LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc :

ALS Vvial : 25 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140652.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.493 403 408 419 rVB 29537 54100 1.67% 0.172%
2 5.493 573 578 587 rVB 695574 933825 28.90% 2.964%
3 5.775 622 626 633 rVB2 31996 50648 1.57% 0.161%
4 5.887 639 645 649 rBv4 24181 42801 1.32% 0.136%
5 6.022 661 668 673 rBVv4 41800 73264  2.27% 0.233%
6 6.116 679 684 690 rBV5 65263 127426  3.94%  0.404%
7 6.169 690 693 696 rVB 32884 38480 1.19% 0.122%
8 6.304 711 716 720 rBV2 48466 78836 2.44%  0.250%
9 6.363 720 726 729 rVV2 28995 50839 1.57% 0.161%
106 6.398 729 732 739 rVW4 53958 100965 3.12% 0.320%
11 6.504 744 750 759 rBV 760590 1062906 32.89% 3.373%
12 6.610 763 768 772 rBV4 35513 73703 2.28% 0.234%
13 6.698 779 783 790 rBV5 44028 80561 2.49% 0.256%
14 6.828 790 805 807 rBV6 42307 119923 3.71% 0.381%
15 6.869 808 812 817 rVVv2 358228 497558 15.40% 1.579%
16 6.922 817 821 824 rVv4 33955 58082 1.80% 0.184%
17 6.975 824 830 833 rVW4 43200 101430 3.14% 0.322%
18 7.010 833 836 840 rVV3 102104 155120 4.80% 0.492%
19 7.045 840 842 847 rVB4 41244 45531 1.41% 0.144%
20 7.140 853 858 861 rVB2 79340 102303 3.17% 0.325%
21 7.257 873 878 881 rBV3 57629 96108 2.97% 0.305%
22 7.398 896 902 904 rBv4 102837 194277 6.01% 0.617%
23 7.428 904 907 916 rVB 507061 760939 23.55% 2.415%
24 7.510 916 921 924 rBV3 106121 160320 4.96% 0.509%
25 7.563 924 930 934 rBV2 84911 166574 5.15% ©.529%
26 7.645 940 944 947 rBV3 113985 141635 4.38% 0.449%
27 7.675 947 949 955 rVB3 74979 97224 3.01% 0.309%
28 7.745 957 961 962 rBV 86480 103220 3.19% 0.328%
29 7.792 966 969 971 rVWV2 94026 123689 3.83% 0.393%
30 7.822 971 974 978 rvVB2 97708 136094 4.21% 0.432%
31 7.892 983 986 991 rBV4 57674 100845 3.12% 0.320%
32 7.969 996 999 1004 rVB4 70433 96496 2.99% 0.306%
33 8.022 1004 1008 1010 rBvV2 91720 126264 3.91% 0.401%
34 8.051 1011 1013 1016 rBV4 39520 43481 1.35% 0.138%
35 8.098 1016 1021 1023 rBv4 105871 183540 5.68% 0.582%

36 8.151 1024 1036 1035 rVV 365296 673474 20.84%  2.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc :

ALS Vvial : 25 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.204 1035 1039 1042 rVV2 535044 666684 20.63% 2.116%
38 8.234 1042 1044 1052 rVB6 148330 257621 7.97% ©0.818%
39 8.298 1053 1055 1057 rBV2 52720 60800 1.88% 0.193%
40  8.351 1061 1064 1067 rBV 120496 133480 4.13% 0.424%
41  8.439 1072 1079 1084 rBV5 438958 817738 25.30%  2.595%
42 8.492 1085 1088 1091 rVB2 127602 149821 4.64% 0.475%
43 8.528 1092 1094 1097 rBvV2 91822 98731 3.06% 0.313%
44  8.569 1097 1101 1104 rBV 536189 728466 22.54%  2.312%
45  8.657 1113 1116 1118 rBV3 111193 135910 4.21% 0.431%
46 8.692 1118 1122 1127 rVV5 188251 379945 11.76% 1.206%
47  8.834 1143 1146 1150 rVB2 404121 511455 15.83% 1.623%
48  8.928 1159 1162 1165 rBV5 152601 251308 7.78% 0.798%
49 9.057 1176 1184 1188 rBV6 314643 810149 25.07% 2.571%
50 9.169 1200 1203 1208 rVB2 946073 1170950 36.23% 3.716%
51 9.222 1208 1212 1217 rBV 869751 1168085 36.15% 3.707%
52 9.310 1222 1227 1231 rBV3 553387 972821 30.10% 3.087%
53 9.628 1276 1281 1285 rBV3 1146020 1581248 48.93% 5.018%
54 9.775 1303 1306 1309 rBV3 308967 375014 11.60%  1.190%
55 10.163 1369 1372 1379 rVB5 642030 1172387 36.28% 3.721%
56 10.228 1380 1383 1386 rBV3 421496 620992 19.22% 1.971%
57 10.316 1395 1398 1403 rBV3 489822 768007 23.77%  2.437%
58 10.557 1435 1439 1445 rVB 1467671 2102976 65.08% 6.674%

59 10.828 1480 1485 1492 rBV 2181722 3231593 100.00% 10.256%

60 11.292 1560 1564 1571 rVB 1719993 2552541 78.99%  8.101%
61 11.404 1580 1583 1597 rVB3 558153 1260409 39.00%  4.000%
62 11.639 1620 1623 1633 rVB 666140 1087373 33.65% 3.451%
63 12.986 1850 1852 1860 rVB 696469 930720 28.80%  2.954%
64 15.545 2283 2287 2303 rVB2 212808 460680 14.26% 1.462%

Sum of corrected areas: 31510385
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140652.D\data.ms

3500000
3000000
2500000
2000000
1500000

1000000
5.493 6.504

500000 6.869
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Abundance TIC: BF140652.D\data.ms
10.828 13092

7.428

3500000

10.557
3000000
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF140652.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45

Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 1 unknown6.116 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.116 5.12 ng 127426  1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43

2 Nonane, 3-methyl- 142 C1OH22 005911-04-6 43
3 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 43
4 3-Bromooctane 192 C8H17Br 000999-64-4 38

5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 35
Abundance Scan 684 (6.116 min): BF140652.D\data.ms (-679) (-) m/z 57.05 100.00%
57.0
41.0
5000 83.0
P T
| ‘ | 113.1 5.80 6.00 6.20 6.40
0 H: ol L e m/z 71.10 61.10%
m/z--> 20 40 60 80 100 120 140
Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-
g
58.0 83.0
5000
39/0 5.80 6.00 6.20 6.40
m/z 55.10 61.00%
‘ 112.0
O\\1\5‘\.?\!\\“i\‘iH‘\‘h‘\\”‘\‘\\\“\\!\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
R R AREE
5.80 6.00 6.20 6.40
5000 41,0 m/z 41.05 60.38%
113.0
ol 220 LM B0 120
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- R AR
57.0 5.80 6.00 6.20 6.40
m/z 43.10 60.21%
5000
41,0
113.0
0254J>85-°142-°
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : 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 2 Cyclohexane, (2-methylpropyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.010 6.24 ng 155120 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 58
2 Cyclohexane, butyl- 140 C1leH20 001678-93-9 52
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 47
5 1,2,4-Triazol-1-ylacetic acid 127 C4H5N302 028711-29-7 46
Abundance Scan 836 (7.010 min): BF140652.D\data.ms (-833) (-) m/z 83.10 100.00%
55.1 83.1
5000
R B
‘ M ‘ L1 1401 6.60 6.80 7.00 7.20 7.40
0 m_m;“ e A wl e m/z 55.10 90.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20733: Cyclohexane, (2-methylpropyl)-
558.0
83.0
5000 DL B LA B W
6.60 6.80 7.00 7.20 7.40
27.0 m/z 41.10 63.46%
. 1400
O\\\‘\1\\i‘\\\‘\“\\‘M\\\‘|\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
R B
6.60 6.80 7.00 7.20 7.40
5000 m/z 57.10 57.42%
29.0 140.0
Ll 10
1] R 1 SRS/ HSUEMN - A
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl- T T T
83.0 6.60 6.80 7.00 7.20 7.40
55.0 m/z 82.10 55.32%
5000
29.0 ‘ 154.0
ob b b yeaze T
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknown8.098 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.098 5.45 ng 183540 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Y-Methylbicyclo(4.3.0)
2 Naphthalene, 1,2,3,4,4
3 Adamantane-2-thiol
4 2-Methyladamantane
5 Ethyltetramethylcyclop

non-6-en-8... 150 C10H140

a,5,6,7-oc... 150 C11H18
168 C1OH16S
150 C11H18

entadiene 150 C11H18

1000424-65-9 43
013943-77-6 38
023695-66-1 35
000700-56-1 35
057693-77-3 30

55.1

5000
79.1

o

Abundance Scan 1021 (8.098 min): BF140652.D\data.ms (-1016) (-)
97.1

135.1

\M\“ _‘}116.0 1l 168.2

‘ ‘ ‘H‘}‘ “ “\ H i
m/z--> 20 40 60 80

100 120 140 160 180

Abundance #27585: Y-Methylbicyclo(4.3.0)non-6-en-8-one
135.0
109.
790 09.0
5000
|
0‘\\\\“\\”“\‘\“‘\\\\\\h\‘\‘\\‘\\\!‘\\“\\‘\\\\‘\\\

m/z--> 20 40 60 80

100 120 140 160 180

Abundance #27790: Naphthalene,

1,2,3,4,4a,5,6,7-octahydro-4a-met
135.0

m/z 97.10 100.00%

I

7.80 8.00 8.20 8.40

m/z 135.05 66.17%

3

7.80 8.00 8.20 8.40

m/z 55.10 64.38%

%

7.80 8.00 8.20 8.40

miz--> 20 40 60 80

93.0 a
5000 67.0 ITI/Z 150.15 37.867%
41.0
mlf’-Lﬂ \
ol bt el
miz--> 20 40 60 80 100 120 140 160 180 j\
Abundance #43269: Adamantane-2-thiol e AARaREE
135.0 7.80 8.00 8.20 8.40
m/z 41.10 34.34%
5000
79.0
41.0 ‘ 168.0
107.0
o, 590 Lu e | |
i e e B L R A BARRRRRREEEEE

100 120 140 160 180

7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.204 19.80 ng 666684  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 68
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 58
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 53
Abundance Scan 1039 (8.204 min): BF140652.D\data.ms (-1035) (-) m/z 57.10 100.00%
57.1
o w
A REame E R
79 98.1 149.2 7.80 8.00 8.20 8.40 8.60
0‘““?’Q;““Uﬂ‘w«“eu"‘%m“_‘H%?’al‘“““‘1‘69@1_” m/z 71.10 43.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 I L AL B
7.80 8.00 8.20 8.40 8.60
m/z 43.10 42.72%
O\\‘\‘\‘\\‘\\\‘!‘\\“\\siq\\\\“‘\\U\’\\}\4.‘1\.\0\\‘]-\6\9\.9‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
e A AARNAEAR S
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 29.67%
220 1130
O
m/z--> 20 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- R RAARSRARE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 14.60%
5000
29.0 98.0
S 7 BT B T R
m/z--> 20 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\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.234 7.65 ng 257621 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 50
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 50
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 45
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 41
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 41
Abundance Scan 1044 (8.234 min): BF140652.D\data.ms (-1042) (-) m/z 133.05 100.00%
133.1
83.1
5000 55.1 163.2 N
111.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ H ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
ol “i el M ol ‘MWM ‘M 4 ‘M“w‘, e m‘h e | m/z 83.10  59.06%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
105.0
5000 L L I L LI L B
8.00 8.20 8.40 8.60
77.0 m/z 55.10 39.71%
27.0 510 ‘
0 \‘\\\\‘\W\\“‘\ \“V\ “M\ \”\““ T M\“‘\‘H i\“\‘\’\\‘u‘\\u‘u\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #26354: Benzene, pentamethyl-
133.0
S RARRMEEE
8.00 8.20 8.40 8.60
5000 m/z 163.20 39.28%
o 150 410 eso 10 |
e LA H o
m/z--> 0 20 40 60 80 100 120 140 160 180 /\
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- e T
133.0 8.00 8.20 8.40 8.60
m/z 69.10 37.40%
o WW
150 390 65.0 91.0
Y N S e AR Y SO D N —
m/z--> 0 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\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Ethanone, 1-cyclohexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.439  24.28 ng 817738 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 53
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
3 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 38
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 38
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 38
Abundance Scan 1079 (8.439 min): BF140652.D\data.ms (-1072) (-) m/z 55.10 100.00%
551 83.1
5000
 EARmmEE S
8.20 8.40 8.60 8.80
0 m/z 83.10 99.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13013: Ethanone, 1-cyclohexyl-
55.0
83.0
5000 UL L L LN L
8.20 8.40 8.60 8.80
126.0 m/z 57.18  95.76%
27.0
0- \\‘\“\1‘\\‘\‘H\‘HH’HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl-
83.0
A REmmammEEE
8.20 8.40 8.60 8.80
5000 55.0 m/z 41.10 78.66%
. 168.0
bt L 1110 100 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7637: 2-Pentene, 3-ethyl-2-methyl-  EARmmEE S
55.0 8.20 8.40 8.60 8.80
m/z 82.10 61.53%
83.0
5000
112.0
27.0 ‘ ‘
R /0 S e ma.
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF112124.M Wed Nov 27 ©3:44:39 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Tridecane, 5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.569 21.63 ng 728466 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 72
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59

Abundance Scan 1101 (8.569 min): BF140652.D\data.ms (-1097) (-) m/z 57.10 100.00%
57.1

?

5000
R RS RRRRE
H 871 sl o 8.20 8.40 8.60 8.80
bt e L DL 1832 hyz 7110 80.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 L L L B L B R
8.20 8.40 8.60 8.80
85.0 m/z 43.10 56.18%
112.0
0 || ‘ || 1410 1830 5260
‘\\\\‘\\\\‘\\\\[!\\\‘\\\\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
R ERREEEEEEEREEEE
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 34.43%
29_0‘ 85.0
113.0
0 s O =T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester e AR RmaaS BEE
57.0 8.20 8.40 8.60 8.80
m/z 56.10 20.25%
5000
29.0 112.0
R A
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

8270-BF112124.M Wed Nov 27 ©3:44:39 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : 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 8 Cyclopentane, (2-methylbutyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.692 11.28 ng 379945 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 53
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 50
3 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 38
4 Cyclooctane, ethyl- 140 C10H20 013152-02-8 38
5 trans-2-Methyl-3-octene 126 CSH18 ©052937-36-7 38
Abundance Scan 1122 (8.692 min): BF140652.D\data.ms (-1118) (-) m/z 69.10 100.00%
69.1
41.1
5000
A AEEmEEEE e
8.40 8.60 8.80 9.00
01 m/z 55.10 54.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 L B L B L LN B
8.40 8.60 8.80 9.00
m/z 41.10 53.43%
0 H\‘\hmwiu \\“‘1\\\"\\w\’\\]\.i‘?\'o\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
A AEEmEEEE e
41.0 111.0 8.40 8.60 8.80 9.00
5000 m/z 57.10 52.42%
AECETI W Y S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13215: 3-Heptene, 2,6-dimethyl- e
55.0 8.40 8.60 8.80 9.00
m/z 56.10 42.03%
5000
27.0 83.0 126.0
0 H“‘MHMVuJM‘Huwm“W“u‘WL“_““H“‘H““ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF112124.M Wed Nov 27 ©3:44:40 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Heptylcyclohexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.057 43.21 ng 810149  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 90
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 64
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
Abundance Scan 1184 (9.057 min): BF140652.D\data.ms (-1176) (-) m/z 83.10 100.00%
3.1
55.1
5000
S RARRMEEE
109.1131.1 159.1182.2 206.2 8.80 9.00 9.20 9.40
Ol i b L 202 /7 55,10 70.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56964: Heptylcyclohexane
83.0
55.0
5000 L L I L LI L B
8.80 9.00 9.20 9.40
m/z 82.10 64.54%
[ RS 182.0
O \\\‘\\\\i\\\“\‘\1‘\\‘i\‘\\wh‘\\‘\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl-
83.0
S RARRMEEE
55.0 8.80 9.00 9.20 9.40
5000 m/z 41.10 42 .36%
29.0
ol 1120 1390 168.0 196.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl- T T T
83.0 8.80 9.00 9.20 9.40
m/z 43.10 30.87%
55.0
5000
29.0 154.0
ol b bt L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF112124.M Wed Nov 27 ©3:44:40 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.169 62.45 ng 1170950  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
Abundance Scan 1203 (9.169 min): BF140652.D\data.ms (-1200) (-) m/z 57.10 100.00%
57.1
R AR RmaEs S
‘ ‘ 97.1 127.2159.1 8.80 9.00 9.20 9.40
ol i b L3882 m/z 71.10 91.64%
miz-> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 L L L I B BN R I
8.80 9.00 9.20 9.40
m/z 43.10 54.81%
27‘_0‘ ‘ 97.0 127.0 183.0
0 \“\‘ ‘\“H\ il \“‘\‘M‘ \H\“\ L — \‘.\ LA A B
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
R A RmaES S
8.80 9.00 9.20 9.40
5000 m/z 85.10 39.08%
99.0
0 ‘\\ “‘\ Il \‘ H‘ \14\10 183.0 239.0 296.(
el S
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl- R EERRRREEES S
57.0 8.80 9.00 9.20 9.40
m/z 41.10 38.14%
- WM
27.0‘ ‘ 113.0
N/ B T Y S L
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40

8270-BF112124.M Wed Nov 27 ©3:44:40 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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, 1-fluoro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.310 51.88 ng 972821  Acenaphthene-dile 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 70
2 Cyclononane, 1,1,4,4,7,7-hexamet... 210 C15H30 149331-19-1 60
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 52
4 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 52
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 52

Abundance Scan 1227 (9.310 min): BF140652.D\data.ms (-1222) (-) m/z 57.10 100.00%

57.1
2000 NM
97.1 193.2 -
I \MWHH“Z e
) A ¥ 1 V1 i YA A — m/z 43.10  62.98%
miz--> 50 150 200 250
Abundance #62862:Dodecane,1¢Mor0-
57.0
5000 L B LR B B
9.00 9.20 9.40 9.60
m/z 55.10 54.08%
‘ 97.0
Ob—— “M\‘ ”\“r‘m“\ h“ - \];4\0‘0 188\? L B B
miz--> 50 100 150 200 250
Abundance #87662: Cyclononane, 1,1,4,4,7,7-hexamethyl-
71.0
R EmaaE R
9.00 9.20 9.40 9.60
5000 m/z 41.10 52.47%
41.0 140.0
ol g | mo0
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester R EmaaE R
57.0 9.00 9.20 9.40 9.60
m/z 71.10 51.72%
5000
97.0
e A R RmEmEE
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60

8270-BF112124.M Wed Nov 27 ©3:44:41 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.628 84.33 ng 1581250  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 81
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58

Abundance Scan 1281 (9.628 min): BF140652.D\data.ms (-1276) (-) m/z 57.10 100.00%

57.1
5000 j\J]bva/J\Jwﬁ/\MW/«
9.50 10.00
1431 1932 :
ol ‘M“““‘ “ “ L RT3 m/z 71.10  95.31%
m/z--> 50 100 150 200 250 300
Abundance #107217: Hexadecane
57.0
5000 —— ——
9.50 10.00
m/z 43.10 84.30%
L1 a0 oz
miz-> 50 100 150 200 25 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—— —
9.50 10.00
5000 ITI/Z 85.10 46.79%
ol “h‘\‘ \H\ \‘ ‘\\ \\‘4‘1‘0‘ 182‘0 — ‘2‘5‘2"0‘ — ‘32‘5‘"
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ——
57.0 9.50 10.00
m/z 55.10 45.20%
99.
0 l ‘ “\ AL \‘ u‘ %4?‘0 183.0 239.0 296.0
— “ Yt P P
m/z--> 100 150 200 250 300 9.50 10.00

8270-BF112124.M Wed Nov 27 ©3:44:41 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknown9.775 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.775 20.00 ng 375014  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 42
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 42
3 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 38
4 Cyclohexadecane 224 C16H32 000295-65-8 38
5 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 30
Abundance Scan 1306 (9.775 min): BF140652.D\data.ms (-1303) (-) m/z 69.10 100.00%
69.1
5000
09.1141.1 193.2
—— —
39.1 ‘ H‘ 224.3 9.50 10.00
0 WWH;H“ . mlmu bl HM} e m/z 57.10  90.58%
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #29421: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
5000 —r— ——
9.0 9.50 10.00
152.0 m/z 55.10  88.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173731: 3-Eicosene, (E)-
57.0
—— —
9.50 10.00
5000 m/z 41.10 81.49%
27.0
ol 7] | 260 167.0196.0
e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104597: 7-Hexadecene, (Z)- — —
55.0 9.50 10.00
m/z 43.10 72.40%
5000
0 2@\0 | 1280 1670  22H0 AR
m/z--> 20 40 60 80 100120140 160 180200220240260280 9.50 10.00

8270-BF112124.M Wed Nov 27 ©3:44:42 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknownl1@.163 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.163 62.52 ng 1172390  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 58
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 47
3 Decane, 3-cyclohexyl- 224 C16H32 013151-74-1 47
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 46
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43

Abundance Scan 1372 (10.163 min): BF140652.D\data.ms (-1369) (- m/z 83.10 100.00%

83.1
55.1
5000

1571 o042 10.00 10.50
0 m“}wwwW_MW‘%?"?‘?‘ m/z 55.10  75.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0

5000 — —
10.00 10.50

m/z 82.10 66.86%

27.0
“ ‘ 140.0
O' ‘\“\\“1\\1“\\\\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0

55.0 —r P
10.00 10.50
5000 ITI/Z 57.10 65.65%
29.0 139.0
0 T T2 ‘AfA/\ANV/\A\JXJ\/kaV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104603: Decane, 3-cyclohexyl- T T
55,0 83.0 10.00 10.50

m/z 71.10  58.15%

125.0
195.0
| | 1530 224.0

5000

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF112124.M Wed Nov 27 ©3:44:43 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : 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 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.228 33.12 ng 620992  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 1383 (10.228 min): BF140652.D\data.ms (-1380) (- m/z 170.10 100.00%
170.1
so.1 128.1 e ——
’ 10.00 10.50
41.1 97. 04.2 531 5 .
0+ m/z 155.10 88.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 SRR —
10.00 10.50
m/z 169.10 28.91%
115.0
O \\\‘\\\\‘\5\1‘\.\0‘\\7\6}‘.’?‘\‘\\’\\\‘i‘\!\\““\\ ‘1“\“\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
= —
10.00 10.50
5000 m/z 153.05 24 .05%
128.0
o180 S1078%w020 1L [ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl- —— —
155.0 10.00 10.50
m/z 128.05 21.70%
5000
128.0
o 63.0 g9 ‘M
T \‘\\\‘\\\\‘\\\\‘\\\\‘\\ T ‘ T T ‘ 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\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : 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 16 Naphthalene, 1,4,5-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.316 40.96 ng 768007  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 86
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 83
3 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 50
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 46
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 41

Abundance Scan 1398 (10.316 min): BF140652.D\data.ms (-1395) (- m/z 123.10 100.00%
1238.1

170.1

:

5000
— —r
10.00 10.50
0 m/z 170.10 81.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
5000 Y e
10.00 10.50
128.0 m/z 155.10 78.58%
63.0 g9.0 U
0' ‘\\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
170.0
— —r
10.00 10.50
5000 m/z 169.10 61.44%
128.0
o 27.0 76.0 102.0 ‘h‘
. ‘\\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
\

Abundance #45552: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene e ‘ ‘
155.0 10.00 10.50
m/z 55.10 57.84%

5000 91.0

:

128.0

39.0

65.0 ‘

o

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
BF140652.D

Nov 2024 19:45

: RC/JU
: P5000-05

. 25

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 17 Pentadecane, 2,6,10-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.557 112.16 ng 2102980  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 87
3 Heptacosane 380 C27H56 000593-49-7 80
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1439 (10.557 min): BF140652.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1

=

5000
1 10.50
169.2 :
0 F 2393 m/z 71.10  57.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 ——
10.50
m/z 43.10 46.82%
Ll ﬂ 14101830 5390
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 0 100 150 200 250 300 350

%

Abundance #141073: Dodecane, 4,9-dipropyl-
57.0
10.50
5000 ITI/Z 85.10 28.95%
T&O 211.0
155.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ‘
57.0 10.50
m/z 41.10 25.38%
o A/\Jmﬂwwj\VN%J\VNA
0 “L | % ‘1410183022502670 3230 380.!
““‘ e SN ——
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Decane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.828 51.28 ng 3231590  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 80
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 74
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 70
Abundance Scan 1485 (10.828 min): BF140652.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
5000
85.1
— ——
| 11‘321411 184.2 10.50 11.00
Obrreetbedb i b b B 21322442 Ty 10T 8300y
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #33088: Decane, 2-methyl-
43.0
5000 71.0 N T
10.50 11.00
m/z 43.10 55.83%
113.0
O \’\‘\‘\\“H\‘!"\\‘M\‘H\‘\H"\H\‘\\]\-%“]T.\(\)\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 33.46%
85.0
290‘ ‘ 113.0 155.0
bbb L P00
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #74008: Tridecane, 4-methyl- “ —
43.0 10.50 11.00
71.0 m/z 41.10 27.11%
- J\ﬁNAR/ij\NﬁJ\QA\J\
‘ ‘ 99.0 50
bbb AZO0 a0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.292 40.50 ng 2552540  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1564 (11.292 min): BF140652.D\data.ms (-1560) (- m/z 57.10 100.00%
57.1
2000 m
99. 11.00 11,50
41.1 183.2 : :
ol A b “ H‘ S 2883 m/z 71.10  84.18%
miz-> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
5000 —— —
11.00 11.50
95,0 m/z 43.10 49.43%
01\5\0‘\ ‘\" \“H‘ \‘H‘ h‘ \”‘\ \4\1 o\ ]\_8\3\0‘ \22\5\0\ T \2?6|0\\ T
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
— —
11.00 11.50
5000 m/z 85.10 47 .84%
99.0
ol AL LL 00 200
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 11.00 11.50
m/z 41.10  28.26%
- M/\/AA
.0
oL il 11018302250 2670 3.
Ema ML S E e S B — —
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Heptadecane, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.639 17.25 ng 1087370  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 81
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
3 Octacosane 394 C28H58 000630-02-4 80
4 Octadecane 254 C18H38 000593-45-3 72
5 Hexadecane 226 Cl16H34 000544-76-3 72

Abundance Scan 1623 (11.639 min): BF140652.D\data.ms (-1620) (- m/z 57.10 100.00%

57.1
5000

9.1 T R
‘ 179.1 11.50 12.00
ol b b id I o, ‘Lu“ﬁz‘f'?‘ IR m/z 71.10  88.58%
miz--> 50 100 150 200 250 300 350
Abundance #141068: Heptadecane, 4-methyl-
43.0
5000 — e
85 0 11.50 12.00

m/z 43.10 71.75%

127.0 211.0
O ‘ ‘“‘ : \h‘\ ““ \“ \“\ \‘ ‘]‘-\6\9\‘0\ T 1‘ T \2\5|4\(\)\ L L B B
m/z--> 50 100 150 200 250 300 350
Abundance #59040: Dodecane, 4-methyl-

43.0
7 —
11.50 12.00
5000 85.0 m/z 85.10 55.84%
141.0
ol Ll Tsee
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane T ——
57.0 11.50 12.00
m/z 41.10  27.43%
- J\M\//\\/W/\/
9.0
oL 1Ll 1018802050 2810 337.0 394
e A e e e — 7
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140652.D

Acqg On : 26 Nov 2024 19:45
Operator : RC/JU

Sample : P5000-05

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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|
unknown6.116 6.116 5.1 ng 127426 1 6.869 497558 20.0
Cyclohexane, (2... 7.010 6.2 ng 155120 1 6.869 497558 20.0
unknown8.098 8.098 5.5 ng 183540 2 8.151 673474 20.0
Undecane, 2,6-d... 8.204 19.8 ng 666684 2 8.151 673474 20.0
Benzene, 1-ethy... 8.234 7.7 ng 257621 2 8.151 673474 20.0
Ethanone, 1-cyc... 8.439 24.3 ng 817738 2 8.151 673474 20.0
Tridecane, 5-pr... 8.569 21.6 ng 728466 2 8.151 673474 20.0
Cyclopentane, (... 8.692 11.3 ng 379945 2 8.151 673474 20.0
Heptylcyclohexane 9.057 43.2 ng 810149 3 9.910 375014 20.0
Dodecane, 2,6,1... 9.169 62.5 ng 1170950 3 9.910 375014 20.0
Dodecane, 1-flu... 9.310 51.9 ng 972821 3 9.910 375014 20.0
Hexadecane 9.628 84.3 ng 1581250 3 9.910 375014 20.0
unknown9.775 9.775 20.0 ng 375014 3 9.910 375014 20.0
unknownl10.163 10.163 62.5 ng 1172390 3 9.910 375014 20.0
Naphthalene, 1,... 10.228 33.1 ng 620992 3 9.910 375014 20.0
Naphthalene, 1,... 10.316 41.0 ng 768007 3 9.910 375014 20.0
Pentadecane, 2,... 10.557 112.2 ng 2102980 3 9.910 375014 20.0
Decane, 2-methyl- 10.828 51.3 ng 3231590 4 11.404 1260410 20.0
Heneicosane 11.292 40.5 ng 2552540 4 11.404 1260410 20.0
Heptadecane, 4-... 11.639 17.3 ng 1087370 4 11.404 1260410 20.0
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