LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc :

ALS Vvial : 26 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-BF082025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF143502.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.263 4 12 22 rVB 2042099 3303875 100.00% 9.161%
2 5.151 496 503 518 rBvV 216933 335618 10.16% 0.931%
3 5.563 567 573 585 rBV 1389317 1848340 55.94% 5.125%
4 6.469 723 727 734 rVB2 24059 35894 1.09% 0.100%
5 6.557 737 742 749 rBV 1250058 1643523 49.75% 4.557%
6 6.928 800 805 811 rVB 642123 860214 26.04%  2.385%
7 7.198 847 851 856 rVB2 57098 78172  2.37% 0.217%
8 7.322 866 872 875 rBV7 33530 64923 1.97% 0.180%
9 7.351 875 877 883 rVB2 33562 50295 1.52% 0.139%
106 7.481 889 899 910 rBV 1160603 1770670 53.59% 4.910%
11  7.569 910 914 918 rVB3 68478 102058 3.09% 0.283%
12 7.628 918 924 928 rBV3 50372 109351 3.31% 0.303%
13  7.704 934 937 939 rBV 52369 58845 1.78% 0.163%
14 7.734 939 942 949 rVB3 83986 126516  3.83% 0.351%
15 7.804 950 954 958 rBv4 44885 74391  2.25% 0.206%
16 7.851 958 962 965 rBvV2 100595 119291 3.61% ©0.331%
17 7.963 977 981 985 rBV3 49614 89932  2.72%  0.249%
18 8.034 990 993 997 rVB4 42624 57258 1.73% 0.159%
19 8.087 998 1002 1005 rBV2 84855 142401 4.31% 0.395%
20 8.210 1017 1023 1027 rBV 770276 1072676 32.47% 2.974%
21  8.269 1029 1033 1036 rVB 266504 298795 9.04% 0.828%
22 8.298 1036 1038 1045 rVB5 89338 154865 4.69% 0.429%
23 8.386 1046 1053 1055 rBv4 75347 168199 5.09% 0.466%
24  8.416 1055 1058 1065 rVB3 150139 224655 6.80% 0.623%
25 8.498 1069 1072 1078 rVB4 94474 156047 4.72% 0.433%
26 8.557 1079 1082 1084 rBV3 66725 84172  2.55% 0.233%
27 8.628 1090 1094 1105 rVB 610705 1121999 33.96% 3.111%
28 8.716 1106 1109 1111 rBV 88349 100240 3.03% 0.278%
29 8.751 1112 1115 1119 rBV2 164329 245032 7.42% 0.679%
30 8.957 1147 1150 1153 rBV4 124058 152784 4.62% 0.424%
31 9.086 1169 1172 1175 rBV5 145134 224134 6.78% 0.621%
32 9.204 1189 1192 1193 rBV 178780 182434 5.52% 0.506%
33 9.228 1193 1196 1201 rwV 794496 1010148 30.57% 2.801%
34 9.281 1201 1205 1210 rVV 2080929 2584246 78.22% 7.166%
35 9.369 1215 1220 1224 rBV 836825 1271234 38.48% 3.525%

36 9.686 1269 1274 1280 rBV2 1438594 2263388 68.51%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc :

ALS Vvial : 26 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-BF082025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.839 1296 1300 1302 rBV 324550 504473 15.27%  1.399%
38 9.963 1318 1321 1325 rVB 870314 1167841 35.35%  3.238%
39 10.222 1362 1365 1372 rVB2 338769 521739 15.79% 1.447%
40 10.380 1389 1392 1396 rBV3 216501 278057 8.42% 0.771%
41 10.616 1428 1432 1437 rVB 934772 1288735 39.01% 3.573%
42 10.675 1439 1442 1446 rVB 413521 493651 14.94% 1.369%
43 10.757 1452 1456 1462 rVB 887185 1100420 33.31% 3.051%
44 10.880 1473 1477 1485 rVB 1810185 2631769 79.66% 7.297%
45 11.345 1552 1556 1562 rVB 1028038 1502117 45.47% 4.165%
46 11.457 1571 1575 1579 rBV 629280 804903 24.36% 2.232%
47 11.698 1613 1616 1620 rVB2 274453 351586 10.64% 0.975%
48 13.033 1839 1843 1852 rVB 1370489 1804778 54.63% 5.004%
49 14.092 2019 2023 2036 rVB 417865 588874 17.82% 1.633%
50 14.551 2098 2101 2106 rVB 28904 36234 1.10% 0.100%
51 14.945 2165 2168 2176 rVB 22722 33537 1.02% 0.093%
52 15.215 2210 2214 2220 rVB 30755 49023 1.48% 0.136%

53 15.592 2272 2278 2289 rBV 444777 720319 21.80% 1.997%

Sum of corrected areas: 36064671
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF143502.D\data.ms
2500000

.263
2000000

1500000 5.563
6.557 7.481
1000000
6.928

500000
5.151

6.4 M odi @%ﬁ@/
0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF143502.D\data.ms
9.281 10.880

2500000

9.686

2000000 11.345

1457 13.033

1500000
11.698

1000000

500000

Or——1— — 7 7 T 1 1 — — — —
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: BF143502.D\data.ms

2500000

2000000

1500000

1000000

500000 14.092 15.592

14551 1494515215

ol

T ‘ T
Time--> 13.50

T T T ‘ T T T T T T ‘ T T
16.00 16.50 17.00 17.50 18.00 18.50

T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 76.82 ng 3303880 1,4-Dichlorobenzene-d4 6.928

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 12 (2.263 min): BF143502.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000 43.0
87-1 H‘\H\‘HH‘\H\‘\H\‘H\
‘ 91 2.302.402.502.602.70
e e 2010 m/z 43.05  41.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T T[T TT 771
43.0 2.302.402.502.602.70
: 87.0 m/z 55.10 30.67%
29.0 L
\‘H\‘}“HH“‘f‘\‘f\‘\f\‘?‘-\o\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 PR
2.302.402.502.602.70
5000 41.0 55.0 m/z 87.10 25.76%
27.0
IS A e 1120 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- RRmREARE
73.0 2.302.402.502.602.70
m/z 41.05 13.67%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e R RN RE L RARA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.302.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.151 7.80 ng 335618 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
Abundance Scan 503 (5.151 min): BF143502.D\data.ms (-496) (-) m/z 43.05 100.00%
43.0
59.1
5000
N RAREEEERREES naR
101.1 4.80 5.00 5.20 5.40
1l | 83.0 9
\\\\‘\\\\‘1\\‘\“‘\\\\“\\\\“\\\\‘\\\\‘\\ mZ 59.10 55.70%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN BN R
59.0 4.80 5.00 5.20 5.40
m/z 58.00 16.80%
15.0 101.0
\\\‘\‘\w‘\\“h?\\1‘\\\\8‘3‘\.0\\\“‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e AREEaEREESS SR
4.80 5.00 5.20 5.40
5000 41.0 m/z 101.10 16.18%
B4l | 126.0142.0
et
miz--> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000
41.0
101.0
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.269 5.57 ng 298795 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 68
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 59
Abundance Scan 1033 (8.269 min): BF143502.D\data.ms (-1029) (-) m/z 57.10 100.00%
57.1
o M
‘ 8.00 8.20 8.40 8.60
98.1 . . . .
149.1
o3 drea T 127 14911692 s e 43 034
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 L B L B L LN SR
8.00 8.20 8.40 8.60
m/z 71.10 37.18%
290 | 98.0
T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ \Siq\ T \“‘ T U\ ’ T \]-\4‘1\.9\ T ‘1\6\9\'(\)‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
 AREAEERER e SR
8.00 8.20 8.40 8.60
5000 m/z 41.10 24 .44%
85.0
0 mso sso s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- e EARRsmEEs R
57.0 8.00 8.20 8.40 8.60
m/z 56.10 13.46%
5000
29.0
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\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00

Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 4 unknown8.386 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.386 3.14 ng 168199 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4,5-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002 1000188-08-0 49
2 2-methyl-3-azabicyclo[3.2.1]octa... 162 C10H14N2 1000451-79-1 35

3 Benzaldehyde, propylhydrazone 162 C1OH14N2 022162-27-2 35
4 Benzene, (1-ethyl-1-methylpropyl)- 162 C12H18 001985-97-3 35
5 3-Phenyl-2-penten-1-0l 162 C11H140 105330-11-8 35

Abundance Scan 1053 (8.386 min): BF143502.D\data.ms (-1046) (-) m/z 133.05 100.00%
138.1

=

5000 55.1
95.1 151.2
7 P
: 115/0 176.2 8.00 8.20 8.40 8.60 8.80
/ m/z 55.10 46.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37634: 4,5-Dimethyl-3H-isobenzofuran-1-one
1338.0
5000 1620 I L L I R
105.0 8.00 8.20 8.40 8.60 8.80
m/z 69.10 44.,497%
77.0
270 510

miz—> 20 40 60 80 100 120 140 160 180
Abundance #37741: 2-methyl-3-azabicyclo[3.2.1]octan-[3H]-pyrrol
138.0

%

8.00 8.20 8.40 8.60 8.80

m/z 119.10  41.43%
5000 162.0 /

42.0 770 106.0

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

=

Abundance #37712: Benzaldehyde, propylhydrazone R A Rama
133.0 8.00 8.20 8.40 8.60 8.80
m/z 41.10 41.27%
51.0
30.0 89.0 111.0

miz--> 20 40 60 80

100 120 140 160 180

8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00

Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 17

Peak Number 5 Cyclohexane, 2-butyl-1,1,3-...

R.T. EstConc Area Relative to ISTD R.T.
8.416 4.19 ng 224655 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93

2 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 83
3 3-Undecene, (E)- 154 C11H22 001002-68-2 58
4 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 52
5 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 50

Abundance Scan 1058 (8.416 min): BF143502.D\data.ms (-1055) (-) m/z 55.10 100.00%
55.1

83.1

5000
1111
‘ h ‘ 145.1 ' 8.00 8.20 8.40 8.60 8.80
\‘\\H“i‘{‘\\‘”i\ “\\‘ \’\“\\‘\MH\‘\\‘\“\“\\\‘\\\ m/Z 69.10 98.1300
80

182.2 e
m/z--> 20 40 60 100 120 140 160 180
Abundance #56982 Cyclohexane 2-butyl-1,1,3-trimethyl-

5000 e
0 8.00 8.20 8.40 8.60 8.80
P 182.0 m/z 56.10  67.94%
‘ T \‘H‘ T ’ H“\ T \ ‘:I\-S\]\"\()‘ \ ‘\ T “\ T

m/z--> 100 120 140 160 180

Abundance #56975 CydopeMane 1-pentyl-2-propyl-
69.0

3

%

é

8.00 8.20 8.40 8.60 8.80
41.0 %
5000 111.0 m/z 41.10 66.98
I |
T ‘ T ‘ ‘ L ’ \ L ‘ LI \ ‘ T 1T “\ L
40

miz--> 20 100 120 140 160 180

Abundance #31402.3—Undecene,(E} R A aE R
41.0 8.00 8.20 8.40 8.60 8.80

m/z 57.10  60.34%
5000
0 154.0
S ‘““““,““““““““‘

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

é

é

8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00

Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 6 Decane, 2,6,7-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.628 20.92 ng 1122000 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 83
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 78
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 78
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 78
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
Abundance Scan 1094 (8.628 min): BF143502.D\data.ms (-1090) (-) m/z 57.10 100.00%
57.1
AR maE e
H 85.1 113.2 155.2 8.40 8.60 8.80 9.00
Ol oot b b 2952, 1832 s 7110 67.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 L B I L I LN B
8.40 8.60 8.80 9.00
m/z 43.10 55.38%
85 0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl-
57.0
R AREmEEEEEY
8.40 8.60 8.80 9.00
5000 m/z 41.10 30.97%
290 ‘ o520 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl- B ARmESEE R
57.0 8.40 8.60 8.80 9.00
m/z 56.10 21.02%
5000
112.0
M i 133.0155.0 183.0
H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H““ R A REEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF082025.M Thu Aug 21 21:24:39 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 7 Cyclohexane, 1,1,2-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.751 4.57 ng 245032  Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 68
2 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 62
3 Tridecane, 7-methylene- 196 C14H28 019780-80-4 60
4 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 55
5 1.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 52

Abundance Scan 1115 (8.751 min): BF143502.D\data.ms (-1112) (-)| | m/z 69.10 100.00%

69.1
41.1
5000
111.1
T
196.2 8.40 8.60 8.80 9.00
Lh o) ‘sts'l 161.1 | 9
e el m/z 55.10 62.79%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #13252: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
111.0
5000 L L B L BN BN R B
8.40 8.60 8.80 9.00
‘ m/z 57.10 57.82%
\\‘\“\‘\‘H‘\ ““\‘P‘l"q““1““““““““““““‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
410 LI B LI BN B I
8.40 8.60 8.80 9.00
5000 111.0 ITI/Z 41.10 54.90%

‘ “i“‘ , ‘N}er.m ‘\ il 140.0

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

3

Abundance #71764: Tridecane, 7-methylene- R o A REEEa R a
56.0 8.40 8.60 8.80 9.00
m/z 56.10 50.68%
5000
29.0 83.0 111.0
LI b
- e .
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF082025.M Thu Aug 21 21:24:40 2025 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00

Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 8 unknown9.086 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.086 4.18 ng 224134  Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Acetyl-3,3-dimethylbicyclo[4.1... 180 C11H1602 1000185-00-8 45
2 1,11-Dibromoundecane 312 C11H22Br2 016696-65-4 43
3 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 38
4 Carbonic acid, isobutyl pentadec... 328 C20H4003 1000314-61-2 35
5 6-Tetradecene, (E)- 196 C14H28 041446-64-4 30
Abundance Scan 1172 (9.086 min): BF143502.D\data.ms (-1169) (-) m/z 57.10 100.00%
57.1
5000
137.2
R R
| ‘ 180.2 8.80 9.00 9.20 9.40
A ““ dhg pu2188 T e 71.67%
miz--> 50 100 150 200 250 300
Abundance #54753: 7-Acetyl-3,3-dimethylbicyclo[4.1.0]heptan-2-one
81.0
5000 430 L L L L L BN LR
137.0 8.80 9.00 9.20 9.40
m/z 55.10 69.52%
‘ ‘ h 1800
T T ‘H\ ‘\ ‘H\ “\ M\‘ \‘H‘ ‘H\‘ \ T \ ‘ \‘\ \‘ T ‘ T T T T ’ T T T T ‘ T T
miz--> 50 100 150 200 25 300
Abundance #213454: 1,11-Dibromoundecane
55.0
R RRESREEE
8.80 9.00 9.20 9.40
5000 m/z 43.10 64 .70%
97.0 1350
177.0
]"5"4“ M‘ ‘H I | Al M‘ H“ N \w\ ‘H‘ H‘ ‘H — ‘23‘\\5‘0’ S “?’]‘-4|
m/iz--> 50 100 150 200 250 300
Abundance #109491: 1-Dodecanol, 3,7,11-trimethyl- e EERRREES
55.0 8.80 9.00 9.20 9.40
m/z 69.10 54.51%
5000
97.0
R P
ml/z--> 50 100 150 200 250 300 8.80 9.00 9.20 9.40

8270-BF082025.M Thu Aug 21 21:24:41 2025
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
BF143502.D

: 21 Aug 2025 ©0:00
: RC/IU
: 02815-12

. 26

hod
le

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 unknown9.204 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.204 3.12 ng 182434  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 22
2 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 22
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 18
4 4-Fluorophenethyl alcohol, tert.... 196 C12H17FO 1000394-94-8 14
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 14
Abundance Scan 1192 (9.204 min): BF143502.D\data.ms (-1189) (-) m/z 57.10 100.00%
57.1
5000 179.2 JVkad\/vAka/b\wJJ\A
95.1 1231
R e
‘ H 8.80 9.00 9.20 9.40 9.60
el i L AEE L 2082 s 4110 52.42%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126391: Dodecyl isobutyl ether
57.0
5000 I L AL B
8.80 9.00 9.20 9.40 9.60
200 85.0 m/z 81.10  48.52%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #263801: Oxalic acid, allyl hexadecyl ester
41.0
Ramas A RAR R
8.80 9.00 9.20 9.40 9.60
5000 m/z 43.10 43.00%
71.0
111.0
o 269
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #45506: Decane, 3,6-dimethyl- Rt R RRARAR R
57.0 8.80 9.00 9.20 9.40 9.60
m/z 71.10 42.18%
5000 85.0
290‘
1410
m/z--> 20 40 60 80 100120140160 180200 220 240 260 8.80 9.00 9.20 9.40 9.60

8270-BF082025.M Thu Aug 21 21:24:42 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 8
R.T. EstConc Area Relative to ISTD R.T.
9.228 17.30 ng 1010150  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Decane, 5-propyl- 184 C13H28 017312-62-8 86
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
Abundance Scan 1196 (9.228 min): BF143502.D\data.ms (-1193) (-) m/z 57.10 100.00%
57.1
5000
85.1
e R AREmE T
113.1 9.00 9.20 9.40 9.60
[ — H kA2 1882 2122 0 7110 74.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 L B L I LN B
9.00 9.20 9.40 9.60
20.0 85.0 m/z 43.10 52.06%
\‘\‘\‘\ T ‘ T \H ‘ T \‘\ T ‘ \‘\ T \ ‘\1\]-}‘3\‘0\‘\ TT ‘ \]TE\)?)‘(\)\ \178‘\3\0\\2‘0\6\\()\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
I EmEESEEE T
9.00 9.20 9.40 9.60
5000 m/z 41.10 31.67%
29.0 85.0
113.0
, 1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- B ARmESEE R
57.0 9.00 9.20 9.40 9.60
m/z 85.10 30.01%
5000
85.0
29.0
L H L ‘ 1130 4410 1690 197.0
e e e e e e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF082025.M Thu Aug 21 21:24:44 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 unknown9.369 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.369 21.77 ng 1271230  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
3 17-Pentatriacontene 491 C35H70 006971-40-0 25
4 2H-Spiro[l-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 25
5 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 25

Abundance Scan 1220 (9.369 min): BF143502.D\data.ms (-1215) (-) m/z 193.20 100.00%

551 198.2
123.1
5000
O ap s =i
‘ \ 9.00 9.20 9.40 9.60
0l pu*‘”\”u!k"ﬂ:mmm_‘H_Mwwww m/z 55.10  82.32%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0

E

5000 69.0 B R ANAAEES e
9.00 9.20 9.40 9.60
‘h

m/z 57.10 76.66%
Ml ‘ ‘ \ |

\\\\“\1\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

=

Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
R RARRREREEEEEEEEE
123.0 9.00 9.20 9.40 9.60
5000 m/z 41.10 71.24%
42.0 ‘ ‘
\\\\“\\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene T
57.0 9.00 9.20 9.40 9.60
m/z 69.10 64.66%
5000 111.0

%

J ‘ .‘ M ‘u (17 i 0223.0278.0334. 0390.0 490

m/z--> 0 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60

8270-BF082025.M Thu Aug 21 21:24:45 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Decane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.686 38.76 ng 2263390  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 83
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 72
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64

Abundance Scan 1274 (9.686 min): BF143502.D\data.ms (-1269) (-) m/z 57.10 100.00%

57.1
5000

e
| ‘99.1 1412 1932 9.50 10.00
b m/z 43.10 79.39%

miz-> 50 100 150 200 250 300
Abundance #59032: Decane, 5-propyl-
57.0

5000 T
9.50 10.00
m/z 71.10 79.06%

‘ 112.0

T ‘\ ‘\‘ ‘ “\ ‘1‘ \‘“‘\ M’ \“ T “\ 1‘ ‘ T ]\_8\4\.()‘ T T T ‘ L ‘ L

miz--> 50 100 150 200 250 300

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
9.50 10.00

o

5000 m/z 41.10 39.50%
99.0
‘\‘ I H\ li \‘ | :\L4\]"0 183.0 239.0 296.0 M/W
e e e e e
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 9.50 10.00

m/z 85.10  38.64%

5000
99.0

T
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF082025.M Thu Aug 21 21:24:46 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 unknown9.839 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.839 8.64 ng 504473  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,10-Dodecadien-1-01, 3,7,11-tri... 224 C15H280 020576-59-4 49
2 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 46
3 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 42
4 4-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-9 41
5 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 38
Abundance Scan 1300 (9.839 min): BF143502.D\data.ms (-1296) (-) m/z 69.10 100.00%
69.1
41.1
5000
— —
9.50 10.00
“w“HMm‘ m/z 55.10 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104549: 2,10-Dodecadien-1-ol, 3,7,11-trimethyl-, (E)-(.+
41.0 69.0
109.0
5000 — —
9.50 10.00
‘ 150 224.0 m/z 57.10 84.37%
163.0
\\\‘\\“\\“\\\‘H‘\ \\‘H\\\”H‘\\h\\“\\\\‘1\9\]\.\(‘)\‘\\\‘!‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104596: 3-Hexadecene, (2Z)-
41.0  69.0
— —
9.50 10.00
5000 97.0 m/z 41.10 76.86%
| 1290 1540 1960 2240 W
et e “w"H‘H“_“w“u‘u“_“w‘u

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

Abundance #104597: 7-Hexadecene, (Z)- — —

55.0 9.50 10.00

m/z 43.10 68.13%
5000 83.0
29.0
111.0
\‘ || ,140.0 167.0 196.0 2240
RARaEEm e “w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF082025.M Thu Aug 21 21:24:47 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00

Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 unknownl®@.222 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.222 8.94 ng 521739  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 46
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 46
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 43
4 Tritetracontane 605 C43H88 007098-21-7 43
5 Octacosane 394 (C28H58 000630-02-4 38

Abundance Scan 1365 (10.222 min): BF143502.D\data.ms (-1362) (- m/z 57.10 100.00%

57.1
5000
711331 — ——
10.00 10.50
A M \‘Mh “ ““‘1‘67‘% arl 2?"‘3-‘3‘ e m/z 83.10 86.27%
miz--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — —
10.00 10.50
m/z 55.10 83.53%
\‘ I \‘ H‘\ \‘ “ ‘H \"!‘390 1820 2240 297.0
LI ‘ L ‘ T T ‘ L ‘ T L
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—r —
10.00 10.50
5000 m/Z 43.10 80.01%
M m41?‘%§29" “2529“‘ ‘§?§J WVW%VNJAA\[ﬁAva\w
miz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester e ——
57.0 10.00 10.50
m/z 71.10 74.80%
5000
7.0
\‘ ‘\ \‘ “‘ \“ ‘“ ‘H }40 0 196.0 269'0 T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF082025.M Thu Aug 21 21:24:48 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 2,6-Naphthalenedione, octah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.381 4.76 ng 278057  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 58
2 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1010299-95-5 46
3 Benzamide, 3-fluoro-N-methyl-N-p... 223 C13H18FNO 1000421-36-9 43
4 Cyclopent-2-ene-1-carboxylic aci... 196 C12H2002 1000195-65-4 38
5 Butanamide, N-(2-methoxyphenyl)-... 207 C11H13NO3 000092-15-9 38
Abundance Scan 1392 (10.380 min): BF143502.D\data.ms (-1389) (- m/z 123.10 100.00%
123.1
55.1
5000
95.1 207.2
P e
49.1 181.1 10.00 10.50
2462 n/z s5.10  70.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
123.0
208.0
5000 1000 1050
41.0 69.0 : :
97.0 m/z 41.10  63.24%
1650
T \‘\‘\‘\ \"‘\ T ”‘ \‘\h\ \“\H\ T “H\ \‘\L‘ \‘\W T ‘ \ T \ ‘ T \‘\‘\ ‘ T \‘\ T ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #101083: (Phenylthio)acetic acid, cyclobutyl ester
123.0
P e
10.00 10.50
5000 222.0 m/z 57.10 62.32%
55.0
290, 910 | 1510 1940 |
e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #102989: Benzamide, 3-fluoro-N-methyl-N-pentyl- — —
123.0 10.00 10.50
m/z 69.10 54.17%
5000
95.0
166.0
15.0 420 69 | 19402230
A A AR o R A RAR P e
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\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.616 22.07 ng 1288740  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Tridecane 184 C13H28 000629-50-5 72
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 1432 (10.616 min): BF143502.D\data.ms (-1428) (- m/z 57.10 100.00%
57.1
20 /\A\JVV\,WJ\ijxJkA¢f4
‘ F 1050 1100
169.2 : :
omuu‘ VLl 2202 2898 o 7110 49.70%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 s ——
10.50 11.00
m/z 43.10  45.54%
| ‘ e ‘\ J ;41 0183.0225.0267.0 323.0 380.
\\\\‘ \\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\1
miz--> 0 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
—— —
10.50 11.00
5000 m/z 85.10 24 .43%
‘ 112.0
C I
m/z--> 0 50 100 150 200 250 300 350
Abundance #59025: Tridecane T —
57.0 10.50 11.00
m/z 41.10 22.76%
. MMA
\“ Ll FS’O 141.0184.0
A —— ——
m/z--> 0 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.675 8.45 ng 493651  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 46
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
Abundance Scan 1442 (10.675 min): BF143502.D\data.ms (-1439) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
— —
10.50 11.00
152.1
el e e b b e 2982 m/z 77.10 66.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— —
10.50 11.00
51.0 m/z 182.10  53.76%
‘\‘\H‘\\‘\\‘H\H}“HH‘\‘\H‘H\\‘]_\5\‘\2\.7)\\H’H\H\’\\\\‘\H\‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
—= =
10.50 11.00
5000 1820 m/Z 51.19 27.0900
51.0
SPRS SRR R N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97471: 2,5-Pyrrolidinedione, 1-(benzoyloxy)- — —
105.0 10.50 11.00
m/z 181.10 9.20%
5000 7.0
51.0
o | 219.0
e e e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Tridecane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.881 65.39 ng 2631770  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
Abundance Scan 1477 (10.880 min): BF143502.D\data.ms (-1473) (- m/z 57.10 100.00%
57.1
85.1
— ——
113.2
‘ 183.2 10.50 11.00
141.1
o‘,‘HW‘H‘!,‘“‘:“‘1‘w‘,"!“_HwHH_‘u‘_w?‘l‘?"%%‘}f“?w‘ m/z 71.10 74.75%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0
5000 — S
10.50 11.00
m/z 43.10 54.88%
99.0 155
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107223: Tridecane, 5-propyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 28.77%
85.0
112.0
00 | | a0 1830 a0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #90205: Dodecane, 2,6,11-trimethyl- — —
43.0 710 10.50 11.00
m/z 41.10 26.01%
- W\/\M
[ \ H \\141016901970
e e e e e e e e e e — —
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\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Hexadecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.345 37.32 ng 1502120  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 86
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1556 (11.345 min): BF143502.D\data.ms (-1552) (- m/z 57.10 100.00%
57.1
. M
‘ ‘ 99.1 11.00 1150
' 41.1 183. : :
[ — “u i d L s 24222741 gy 71,10 73.65%
miz-> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 — —
11.00 11.50
99.0 m/z 43.10 49.13%
27\'0‘\ ‘\ L, 1850 2250
1 L1 .
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
11.00 11.50
5000 m/z 85.10 40.30%
99.0
L‘ L. 110 1830 2390  296(
el S
miz--> 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane — ——
57.0 11.00 11.50
m/z 41.10 25.83%
5000
113.0
£ro) Gl 00 N
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\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 00:00
Operator : RC/JU

Sample : Q2815-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.698 8.74 ng 351586  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 1616 (11.698 min): BF143502.D\data.ms (-1613) (- m/z 57.10 100.00%
57.1

99.1

—
141.1 179.1210.2 11.50 12.00

- “u i, ““w“ ol LT 2681 m/z 71.10  79.11%

m/z--> 50 100 150 200 250
Abundance #141068: Heptadecane, 4-methyl-
43.0

5000 — i
85.0 11.50 12.00
m/z 43.10  68.65%
127.0 211.0
L, 1690 T 2540
miz—-> 50 100 150 200 250
Abundance #141057: Octadecane
57.0
—— —
11.50 12.00
5000 m/z 85.10  46.74%
99.0
0L L L L) 2410 1830 zaao2se0
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane — ——
517.0 11.50 12.00
m/z 41.10  25.69%
5000 \JL%\\
99.0
770 | | #1410 1m0 200

— :
miz--> 50 100 150 200 250 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082025\
Data File : BF143502.D

Acqg On : 21 Aug 2025 ©00:00
Operator : RC/JU

Sample : Q2815-12

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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... 2.263 76.8 ng 3303880 1 6.928 860214 20.0
2-Pentanone, 4-... 5.151 7.8 ng 335618 1 6.928 860214 20.0
Undecane, 2,6-d... 8.269 5.6 ng 298795 2 8.210 1072680 20.0
unknown8.386 8.386 3.1 ng 168199 2 8.210 1072680 20.0
Cyclohexane, 2-... 8.416 4.2 ng 224655 2 8.210 1072680 20.0
Decane, 2,6,7-t... 8.628 20.9 ng 1122000 2  8.210 1072680 20.0
Cyclohexane, 1,... 8.751 4.6 ng 245032 2 8.210 1072680 20.0
unknown9.086 9.086 4.2 ng 224134 2 8.210 1072680 20.0
unknown9. 204 9.204 3.1 ng 182434 3 9.969 1167840 20.0
Dodecane, 2,6,1... 9.228 17.3 ng 1010150 3 9.969 1167840 20.0
unknown9.369 9.369 21.8 ng 1271230 3 9.969 1167840 20.0
Decane, 5-propyl- 9.686 38.8 ng 22633990 3 9.969 1167840 20.0
unknown9.839 9.839 8.6 ng 504473 3 9.969 1167840 20.0
unknown10.222 10.222 8.9 ng 521739 3 9.969 1167840 20.0
2,6-Naphthalene... 10.381 4.8 ng 278057 3 9.969 1167840 20.0
Heptacosane 10.616 22.1 ng 1288740 3 9.969 1167840 20.0
Benzophenone 10.675 8.4 ng 493651 3 9.969 1167840 20.0
Tridecane, 4-me... 10.881 65.4 ng 2631770 4 11.457 804903 20.0
Hexadecane, 1-i... 11.345 37.3 ng 1502120 4 11.457 804903 20.0
Heptadecane, 4-... 11.698 8.7 ng 351586 4 11.457 804903 20.0
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