurAﬁMhmfmﬁwﬂwﬂMﬂﬂﬂ
0 R R e n R a R
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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.210 6.85 ng 143599  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 90
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 30
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 1211 (9.210 min): BF136699.D\data.ms (-1208) (-) m/z 193.15 100.00%

198.2
55.0
123.1
5000 95.1
e T
151.1 8.80 9.00 9.20 9.40 9.60
0! Lp#qur m/z 55.05 66.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 DAL B e e e e
8.80 9.00 9.20 9.40 9.60
m/z 123.10 59.10%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
R o AR
8.80 9.00 9.20 9.40 9.60
5000 55.0 m/z 41.10 54.78%
109.0
81.0
29.0
o 137.0 1630 222.C
R B A ma B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone R EAARA RN
198.0 8.80 9.00 9.20 9.40 9.60
m/z 69.10 52.89%
123.0
5000
150.0
95.0
70 29 eo0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.522 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.522 8.78 ng 183919  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 52
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 40
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
5 1-Anthracenamine 193 C14H11N 000610-49-1 35

Abundance Scan 1264 (9.522 min): BF136699.D\data.ms (-1261) (-) m/z 193.20 100.00%

198.2
T \
L L s
0L "Hi‘l““l“‘“‘Mm“‘m"“m‘H‘MW‘H m/z 69.10  45.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 —— \
9.50
m/z 41.10 43.18%
‘ ‘ 151.0
0 \\\‘\\\\‘\\\‘\‘\ \\“‘}\\‘!‘\‘\‘i\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
69.0 123.0 — |
41.0 9:50
5000 95.0 m/z 123.10 42 .36%
0 152.0
R A a R e R AR M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone —— ‘
193.0 9.50
m/z 55.10 40.33%
123.0
5000
150.0
95.0
o170 #0 e90 | _—
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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.575 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.575 4.61 ng 96534  Acenaphthene-d1e 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 89
2 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 30
3 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 22
4 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 18
5 2-Anthracenamine 193 C14H11N 000613-13-8 14

Abundance Scan 1273 (9.575 min): BF136699.D\data.ms (-1271) (-) m/z 193.20 100.00%

198.2
550 921
5000
37.1
T
| o
0! Al cp v B m/z 95.10  61.26%
miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T \
9.50
m/z 109.10  61.13%
O “\‘H“‘\“\“"!“ \“\‘\ ‘L\ — \“‘ LA S B B
miz-> 50 100 150 200 250 300
Abundance
123.0
T
67.0 9.50
5000 m/z 123.10 58.97%
27.0
ol i b e L
miz--> 50 100 150 200 250 300
Abundance #202174: 2-Diethylamino-4-phenylthiooct-2-ene nitrile —— ‘
193.0 9.50
m/z 55.05 56.81%
5000
137.0
43.0 ‘
82.0
0 ““H\u‘\ W\M\Hu”‘h \“m’ HH\ e ‘i T T ‘?’0‘2-‘( —
m/z--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.680 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.680 10.23 ng 214388  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 93
2 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H40 055255-85-1 38
3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 30
4 Octane, 1,8-dibromo- 270 C8H16Br2 004549-32-0 30
5 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 27

Abundance Scan 1291 (9.680 min): BF136699.D\data.ms (-1288) (-) m/z 55.10 100.00%

58.1
109.1 193.2
5000
212
|

‘ 152.2
ol— ‘1 NM“ el S m/z 69.1@  95.23%

“\ “ ’“\‘ Ao
miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0

T
9.50 10.00

—
9.50 10.00
m/z 41.10 90.77%

R ’L‘ L “"“ e
m/z--> 50 100 150 200 250 300
Abundance

41.0 83.0

T
9.50 10.00
5000 m/z 109.10 67.89%

125.0
206.0
o 165.0 241.0 304.(
S A B A S S AR LA S
miz--> 50 100 150 200 250 300

Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-

o

550 97.0 9.50 10.00
' m/z 83.10 67.19%
5000
153.0
S 0 " M
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.704 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.704 3.58 ng 75048  Acenaphthene-d1e 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 49
3 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 22
4 1-(2,4-Diethoxyphenyl)propan-1-one 222 C13H1803 1000410-44-8 20
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 14

Abundance Scan 1295 (9.704 min): BF136699.D\data.ms (-1293) (-) m/z 123.10 100.00%

95.1 123.1
55.0 193.2
5000
151.1

‘ ‘ ‘ “ ‘ 222.2 9.50 10.00
H‘w‘l‘u‘_m‘g“MMMW W“U:1J“‘u”“““”‘““Mc““m“““‘m m/z 95.10  88.64%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 950

o

—
9.50 10.00
m/z 109.10  71.75%

‘ ‘ 151.0
T H‘M‘“!\““*‘\‘!H“\H‘MHH‘W“w!‘w”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance

95.0 123.0 207.0

69.0

o

T
9.50 10.00
5000 m/z 55.00 56.41%

151.0
(R ANSNBIMRS NS A S A MBS A M A
miz--> 40 60 80 100 120 140 160 180 200 220

Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but
123.0

—
9.50 10.00
m/z 193.20 55.64%

95.0
5000
43.0
222.0
69"‘? \‘ I 1490 1790

O bt e b b e e e e D s
miz--> 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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.722 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.722 15.09 ng 316258 Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 25
2 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 22
3 Acridine, 9-methyl- 193 C14H11N 000611-64-3 14
4 5-Hexen-1-o0l, 2-(2-methyl-1-prop... 154 C10H180 018675-19-9 14
5 Cyclopentanecarboxylic acid, 2-p... 324 C21H4002 1010280-59-0 14

Abundance Scan 1298 (9.722 min): BF136699.D\data.ms (-1296) (-) m/z 193.20 100.00%
3.

198.2
411 691 97.1
5000 123.1

Sik
“ ‘152.2 ‘ 9245 9.50 10.00
S bl 12282 m/z 69.10  83.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13075: 4-Hexen-3-one, 4,5-dimethyl-
41.0 69.0 97.0

o

5000 — e
9.50 10.00
126.0 m/z 41.10 80.27%
15.0 H
O\\\‘\‘\“\\\‘ \\‘H“\‘\‘\‘\\’\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 69.0
e P
109.0 9.50 10.00
5000 m/z 97.10 77 .37%
152.0
186.0
O e S L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68088: Acridine, 9-methyl- — —
193.0 9.50 10.00

m/z 55.10 72.13%

| W

270 51.0 %30 1150139,01650

O e e e e e e e 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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.763 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.763 5.07 ng 106292  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane-2-carboxal... 152 C1@H160 004764-14-1 49
2 1-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 49
3 (1R,2S,4r)-4-((E)-prop-1-en-1-yl... 142 C8H1402 1010481-89-9 38
4 1,3-Benzenediamine, 4-methoxy- 138 C7H16N20 000615-05-4 35
5 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 30

Abundance Scan 1305 (9.763 min): BF136699.D\data.ms (-1301) (-) m/z 123.10 100.00%

128.1
41.1
69.1
5000
95.1 193.2

—
152.1
192 9.50 10.00 .
0! m/z 41.10 75.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29389: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-din
69.0
41.0
123.0
5000 e ——
9.50 10.00
m/z 55.05 69.01%

95.0
0715.0 }“1“‘1“‘\“\“‘“MH\“]‘-‘5}2‘.\0““\‘“‘\““\“‘ MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 123.0

95.0

—
103.0 9.50 10.00
5000 ' m/z 69.10 56.20%

29.0 152.0
o RSN 1 1L S S WM RS S
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #22879: (1R,2S,4r)-4-((E)-prop-1-en-1-yl)cyclopentane-1
55.0

—
9.50 10.00
m/z 83.10 52.79%

83.0 109.0
5000
29.0
142.0

o ‘ﬂw‘ﬂhuﬂu‘w‘u‘_‘u‘u‘w‘u —— —
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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown1©.151 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.151 3.58 ng 75086  Acenaphthene-di1e 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 Benzamide, 4-fluoro-N-methallyl- 193 C11H12FNO 1000340-31-9 43
3 formamide, N-(4-butoxyphenyl)- 193 C11H15N02 1000400-28-0 30
4 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 22
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 22
Abundance Scan 1371 (10.151 min): BF136699.D\data.ms (-1369) (- m/z 123.10 100.00%
95.1 123.1 193.2
55.0
5000
— —
| \H\ Iy 1po1 ], 1,322 e e
Ot ‘JfHWqWM‘HNNMWM‘WM‘WWM‘MMNMMA‘_ m/z 95.10 89.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 —— —
10.00 10.50
m/z 193.20 87.43%
‘ ‘ 151.0
O ‘\\\\‘\\\‘\‘\ \\“‘}\\“\‘\‘\“\\"!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
— =
10.00 10.50
5000 m/z 109.10 72.30%
95.0 193.0
ol 390 70.0 152.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67767: formamide, N-(4-butoxyphenyl)- — ——
109.0 137.0 193.0 10.00 10.50
m/z 81.10 71.33%
5000
80.0
29.0 53.0 ‘
Ot 2630 e
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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownl1©.186 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.186 3.92 ng 82141  Acenaphthene-dile 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 27
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
3 2-Anthracenamine 193 C14H11N 000613-13-8 22
4 (1-Acetyloxy-3-hydroxy-6,8a-dime... 502 C27H3807Si 1000494-92-2 14
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 11
Abundance Scan 1377 (10.186 min): BF136699.D\data.ms (-1374) (- m/z 193.20 100.00%
198.2
97.1
41.1
5000 37.2
— =
‘ ‘ ‘ ‘ 10.00 10.50
ob—— "‘Hh‘u“\ \“\ \“‘LM‘NH h\“\‘\h“ i ‘\‘ ‘\‘H“H;Luh‘h\\w ‘\‘23“3‘;2‘ e m/z 97.10 68.88%
miz--> 50 100 150 200 250 300
Abundance #202174: 2-Diethylamino-4-phenylthiooct-2-ene nitrile
193.0
5000 —r— ——
10.00 10.50
137.0 o
m/z 109.10 53.65%
430 g, 0 ‘
ob— \;M\\’JHM‘\ ‘HWMHHNM \“u‘ uw 4 ‘H‘ - ST T ‘3‘0‘2"'
miz--> 50 100 150 200 250 300
Abundance
193.0
—— —
123.0 10.00 10.50
5000 m/z 123.10 51.31%
42.0 75.0
o e e e
m/iz--> 50 100 150 200 250 300
Abundance #68072: 2-Anthracenamine —— —
193.0 10.00 10.50
m/z 41.10 47.89%
97.0
0. 280 630 | 1390 H\‘
e e —— ——
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\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc RT-SB-03-9.5-10.5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl1®.222 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.222 12.36 ng 258937  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 43
2 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 38
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 38
4 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 38
5 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 37
Abundance Scan 1383 (10.222 min): BF136699.D\data.ms (-1380) (- m/z 123.10 100.00%
128.1
5000 55.1
95.1
207.2
— —
472 173.2 ‘ 10.00 10.50
0 A2 L L B3B3 7 160,10 44.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnapht|
123.0
69.0 95.0 207.0
5000 — ——
10.00 10.50
‘ 151.0 m/z 55.10 44.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
— —
10.00 10.50
5000 m/z 69.10 42.47%
95.0
280 55.0 194.0 2220
R A o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thig — ——
1238.0 10.00 10.50
55.0 -
m/z 41.10 42.09%
5000 95.0
‘ ‘ 222.0
0 , ,351-0”9-0 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136699.D

Acqg On : 22 Dec 2023 22:24

Operator : CG\JU

Sample : 05765-03

Misc : RT-SB-03-9.5-10.5

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Penten-2-one,... 4.398 2.7 ng 52653 1 6.781 387181 20.0
2-Pentanone, 4-... 5.016 19.8 ng 382427 1 6.781 387181 20.0
Thujone 9.051 2.8 ng 57888 3 9.816 419066 20.0
Decahydro-1,1,4... 9.210 6.8 ng 143599 3 9.816 419066 20.0
unknown9.522 9.522 8.8 ng 183919 3 9.816 419066 20.0
unknown9.575 9.575 4.6 ng 96534 3 9.816 419066 20.0
unknown9.680 9.680 10.2 ng 214388 3 9.816 419066 20.0
unknown9.704 9.704 3.6 ng 75048 3 9.816 419066 20.0
unknown9.722 9.722 15.1 ng 316258 3 9.816 419066 20.0
unknown9.763 9.763 5.1 ng 106292 3 9.816 419066 20.0
unknown10.151 10.151 3.6 ng 75086 3 9.816 419066 20.0
unknown10.186 10.186 3.9 ng 82141 3 9.816 419066 20.0
unknown10.222 10.222 12.4 ng 258937 3 9.816 419066 20.0
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