LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134202.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 17 rVB 961440 1261802 15.65% 1.597%
2 5.081 506 509 517 rBV 132865 152950 1.90% 0.194%
3 5.481 572 577 593 rBV 1881768 1844391 22.87% 2.334%
4 6.481 743 747 750 rBV 1987271 1749776 21.70%  2.215%
5 6.845 805 809 816 rBV 665294 574721 7.13% 0.727%
6 7.404 900 904 908 rBV 1308686 1144283 14.19% 1.448%
7 7.769 962 966 968 rBV 200429 210874 2.61% 0.267%
8 7.881 982 985 987 rBv2 225183 199566 2.47% 0.253%
9 7.998 1001 1005 1009 rBV5 327043 512808 6.36% 0.649%
10 8.104 1018 1023 1024 rBV2 502296 581790 7.21% 0.736%
11  8.122 1024 1026 1029 rVB 1053116 968220 12.01% 1.225%
12 8.163 1029 1033 1036 rBVv4 200581 372819 4.62% 0.472%
13  8.204 1037 1040 1042 rBV2 502980 521370 6.46% 0.660%
14  8.228 1042 1044 1046 rVV2 356482 253627 3.14% 0.321%
15 8.269 1049 1051 1053 rVVv3 279183 265361 3.29% 0.336%
16 8.298 1053 1056 1059 rVB3 396072 498088 6.18% 0.630%
17 8.328 1059 1061 1064 rBV 1065930 894276 11.09%  1.132%
18 8.357 1064 1066 1068 rVV 195249 208631 2.59% 0.264%
19 8.386 1069 1071 1072 rVV2 307789 245435 3.04% 0.311%
20 8.404 1072 1074 1075 rVV 529882 407448 5.05% 0.516%
21  8.445 1078 1081 1083 rVVv4 372833 420248 5.21% ©.532%
22 8.486 1083 1088 1090 rVvV3 637055 800170 9.92% 1.013%
23 8.516 1090 1093 1095 rBV2 682790 762926  9.46%  0.966%
24  8.539 1095 1097 1099 rVV2 452768 376564 4.67% 0.477%
25 8.569 1099 1102 1104 rVV 1572867 1539461 19.09% 1.948%
26 8.592 1104 1106 1109 rVB3 1197301 1059832 13.14% 1.341%
27 8.633 1111 1113 1116 rVV 976433 859108 10.65% 1.087%
28 8.675 1116 1120 1124 rVV3 1988420 2565200 31.81% 3.246%
29 8.816 1142 1144 1150 rVB4 835048 1106422 13.72% 1.400%
30 8.875 1151 1154 1157 rBV5 1709135 1805649 22.39% 2.285%
31 8.910 1158 1160 1162 rBV 1045988 942526 11.69%  1.193%
32 9.016 1176 1178 1181 rBV2 927588 967669 12.00% 1.225%
33 9.092 1188 1191 1194 rBV3 770142 1080227 13.39% 1.367%
34 9.128 1195 1197 1200 rVV 1586100 1558114 19.32% 1.972%
35 9.210 1207 1211 1216 rBV2 2617963 3063814 37.99% 3.878%

36 9.298 1221 1226 1229 rBV2 5408716 6636084 82.28%  8.399%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.610 1276 1279 1283 rVB 4059189 4347943 53.91% 5.503%
38 9.663 1285 1288 1292 rVB2 1310732 1485603 18.42% 1.880%
39 9.716 1295 1297 1300 rVB2 1068270 875510 10.86% 1.108%
40  9.769 1302 1306 1309 rBV2 2329315 3669501 45.50% 4.6447%
41  9.816 1312 1314 1317 rVB 3764070 3423353 42.45% 4.333%
42 9.851 1318 1320 1322 rBV3 925732 821282 10.18% 1.039%
43 9.886 1324 1326 1332 rVB4 2187283 3161926 39.21% 4.002%
44  9.939 1333 1335 1339 rBV3 879581 1495084 18.54% 1.892%
45 10.316 1396 1399 1402 rBV 1471391 1381730 17.13% 1.749%
46 10.839 1482 1488 1490 rBV 5481599 8065024 100.00% 10.207%
47 11.298 1562 1566 1570 rVB 4208864 5120988 63.50% 6.481%
48 11.398 1581 1583 1587 rBv4 873158 1039198 12.89% 1.315%
49 11.645 1622 1625 1628 rBV 1767581 1708435 21.18% 2.162%
50 12.374 1747 1749 1754 rVB 948972 1116916 13.85% 1.414%
51 12.986 1851 1853 1861 rVB 1529540 1421574 17.63% 1.799%
52 13.857 1999 2001 2004 rBV2 141343 144587 1.79% 0.183%
53 14.045 2030 2033 2041 rVB 619639 659069 8.17% 0.834%
54 14.898 2175 2178 2184 rVB 165575 171088 2.12% 0.217%
55 15.545 2283 2288 2297 rVB 272318 384221 4.76%  0.486%

56 17.880 2678 2685 2694 rVB8 44756 109147 1.35% ©.138%

Sum of corrected areas: 79014429
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF134202.D\data.ms
1e+07
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6000000
4000000
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Abundance TIC: BF134202.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.128 43.91 ng 1261800 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 7 (2.128 min): BF134202.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87-1 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ 2.202.302.402.50
Ol L w2 43,00 42.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T T[T T [TTTT T
43.0 2.202.302.402.50
— 850 87.0 m/z 55.05  29.38%
29.0 ‘
O\\\‘\\\\‘\\\\‘\\\”"\\\\“M\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
A ABARERREEEELESE
40 5, 87.0 2.202.302.402.50
5000 ’ m/z 87.10 24.84%
29.0
wo |
e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- R RaasansEEEEE
73.0 2.202.302.402.50
m/z 41.05 14.03%
5000
43.0
15.0 29.0 ‘ | 59.0
LS M WERBI SR NN 1 MU s eamm——
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1,3,5-Trimethyladamantane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.204 10.77 ng 521370  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 70
2 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 58
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 58
4 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 50
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 47

Abundance Scan 1040 (8.204 min): BF134202.D\data.ms (-1037) (-} m/z 163.20 100.00%
168.2

5000 107.1
41.1 81.1
T
1371 7.80 8.00 8.20 8.40 8.60
0 ‘ ﬁ‘ H‘” . m el AB22 g 107,10 49.00%
miz--> 20 80 100 120 140 160 180
Abundance #52975. 1,3,5-Trimethyladamantane
163.0
5000 107.0 EERAARERREEERRRERRRE R
7.80 8.00 8.20 8.40 8.60
m/z 95.10 28.45%
80 790 1350 |
O\\‘\\\“\‘\‘\‘\\H“\\‘\‘\‘\‘}\\“\\\\‘\\\\‘\‘\\\“\\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #52973: 1,3,6-Trimethyladamantane
163.0
R RRRR A RRRRRRERREE
7.80 8.00 8.20 8.40 8.60
5000 107.0 m/z 41.10 27.02%
55.0 81.0
‘ ‘ 135.0
o | Y 1 N AN
miz--> 40 60 80 100 120 140 160 180
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane e A REaanaaEas SRR
163.0 7.80 8.00 8.20 8.40 8.60
m/z 81.10 25.90%
5000 107.0
20 T80 1350 | | 1920
O e R (T
m/z--> 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.328 18.47 ng 894276  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93
2 6-Tridecene, (Z)- 182 C13H26 006508-77-6 87
3 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 86
4 3-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-5 86
5 6-Tridecene, (E)- 182 C13H26 006434-76-0 83

Abundance Scan 1061 (8.328 min): BF134202.D\data.ms (-1059) (-) m/z 69.10 100.00%
e

69.1
41.1
5000
97.1
o RAARmmamasEE
N ‘H 126.1 541 182.2 8.00 8.20 8.40 8.60
Y SN ) W T M‘u At ik “‘ —— m/z 55.10 86.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 TT [T T T[T T T[T T I [TTTTy
8.00 8.20 8.40 8.60
97.0 o
‘ 126.0 182.0 m/z 41.10 70.09%
0 \\\‘\\\\“‘\\\ \\w“’\\”H\‘\‘\“‘\H‘HH‘\‘M\“‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56961: 6-Tridecene, (2)-
55.0
ARRRREEEEE
290 8.00 8.20 8.40 8.60
’ m/z 56.10 59.63%
5000 83.0
111.0 182.0
0 el 2240 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #109491: 1-Dodecanol, 3,7,11-trimethyl- e B
55.0 8.00 8.20 8.40 8.60
m/z 57.10 51.55%
5000 83.0
29.0 125.0
ouw‘!H:““luM‘ H‘M,mhu‘whuHimwm‘mw .
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\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cyclohexane, 1,1,4,4-tetram... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.486 16.53 ng 800170  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 68
2 4-Nonene, 2,3,3-trimethyl-, (Z)- 168 C12H24 063830-68-2 59
3 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 53
4 3-Octene, 4-ethyl- 140 C1eH20 053966-51-1 43
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43

Abundance Scan 1088 (8.486 min): BF134202.D\data.ms (-1083) (-) m/z 69.10 100.00%

69.1
125.1
5000
R RRERERE
‘ ‘ 182. 2 8.20 8.40 8.60 8.80
ol Mool hdy 1822 m/z 125.10  60.16%
m/z--> 50 100 150 200 250 300
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl-
69.0
125.0
5000 L L L L L B B I IR
8.20 8.40 8.60 8.80
27.0 m/z 55.10  58.00%
O H ‘ ‘H ‘h s H“‘ T - ‘ T \“\ T ‘ L L ‘ T L T ‘ L L ‘ T T
m/z--> 100 150 200 250 300
Abundance #43589: 4-Nonene, 2,3,3-trimethyl-, (Z)-
69.0
R RREERERE
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 51.29%
125.0
27.0‘ ‘ ‘ ‘
oLid L L e
miz--> 50 100 150 200 250 300
Abundance #217314: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclc T T T T
69.0 125.0 8.20 8.40 8.60 8.80
m/z 70.10 36.55%
5000
29.0
0 ‘ bl J 1610 205.0237.02730 314.0
“ “‘ S e S A i S R A RRERREEERREREE
m/z--> 100 150 200 250 300 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 6-Tridecene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.516 15.76 ng 762926  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, (E)- 182 C13H26 006434-76-0 89
2 3-Tridecene, (E)- 182 C13H26 041446-57-5 87
3 6-Dodecene, (E)- 168 C12H24 007206-17-9 76
4 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 76
5 6-Tridecene 182 C13H26 024949-38-0 64

Abundance Scan 1093 (8.516 min): BF134202.D\data.ms (-1090) (-) m/z 69.10 100.00%

69.1
41.1
5000
e EaAsmmEESEEE
‘ 8.20 8.40 8.60 8.80
0““H“HHJ“‘J m/z 55.10 92.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56960 6-Tridecene, (E)-
58.
29.0
5000 0 L L R R B B
8.20 8.40 8.60 8.80
m/z 41.10 66.38%
11 0 182.0
0 ‘ ‘ )| 1540 |
\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56956: 3-Tridecene, (E)-
41.0
e EaAsmmEESEEE
69.0 8.20 8.40 8.60 8.80
5000 m/z 70.10 51.37%
570 182.0
0150‘ H | 1250 1540 U
e EARAREN AR EEma e S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43495: 6-Dodecene, (E)- R A RA R
41.0 | 69.0 8.20 8.40 8.60 8.80
m/z 57.10 48.36%
5000
97.0
168.0
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\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.569 31.80 ng 1539460 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 70
2 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 64
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C1eH20 002223-52-1 53
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 53
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 53

Abundance Scan 1102 (8.569 min): BF134202.D\data.ms (-1099) (-) m/z 69.10 100.00%

69.1
125.1
5000 41.1
95.1 149.1 T
‘ H ‘ ‘ ‘ ‘ 181.2 8.20 8.40 8.60 8.80
O Ll b T nyz 125.10 63.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 410 L L LN B B I
8.20 8.40 8.60 8.80
m/z 55.10 50.49%
O‘]"5"‘0“}“““‘“\“H“\““‘\\“‘9‘]_‘-‘0"‘““““““““““““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl-
69.0
R R R EEEEE RS
8.20 8.40 8.60 8.80
5000 125.0 m/z 41.10 45.91%
41.0
“ “ ‘ 95.0 154.0
| AMBR 1A ) NP it A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl- T
69.0 8.20 8.40 8.60 8.80
m/z 83.10 44.56%
41.0 125.0
5000
L s
oHwm‘;“w“‘l“umwwH‘,HH‘1“”_”“””_”‘_ e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF062623.M Tue Jul 11 ©3:09:11 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1,3,6-Trimethyladamantane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.592  21.89 ng 1059830  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 76
2 3,5-Dimethyl-1-adamantanecarboxy... 208 C13H2002 014670-94-1 53
3 1,1-Dimethyl-4a-hydroxymethyldec... 212 C13H2402 1010196-01-9 47
4 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 45
5 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 42

Abundance Scan 1106 (8.592 min): BF134202.D\data.ms (-1104) (-} m/z 163.20 100.00%
168.2

5000 411 107.1
81.1
R
135.1 8.20 8.40 8.60 8.80 9.00
0 92.2 m/z 107.10  49.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52973: 1,3,6-Trimethyladamantane
163.0
5000 1070 | B ELBLALL B I
8.20 8.40 8.60 8.80 9.00
550 81.0 m/z 41.10 40.42%
L
0 H\‘\\H‘\\‘M’M‘\\“MHH‘“\M‘\“‘\‘\\"“H\‘\‘H‘H‘HH"HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #85073: 3,5-Dimethyl-1-adamantanecarboxylic acid
163.0
R R SREEEEE
8.20 8.40 8.60 8.80 9.00
5000 107.0 ITI/Z 55.10 38.65%
41.0 77.0 193.0
X RTNSNR ol A . N Pt e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #89862: 1,1-Dimethyl-4a-hydroxymethyldecalin-2-ol REaas A RRE
163.0 8.20 8.40 8.60 8.80 9.00
m/z 81.10 31.99%
81.0
5000 41.0
109.0 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BF062623.M Tue Jul 11 ©3:09:12 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.633 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.633 17.75 ng 859108 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 41
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 38
3 6H-Purin-6-one, 2-amino-1,7-dihy... 165 C6H7N50 000938-85-2 35
4 cis,cis- and cis,trans-1,9-dimet... 166 C12H22 1000111-72-5 35
5 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 35

Abundance Scan 1113 (8.633 min): BF134202.D\data.ms (-1111) (-}  m/z 165.20 100.00%

165.2
95.1
5000
411 671
S
123.1 8.40 8.60 8.80 9.00
ol i 1921 | 11922 /7 95,10 75.18%

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

Abundance  #41582: trans,trans-1,7-Dimethylspiro[4.5]decane
95.0

¥

5000 S
8.40 8.60 8.80 9.00

67.0 m/z 109.10 62.26%
‘ ‘ 123.0 166.0
0\"H\"‘w‘!‘w“‘!M”L‘H“‘\H“\m“\‘w‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0

:

8.40 8.60 8.80 9.00
68.0 .
5000 m/z 8l.10 57.44%

123.0 166.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40651: 6H-Purin-6-one, 2-amino-1,7-dihydro-1-methyl- R R AR
165.0 8.40 8.60 8.80 9.00

m/z 41.10 35.89%

o

4

5000
57.0
28.0 83.0 1100 435,
A I I Y VO S O
miz—> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF062623.M Tue Jul 11 ©3:09:12 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48

Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9 Cyclopentane, (2-methylbutyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.675 52.99 ng 2565200 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 86
2 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 78
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 53
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 45
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 43

Abundance Scan 1120 (8.675 min): BF134202.D\data.ms (-1116) () m/z 69.10 100.00%

69.1
41.1
5000 111.1
R  ARARRREE
W%-l 165y 1962 8.40 8.60 8.80 9.00
0 02 4 1. 1652, | = n/z s5.10  59.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 LU BN L B I B R
8.40 8.60 8.80 9.00
m/z 41.10 54.06%
0 \H‘\hH‘i“\u%ﬁ“‘”u“‘lH\“HW\‘H]\-Lwliowlc\)u‘um‘uu‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71763: 6-Tridecene, 7-methyl-
55.0
R  ARARRREE
111.0 8.40 8.60 8.80 9.00
5000 83.0 ITI/Z 56.10 46.04%
196.0
PN O N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13244: Cyclohexane, 1,1,2-trimethyl- A RARE S A
69.0 8.40 8.60 8.80 9.00
m/z 111.10 42.69%
41.0 111.0
5000
NECEIN OF O N o L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF062623.M Tue Jul 11 ©3:09:13 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.816 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.816 22.85 ng 1106420 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 22
2 p-Phenylbenzonitrile 179 C13HSN 002920-38-9 12
3 1,4,4-Trimethylcyclohex-2-enecar... 182 C11H1802 1000187-21-8 10
4 Benzo[h]quinoline 179 C13HSN 000230-27-3 10
5 1-Dimethyl(phenyl)silyloxypropane 194 C11H180Si 013360-21-9 10

Abundance Scan 1144 (8.816 min): BF134202.D\data.ms (-1142) (-) m/z 179.20 100.00%
179.2

57.1 123.1
5000
9rl 149 2
R e
‘H ‘ 8.40 8.60 8.80 9.00 9.20
Y I— ] ”: UL “H Al “u b 02072 sz 123,10 57.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,!
179.0
5000 B B ELRLELL B I
430 690 8.40 8.60 8.80 9.00 9.20
107.0 m/z 57.10 54.02%
Ot T \H\ \‘i‘\‘\ \‘ \“ \“h g \““HH‘\‘\“‘M \“M\ \“H\ :\Lﬁz“\ow T | T i BRRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53945: p-Phenylbenzonitrile
179.0
s A RR R
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.10 46.51%
76.0 151.0
27.0 510, | 10001260 |
R B RAAEamasEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56710: 1,4,4-Trimethylcyclohex-2-enecarboxylic acid, m s EREaERET
123.0 8.40 8.60 8.80 9.00 9.20
m/z 43.10 44.21%
5000
81.0
41.0
‘ ‘ ‘ ‘ 150.0 182.0
RPN ot i b, S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BF062623.M Tue Jul 11 ©3:09:13 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.875 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.875 37.30 ng 1805650  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 35
2 1H-Naphthalen-2-one, 3,4,5,6,7,8... 180 C12H200 1010164-27-1 27
3 Cyclohexane, 1,1'-ethylidenebis- 194 C14H26 002319-61-1 25
4 5-Methoxy-2-methylbenzothiazole 179 C9H9NOS 1000342-71-0 22
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 22

Abundance Scan 1154 (8.875 min): BF134202.D\data.ms (-1151) () m/z 179.20 100.00%
17p.2

69.1
41.1
109.1
5000
R R ARARRRERE R
137.1 206.2 8.60 8.80 9.00 9.20
0 : m/z 69.10 78.75%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0

97.0

E

5000 SRS
8.60 8.80 9.00 9.20

29.0 167.0 m/z 55.10 69.85%
125.0

[
Ok H\‘H‘H‘WH\‘iH‘H‘MH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54934: 1H-Naphthalen-2-one, 3,4,5,6,7,8-hexahydro-4a

4

109.0
T
41.0 . 8.60 8.80 9.00 9.20
5000 ' 180.0 m/z 41.10 67.17%
137.0 ‘
o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #69405: Cyclohexane, 1,1'-ethylidenebis- A RAR e A R
41.0 | 69.0 111.0 8.60 8.80 9.00 9.20
m/z 109.10  59.31%
b M
0 Ll b | 1350 1650 1909
miz--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF062623.M Tue Jul 11 ©3:09:14 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48

Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 12 (1,2,4-Trimethylcyclohexyl)... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.910 19.47 ng 942526  Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-04-1 72
yclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 59
1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-8 45
inc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 45
N-Methylcytosine 125 C5H7N30 006220-47-9 43

uih wNnPE
P N—~O—~

Abundance Scan 1160 (8.910 min): BF134202.D\data.ms (-1158) (-) m/z 69.10 100.00%

69.1 125.1
5000 411
R R RRERE
‘ ‘ ‘ ‘971 163.2 8.60 8.80 9.00 9.20
Ol b e 2992 /2 125,16 84.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33004: (1,2,4-Trimethylcyclohexyl)methanol (isomer 4)
69.0
125.0
5000 L R B R B B IR |
8.60 8.80 9.00 9.20
41.0 m/z 55.10 40.38%
0y, \‘\ ! 1920, |
O\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
R R RRERE
8.60 8.80 9.00 9.20
5000 41.0 ITI/Z 41.10 39.76%
L 0 O —— M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33006: (1,2,4-Trimethylcyclohexyl)methanol (isomer 1) RN
69.0 125.0 8.60 8.80 9.00 9.20
m/z 83.10 22.70%
5000
41.0
ICEN
0“W‘WH‘HJW“HWM“_‘H A ERRRRERARS R RRARERRR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF062623.M Tue Jul 11 ©3:09:14 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

BF062623.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

.20 a1.97ng 6636080 Acenaphthene-dle 9904

Hit# of 5 Tentative ID MW MolForm CASH# Qual

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

2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260

4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2

080655-44-3 94
1000238-56-7 50
313253-65-5 47
057387-76-5 40
1000234-40-7 40

Abundance Scan 1226 (9.298 min): BF134202.D\data.ms (-1221) ()  m/z 193.20 100.00%
198.2
5000 55.1 123.1
95.1
9.00 9.20 9.40 9.60
151.2
P — 2201 m/z 123.10  49.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 95.0 R e R
9.00 9.20 9.40 9.60
m/z 55.10 46.75%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
R R REREAE
123.0 9.00 9.20 9.40 9.60
5000 ITI/Z 69.10 46.59%
150.0
95.0
olazo B2 800 | L b b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- R R
193.0 9.00 9.20 9.40 9.60
m/z 41.10 38.93%
5000 55.0
109.0
81.0
29.0 ‘ ‘ ‘
137.0
Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF062623.M Tue Jul 11 ©3:09:14 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.610  27.50 ng 4347940  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 56
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 49
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 35
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 27
5 3-Phenylindole 193 C14H11N 001504-16-1 27

Abundance Scan 1279 (9.610 min): BF134202.D\data.ms (-1276) (-)  m/z 193.20 100.00%

198.2
5000 411 69.1 123.1
95.1 A -
M H 1522 9.50 10.00
Om‘uwmm‘u el HWm‘W_WWM??P‘-% m/z 69.10 44.13%
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
193.0
69.0 123.0
41.0
5000 —r— —
95.0 9.50 10.00
m/z 123.10 38.54%
0 1’111520
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
—— —
123.0 9.50 10.00
5000 m/z 41.10 36.76%
150.0
95.0 ‘
42.0
olizo 2000 | L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, —— ——
198.0 9.50 10.00
42.0 m/z 83.10 34.15%
5000 83.0
108.0
158.0
o‘1‘5‘?‘\";‘u‘w!_“ﬂm,um:‘_‘u‘ﬁ'ﬁzwomwm‘:‘w‘www — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF062623.M Tue Jul 11 ©3:09:15 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown9.769 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.769  23.21 ng 3669500  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 55
2 Crotyl methacrylate 140 C8H1202 007376-45-6 41
3 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 38
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 30
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30

Abundance Scan 1306 (9.769 min): BF134202.D\data.ms (-1302) (-) m/z 69.10 100.00%
1

69
41.1
109.1 1932
5000 '
137.2
e e
165.2 2943 9.50 10.00 .
0! m/z 41.10 76.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 920 T T
9.50 10.00
m/z 55.10 76.57%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21188: Crotyl methacrylate
41.0 69.0
e e
9.50 10.00
5000 ITI/Z 83.10 62.03%
95.0
S . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96114: 4-n-Hexylthiane, S,S-dioxide — ——
69.0 9.50 10.00
m/z 193.20 59.92%
5000
0! el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown9.816 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.816 21.65 ng 3423350  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 62
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 38
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 36
5 6-Methylphenanthridine 193 C14H11N 003955-65-5 27

Abundance Scan 1314 (9.816 min): BF134202.D\data.ms (-1312) (-) m/z 193.20 100.00%

198.2
5000
— —
9.50 10.00
0! 224.2 m/z 69.10  46.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 950 — ——
9.50 10.00
m/z 97.10 43.26%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
1938.0
— —
123.0 9.50 10.00
5000 m/z 41.10 39.73%
150.0
95.0
oo 0600 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy- — —
193.0 9.50 10.00
83.0 109.0 m/z 109.10 37.68%
5000
55.0
135.0
IR B Y B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tridecane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.839 155.22 ng 8065020  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 91
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 83
3 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 83
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 80
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 72
Abundance Scan 1488 (10.839 min): BF134202.D\data.ms (-1482) (- m/z 57.10 100.00%
57.1
5000
85.1
113.1 N LT
183.2 10.50 11.00
141.1
Ot b LB T L 2152 2533 m/z 71.10  80.63%
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — —
10.50 11.00
85.0 m/z 43.18  61.01%
ol | | ‘ 701410 1830 5560
\H\‘\\H‘HH‘HH‘HH’\H\‘HH‘HH‘HH‘HH’H\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
— —
71.0 10.50 11.00
5000 m/z 85.10 30.36%
ol L 180018901970 g 09670
S| i S [ M Y M il N B A S
m/z--> 20 40 60 80 100120140160180 200220 240260280
Abundance #158619: Hexadecane, 2,6,10-trimethyl- — —
57.0 10.50 11.00
m/z 41.10 25.10%
5000
85.0 113.0 183.0
0 ‘ H H\u‘ F , 1550 \‘ 225.0253.0
HH‘HH‘HHM‘HM‘HMH‘_H‘_HW‘HW‘HWH‘WH‘WHH‘H P e
m/z--> 20 40 60 80 100120140160180 200220240 260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.298 98.56 ng 5120990 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 68

Abundance Scan 1566 (11.298 min): BF134202.D\data.ms (-1562) (. m/z 57.10 100.00%
1

57.
5000
—— —
1131 11.00 11.50
0l H‘ LAl fl o, 1832 23322673 g1 10 ge.14%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 52.64%
99.0
O “\ uh\ li \‘ H‘ 14\10 1830 2390 296(
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
—— —
11.00 11.50
5000 ITI/Z 85.10 43.25%
99.0
0 27\“0\“ uh ‘H\ 1 H‘ u‘ \\14}0‘ ‘1820 24(\)0
el A e e
m/z--> 50 100 150 200 250
Abundance #74008: Tridecane, 4-methyl- T T
43.0 11.00 11.50
m/z 41.10 26.32%
5000
85.0
‘ ‘ ‘ 155.0
ob b b4 #250 | 1980 — —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.645 32.88 ng 1708440  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1625 (11.645 min): BF134202.D\data.ms (-1622) (- m/z 57.10 100.00%

57.1
5000
— —
‘ “ ‘ ‘ ‘ 141.1 183.2 11.50 12.00
omu“ bha 11882 23822781 ., 7110 83.54%
m/z--> 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 — —
11.50 12.00
m/z 43.10 74.19%
9.0 169.0
OL\5\(i\‘\““ “‘\‘h\“f‘f‘\\‘\‘\\\‘\\\2\48‘9\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
11.50 12.00
5000 m/z 85.10 51.54%
9.0
olsdL | L1 140mms0ms0 2980
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7 —
57.0 11.50 12.00
m/z 41.10 25.26%
0 ‘ L uh\ \‘\\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
e - A T T T T —— ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octacosane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.374 21.50 ng 1116920  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Heptadecane 240 C17H36 000629-78-7 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 1749 (12.374 min): BF134202.D\data.ms (-1747) (-] m/z 57.10 100.00%
57.1

5000 M
o9 T
169 2 ’ ’
ob— \L““ L 20021022582 s121 m/z 71.10  56.86%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — ——
12.00 12.50
9.0 m/z 43.10 49.05%
ol g H | 141-0183.0225.0267.0309.0 365.0
\\\\‘\\ \\\\‘\T\\‘\\\1‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
— ——
12.00 12.50
5000 m/z 85.10 33.32%
dso | [0 200 MM
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 12.00 12.50
m/z 41.10 21.86%
5000 %
s L e S e LRSI — —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134202.D

Acqg On : 10 Jul 2023 23:48
Operator : CG\JU

Sample : 03401-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.128 43.9 ng 1261800 1 6.845 574721 20.0
1,3,5-Trimethyl... 8.204 10.8 ng 521370 2 8.122 968220 20.0
Cyclohexane, 2-... 8.328 18.5 ng 894276 2 8.122 968220 20.0
Cyclohexane, 1,... 8.486 16.5 ng 800170 2 8.122 968220 20.0
6-Tridecene, (E)- 8.516 15.8 ng 762926 2 8.122 968220 20.0
Cyclohexane, 1,... 8.569 31.8 ng 1539460 2 8.122 968220 20.0
1,3,6-Trimethyl... 8.592 21.9 ng 1059830 2 8.122 968220 20.0
unknown8.633 8.633 17.8 ng 859108 2 8.122 968220 20.0
Cyclopentane, (... 8.675 53.0 ng 2565200 2 8.122 968220 20.0
unknown8.816 8.816 22.9 ng 1106420 2 8.122 968220 20.0
unknown8.875 8.875 37.3 ng 1805650 2 8.122 968220 20.0
(1,2,4-Trimethy... 8.910 19.5 ng 942526 2 8.122 968220 20.0
Decahydro-1,1,4... 9.298 42.0 ng 6636080 3 9.904 3161930 20.0
1H-Indene, octa... 9.610 27.5 ng 4347940 3 9.904 3161930 20.0
unknown9.769 9.769 23.2 ng 3669500 3 9.904 3161930 20.0
unknown9.816 9.816 21.6 ng 3423350 3 9.904 3161930 20.0
Tridecane, 5-pr... 10.839 155.2 ng 8065020 4 11.398 1039200 20.0
Heptadecane, 2,... 11.298 98.6 ng 5120990 4 11.398 1039200 20.0
2-Bromo dodecane 11.645 32.9 ng 1708440 4 11.398 1039200 20.0
Octacosane, 2-m... 12.374 21.5 ng 1116920 4 11.398 1039200 20.0
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