LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc :

ALS vial : 5 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135310.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.387 557 561 572 rBV 1185820 1201630 48.89% 5.889%
2 6.398 730 733 743 rBV 732173 708293 28.82% 3.471%
3 6.757 791 794 799 rVB 883354 677453 27.56% 3.320%
4 7.322 886 890 893 rBV 1948053 1620332 65.93% 7.941%
5 8.034 1009 1011 1014 rVB 820774 664716 27.05%  3.258%
6 8.328 1057 1061 1063 rVB5 114903 122695 4.99% 0.601%
7 8.463 1079 1084 1085 rBvV2 141870 163420 6.65% 0.801%
8 8.498 1088 1090 1093 rVB2 139210 130483 5.31% 0.639%
9 8.575 1099 1103 1105 rBV4 112223 153791 6.26% 0.754%
10 8.669 1114 1119 1121 rBV6 128536 258718 10.53% 1.268%
11  8.722 1125 1128 1132 rVB5 142861 215421 8.77% 1.056%
12 8.775 1135 1137 1140 rBV2 151062 162732 6.62% 0.798%
13 8.810 1140 1143 1146 rBV3 137509 167914 6.83% 0.823%
14 8.916 1159 1161 1164 rVB4 197059 187140 7.61% 0.917%
15 8.992 1171 1174 1177 rBV5 164329 246583 10.03% 1.208%
16 9.028 1177 1180 1182 rVV 360100 328511 13.37% 1.610%
17 9.063 1183 1186 1189 rVV 404845 386275 15.72%  1.893%
18 9.116 1189 1195 1198 rBV 2537469 2457734 100.00% 12.045%
19 9.151 1199 1201 1204 rBV3 200532 193325 7.87% 0.947%
20 9.186 1204 1207 1211 rBV5 644491 946547 38.51% 4.639%
21  9.504 1258 1261 1263 rBV2 1143601 983335 40.01% 4.819%
22 9.528 1263 1265 1267 rVV 772596 633119 25.76% 3.103%
23 9.557 1268 1270 1275 rVV5 591712 637408 25.93% 3.124%
24  9.616 1278 1280 1282 rBV2 444061 373402 15.19% 1.830%
25 9.663 1285 1288 1291 rBV3 1049069 1385538 56.37% 6.790%
26 9.710 1293 1296 1299 rVB 1991607 1996659 81.24% 785%

27 9.780 1305 1308 1309 rBV2 976952 971359 39.52%
28 10.069 1355 1357 1363 rBv4 775597 1035656 42.14%
29 10.216 1379 1382 1385 rBV2 1320801 1394384 56.73%
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Sum of corrected areas: 20404573
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135310.D\data.ms

7000000
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2000000 7.322
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1000000 6398 ©6.757
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Abundance .
8000000 TIC: BF135310.D\data.ms
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ancs, TIC: BF135310.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Carbonic acid, dodecyl 2-et... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.463 4.92 ng 163420 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 64
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 59
3 Hexadecane 226 C16H34 000544-76-3 59
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
5 2-Decanol, 2-methylpropionate 228 C14H2802 1000447-30-4 53

Abundance Scan 1084 (8.463 min): BF135310.D\data.ms (-1079) (-) m/z 57.05 100.00%

57.0
5000 M
 ERmmmEEEE
‘ | 850 1131 165.1 8.20 8.40 8.60 8.80
Oty e gy ol 24001851 2042 Ty 10 61, 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester
57.0
112.0
5000 L L R B L BN R
83.0 8.20 8.40 8.60 8.80
m/z 43.10 60.14%
168.0
O\\\‘Z\g\\o\“\\\‘ | \‘H\\\’\\\\‘\\]:4\}()\\()\\‘\1‘\\‘\\\\’\\\\‘2\3\]\-\(‘:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22092: Octane, 3,5-dimethyl-
57.0
AmmmE e
8.20 8.40 8.60 8.80
5000 m/z 41.05 31.70%
29.0
85.0 113.0
0“W‘HANHH_JmMMH“Hﬂwu}ﬁgp‘wu‘_‘u,uu‘u‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane R RARRaEEE T
57.0 8.20 8.40 8.60 8.80
m/z 55.00 21.93%
5000 85.0
29.0
ol Ll 11801410 1690 1970 2260
H‘_‘H‘H‘“H‘_‘H,H‘W‘H‘_‘H‘H‘w‘H‘W‘H‘H‘w R R RRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tricyclo[3.3.1.1(3,7)-]deca... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.498 3.93 ng 130483 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 53
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 52
3 Silane, triethoxyethyl- 192 C8H2003Si 000078-07-9 47
4 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 42
5 6-Fluoroquinazolin-4-amine 163 C8H6FN3 1190320-08-1 38
Abundance Scan 1090 (8.498 min): BF135310.D\data.ms (-1088) (-) m/z 163.10 100.00%
163.1
107.1
5000 41.1
79.0
cep et U
m 133.1 ‘ 1922 8.20 8.40 8.60 8.80
0’ M dly e be P82 w/z 107,05 ee.09%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #125491: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo-3,5-dim
107.0 163.0
5000 UL L B I B LA BN
8.20 8.40 8.60 8.80
41. 79.0 m/z 41.10 47 .64%
0 ‘\ | 1350,
- \\\\‘\\\\‘\\\\‘\\\\"\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0
R R RRRRRAR
8.20 8.40 8.60 8.80
5000 107.0 m/Z 55.05 38.14%
0 190 1350 | | 1920
0H\‘\H“\‘N‘\‘\\Hi“u‘w‘w\‘lw\‘wHH‘\H\‘HH“HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67303: Silane, triethoxyethyl- e ARARES
163.0 8.20 8.40 8.60 8.80
m/z 57.10 29.20%
5000
119.0
79.0
Lm0
oH“m“mu‘HH_m;‘H‘_:Hmww”_m N
m/z--> 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\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.575 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.575 4.63 ng 153791 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 45
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 43
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 43
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 43
5 7-Tetradecene, (E)- 196 C14H28 041446-63-3 35
Abundance Scan 1103 (8.575 min): BF135310.D\data.ms (-1099) (-) m/z 55.05 100.00%
55.0
5000 M
R
M ‘ 8.20 8.40 8.60 8.80
Ol m/z 69.10  90.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane (2-methylbutyl)-
41.0
5000 1110 L LN NN BN LR R B
8.20 8.40 8.60 8.80
m/z 135.05 69.90%
o | \ 140.0
\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71736: 3-Tetradecene, (E)-
41.0
Py
8.20 8.40 8.60 8.80
5000 m/z 41.10 69.28%
97.0
196.0
51150 ] L‘ | 1125014701680 |
“w“u““ e e e A
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #13252.Cydohexane,1Jq24nnuﬁhyh T
69.0 8.20 8.40 8.60 8.80
41.0 m/z 56.05 52.70%
111.0
5000
0 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\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.669 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.669 7.78 ng 258718 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 25
2 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 25
3 4H-1,3,2-Dioxaborin, 4,6-diethen... 178 C10H15B02 074630-03-8 22
4 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 22
5 Silane, triethoxyethyl- 192 C8H2003Si 000078-07-9 14
Abundance Scan 1119 (8.669 min): BF135310.D\data.ms (-1114) (-) m/z 163.20 100.00%
168.2
55.0 81.1
5000
107.1
135.1 e AaRRamesss S
1021 8.40 8.60 8.80 9.00
0 m/z 55.00 56.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0
5000 107-0 \\\‘\\\\‘\\\\‘\\\\’\\\\
8.40 8.60 8.80 9.00
m/z 81.10 55.13%
0 780 11350 | | 1920
0 \‘\\\\‘\\\“\‘\‘\‘\\H“\\‘!‘\‘\w\\‘\\\\‘\\\\‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52910: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl
163.0
e A RARan R
8.40 8.60 8.80 9.00
5000 m/z 72.00 47 .15%
41.0 930 1510
ST T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52452: 4H-1,3,2-Dioxaborin, 4,6-diethenyl-2-ethyl-4-met e
163.0 8.40 8.60 8.80 9.00
m/z 93.10 46.74%
5000 55.0
27.0
‘ ‘ 790 1970 1350
0 ‘_MH‘u‘l‘w“uH_Hwmwm‘wu‘wlm“m‘ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.772

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.722 6.48 ng 215421 Naphthalene-d8 8.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 14
2 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 14
3 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 14
4 1,3-Cyclopentadiene, 5,5-dimethy... 136 C10H16 1000163-57-0 11
5 1,5-Hexadiene, 2,5-dimethyl-3-me... 122 C9H14 059131-13-4 11
Abundance Scan 1128 (8.722 min): BF135310.D\data.ms ( 1125) (-) m/z 177.15 100.00%
55.1 7.2
107.1
83.0
5000
R EaE LR
8.40 8.60 8.80 9.00
0! m/z 55.10  88.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66938: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1
177.0
5000 43.0 T T T T T T T T
8.40 8.60 8.80 9.00
m/z 57.10 81.93%
g0 930 135.0
O \]-\5\‘0\‘\‘\ \“‘\ T \ \ ‘ \H\“\ \H“\ \H‘\ ‘ \H\‘\ \“‘”‘\ T \‘h ‘ \]\‘.\S\a‘ TTT \“ T 1 T ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #52149: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione
177.0
A Ema T
149.0 8.40 8.60 8.80 9.00
5000 m/z 179.15 74.37%
94.0
121.0
39.0 66.0
0 H‘H‘1“““““‘1‘“‘““” el 1‘”"mwu_m‘ww
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43216: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-4-(2-meth R A RRERRREE
3.0 8.40 8.60 8.80 9.00
m/z 107.10  73.74%
5000
‘ 67.0 107.0
ol 20 M b iz M
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.775 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.775 4.90 ng 162732  Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,4-dimethyl-5-(2-thi... 179 C9HONOS 056421-65-9 38
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 22
3 2(1H)-Naphthalenone, octahydro-4... 180 C12H200 051557-64-3 18
4 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 15
5 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 14
Abundance Scan 1137 (8.775 min): BF135310.D\data.ms (-1135) (-) m/z 179.20 100.00%
179.2
69.1
41.1 109.1
5000
A AARaaRRRE
1471 8.40 8.60 8.80 9.00
0! m/z 69.10 70.73%
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 L LN NN BN LR R B
8.40 8.60 8.80 9.00
410 680 m/z 55.10 67.27%
iy | 1360 |
O \\\‘\\\\}U\‘\\‘\\\\“‘\‘\\\‘\\\\‘H\\\l‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
T
69.0 8.40 8.60 8.80 9.00
5000 m/z 41.10 59.52%
138.0
ol 180 “"i‘uwmwm_m_
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance #54948:20}0 Naphthalenone, octahydro-4a,5-dimethyl- e EARaEES S
41.0 109.0 8.40 8.60 8.80 9.00
m/z 109.10  58.26%
180.0
5000 69.0
151.0
0 udh‘\kwh‘u“‘w“ N
m/z--> 20 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\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1,1'-Bicyclohexyl Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.810 5.05 ng 167914  Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 52
2 Carbonic acid, 2,2,2-trichloroet... 274 C9H13C1303 1000357-89-5 50
3 Acetic acid, trifluoro-, cyclohe... 196 C8H11F302 001549-45-7 47
4 (Z)-(Z)-Hex-3-en-1-yl 2-methylbu... 182 C11H1802 084060-80-0 47
5 Succinic acid, dodec-2-en-1-yl t... 366 C22H3804 1000391-12-5 43

Abundance Scan 1143 (8.810 min): BF135310.D\data.ms (-1140) (-) m/z 82.10 100.00%

55.0 82.1
5000 WJW\J\W
1661 T T T
| 109.1 ‘ ‘ 8.40 8.60 8.80 9.00 9.20
0 Hwwm“l_m“ ““‘ \m‘!“ - ““““19‘3;‘1‘ m/z 55.00  94.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41526: 1,1'-Bicyclohexyl
82.0
5000 DL B LN B W
55.0 8.40 8.60 8.80 9.00 9.20
166.0 m/z 67.10  64.70%
o A0 L 1090 1380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #166536: Carbonic acid, 2,2,2-trichloroethyl cyclohexyl e
82.0
R AR
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 57.31%
55.0
131.0
Gt O [T T L 1570 1930
T I h A R R B e B g
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72045: Acetic acid, trifluoro-, cyclohexyl ester R AR
82.0 8.40 8.60 8.80 9.00 9.20
m/z 83.10 57.10%
5000
55.0 AWMMNANﬁﬂhd&JthVﬂ
0 “H i \‘\ 125.0 15?)0
\\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.916 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.916 5.63 ng 187140  Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 46
2 cis,cis-1,9-Dimethylspiro[5.5]un... 188 C13H24 1000111-73-4 43
3 Bicyclo[4.1.8]heptane, 2-methyl-... 188 C13H24 ©55937-92-3 38
4 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 30
5 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 22

Abundance Scan 1161 (8.916 min): BF135310.D\data.ms (-1159) (-)| | m/z 81.10 100.00%

81.1 137.1
55.1
5000
109.1 161.1180.2
R RRRRRRRRERRRRET
‘ H‘ M ‘ 8.60 8.80 9.00 9.20
0 A polle b Ml Bl m/z 69.10 88.18%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
55.0 110.0
5000 L L R IR B
8.60 8.80 9.00 9.20
137.0 180.0 m/z 137.05  84.86%
O \\‘\\\\‘\\\\’\\\\’\\‘\\’1\\\“\\\\‘\\\\“\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55018: cis,cis-1,9-Dimethylspiro[5.5]undecane
55.0 83.0
PP
1100 8.60 8.80 9.00 9.20
5000 180.0 m/z 55.10 74.07%
‘ ‘ 151.0
ol b e A A
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55027: Bicyclo[4.1.0]nheptane, 2-methyl-7-pentyl- e EARmmEESs ST
81.0 8.60 8.80 9.00 9.20
m/z 95.10 73.21%
5000 55.0
109.0 180.0
0! ,,1310 e
m/z--> 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.992 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.992 5.08 ng 246583  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 27
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 25
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 25
4 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 22
5 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 22
Abundance Scan 1174 (8.992 min): BF135310.D\data.ms (-1171) (-) m/z 81.10 100.00%
81.1
41.1 179.2
5000 123.1
s ERREaERET
151.1 8.60 8.80 9.00 9.20 9.40
(o} m/z 95.10 70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19509: Cyclopropane, tetramethylpropylidene-
810 1230
41.0
5000 | B ELBLALL B I
8.60 8.80 9.00 9.20 9.40
m/z 179.20  54.60%
0' 15.0 ““\M‘h\ \““\ \H‘U’ \“1‘\ T “1 TT TTTT ’ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
e REERARmEEE SRR
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 53.71%
110.0
39.0
0 ‘lﬁ_‘:m““um i AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6762: 1.Ethyl5|netthydopentene s ERREaERET
81.0 8.60 8.80 9.00 9.20 9.40
m/z 69.10  46.29%
5000
39.0 110.0
0 SRR R R e n a e AT
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF091123.M Tue Sep 19 13:55:19 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.028 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.028 6.76 ng 328511  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
2 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 38
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 38
4 Zinc, bis[2,2-dimethyl-3-(2-meth... 310 C18H30Zn 074842-24-3 27
5 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 27
Abundance Scan 1180 (9.028 mln) BF135310.D\data.ms (-1177) (-) m/z 81.10 100.00%
5000 M
R A REREREY
8.80 9.00 9.20 9.40
(o} m/z 179.20 67.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 L B L I LN B
110.0 8.80 9.00 9.20 9.40
39.0 m/z 55.10 64.99%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6585: 2-Propenyl-3-vinyloxirane
55.0
R A REREREY
81.0 8.80 9.00 9.20 9.40
5000 m/z 41.10 57.63%
27.0 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6706: Cyclohexene, 1-ethyl- B ARmESEE R
81.0 8.80 9.00 9.20 9.40
m/z 109.10  54.63%
5000
41.0 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF091123.M Tue Sep 19 13:55:20 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.063 7.95 ng 386275  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Octane, 2-methyl- 128 C9H20 003221-61-2 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 62
Abundance Scan 1186 (9.063 min): BF135310.D\data.ms (-1183) (-) m/z 57.10 100.00%
57.1
5000 M
85.1
o R
1131 159.1 8.80 9.00 9.20 9.40
[ N— “Hu A RS L4832 2121 g 10 67.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 L L R B L B R
8.80 9.00 9.20 9.40
85.0 . .24%
29.0 m/z 43.10 59.24
04 T \‘i T \“‘\ T \‘!“ T \H} T “1‘\ T \”“ -:Lwl‘ﬁ.?\”\ ;\4.‘1\9\ \:‘L\G\g\\o‘ \{]-\9\7‘\0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
A A R R
8.80 9.00 9.20 9.40
5000 m/z 41.10 35.20%
29.0 85.0
N A CR VTR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14531: Octane, 2-methyl- Amam AR
43.0 8.80 9.00 9.20 9.40
m/z 85.10 28.47%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF091123.M Tue Sep 19 13:55:21 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.186 19.49 ng 946547  Acenaphthene-dile 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 87
2 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27
3 2-Anthracenamine 193 C14H11N 000613-13-8 27
4 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 27
5 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 25

Abundance Scan 1207 (9.186 min): BF135310.D\data.ms (-1204) (-) m/z 55.10 100.00%
55.1 193.2

95.1 123.1

5000

5

159.1 R AR R
8.80 9.00 9.20 9.40 9.60

0" LTH—rr m/z 193.20 89.34%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

198.0
123.0
5000 69.0 950 A
8.80 9.00 9.20 9.40 9.60
m/z 41.10 71.57%
151.0
0,

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

Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine
198.0

\

95.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 69.10 61.72%

67.0
40.0 146.0

o \M “Hw ‘ w‘l“ RTINS NS NS SR N

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

o

s

Abundance #68073: 2-Anthracenamine R AR RaR R R
193.0 8.80 9.00 9.20 9.40 9.60
m/z 123.10 60.11%
5000 165.0
97.0
o_H"”"9'9‘7979‘”:“‘:“““,“1‘3‘?19”“!“m‘mm”” e —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF091123.M Tue Sep 19 13:55:22 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.504 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.504  20.25 ng 983335  Acenaphthene-di1e 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 33
2 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 27
4 1H-Pyrazole, 3,5-bis(1,1-dimethy... 208 C13H24N2 125281-21-2 25
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 25

Abundance Scan 1261 (9.504 min): BF135310.D\data.ms (-1258) (-) m/z 193.20 100.00%

198.2
5000 69.1 123.1 JMNﬂJAﬁAAAﬁwﬂﬂMLAJM
‘ng‘ |
s 1L -
o‘H‘HHHHWNMWLMLm¢whm%§%ﬂuW‘me‘wuuw‘u_uw“ m/z 69.10  45.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
’ 123.0
5000 — :
9.50
29.0 m/z 123.10 42.73%
ol 52.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170954: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylide
198.0
T \
9.50
5000 137.0 m/z 41.10 40.63%
57.0
0 \‘\ u‘ T 10§.0 “\ 1 ‘ 235.0 278.C
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- — !
1938.0 9.50
m/z 55.10 39.94%
5000
119.0
163.0
5. 280 650 |
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 9.50

8270-BF091123.M Tue Sep 19 13:55:23 2023 Page: 15



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
BF135310.D

. 18

Library Search Compound Report

Sep 2023 17:05

¢ CG\JU
. 04416-01

: 5

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Dodecane, 2-methyl-6-propyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.528 13.04 ng 633119  Acenaphthene-di10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 81
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 80
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 74
4 Pentadecane 212 C15H32 000629-62-9 72

5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72

Abundance Scan 1265 (9.528 min): BF135310.D\data.ms (-1263) (-) m/z 57.10 100.00%
57.1

%

5000
85.1
1131 159.1 9.50
o18322072 m/z 43.10  80.38%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0 — :
9.50
m/z 71.10  68.69%
140.0
182.0
0\‘\\\\‘\\\H‘\\h}\‘w‘\\\“]\-\]_\:)’\‘0\\\\l‘\\\\‘\\\\“‘\\\\‘\\\\2‘2\6\\0\

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

%

Abundance #107232: Pentadecane, 7-methyl-
57.0
9.50
5000 ITI/Z 85.10 36.35%
85.0
¢ 1120 1400
oo b L M0 ae80  am0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl- T
57.0 9.50
m/z 41.10 28.88%

5000
85.0
|

0 I ‘ | H ‘1410 183.0  226.0
300 bl D 2260 —

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

8270-BF091123.M Tue Sep 19 13:55:24 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05

Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 15 Silane, chlorodiethyl(2-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

o557 131209 637408 Acenaphthene-dle 5.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28

2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si

3 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN

080655-44-3 70
1000363-12-7 64
092822-02-1 43

4 3-Phenylindole 193 C14H11N 001504-16-1 38
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 30
Abundance Scan 1270 (9.557 min): BF135310.D\data.ms (-1268) (-) | m/z 193.20 100.00%
55.1 193.2
95.1
123.1
5000
165.2
C |
2212 9.50
01 m/z 55.10 87.62%
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 — |
9.50
m/z 41.10 82.49%
LT )
O‘\\\\‘\\\‘\’\\\“‘1\\‘!‘\‘\“\\"\\\\“\\‘}\‘\\\\“\\}\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #100848: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0
T \
9.50
5000 83.0 ITI/Z 69.10 72 .80%
43.0
151.0
0 bbb gl Ll 2220 MWJ\/W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine —— ‘
193.0 9.50
m/z 95.10 67.98%
69.0
109.0
5000
30.0
e L 0
ST P N O PO -V S —_—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF091123.M Tue Sep 19 13:55:25 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.616 7.69 ng 373402  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 98
2 1-Indolinecarboxaldehyde, 2-hydr... 177 C10H11NO2 013303-69-0 25
3 9,10-Dimethyltricyclo[4.2.1.1(2,... 196 C12H2002 174226-40-5 25
4 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 14
5 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N20 099981-45-0 14

Abundance Scan 1280 (9.616 min): BF135310.D\data.ms (-1278) (-) m/z 41.10 100.00%

411
1771
67.1
5000
97.1
135.1 2072

T ‘ T T ‘ T

‘ W 9.50 10.00

ol b el b gz ss.1e 8e.12%

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

Abundance #99032: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0

%

41.0
5000 "o En 1000
67.0 135.0 9.50 10.00

91.0 m/z 57.10  75.98%

O \\1“\‘\“\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #51718: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methyl-
177.0

%

9.50 10.00
5000 120.0 m/z 177.1@  68.13%

430 770 ‘ 149.0
‘\u \h\ \ \‘ “\ Hh ‘\H \h‘\ \‘\ “ ‘

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

Abundance #71468: 9,10-Dimethyltricyclo[4.2.1.1(2,5)]decane-9,10-d
43.0 9.50 10.00

m/z 67.10  53.82%

o

%

71.0
5000 135.0

107.0 163.0

0 ‘uui‘l‘un“\“‘\‘u H\}\H‘H\l“HM‘“HH“‘]"?‘G‘Q‘H“H —— —

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

[ay
o
o
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.663 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.663  28.53 ng 1385540  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H490 055255-85-1 38
2 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 35
3 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 27
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 25
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 22

Abundance Scan 1288 (9.663 min): BF135310.D\data.ms (-1285) (-) m/z 55.10 100.00%

5!:
109.1 193.2
5000

— —
‘ 5.1 9.50 10.00
- Aesar o w/z 4110 93.80%

m/z--> 50 100 150 200 250 300
Abundance #204980: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-f
41.0 83.0

5000 T —
9.50 10.00
250 206.0 m/z 69.10 89.45%
oLl ‘\M\_M L) 11650 | 210  a0ag
m/z--> 50 100 150 200 250 300
Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-me
41.0
— —
9.50 10.00
5000 95.0 m/z 83.10 65.50%

207.0
\ pspieso 0 W
miz—-> 50 100 150 200 250 300

Abundance  #238674: Pentafluoropropionic acid, dodecyl ester —— ——
55.0 9.50 10.00

m/z 109.10  62.95%

97.0
5000
] |

1‘5.9‘\‘ | Iy h \ | 7702130 314

T
m/z--> 50 100 15 200 250 300 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.710 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.710 41.11 ng 1996660  Acenaphthene-d10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 27
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 25
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 25
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 25
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 20

Abundance Scan 1296 (9.710 min): BF135310.D\data.ms (-1293) (-) | m/z 193.20 100.00%
198.2
41.1

69.1 97.1
5000
s e
9.50 10.00
ol 2242 m/z 41.10  79.47%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140869: Pentanoic acid, 10-undecenyl ester
58.0
5000 — ——
83.0 9.50 10.00
29.0 m/z 55.10  78.46%
“109.0 1520
0! il ‘” 0 o 177.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, ¢
55.0 97.0

T T
9.50 10.00
5000 m/z 97.10  74.54%

194.0
ol sesease |
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #69425: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, ci —— ——
55.0 97.0 9.50 10.00
m/z 69.10 72.09%

5000 W
194.0

0 ”124'0166'0 —

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Carbonic acid, decyl pentad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.069 21.32 ng 1035660  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl pentadecyl ... 412 C26H5203 1000383-16-4 64
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 49
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 46
4 Hexadecyl octyl ether 354 C24H500 1000406-38-6 46
5 Undecane 156 C11H24 001120-21-4 46
Abundance Scan 1357 (10.069 min): BF135310.D\data.ms (-1355) (- m/z 57.10 100.00%
57.1
133.1
5000
7.1 — :
204.2 10.00
ol H‘l‘ bl balp 375072870 4310 81.24%
miz-> 50 100 150 200 250 300
Abundance #309384: Carbonic acid, decyl pentadecyl ester
57.0
5000 7.0 —— :
141.0 10.00
211.0 m/z 71.10  69.53%
ok n“ \“‘w ’H““‘\ “H‘ \!\ ‘u‘ . “ , ‘\ !‘\ T ‘27‘3‘0‘ Bmaman
miz-> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
T \
10.00
5000 m/z 133.05 60.22%
99.0 1550
SR e ) L 7Y
miz--> 50 100 150 200 250 300
Abundance #33094: Nonane, 4,5-dimethyl- T ‘
43.0 10.00
m/z 41.10 50.16%
5000 85.0 W
| “ 126.0
Ol b e e
m/z--> 50 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.216  28.71 ng 1394380  Acenaphthene-d10 9.798
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 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 47
3 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 47
4 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 47
5 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 47

Abundance Scan 1382 (10.216 min): BF135310.D\data.ms (-1379) (- m/z 123.10 100.00%

123.1
5000
55.1 95.1
207.2 — —
10.00 10.50
169.1 ‘
0 Jh“; AJ‘U‘«m!‘mumwH_Mum“?ﬁ?ulu m/z 55.10  38.85%
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 e —
2220 10.00 10.50
' m/z 109.10 35.10%
69.0 950 | |1539
O \H‘\‘H\“\HH\‘\‘\‘\\H‘H\\‘\“}“\\H‘\‘\H‘\‘H‘\“HH}\\H‘HH‘H\\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but
128.0

— ‘ ‘
95.0 10.00 10.50
5000 ITI/Z 69.10 34.95%
43.0
222.0
0 1,690 || 14901790 "7
rrrrrr e e e e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55519: 2-Amino-4-acetamino anisole 7 —
123.0 10.00 10.50
m/z 95.10  34.87%
5000
180.0
43.0 95.0
o159, L 890 | Ll Meol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091823\
Data File : BF135310.D

Acqg On : 18 Sep 2023 17:05
Operator : CG\JU

Sample : 04416-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Carbonic acid, 8.463 4.9 ng 163420 2 8.034 664716 20.0
Tricyclo[3.3.1.... 8.498 3.9 ng 130483 2 8.034 664716 20.0
unknown8.575 8.575 4.6 ng 153791 2 8.034 664716 20.0
unknown8.669 8.669 7.8 ng 258718 2 8.034 664716 20.0
unknown8.772 8.722 6.5 ng 215421 2 8.034 664716 20.0
unknown8.775 8.775 4.9 ng 162732 2 8.034 664716 20.0
1,1'-Bicyclohexyl 8.810 5.0 ng 167914 2 8.034 664716 20.0
unknown8.916 8.916 5.6 ng 187140 2 8.034 664716 20.0
unknown8.992 8.992 5.1 ng 246583 3 9.798 971359 20.0
unknown9.028 9.028 6.8 ng 328511 3 9.798 971359 20.0
Dodecane, 2,6,1... 9.063 8.0 ng 386275 3 9.798 971359 20.0
Decahydro-1,1,4... 9.186 19.5 ng 946547 3 9.798 971359 20.0
unknown9.504 9.504 20.3 ng 983335 3 9.798 971359 20.0
Dodecane, 2-met... 9.528 13.0 ng 633119 3 9.798 971359 20.0
Silane, chlorod... 9.557 13.1 ng 637408 3 9.798 971359 20.0
2,5-Cyclohexadi... 9.616 7.7 ng 373402 3 9.798 971359 20.0
unknown9.663 9.663 28.5 ng 1385540 3 9.798 971359 20.0
unknown9.710 9.710 41.1 ng 1996660 3 9.798 971359 20.0
Carbonic acid, 10.069 21.3 ng 1035660 3 9.798 971359 20.0
2,11-Dioxabicyc.. 10.216 28.7 ng 1394380 3 9.798 971359 20.0
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