LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF137032.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 7 19 rVB 120771 163665 18.41% 1.567%
2 5.434 565 569 585 rBvV 136420 178468 20.07% 1.709%
3 6.440 737 740 750 rBV 127499 166432 18.72% 1.594%
4 6.787 795 799 804 rVB 303551 259317 29.16% 2.483%
5 7.322 883 890 892 rBV2 41190 61624 6.93% 0.590%
6 7.345 892 894 897 rW 117764 112401 12.64% 1.076%
7 7.375 897 899 902 rW 70744 56493 6.35% 0.541%
8 7.422 902 907 910 rVB5 51310 69360 7.80% 0.664%
9 7.804 969 972 978 rBV6 32975 61088 6.87% 0.585%
10 7.998 1003 1005 1010 rBV3 61370 88232 9.92% 0.845%
11 8.063 1013 1016 1019 rVV 426151 363987 40.93%  3.486%
12 8.110 1021 1024 1027 rVV2 96500 108467 12.20% 1.039%
13  8.140 1027 1029 1035 rVV5 31061 53886 6.06% 0.516%
14  8.257 1047 1049 1052 rVB2 59930 52922 5.95% 0.507%
15 8.292 1052 1055 1058 rBvV2 74357 111754 12.57% 1.070%
16 8.351 1062 1065 1068 rVB3 107568 108208 12.17% 1.036%
17 8.445 1077 1081 1083 rBV3 73867 78863 8.87% ©.755%
18 8.481 1083 1087 1088 rBV3 62331 75621 8.50% 0.724%
19 8.498 1088 1090 1092 rVV3 122452 107247 12.06% 1.027%
20 8.522 1092 1094 1097 rVB2 126830 119422 13.43% 1.144%
21  8.563 1097 1101 1103 rBV2 127713 132159 14.86% 1.266%
22 8.604 1103 1108 1110 rBV2 53383 74860 8.42% 0.717%
23 8.687 1118 1122 1124 rBV4 78898 124532 14.00% 1.193%
24  8.745 1130 1132 1136 rVB4 89733 104928 11.80% 1.005%
25 8.804 1139 1142 1144 rBV3 90217 77175 8.68% 0.739%
26 8.834 1144 1147 1150 rBV3 92098 97385 10.95% 0.933%
27 8.887 1154 1156 1160 rBV3 193356 200322 22.53% 1.918%
28 8.922 1160 1162 1163 rBV 55968 52936 5.95% 0.507%
29 9.051 1182 1184 1187 rVB3 129502 114822 12.91% 1.100%
30 9.081 1187 1189 1192 rBV3 123556 131366 14.77% 1.258%
31  9.139 1194 1199 1203 rBV3 305409 361243 40.63%  3.459%
32 9.175 1203 1205 1208 rBV4 123000 103778 11.67% 0.994%
33 9.210 1208 1211 1215 rBV3 408094 526390 59.20% 5.041%
34 9.322 1228 1230 1234 rBV4 139894 130284 14.65%  1.248%
35 9.451 1249 1252 1254 rBV4 260281 261501 29.41%  2.504%

36 9.528 1263 1265 1267 rBV 489559 414361 46.60%  3.968%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.634 1281 1283 1287 rVB4 172148 145697 16.38%  1.395%
38 9.686 1289 1292 1294 rBV2 491820 520270 58.51% 4.982%
39  9.734 1297 1300 1303 rVB4 847114 804875 90.52% 7.708%
40 9.769 1304 1306 1309 rBV3 198769 169376 19.05% 1.622%
41  9.804 1309 1312 1314 rBV2 485734 683331 76.85% 6.544%
42  9.857 1319 1321 1324 rBV3 250631 262355 29.50%  2.512%
43 10.010 1345 1347 1349 rBV2 212522 152176 17.11% 1.457%
44 10.145 1367 1370 1371 rBV3 355123 363337 40.86% 3.479%
45 10.234 1382 1385 1388 rBvV2 898392 889213 100.00%  8.515%
46 13.998 2023 2025 2028 rVB 410811 365384 41.09% 3.499%
47 14.474 2103 2106 2109 rBV 622922 528819 59.47% 5.064%

48 15.474 2273 2276 2281 rVB 206496 252252 28.37% 2.416%

Sum of corrected areas: 10442584
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jan 2024 21:37
¢ CG\JU
: P1086-02 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
BF137032.D

: 23 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

Time-->

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF137032.D\data.ms

128 5.434 6.440 6.787 i 2

A
L L L L B L L L L I L L L I I L L L O B L B L B I B R R R R R

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

Time-->

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF137032.D\data.ms

— — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF137032.D\data.ms

13.998
14.474

15.474

T ‘ 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\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37

Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Furan, tetrahydro-2-(methox... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.128 12.62 ng 163665 1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 72

2 3-Penten-2-o0l 86 C5H100 001569-50-2 64
3 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 59
4 Furan-2-carbonyl chloride, tetra... 134 C5H7C102 052449-98-6 50
5 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 45
Abundance Scan 7 (2.128 min): BF137032.D\data.ms (-3) (-) m/z 43.05 100.00%
43.0 71.0
5000
58.0 TR T T
I 86.0 2.202.302.402.50
O bt et m/z 71.05 100.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
43.0
5000 UL L L L LI R L
2.202.302.402.50
m/z 41.05 53.36%
29.0
o120 ] 580 | 840 970 116.0
\\‘\\\\‘\\\\‘\\\f‘f\f\‘\\\\‘\\\1‘1\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1946 3-Penten-2-ol
71.0
43.0
PR e
2.202.302.402.50
5000 m/z 38.95 36.26%
21.0 ‘ 580 86.0
oH_‘H_HMH“w_wmwHH,‘wa_m,ww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2007: 3-Buten-2-ol, 2-methyl- AR ARRARRERESESS
71.0 2.202.302.402.50
43.0
m/z 45.00 32.36%
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 unknown7.422 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.422 5.35 ng 69360 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(3,3-dimethylcyclohex... 154 C1@H180 041370-29-0 43
2 Glutaric acid, tridec-2-yn-1-yl ... 446 C28H4604 1000405-02-9 38
3 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 38

4 Butyric acid, 2-phenyl-, oct-3-e... 274 C18H2602 1000406-91-7 27
5 Cyclooctane, methyl- 126 CSH18 001502-38-1 27

Abundance Scan 907 (7.422 min): BF137032.D\data.ms (-902) (-) m/z 69.10 100.00%

69.1 105.1

5000 136.1

§

7.00 7.20 7.40 7.60 7.80

0 A m/z 105.16  97.37%
miz--> 50 100 150 200 250 300
Abundance  #31181: Ethanol, 2-(3,3-dimethylcyclohexylidene)-
69.0
5000 121.0
b7 0 7.00 7.20 7.40 7.60 7.80
m/z 41.10 92.01%
‘ ‘ ‘ 154.0
oL L B I
miz--> 50 100 150 200 250 300
Abundance  #324534: Glutaric acid, tridec-2-yn-1-yl geranyl ester
69.0
7.00 7.20 7.40 7.60 7.80
5000 115.0 ITI/Z 55.00 90.73%
ol Ll Ly 1530 1970 2490 s WN
miz--> 50 100 150 200 250 300
Abundance #69337: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-m R BRARsaREEREES S
69.0 7.00 7.20 7.40 7.60 7.80
m/z 43.05 54.04%
125.0
R7.0
ok “ “\‘ ‘M‘ ‘\1 m‘h\ ‘m\h\‘ ‘;\ ‘““‘ “‘ :‘]‘-6‘3-‘0‘19‘4"0‘ T R ARARmamaEE
m/z--> 50 100 150 200 250 300 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37

Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 1,4-Dimethyladamantane (iso... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.292 6.14 ng 111754  Naphthalene-d8 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 81
2 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 64
3 2-(3-Methylbuta-1,3-dienyl)cyclo... 164 C11H160 1000191-75-5 59
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17Cl 027011-46-7 58
5 2'-Hydroxy-4',5"'-dimethylacetoph... 164 C10H1202 036436-65-4 53
Abundance Scan 1055 (8.292 min): BF137032.D\data.ms (-1052) (-) m/z 149.00 100.00%
149.0
- MM
LCHS Sh08%0 840860
R “\““ T v m; L0 LTl s e3.10 23.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 L B L B L LN BRI
41.0 93.0 8.00 8.20 8.40 8.60
m/z 41.05 17.34%
67.0
0+ \.(‘)\H\ \‘”‘\ \‘\“\ T \“\‘\ \““\ \‘1”\ T \‘1 \1\2‘%\.\0\ T \‘\ T 1 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27027: Pyridine, pentamethyl-
149.0
SRR R RRRR ARE
8.00 8.20 8.40 8.60
5000 m/z 79.10 15.11%
93.0
70 R0 ol |
B NN M MR Tttt MR HE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #39669: 2-(3-Methylbuta-1,3-dienyl)cyclohexanone N EERRsmEEs R
149.0 8.00 8.20 8.40 8.60
m/z 107.10 13.29%
5000
39.0 67.0 ‘ { 121.0
RN NSt A | A RIS R
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 1H-1,4-Diazepine, hexahydro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.351 5.95 ng 108208 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,4-Diazepine, hexahydro-1-(2... 177 C10H15N3 1000337-93-1 53
2 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 38
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 25
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 25
5 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 25

Abundance Scan 1065 (8.351 min): BF137032.D\data.ms (-1062) (-) m/z 177.20 100.00%

177.2
55.1 107.1
5000 831
137.2
R
8.00 8.20 8.40 8.60
0! m/z 163.15 70.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51763: 1H-1,4-Diazepine, hexahydro-1-(2-pyridinyl)-
121.0 177.0
5000 LI L L L BN B R B
78.0 8.00 8.20 8.40 8.60
m/z 107.10 60.18%
43.0 ‘ # ‘ 147.0
O \\\‘\\\\“‘H}\H}‘\N\\l\\\\‘f \\“\\\}‘\H\\“\\\H‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66984: 1,3,5,6-Tetramethyladamantane
177.0
R
8.00 8.20 8.40 8.60
m/z 55.10 58.01%
5000 121.0
55.0 91.0 ‘
S T 1 T M 10U NI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66859: trans-.beta.-lonone e A RAREa R
177.0 8.00 8.20 8.40 8.60
m/z 121.05 52.13%
5000 43.0
91.0 135.0
o150 | %500 a0 L L bl
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 unknown8.498 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.498 5.89 ng 107247  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2,6-Dimethylocta-2,5,7-trien... 150 C1@H140 033746-72-4 42
2 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 38
3 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C10H140 001196-01-6 30
4 Acetamide, N-(4-methylphenyl)- 149 CSH11NO 000103-89-9 30
5 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 30

Abundance Scan 1090 (8.498 min): BF137032.D\data.ms (-1088) (-) m/z 149.20 100.00%
149.2

107.0
5000 69.1
411 \\\‘\\\\’\\\\‘\\\\‘\\\\
H H ‘ ‘ ‘ | ‘ Lg ‘ 180.2 8.20 8.40 8.60 8.80
A n“” uw‘h b ml‘h ‘;}‘H‘ Al b m/z 107.00  71.18%
m/z--> 20 80 100 120 140 160 180
Abundance #27599. (E)-2,6-Dimethylocta—2,5,7-trien-4-one
135.0
107.0
5000 UL L B I B AL LR
8.20 8.40 8.60 8.80
m/z 135.05 61.30%
0170 H‘H“H\\\“\\‘\\‘\\\\‘\\\
miz--> 80 100 120 140 160 180

Abundance #27779. 1,3—Cyc|opentad|ene, 1,3-bis(1-methylethyl)-
107.0

%

135.0 8.20 8.40 8.60 8.80
5000 ITI/Z 95.10 44 .08%
43.0
77.0 ‘
0\\\‘\\‘\\“\\\\’\\\\H‘\\“\“\M\‘\‘i\\\l‘\\‘\\‘\\\\‘\\\
miz--> 20 80 100 120 140 160 180
Abundance #27698: Blcyclo[3.1.1]hept—3—en—2—0ne, 4,6,6-trimethyl-, ( D
107.0 8.20 8.40 8.60 8.80

m/z 69.10 37.66%

%

135.0
5000
0! ‘H\‘ R EREREN SRR RS

A e
m/z--> 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\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 unknown8.522 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.522 6.56 ng 119422  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Purin-6-amine,N,9-dimethyl- 163 C7HON5 002009-52-1 43
2 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 42
3 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 40
4 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 37
5 1-Tyrophanamide 180 CSH12N202 1000131-25-3 37

Abundance Scan 1094 (8.522 min): BF137032.D\data.ms (-1092) ()|  m/z 163.15 100.00%
168.2
5000 107.1
411 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ | %) H 13"‘3 1 lo11 8.20 8.40 8.60 8.80
ob ‘ - ﬁﬁ D M bl bl L L TOLL 67,16 40.61%
m/z--> 100 120 140 160 180
Abundance #38931. 9H-Pur|n-6-am|ne,N,9-dimethyl-
168.0
107.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
134.0 8.20 8.40 8.60 8.80
42.0 80.0 m/z 149.05  33.64%
O
miz--> 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
168.0
R o DA L.
8.20 8.40 8.60 8.80
5000 m/z 164.10  31.56%
107.0
550 g4
T -
0 ““‘Jw uﬂ‘$wu‘U\‘JU PR SIS S N
miz--> 80 100 120 140 160 180 /U\
Abundance #82700: 1,4—Methanophthalazine, 1,4,4a,5,6,7,8,8a-octal I\ A e
163.0 8.20 8.40 8.60 8.80
m/z 93.00 27.19%
5000
2410 107.0
69.0 ‘ 135.0
m/z--> 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\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.563 7.26 ng 132159 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 83
2 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 70
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 58
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 45

Abundance Scan 1101 (8.563 min): BF137032.D\data.ms (-1097) (-) m/z 131.05 100.00%

131.1
5000 95.1
165.2 A)\
411 671 O E  r
1012 8.20 8.40 8.60 8.80
0! | m/z 118.05 86.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 L LLALL R B B I
105.0 8.20 8.40 8.60 8.80
m/z 146.05 64.23%
39.0 77.0 ‘
0 \\\‘\‘\ T \“‘\ \“N\ “m\”‘\‘”‘ T H\"M‘H \“‘\M\ T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0
8.20 8.40 8.60 8.80
5000 118.0 m/z 95.10 46.85%
27.0 . 52\'0 I 90\\-0 | \‘\ ‘\ Il
R R A R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- R Ras A RamaaRET
131.0 8.20 8.40 8.60 8.80
m/z 81.05 42.38%
- M
o! ‘WM‘VM“‘H“‘H“ e Smam.
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF122023.M Thu Jan 11 10:49:37 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 unknown8.687 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.687 6.84 ng 124532  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Isopropyl-2,8-dimethyl-9-oxatr... 222 C14H2202 1010185-23-8 38
2 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 38
3 1,4 Benzodioxan-6-amine 151 C8HINO2 022013-33-8 35
4 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 30
5 2-naphthalenemethanol, decahydro... 182 C12H220 1000404-89-2 22

Abundance Scan 1122 (8.687 min): BF137032.D\data.ms (-1118) (-) m/z 95.05 100.00%

95.0
151.2
5000
55.0
Ammma e R
123.1 180.1 8.40 8.60 8.80 9.00
(o} m/z 151.15 54.07%
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.
151.0
43.0
5000 L L L L L BN LR
8.40 8.60 8.80 9.00
69.0 194.0 m/z 163.15 50.35%
Ot T \‘U\ \‘\“\“ \“‘} T \“MH\‘\‘M“ \“1“‘\1\2“?;(\)\ [T ! T \“\ TT \\2\2‘%\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41572: Naphthalene, decahydro-2,2-dimethyl-
95.0 151.0
A
8.40 8.60 8.80 9.00
5000 55.0 m/z 81.05 49.047%
29.0
N L1230
O el bl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28783: 1,4 Benzodioxan-6-amine R RARRwEEESE T
151.0 8.40 8.60 8.80 9.00
m/z 55.05 34.97%
95.0
5000
67.0
41.0
080, [ . | 1240
T e e e e e R RARRwEEESE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF122023.M Thu Jan 11 10:49:38 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 unknown8.745 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.745 5.77 ng 104928 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,4-dimethyl-5-(2-thi... 179 C9HONOS 056421-65-9 10
2 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 10
3 1-Dimethyl(phenyl)silyloxypropane 194 C11H180Si 013360-21-9 10
4 p-Phenylbenzonitrile 179 C13HSN 002920-38-9 10
5 Phenanthridine 179 C13HSN 000229-87-8 10

Abundance Scan 1132 (8.745 min): BF137032.D\data.ms (-1130) () | m/z 179.20 100.00%

179.2
57.0
5000 '

P
T T T T

8.40 8.60 8.80 9.00

ol m/z 57.05 77.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54250: Isoxazole, 3,4-dimethyl-5-(2-thienyl)-
179.0
5000 1110 T T T T T[T T T[T T T T [ TrrTT
8.40 8.60 8.80 9.00
sl 680 m/z 107.00  64.28%
' “ 136.0 ‘
O ‘\\\\m‘“\‘\\‘\\\\“‘\‘\\\‘\\\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66984: 1,3,5,6-Tetramethyladamantane
177.0
R R RRRET
8.40 8.60 8.80 9.00
m/z 55.10 63.78%
5000 121.0
55.0 91.0 ‘
Ot b e 299 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68948: 1-Dimethyl(phenyl)silyloxypropane e AARmaES S
179.0 8.40 8.60 8.80 9.00
1370 m/z 177.20  62.63%
5000
1050 ‘
m/z--> 20 4 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF122023.M Thu Jan 11 10:49:39 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 1,1'-Bicyclohexyl Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.834 5.35 ng 97385 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
2 2-Cyclohexylcyclohexanol 182 C12H220 006531-86-8 50
3 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 47
4 Succinic acid, cyclohexylmethyl ... 296 C17H2804 1000391-08-5 43
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 43

Abundance Scan 1147 (8.834 min): BF137032.D\data.ms (-1144) (-) m/z 82.05 100.00%

82.0
55.1
5000
149.1
S RARRMEEE
125. 178.1 8.60 8.80 9.00 9.20
01 m/z 67.05 56.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41527: 1,1'-Bicyclohexyl
82.0
55.0
5000 L L I L LI L B
8.60 8.80 9.00 9.20
166.0 m/z 55.10 56.37%
29.0
0 \H‘\MH‘NH“H\‘}‘H““}\\‘}}9%'3\%%8‘.\0\\\‘\‘\H‘HH‘\H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56857: 2-Cyclohexylcyclohexano
82.0
S RARRMEEE
55.0 8.60 8.80 9.00 9.20
5000 m/z 83.10 52.91%
164.0
29.0 121.0
ol _Wumuuhwuu‘ﬂu‘_‘u“u‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211866: Adipic acid, di(trans-hex-3-enyl) ester S RARRMEEE
82.0 8.60 8.80 9.00 9.20
m/z 41.10 41.03%
5000 55.0
129.0
0 2%.0\” 1 | L 2290
R A L R E e REARaEEE SR T RRRmEESE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF122023.M Thu Jan 11 10:49:40 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37

Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.887 11.01 ng 200322  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 94
2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 74
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64

5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55

Abundance Scan 1156 (8.887 min): BF137032.D\data.ms (-1154) (-) | m/z 118.05 100.00%
118.1 145.1
5000
91.0 LI L L R L LI L L B
411 691 1771 8.60 8.80 9.00 9.20
o il LT m/z 145.85  93.59%
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 \\H\‘H\\‘\H\‘H\\‘HH
8.60 8.80 9.00 9.20
9L.0 m/z 160.10  67.86%
28.0 510
O' \\“‘\‘\\\"\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
A o
8.60 8.80 9.00 9.20
5000 ITI/Z 117.05 42 .38%
117.0
91.0
41.0 65.0 ‘ ‘
LTI 0 I O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- e
118.0 8.60 8.80 9.00 9.20
160.0 m/z 105.10 36.57%
5000
39.0 91.0
63.0
0! i R e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF122023.M Thu Jan 11 10:49:41 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 unknown9.210 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.210 15.41 ng 526390  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
3 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27
4 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 27
5 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27

Abundance Scan 1211 (9.210 min): BF137032.D\data.ms (-1208) (-)| | m/z 193.20 100.00%
193.2

55.1 95.1 1231

5000
159.1

=

8.80 9.00 9.20 9.40 9.60
0- LTv‘J‘—v—r m/z 55.10 71.95%

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 B R R
150.0 8.80 9.00 9.20 9.40 9.60
95.0 m/z 95.10 70.52%
0 \]\-7\.‘0\‘\\?%\.(\)\‘\‘6\9\.\9‘}\\‘i‘\\‘HMH\‘H‘H‘\H\‘H ‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
R RREERERE
123.0 8.80 9.00 9.20 9.40 9.60
5000 69.0 950 m/z 123.10 67.12%
‘ ‘ 151.0
I () 1 Y T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68154: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a R R ARERREEEE R
193.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 63.76%
95.0
5000 162.0
67.0 135.0
) Y R S N NN S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF122023.M Thu Jan 11 10:49:42 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.451 7.65 ng 261501  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 96
2 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 76
3 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 70
4 N-Benzyl-2-cyano-acetamide 174 C1OH1ON20 1000300-42-1 25
5 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6EN202 000091-08-7 22

Abundance Scan 1252 (9.451 min): BF137032.D\data.ms (-1249) (-) m/z 131.05 100.00%

105.1/ 1311
5000
R AREEmmEEEEEE
05.2 9.20 9.40 9.60 9.80
0! m/z 118.05 91.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 L B L I LN B
9.20 9.40 9.60 9.80
390 4. m/z 105.10  84.08%
TN A N 11 A
O 15.0’1 \‘\‘\\\“\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene
131.0 174.0
R REEEEEEY
9.20 9.40 9.60 9.80
5000 105.0 m/z 174.15  78.20%
PNl W I8 N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene O AREEmEEEEEE R
131.0 9.20 9.40 9.60 9.80
m/z 91.10  55.50%
105.0
5000
174.0
41.0 77.0
0! \M\H‘iu\‘\‘uu‘\H\‘H R A REEEREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF122023.M Thu Jan 11 10:49:43 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 14 unknown9.528 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.528 12.13 ng 414361  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 35
4 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 25
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 25

Abundance Scan 1265 (9.528 min): BF137032.D\data.ms (-1263) ()| m/z 193.20 100.00%

198.2
5000 411 691 123.1
95.1
T \
9.50
163.2
0 2202 /7 69.10  47.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 — :
150.0 9.50
95.0 m/z 123.10  45.82%
0 170420690 ‘\‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
1938.0
69.0 123.0 - |
41.0 9.50
5000 95.0 m/z 41.10 45 .,39%
0y \‘\‘\ “i“‘ \ ﬂ“l“\ \““1 i H“ il “! - 1“‘]\'\5\2\'?\ amm \‘\ RRERNR Mw
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 109.10 37.75%
5000
119.0
163.0
o150 42060800 | | |
R B e B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF122023.M Thu Jan 11 10:49:44 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 15 unknown9.686 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.686 15.23 ng 520270  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 35
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 30
5 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 27

Abundance Scan 1292 (9.686 min): BF137032.D\data.ms (-1289) (-) m/z 69.10 100.00%
69.1

5000

S
9.50 10.00
0 2202 /7 55.10  99.87%

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

—
9.50 10.00
m/z 41.10 85.34%

151.0
0 LTA“Tﬁj
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0

T
9.50 10.00

5000 55.0 m/z 109.10  78.55%
109.0
81.0
29.0
ol i Al ,“ . ‘u‘” i “\13\\7‘0‘1@0 2220 MMJK/W
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane T T
69.0 9.50 10.00

m/z 83.10 74.45%

5000 41.0 109.0 1370 W

0?‘?"‘0“1“‘ "HH‘“‘\HH“\"M\!“‘\UH‘\H"\“H\“HH‘HH‘HH“H —r

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF122023.M Thu Jan 11 10:49:45 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 16 unknown9.734 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.734  23.56 ng 804875  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 Silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si 1000363-74-4 35
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 000473-55-2 30
4 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
5 (-)-trans-Pinane 138 C10H18 033626-25-4 20

Abundance Scan 1300 (9.734 min): BF137032.D\data.ms (-1297) (- | m/z 193.20 100.00%
3.

198.2
69.1 97.1
411
5000 123.1

152.1 9.50 10.00

0 L3720 wn 97.10 69.24%

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 T —

m/z 69.10 69.02%

151.0
0 LﬁiﬁTﬁf
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy-
1938.0

83.0 109.0

5000 m/z 55.05 59.57%

55.0
29.0 ‘ ‘ ‘ 135.0
B b B0 1m0 | 2220
miz—-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- ——
55.0 95.0 9.50 10.00

m/z 109.10 57.70%

5000
123.0
27.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 17 unknown9.769 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.769 4.96 ng 169376  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 4-chloro-1-(4-fluoro... 200 C1@H10C1FO 003874-54-2 22
2 Benzamide, 3-fluoro-N-(2-phenyle... 271 C17H18FNO 1000451-30-0 22
3 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 22
4 Benzamide, 3-fluoro-N-(2-phenyle... 257 C16H16FNO 1000451-29-9 22
5 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 22

Abundance Scan 1306 (9.769 min): BF137032.D\data.ms (-1304) (-) m/z 123.10 100.00%

1238.1
55.1
5000
83.1 159.1 193.2
— —
LU
okl AL AL LI Ll L2242 7 ss.10 0 71.55%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75272: 1-Butanone, 4-chloro-1-(4-fluorophenyl)-
1238.0
5000 — ——
9.50 10.00
75.0 m/z 118.85  68.66%
39.0 ‘
0 \H‘HH““‘\\H‘H“‘\}‘\H“\H‘MH‘H‘1\\\“\\H‘HH‘\\Z\(\)R.\O\\‘HH‘\H\’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #162297: Benzamide, 3-fluoro-N-(2-phenylethyl)-N-ethyl-
128.0
—— —
9.50 10.00
5000 m/z 41.10 46.54%
750 180.0
420 > ‘
Olrerrtrth b e bbbt prrerpeere e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19548: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl) — ——
81.0 123.0 9.50 10.00
410 m/z 95.10 45.62%
o M
O et Ml M b e e — —
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\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 18 unknownl@.145 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.145 10.63 ng 363337  Acenaphthene-d10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-ethyl-4-methyl-1,3-p... 186 C14H18 074663-67-5 30
2 Benzene, [(1-methylethylidene)cy... 158 C12H14 024524-55-8 25
3 2-Amino-4-(trifluoromethyl)benze... 193 C7H6F3NS 004274-38-8 25
4 1H-Indene, 3-butyl-1-methyl- 186 C14H18 111400-84-1 25
5 1H-Indene, 3-ethyl-1-(1-methylet... 186 C14H18 111400-85-2 20

Abundance Scan 1370 (10.145 min): BF137032.D\data.ms (-1367) (. m/z 143.85 100.00%

148.1
1
m1 % 193.2
97.1
5000

7
6.1 299 2 10.00 10.50 ;
0" m/z 69.10 78.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61154: Benzene, (2-ethyl-4-methyl-1,3-pentadienyl)-, (E
143.0

171.0

5000 — —
91.0 10.00 10.50

1150 m/z 145.05 76.65%

41.0 g7.0
"\H“‘H‘\“"\‘H“‘H}H"\‘\H"“‘\‘“MHHH“Hl“‘\‘”‘””‘””“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34757: Benzene, [(1-methylethylidene)cyclopropyl]-, (R)
1438.0

7
10.00 10.50
5000 m/z 193.20  75.09%

115.0
39.0 63.0 91.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #68179: 2-Amino-4-(trifluoromethyl)benzenethiol — —
193.0 10.00 10.50

m/z 41.10 71.04%

o

o

5000

148.0

450 690 96,0 1230 ‘ |
o“‘H"wuwﬂww“wqu“ﬂﬂ:qwuuﬂm:‘_‘L“H“H‘w‘ e —
miz> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 19 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.233  26.03 ng 889213  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 59
2 2-Fluorobenzoic acid, 4-tridecyl... 322 C20H31F02 1000280-61-2 43
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 43
4 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 43
5 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 43
Abundance Scan 1385 (10.234 min): BF137032.D\data.ms (-1382) (- m/z 123.10 100.00%

123.1
55.1
5000 81.1

207.2 —— ——

10.00 10.50
0 bbbl uh‘h J‘“HU‘H il Ohre2 . |2362 m/z 55.10  48.39%

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

Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0

43.0

5000 179.0 R R
10.00 10.50
222.0

m/z 69.10 41.30%

95.0
0 ly ‘ J 6? Q\H mil ‘ ‘1\5w3\q |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #227120: 2-Fluorobenzoic acid, 4-tridecyl ester
123.0

‘ ‘ T
10.00 10.50
5000 41.0 m/z 109.10  41.26%
69.0 95 0
182.0

w‘ \ M‘H HHM dh\ \‘\ ) ‘h 154.0 ‘

m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240

Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thig —— ——
123.0 10.00 10.50

m/z 41.10 38.77%

o

55.0

5000 95.0

222.0

0 H‘ h‘u\ ] \ i) |

‘ T
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\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc

ALS vial : 23  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 20 Strychnidin-10-one, 2,3-dim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.474  28.95 ng 528819 Chrysene-d12 13.998
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 58
4 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 40
5 2'-Hydroxy-3,3',4"'-trimethoxycha... 410 C20H17F306 1010453-84-8 40
Abundance Scan 2106 (14.474 min): BF137032.D\data.ms (-2103) (-} | m/z 410.30 100.00%
410.3
5000 57.1
i
138 190.2 3072 14.50
ol 8L, 2811 80723833 ||y s7.18 50.73%
miz--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0
5000 T

14.50
m/z 411.30  31.66%

77.0 1350 2030 280.0

0 b
m/z--> 50 100 150 200 250 300 350 400
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-d
410.0
e
14.50
5000 ITI/Z 395.30 29.41%
326.0
oo o TR0 |||
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)- I
410.0 14.50
m/z 190.15 11.44%
5000
0 56.0 134.0 198.0 265-0 33‘8"0 L
R B e e L L I I e e L T
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137032.D

Acqg On : 10 Jan 2024 21:37
Operator : CG\JU

Sample : P1086-02 5X

Misc :

ALS Vvial : 23  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|
Furan, tetrahyd... 2.128 12.6 ng 163665 1 6.787 259317 20.0
unknown?7.422 7.422 5.3 ng 69360 1 6.787 259317 20.0
1,4-Dimethylada... 8.292 6.1 ng 111754 2 8.063 363987 20.0
1H-1,4-Diazepin... 8.351 6.0 ng 108208 2 8.063 363987 20.0
unknown8.498 8.498 5.9 ng 107247 2 8.063 363987 20.0
unknown8.522 8.522 6.6 ng 119422 2 8.063 363987 20.0
Naphthalene, 1,... 8.563 7.3 ng 132159 2 8.063 363987 20.0
unknown8.687 8.687 6.8 ng 124532 2 8.063 363987 20.0
unknown8.745 8.745 5.8 ng 104928 2 8.063 363987 20.0
1,1'-Bicyclohexyl 8.834 5.3 ng 97385 2 8.063 363987 20.0
Naphthalene, 1,... 8.887 11.0 ng 200322 2 8.063 363987 20.0
unknown9.210 9.210 15.4 ng 526390 3 9.828 683331 20.0
Benzene, 1-cycl... 9.451 7.7 ng 261501 3 9.828 683331 20.0
unknown9.528 9.528 12.1 ng 414361 3 9.828 683331 20.0
unknown9.686 9.686 15.2 ng 520270 3 9.828 683331 20.0
unknown9.734 9.734 23.6 ng 804875 3 9.828 683331 20.0
unknown9.769 9.769 5.0 ng 169376 3 9.828 683331 20.0
unknown10.145 10.145 10.6 ng 363337 3 9.828 683331 20.0
2,11-Dioxabicyc... 10.233 26.0 ng 889213 3 9.828 683331 20.0
Strychnidin-10-... 14.474 28.9 ng 528819 5 13.998 365384 20.0
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