LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc :

ALS Vvial : 14 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138257.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 4 10 15 rVB 2894028 3557214 89.70% 8.934%
2 5.098 508 512 518 rVB 221284 260137 6.56% 0.653%
3 5.504 576 581 584 rBV 4122715 3772366 95.13% 9.474%
4 6.510 748 752 755 rBV 3849254 3504612 88.38% 8.802%
5 6.886 812 816 819 rBV 1709593 1340682 33.81% 3.367%
6 7.445 904 911 914 rBV 2697309 2156244 54.37% 5.415%
7 8.169 1028 1034 1040 rBV 1797389 1708997 43.10% 4.292%
8 8.475 1081 1086 1091 rBV3 285693 466468 11.76% 1.172%
9 8.551 1096 1099 1102 rBV2 189330 229513 5.79% 0.576%
10 8.610 1106 1109 1110 rVV2 323603 261340 6.59% 0.656%
11  8.633 1110 1113 1116 rVB 378037 399769 10.08% 1.004%
12 8.716 1122 1127 1131 rBV7 270686 601477 15.17% 1.511%
13 8.792 1136 1140 1142 rBV4 318106 462215 11.66% 1.161%
14  8.857 1149 1151 1156 rVB5 343384 384752 9.70% 0.966%
15 8.916 1158 1161 1163 rVB 359678 287624  7.25% 0.722%
16 8.939 1163 1165 1169 rBV3 328064 422301 10.65% 1.061%
17 8.992 1172 1174 1175 rBV2 251484 204781 5.16% 0.514%
18 9.051 1181 1184 1187 rBV4 543669 668989 16.87% 1.680%
19 9.163 1201 1203 1205 rBV2 786112 583784 14.72% 1.466%
20 9.192 1205 1208 1212 rBV5 510921 575145 14.50% 1.444%
21  9.245 1213 1217 1221 rBV 3931341 3965588 100.00% 9.959%
22 9.286 1221 1224 1226 rBV2 789752 904180 22.80% 2.271%
23 9.322 1227 1230 1234 rBV2 2087846 2771501 69.89% 6.960%
24 9.639 1282 1284 1286 rBV 2039502 1950981 49.20% 4.900%
25 14.551 2116 2119 2121 rVB 1654286 1398244 35.26% 3.512%

26 15.109 2210 2214 2217 rBV 1282154 2071234 52.23%
27 15.409 2263 2265 2271 rVB 929993 1087441 27.42%
28 15.474 2272 2276 2282 rVB 1095001 1446767 36.48%
29 15.533 2283 2286 2289 rBV 612266 732895 18.48%
30 18.203 2734 2740 2749 rVB5 657492 1640503 41.37%

APRr wNw
o
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R

Sum of corrected areas: 39817744
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138257.D\data.ms
2e+07

1.5e+07

1le+07

5000000 5.504 6.510

146 7.445
6.886

5.098

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF138257.D\data.ms

2e+07

1.5e+07

le+07

5000000

0 — T 7 7 — T 7 — — 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: BF138257.D\data.ms

2e+07

1.5e+07

1le+07

5000000

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  53.07 ng 3557210 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 10 (2.146 min): BF138257.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000
43.0
R ERRREE R R
‘ 2.202.302.402.502.60
Ol orr bl 12020 1491 1790 2068 ./, 43.95  35.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T [T T T T[T T T T[T T TT 1T

2.202.302.402.502.60

43.0
‘ m/z 87.10 26.22%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R R R RS RRRRRARRARREE
2.202.302.402.502.60
5000 41.0 ITI/Z 55.05 25.83%
0 970 180
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- R ERRREE L
73.0 2.202.302.402.502.60
m/z 41.10 11.72%
5000 43.0
oL L L
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 16
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.88 ng 260137 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.098 min): BF138257.D\data.ms (-508) (-) m/z 43.00 100.00%

3.0
5000
| ‘ 4.80 5.00 5.20 5.40
Ol L2068 /7 50,05 56.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I B A L
4.80 5.00 5.20 5.40
m/z 101.00 21.91%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate
43.0
A RARES
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.69%
180 72‘-0 100.0
oAttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.80 5.00 5.20 5.40
m/z 41.05 6.95%
5000 101.0
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1-Phenoxypropan-2-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.475 5.46 ng 466468 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 93
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 47
4 Benzene, (1-methylpropoxy)- 150 C1eH140 010574-17-1 47
5 3-Phenoxylactamide 181 CSH11NO3 000710-12-3 45
Abundance Scan 1086 (8.475 min): BF138257.D\data.ms (-1081) (-) m/z 94.00 100.00%
94.0
1521 L BRI BN LN B
47-0 1(# 1211 | |177a 8.20 8.40 8.60 8.80
Obereerrblb bt I8 JERt L JATEL 2070 7700 24.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: l-Phenoxypropan -2-0
94.0
5000 UL L B I LA LA BN
8.20 8.40 8.60 8.80
152.0 m/z 152.05 18.19%
45.0
0 19.01190!!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
Rt
8.20 8.40 8.60 8.80
5000 m/z 163.10 17.77%
45.0 152.0
ol Ll erol | lsato
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2898: Pyrimidine, 5-methyl-
94.0 8.20 8.40 8.60 8.80
m/z 78.00 16.93%
5000
4L O\ 6?\0\ Il
-+ttt e e
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\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 unknown8.551 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.551 2.69 ng 229513  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Methoxy-3-methylphenylacetic acid 180 C10H1203 004513-73-9 30
2 Benzoic acid, 4-methoxy-, ethyl ... 180 C10H1203 000094-30-4 30
3 3,4-Methylenedioxyphenylacetic acid 180 C9H804 002861-28-1 27
4 1-Adamantanemethylamine 165 C11H19N 017768-41-1 27
5 Adamantane-1-carbohydrazide, N2-... 316 C18H21FN202 332037-11-3 22

Abundance Scan 1099 (8.551 min): BF138257.D\data.ms (-1096) (-) m/z 135.05 100.00%
135.1
1
5000 69.1 951
41.1 165.1
SRR R R R
102.0 8.20 8.40 8.60 8.80
01 . m/z 69.10 51.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54381: 4-Methoxy-3-methylphenylacetic acid
135.0
5000 L LA B L BN BN R B
8.20 8.40 8.60 8.80
91.0 180.0 m/z 95.10  49.15%
0 \1\5‘\.‘0\‘\\3\9“‘.(\‘)\“1‘\6"‘5\‘.\()\\““ \\}\“\\\\‘i‘\\\!‘\\\\‘\\\\"\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54404: Benzoic acid, 4-methoxy-, ethyl ester
135.0
R R RRE:
8.20 8.40 8.60 8.80
5000 m/z 109.10 47 .17%
180.0
77.0
290 500 | 1070
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\"\\\\ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55653: 3,4-Methylenedioxyphenylacetic acid T
135.0 8.20 8.40 8.60 8.80
m/z 55.10 46.79%
5000
180.0
510 77.0
0 29'0\ 1 “\ I \‘H 105.0 |
B R e R S o R RRRREEEEERERE
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 unknown8.610 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.610 3.06 ng 261340 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 38
2 1,2-Benzisothiazole, 3-methyl- 149 C8H7NS 006187-89-9 38
3 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 38
4 Methylone, N-trifluoroacetyl- 303 C13H12F3NO4 1000448-12-8 35
5 ethanone, 1-(4-methoxy-2-methylp... 240 C16H1602 1000401-19-7 35

Abundance Scan 1109 (8.610 min): BF138257.D\data.ms (-1106) (-) m/z 149.05 100.00%
149.1

=

5000 69.1 95.1
41.1 125.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ ‘ | 180.2 8.20 8.40 8.60 8.80 9.00
0! . I, bl m/z e9.10 43.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #27288: 7-Methylthieno[3,2-b]pyridine
149.0
5000 I LR R B R

8.20 8.40 8.60 8.80 9.00
m/z 95.10 42.10%

44.0 77\'0 96\'0\ 12\\2-0\ L\A
O\\\“}\{\“\\\\‘\\\\‘\\‘\\“\\\\‘\\\‘\\\\‘\\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #27290: 1,2-Benzisothiazole, 3-methyl-
149.0
R EAARSERaREE
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 55.00 37.78%
121.0
69.0
45.0 ‘ ‘ 103, ‘ MJ
O e A e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52978: 1-Methyl-3-ethyladamantane R ARARAREE
149.0 8.20 8.40 8.60 8.80 9.00
m/z 93.00 37.28%
5000
93.0
55.0 | 121.0 | 178.0
0\\\‘\\‘\“\“\“\‘\\Mi“‘\\‘w\‘\‘1\\“\\\‘\‘\\\\“\\\\“\\\\ \ R Emm R
m/z--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 1,3,6-Trimethyladamantane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.633 4.68 ng 399769 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 72
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 64
3 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 64
4 9H-Purin-6-amine,N,9-dimethyl- 163 C7HIN5 002009-52-1 53
5 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 50
Abundance Scan 1113 (8.633 min): BF138257.D\data.ms (-1110) (-) m/z 163.10 100.00%
1638.1
5000 107.1 ﬂ A
411 79.0 133.1 8.40 8.60 8.80 9.00
A MR ‘LL Ao e 01921 s 107,00 42.92%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52973: 1,3,6-Trimethyladamantane
163.0
5000 1070 L B L L LI L B
8.40 8.60 8.80 9.00
550 810 m/z 164.10  25.76%
1o
OH‘HWM‘M\MH\\‘“M\“U\\““\H‘\‘\\‘H‘HH“HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0
R R
8.40 8.60 8.80 9.00
5000 107.0 m/Z 79.00 14.25%
>0 190 11350 | | 1920
Ottt e e e A
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52975: 1,3,5-Trimethyladamantane A AR R
163.0 8.40 8.60 8.80 9.00
m/z 81.10 13.83%
5000 107.0 MANW%AMMANﬂﬁMwMNNj
55.0 79.0 | 135.0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 2-n-Propyladamantane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.716 7.04 ng 601477  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-n-Propyladamantane 178 C13H22 014451-88-8 55
2 Tricyclo[3.3.1.1<3,7>]decane, 2-... 164 C12H20 014451-87-7 52
3 2-(Adamantan-1-ylamino)-ethanol 195 C12H21NO 1000300-19-1 50
4 N-[1-Adamantyl]aziridine 177 C12H19N 1000256-62-9 49
5 Adamantan-1-ylaminoacetic acid 209 C12H19NO2 1000316-74-7 47

Abundance Scan 1127 (8.716 min): BF138257.D\data.ms (-1122) (-) m/z 135.05 100.00%

135.1
5000
41.1 69.1
Ll 6kt 540860850900
I ‘“ ol “ L‘ ‘:Meu i 1 T ‘ 1982 ge1e  29.41%
m/z--> 100 120 140 160 180 200
Abundance #52963. 2-n-Propyladamantane
135.0
5000 L L R R B B
8.40 8.60 8.80 9.00
79.0 178.0 m/z 79.10  27.16%
\0 ‘\ ‘\ ‘ 1070 ‘
O\\\\‘\\\‘\“\\\\‘“ \‘\\\\‘\\\‘\\\\‘\\\\“\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #39808: Tricyclo[3.3.1.1<3,7>]decane, 2-ethyl-
135.0
R RARaEEE
8.40 8.60 8.80 9.00
5000 m/z 67.00 24 .47%
79.0 164.0
‘ ‘ 1070
ow_‘wm\ | O N
m/z--> 40 60 100 120 140 160 180 200
Abundance #70289.Z{AdanumnanJ:Wanﬂno}ethanol AR R
135.0 8.40 8.60 8.80 9.00
m/z 41.10 23.05%
5000 164.0
79.0
107 0
m/z--> 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 5-Isopropyl-2,8-dimethyl-9-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.792 5.41 ng 462215 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Isopropyl-2,8-dimethyl-9-oxatr... 222 C14H2202 1010185-23-8 50
2 Camphor 152 C10H160 000076-22-2 49
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 46
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 38
5 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H1l6 074752-97-9 38

Abundance Scan 1140 (8.792 min): BF138257.D\data.ms (-1136) (-) m/z 95.10 100.00%

95.1
1511
5000
R a A REaaE BEET
8.40 8.60 8.80 9.00 9.20
0 m/z 151.05 61.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101764: 5-Isopropyl-2,8-dimethyl-9-oxatricyclo[4.4.0.0(2
95.0
151.0
43.0
5000 B R ELBLALL B I
8.40 8.60 8.80 9.00 9.20
69.0 194.0 m/z 81.10 52.69%
Ot T \‘U\ \‘\“\“ \“L\ T \“MH\‘ \‘\H\“ \“1“‘\1\%?\.0\\ [T ! T r TT \\2\2‘%\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29050: Camphor
41.0 95.0
R RRAREE e
8.40 8.60 8.80 9.00 9.20
m/z 67.05 34.84%
5000 69.0 /
152.0
0 HW‘Ju‘wmuhw 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29115: (+)-2-Bornanone R e
95.0 8.40 8.60 8.80 9.00 9.20
m/z 55.10  33.65%
5000
41.0
69.0 152.0 /MM
0l15.0 | 1230
! A AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20

8270-BF061224.M Thu Jun 20 ©8:43:20 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 unknown8.857 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.857 4.50 ng 384752 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 035044-68-9 38
2 Adrenolutin 179 C9HSNO3 1000426-44-8 27
3 Damascone, .beta.- 192 C13H200 023726-91-2 22
4 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 18
5 N-Methyl-1-noradamantane carboxa... 179 C11H17NO 1000211-82-0 14

Abundance Scan 1151 (8.857 min): BF138257.D\data.ms (-1149) (-) m/z 179.15 100.00%

179.2
5000 123.1
8Ll 149.1
41'1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
8.60 8.80 9.00 9.20
0 2081 sz 177,10 s4.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66939: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1
177.0
69.0
5000 41.0 123.0 T T T T T T T T
8.60 8.80 9.00 9.20
m/z 123.10 51.86%
93.0 ‘ 149.0
O TTT ‘ TTT \‘i‘\ \‘\“\“ \“\‘\ \H‘H\ \‘\H\H‘ \‘\“\ \“‘H \‘\“1 ‘ T \“‘\ \“ ‘1 TT \“ TT \‘\ ‘ TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54174: Adrenolutin
123.0 179.0
e RBBREREEE e
42.0 8.60 8.80 9.00 9.20
5000 m/z 107.10 45.,28%
15.0
7.0 90,0 151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66857: Damascone, .beta.- A REEEamaREEE
177.0 8.60 8.80 9.00 9.20
m/z 81.10 40.76%
5000 123.0
69.0
41.0 91.0 149.0
0 H“H‘JL‘MwJMWMMHN_W‘mH‘m‘;k‘hm‘ﬂ_‘Jw“u AR ma e L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF061224.M Thu Jun 20 ©8:43:20 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 unknown8.916 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.916 3.37 ng 287624  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9IN3S 001128-67-2 38
2 Butanamide, N-(4-hydroxyphenyl)- 179 C1@H13NO2 000101-91-7 38
3 4-Pentyloxyaniline 179 C11H17NO 039905-50-5 38
4 Silane, chlorodiethylpentyloxy- 208 (C9H21C10Si 1000363-04-4 37
5 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 27

Abundance Scan 1161 (8.916 min): BF138257.D\data.ms (-1158) (-) m/z 179.15 100.00%

179.2
000 69.1 109.1
41.1
145.1 R AR REERREREA
‘ ‘ 8.60 8.80 9.00 9.20
0! it ol 0 2101 s 109,10 58.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54110: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone
179.0
5000 L L R R B B
109.0 136.0 8.60 8.80 9.00 9.20
m/z 69.10 52.50%
65.0
Ot T }“'\O\“‘\‘\H\ T “i‘\‘\‘i“,s\?ﬂg\ T 1‘\ \“H\ T \‘\“ T M‘\ T “‘\‘\ T “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53689: Butanamide, N-(4-hydroxyphenyl)-
109.0
RARmsEEEEE T
8.60 8.80 9.00 9.20
5000 m/z 123.10 39.11%
179.0
5180 43"0 8LO 146.0
R B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53840: 4-Pentyloxyaniline A AREAARE R
109.0 8.60 8.80 9.00 9.20
m/z 41.10 37.54%
5000
179.0
80.0
0 15?” 430‘\‘ S ‘1359 SAASSSRRASRRERE
T L R R RRRR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF061224.M Thu Jun 20 08:43:24 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Adipic acid, di(cis-hex-3-e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.939 4.94 ng 422301 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, di(cis-hex-3-enyl) ... 310 C18H3004 1000353-98-7 53
2 Cyclohexanone, 2,2,5,5-tetrameth... 166 C11H180 035505-97-6 53
3 Glutaric acid, di(cis-hex-3-enyl... 296 C17H2804 1000359-97-9 53
4 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 53
5 Glutaric acid, hex-4-en-1-yl cyc... 310 C18H3004 1000405-30-3 53

Abundance Scan 1165 (8.939 min): BF138257.D\data.ms (-1163) (-) m/z 82.10 100.00%

82.1
55.1
5000
1091 1434 860880900920 |
Y ““‘ A Ml“ ) “‘13?‘1”‘2991“ m/z 55.10  55.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211860: Adipic acid, di(cis-hex-3-enyl) ester
82.0
5000 L L L B B B I B |
550 129.0 8.60 8.80 9.00 9.20
m/z 67.05 55.44%
O\\\\‘\\\(\)“\\\M‘\}\\“\\\\“\\‘\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\‘\\2‘\23.\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41451: Cyclohexanone, 2,2,5,5-tetramethyl-3-methylene
82.0
A A REaaREE
8.60 8.80 9.00 9.20
m/z 83.10 35.31%
5000 41.0
166.0
15.0‘ H 110.0
o B V1 S -V
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #194083: Glutaric acid, di(cis-hex-3-enyl) ester R RARR R
82.0 8.60 8.80 9.00 9.20
m/z 41.10 29.60%
5000 115.0
55.0
ol 2 o‘h‘ | | 215.0
e e e e e e R RRRR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF061224.M Thu Jun 20 ©8:43:25 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.992 2.40 ng 204781 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 87
2 Benzene, 1-(1-methylethenyl)-3-(... 168 C12H16 001129-29-9 60
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 47
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 46
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 46
Abundance Scan 1174 (8.992 min): BF138257.D\data.ms (-1172) (-) m/z 145.05 100.00%
145.1
118.1
5000 69.1
41.1 91.0 1771
AR e
8.60 8.80 9.00 9.20 9.40
210.2 o
o} m/z 118.05 77.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L B N B I
8.60 8.80 9.00 9.20 9.40
91.0 m/z 160.10  63.97%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0

=

8.60 8.80 9.00 9.20 9.40

5000 ITI/Z 69.10 47 .98%
117.0
91.0
41.0 65.0 ‘ ‘
ECLIN IS o I T L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- R RRRREEEEEEEREEEEE
118.0 8.60 8.80 9.00 9.20 9.40
160.0 m/z 81.10 45.90%
5000 MM
91.0 ‘
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF061224.M Thu Jun 20 08:43:26 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 unknown9.051 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
o051 7.83ng 668989 Naphthalene-ds 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,7,7-Tetranethyl-4-methylenec. .. 180 C12H200 1000424-29-1 42

2 cis,ci

s-1,9-Dimethylspiro[5.5]un... 180 C13H24

3 2-(2-Methyl-acryloyl)-cyclohexanone 166 C10H1402

1000111-73-4 41
1000185-67-7 30

4 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 22
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 18
Abundance Scan 1184 (9.051 min): BF138257.D\data.ms (-1181) (-) m/z 69.10 100.00%
69.1
1
% 137.1
5000
R R EEEEEEEEREE
8.80 9.00 9.20 9.40
0 4.0 m/z 81.10 75.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54908: 2,2,7,7-Tetramethyl-4-methylenecycloheptanone
81.0
109.0
5000 1800 L L I L L B L B
41.0 8.80 9.00 9.20 9.40
‘1310 m/z 95.10 73.64%
O ‘\\\\“\\\‘h“\m\\““‘\\\‘\“\U‘\\‘J\\\“‘\\\\‘\‘\\\“\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55018: cis,cis-1,9-Dimethylspiro[5.5]undecane
55.0 81.0
R R RRRREE
110.0 8.80 9.00 9.20 9.40
5000 180.0 ITI/Z 137.05 66.62%
‘ “ 151.0
1] EEEEE I i I . S -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41189: 2-(2-Methyl-acryloyl)-cyclohexanone ERAREEE S
69.0 8.80 9.00 9.20 9.40
1.0 m/Z 41.10 53.41%
165.0
5000
125.0
95.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF061224.M Thu Jun 20 ©8:43:27 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown9.163 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.163 5.98 ng 583784  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 43
2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 43
3 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 43
4 6,11-Undecadiene, 1-acetoxy-3,7-... 252 C16H2802 1000150-66-0 38
5 Cyclopentane, 1-isobutylidene-3-... 138 C10H18 1000150-62-1 35

Abundance Scan 1203 (9.163 min): BF138257.D\data.ms (-1201) (-) m/z 81.10 100.00%

81.1
179.2
5000
T
8.80 9.00 9.20 9.40
0 22212518 /7 179.15  69.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29047: Thujone
81.0
41.0
110.0
5000 L L L B LI B B
8.80 9.00 9.20 9.40
m/z 110.10 56.09%
M 152.0
0' H}‘H‘H‘H‘H‘1H\‘H1\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #29394: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl
410 810
A R
110.0 8.80 9.00 9.20 9.40
5000 m/z 69.10 50.24%
‘ J‘L H 152.0
) S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane T
81.0 8.80 9.00 9.20 9.40
m/z 55.10 49.89%
110.0
5000
137.0 180.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF061224.M Thu Jun 20 ©8:43:28 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 15 unknown9.192 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.192 5.90 ng 575145  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 46
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 35
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 35
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 25
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 25
Abundance Scan 1208 (9.192 min): BF138257.D\data.ms (-1205) (-) m/z 57.10 100.00%
57.1
5000 /’Mﬂ
L L L R
8.80 9.00 9.20 9.40 9.60
0! m/z 71.10 94.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 B B ELRLELL B I
85.0 8.80 9.00 9.20 9.40 9.60
m/z 43.10 53.56%
29.0 127.0
04 T \‘M{ \“‘1 T \‘ “ \‘1‘1 T “1‘\ T }M‘ T U\ T \“\ T \175\\5‘0\\ \]:8‘§\OH T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33107: Octane, 6-ethyl-2-methyl-
43.0
71.0 R e N
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 51.95%
127.
0o 980 200 ase0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59110: Nonane, 5-(2-methylpropyl)- s EREaERET
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 40.61%
85.0
5000
29.0 126.0
A T O 7Y “SESS i (Poe
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF061224.M Thu Jun 20 ©8:43:29 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 16 unknown9.322 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.322  28.41 ng 2771500  Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 35
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 18

Abundance Scan 1230 (9.322 min): BF138257.D\data.ms (-1227) (-) m/z 193.20 100.00%

193.2
55.1 123.1
5000 95.1
9.009.20 9.40 960
151.1 : : ’ :
0 2202 m/z 123.10  59.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 R N REREREEes nam
109.0 9.00 9.20 9.40 9.60
20.0 810 m/z 55.10 58.22%
137 0
O TT \‘ \‘H‘\\ ‘\ \1‘\“ \‘\ T \U‘\ ‘ \“\‘\ T “\ T \‘\“ T \‘\]-\6‘\3\0\\ ‘ UL ‘ T \\2\2‘2\.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
CpE
123.0 9.00 9.20 9.40 9.60
5000 69.0 950 m/z 69.10 54.68%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone e ARRREEES ST,
193.0 9.00 9.20 9.40 9.60
m/z 41.10 45.897%
123.0
5000
150.0
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 17 unknown9.639 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

o.639 2000 ng 1056980 Acenaphthene-d1e 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 diallyl(2,2,4a,7,7-pentamethyl-1... 384 C19H33N204P 1000187-42-4 37

2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 35
3 2-Anthracenamine 193 C14H11N 000613-13-8 35
4 Acridine, 9-methyl- 193 C14H11N 000611-64-3 35
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 33
Abundance Scan 1284 (9.639 min): BF138257.D\data.ms (-1282) (-) | m/z 193.20 100.00%
193.2
5000 co1 123.1
411 951 ‘ o e
9.50 10.00
163 1
] — ‘l‘u“hmu“‘ 220.2 m/z 123.10  39.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #290500: diallyl(2,2,4a,7,7-pentamethyl-1,2,3,4,4a,5,6,7-
41.0 193.0
5000 — —
137.0 9.50 10.00
165.0 o
750 99.0 ‘ m/z 69.10  37.48%
O' }\‘\w"\”\\‘”‘\\\‘\\\\‘\\\\“‘\\\‘\‘\!‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 123.0 — —
41.0 9.50 10.00
5000 95.0 ITI/Z 83.10 32.87%
I 10 1 T - W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68073: 2-Anthracenamine —— —
193.0 9.50 10.00
m/z 41.10 29.72%
5000 165.0
97.0
70.0 139.0
O e st el e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58

Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Strychnidin-10-one, 2,3-dim... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.551 20.00 ng 1398240  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 72
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 59
3 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 52
4 6,9- Methanobenzo[h]pentaphene 5,. 410 C27H2204 057427-50-6 50
5 Di(trimethylene-1- naphthy1)51loxane 410 C26H260Si2 093241-94-2 38

Abundance Scan 2119 (14.551 min): BF138257.D\data.ms (-2116) (- m/z 410.30 100.00%
410.3
5000
57.1
T T
190.2 14.50
307.2 -
O okt 228 L 24718072 ] 47745381 ., 57,10 33.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0
5000 —
14.50
m/z 411.30 31.25%
77.0 1350 203.0 2800 35010
O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-d
410.0
T
14.50
5000 ITI/Z 395.30 29.93%
326.0
0 43.0 165.0 o 0L L
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)- — ‘
410.0 14.50
m/z 190.15 11.29%
5000
oL, 560 134.0198.0 266.0 338.0
R R aaa e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 19 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.409 29.68 ng 1087440  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
5 Perylene 252 C20H12 000198-55-0 95
Abundance Scan 2265 (15.409 min): BF138257.D\data.ms (-2263) (- m/z 252.10 100.00%
25p.1
w M
1251 15.50
ob2ft il 1821, | 8112 407.0 4811544.¢ ., 259.10  29.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10 22.50%
125.0
ol 630 ] 1870, |
\\‘\\\\‘\\\\‘\\\\’\\\\ \\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene
252.0
—
15.50
5000 m/z 125.10 12.89%
126.0
ol. 630 | 1870 |
R B B B A ma o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138568: Benzo[b]fluoranthene —
252.0 15.50
m/z 126.00 11.74%
5000
126.0
0 ?30 - \187P‘ SRS SRAS AR
A A B A mamas o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 20 D:C-Friedo-B':A'-neogammace... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.203 44.77 ng 1640500 Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 52
2 11-0xo-.alpha.-amyrin 440 C30H4802 002118-90-3 46
3 Indole, 5-chloro-2-methyl-3-phenyl- 241 C15H12CIN 030843-37-9 25
4 Cholest-14-en-3-0l, (3.beta.,5.a... 386 C27H460 020780-35-2 22
5 1-(4-Methyl-6-chloro-quinolin-2-... 273 C14H12CIN30 111784-26-0 18

Abundance Scan 2740 (18.203 min): BF138257.D\data.ms (-2734) (- m/z 241.20 100.00%

241.2
95.1
425.4
5000
59.1 : :

T
11.2 18.00 18.50

m :
EL JWM.‘hu‘Wu‘?ﬁ?”wl_“ﬁ?-‘??ﬁﬁ-; m/z 273.15  89.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 e s
18.00 18.50

Tl

m/z 95.10  72.87%
|

0 T ‘35\5.0 ‘
T \\11‘\\1\‘TV\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322306: 11-Oxo-.alpha.-amyrin
273.0
—r —
18.00 18.50
5000 ITI/Z 425.40 61.74%
135.0
440.0
43.0 ]l
oh ‘wsu‘"ﬂ««W‘,m?ﬁ?“"‘mH“3_7‘1‘9_”‘\_”“””_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124789: Indole, 5-chloro-2-methyl-3-phenyl- e P
241.0 18.00 18.50

m/z 69.10 46.96%

=000 W\ww

390 1020 16710 |

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138257.D

Acqg On : 19 Jun 2024 20:58
Operator : CG\JU

Sample : P2952-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.146 53.1 ng 3557216 1 6.886 1340680 20.0
2-Pentanone, 4-... 5.098 3.9 ng 260137 1 6.886 1340680 20.0
1-Phenoxypropan... 8.475 5.5 ng 466468 2 8.169 1709000 20.0
unknown8.551 8.551 2.7 ng 229513 2 8.169 1709000 20.0
unknown8.610 8.610 3.1 ng 261340 2 8.169 1709000 20.0
1,3,6-Trimethyl... 8.633 4.7 ng 399769 2 8.169 1709000 20.0
2-n-Propyladama... 8.716 7.0 ng 601477 2 8.169 1709000 20.0
5-Isopropyl-2,8... 8.792 5.4 ng 462215 2 8.169 1709000 20.0
unknown8.857 8.857 4.5 ng 384752 2 8.169 1709000 20.0
unknown8.916 8.916 3.4 ng 287624 2 8.169 1709000 20.0
Adipic acid, di... 8.939 4.9 ng 422301 2 8.169 1709000 20.0
Naphthalene, 1,... 8.992 2.4 ng 204781 2 8.169 1709000 20.0
unknown9.051 9.051 7.8 ng 668989 2 8.169 1709000 20.0
unknown9.163 9.163 6.0 ng 583784 3  9.939 1950980 20.0
unknown9.192 9.192 5.9 ng 575145 3 9.939 1950980 20.0
unknown9.322 9.322 28.4 ng 2771500 3 9.939 1950980 20.0
unknown9. 639 9.639 20.0 ng 1950980 3 9.939 1950980 20.0
Strychnidin-10-... 14.551 20.0 ng 1398240 5 14.080 1398240 20.0
Benzo[e]pyrene 15.409 29.7 ng 1087440 6 15.533 732895 20.0
D:C-Friedo-B':A... 18.203 44.8 ng 1640500 6 15.533 732895 20.0
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