LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc : JC-03-081324-A

ALS Vvial : 16 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_ P\Methods\8270E-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21529.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.028 3 7 27 rVB 3177258 5590403 42.02% 5.083%
2 3.552 91 96 105 rVB 197356 303634 2.28% 0.276%
3 4.940 327 332 342 rBV 316189 489386 3.68% 0.445%
4 5.405 404 411 420 rBV 5552998 8490581 63.81% 7.720%
5 5.481 420 424 436 rVB2 82253 220630 1.66% 0.201%
6 5.822 474 482 493 rBV3 149982 435302 3.27% 0.396%
7 6.969 670 677 686 rBV 5345646 8900835 66.90% 8.093%
8 7.399 744 750 755 rBV 97017 151411 1.14% 0.138%
9 7.469 755 762 773 rVB4 130738 310821 2.34% 0.283%
106 7.811 813 820 827 rBV 2036152 3280751 24.66% 2.983%
11 8.187 878 884 890 rVB 77463 134837 1.01% 0.123%
12 8.346 905 911 921 rBV 125091 228626 1.72% 0.208%
13 8.952 998 1014 1023 rBV 3292246 5789513 43.51% 5.264%
14 9.046 1025 1030 1041 rVB 95598 207456 1.56% 0.189%
15 9.510 1098 1109 1116 rBV6 123775 264949 1.99% 0.241%
16 9.793 1152 1157 1165 rBV7 68945 157084 1.18% 0.143%
17 10.593 1285 1293 1299 rBV 2676620 5049407 37.95% 4.591%
18 10.646 1299 1302 1309 rVB 576703 882476 6.63% 0.802%
19 10.775 1320 1324 1329 rVB 148383 224776 1.69% 0.204%
20 11.122 1376 1383 1387 rBv4 82375 207911 1.56% 0.189%
21 11.328 1408 1418 1424 rBV2 391584 801687 6.03% 0.729%
22 11.452 1433 1439 1444 rBV4 92425 175968 1.32% 0.160%
23 11.528 1447 1452 1459 rVB7 88783 217621 1.64% 0.198%
24 11.640 1465 1471 1476 rBV 357652 658375 4.95% 0.599%
25 12.034 1533 1538 1546 rBV2 237562 481047 3.62% 0.437%
26 12.257 1568 1576 1583 rVB3 332908 726410 5.46% 0.661%
27 12.469 1608 1612 1617 rBV2 162074 257411 1.93% 0.234%
28 12.734 1654 1657 1662 rVB 128239 171313 1.29% 0.156%
29 12.951 1688 1694 1696 rBV4 86499 175361 1.32% 0.159%
30 12.999 1697 1702 1706 rVV 498079 772112 5.80% 0.702%
31 13.063 1706 1713 1719 rVB 8562716 12350966 92.83% 11.230%
32 13.275 1744 1749 1758 rVB4 256348 492889 3.70% 0.448%
33 13.375 1763 1766 1771 rBV5 100444 160725 1.21% 0.146%
34 13.604 1801 1805 1807 rBV2 123184 186362 1.40% 0.169%
35 13.763 1828 1832 1836 rBV 182345 284216 2.14% 0.258%

36 13.816 1837 1841 1845 rVB3 186573 263929  1.98%  0.240%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc : JC-03-081324-A

ALS Vvial : 16 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_ P\Methods\8270E-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.875 1848 1851 1856 rVVv4 120704 162125 1.22% 0.147%
38 13.951 1859 1864 1868 rvv2 479578 783179 5.89% 0.712%
39 13.998 1868 1872 1876 rVB3 163513 257117 1.93% 0.234%
40 14.157 1896 1899 1905 rVB4 145489 223761 1.68% 0.203%
41 14.298 1918 1923 1929 rVB6 122521 227606 1.71% 0.207%
42 14.363 1930 1934 1939 rBvV3 287783 425800 3.20% 0.387%
43 14.451 1941 1949 1954 rVV 4000542 6312808 47.45% 5.740%
44 14.510 1956 1959 1966 rVB2 218131 368726 2.77% 0.335%
45 14.663 1980 1985 1986 rBV2 206985 290876 2.19% 0.264%
46 14.934 2027 2031 2038 rVB3 131624 217993 1.64% 0.198%
47 14.998 2038 2042 2048 rVV2 260198 374247  2.81% 0.340%
48 15.069 2051 2054 2060 rVV3 143015 276345 2.08% 0.251%
49 15.128 2062 2064 2069 rVB 129210 143752 1.08% 0.131%
50 15.263 2079 2087 2089 rBV6 96509 248787 1.87% 0.226%
51 15.340 2096 2100 2103 rBV 205141 254063 1.91% 0.231%
52 15.504 2125 2128 2134 rVB 138537 204643 1.54% 0.186%
53 15.751 2163 2170 2175 rVB2 280541 541298 4.07% 0.492%
54 15.963 2200 2206 2214 rBV 6564285 8796164 66.11% 7.998%
55 16.210 2244 2248 2250 rBV3 195049 299379  2.25% 0.272%
56 16.240 2250 2253 2262 rVB 401574 766138 5.76% 0.697%
57 17.034 2385 2388 2391 rBV 141960 162423 1.22% 0.148%
58 17.257 2420 2426 2430 rBV 4043871 6268257 47.11% 5.700%
59 17.298 2430 2433 2439 rVB 460408 593572 4.46% 0.540%
60 18.204 2583 2587 2594 rVB2 1083300 1532005 11.51% 1.393%

61 19.386 2784 2788 2791 rBV 484834 739212 5.56% 0.672%
62 19.533 2810 2813 2817 rBV4 594345 963100 7.24% 0.876%
63 19.975 2883 2888 2893 rVB 10860845 13305303 100.00% 12.098%
64 21.380 3125 3127 3132 rBV3 700449 1188365 8.93% 1.081%
65 21.704 3178 3182 3188 rVB2 2959094 4554155 34.23% 4.141%

Sum of corrected areas: 109978380
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc JC-03-081324-A

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021529.D\data.ms

1.2e+07

le+07

8000000

6000000 5.405 6.969

40000001y, 8.952

7.811
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2000000
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021529.D\data.ms

19.975
1.2e+07

le+07
3.063

8000000

15.963 21.704

6000000

17.257
14.451 21.380
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP021529.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc

ALS vial : 16 Sample Multiplier: 1

JC-03-081324-A

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 34.08 ng 5590400 1,4-Dichlorobenzene-d4 7.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP021529.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 /\\
R R ARARmEEEEEES
‘ ‘ ‘ 3.103.203.303.40
b 1| 1303186.9250.2 357.44187476.75333 1/, 43.10  28.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R R R RN R
3.103.203.303.40
m/z 87.05 27.47%
O\\“\LU“M\J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.103.203.303.40
5000 m/z 55.10 22.44%
o\IH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R R R RRAE
73.0 3.103.203.303.40
m/z 71.10 10.85%
5000 /k
oH\‘uk“h‘H‘mWm‘mwm_m_uwmwm‘mw e husam———
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Data File : BP©21529.D

Acqg On : 16 Aug 2024 01:51
Operator : RC/JU

Sample : P3598-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

JC-03-081324-A

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.940 2.98 ng 489386 1,4-Dichlorobenzene-d4 7.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 30
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 10
5 1-Ethylpropyl acetate 130 C7H1402 000620-11-1 9
Abundance Scan 332 (4.940 min): BP021529.D\data.ms (-327) (-) m/z 43.00 100.00%

43.0
5000
101.1

e
4.60 4.80 5.00 5.20
O i 2089 280.1349.1407.7 490.95491  n/; 59.16  64.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL R R R R
4.60 4.80 5.00 5.20
101.0 m/z 101.05 26.40%
0‘\\\”\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0
R EEERRNEESEEEE
4.60 4.80 5.00 5.20
5000 ITI z 58.10 19.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate e BBSRRNREEESNEE
43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.65%

B meNWwMAwJ\WMMMWMNJJ

RS R
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc JC-03-081324-A

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.328 3.18 ng 801687 Naphthalene-d8 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 58
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 50

Abundance Scan 1418 (11.328 min): BP021529.D\data.ms (-1408) (- m/z 94.00 100.00%

94.0
5000
— —
‘\ ‘152-1 11.00 11.50
ol SSullLy 1, 210.2 281.1339.1397.94559 534.7 /7 77.e0  26.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 T —r
11.00 11.50
31 152.0 m/z 78.05 16.01%
O“L“‘\‘“'Lr‘r|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
- T
11.00 11.50
5000 m/z 108.10 14.66%
152.0
31.
0‘\\‘L\HJ,‘M\’E\“\m\‘uu\‘\u\‘uu‘uH‘HHWHWHWH,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #84780: Carbonic acid, neopentyl phenyl ester i A
94.0 11.00 11.50
m/z 152.05 12.17%

5000

%

I

= e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
BP921529.D

: 16 Aug 2024 01:51
: RC/JU
: P3598-01

. 16

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

JC-03-081324-A

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: 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

Peak Number 5 Heptadecane, 2,6-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.640 2.61ng 658375 Naphthalene-ds 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 CloHae 054105-67-8 83

1010309-19-2 80
001921-70-6 80

2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40

4 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 72
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
Abundance Scan 1471 (11.640 min): BP021529.D\data.ms (-1465) (| | m/z 57.10 100.00%
57.1
- AJ\AAM
e o
“ { {1491 11.50 12.00
ol bl 221 2150 3217 4346 8053 n/; 7110 90.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 Y e
11.50 12.00
m/z 43.10 48.99%
0 M‘JJJZ4018?O 253.0
\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
e o
11.50 12.00
5000 ITI/Z 41.10 27.87%
j || 1p70
oL L MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl- —— —
57.0 11.50 12.00
m/z 56.10 21.14%
5000
183.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc JC-03-081324-A

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Naphthalene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.257 2.88 ng 726410 Naphthalene-d8 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 87
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 58
Abundance Scan 1576 (12.257 min): BP021529.D\data.ms (-1568) (- m/z 142.00 100.00%
142.0
o M
—— —
12.00 12.50
ob by, J. 2101 282.93411403.9463.7523.3 ./, 141,00  88.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — e
12.00 12.50
m/z 57.10 47.72%
63.0
O \\%‘“‘\‘L}hl\l¥‘!“\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22142: Naphthalene, 1-methyl-
142.0
—— —
12.00 12.50
5000 m/z 115.10 38.50%
63.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22140: Benzocycloheptatriene T —
141.0 12.00 12.50
m/z 71.10  24.86%
5000
63.0
T S — M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51
Operator : RC/JU

Sample : P3598-01

Misc

ALS vial : 16 Sample Multiplier: 1

JC-03-081324-A

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 7 Dodecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.999 2.45 ng 772112  Acenaphthene-di10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 62
5 Heptadecane 240 C17H36 000629-78-7 53

Abundance Scan 1702 (12.999 min): BP021529.D\data.ms (-1697) (- m/z 57.10 100.00%
57.1
- MM
e
}FZI 13.00
ob Ll dll,  197.0 281.1341.0401.2461.2  549:  n/7 71.10  97.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
13.00
m/z 43.10 44 .62%
0\\J\‘\‘\J\‘\J\“‘].\Jﬁzlo‘\]-?\q..‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
e
13.00
5000 m/z 85.10 42.51%
lilmose
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90208: Dodecane, 2,6,11-trimethyl- e
57.0 13.00
m/z 41.10 28.48%
- \Wwff&Mfoj\xwfu/\V”ﬂu
oH\“\_Jw“'\lﬁ"?"1‘9‘7‘:9“_”""wawwww e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51
Operator : RC/JU

Sample : P3598-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

JC-03-081324-A

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: 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

Peak Number 8 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.051  2.48ng 783179  Acenaphthene-d10 14.451

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 58

5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 50

Abundance Scan 1864 (13.951 min): BP021529.D\data.ms (-1859) (- m/z 71.10 100.00%

71.1
5000
14.00
141.2 .
ol L[ 21132761 3640 43204933 7 5719 92.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 1
14.00
m/z 43.10 61.81%
1] 3270 2110 2060
O \\\‘\\\\‘\\\\‘\\\‘\‘\\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
——
14.00
5000 ITI/Z 85.10 50.70%
0 Wulm,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59069: Undecane, 2,6-dimethyl- —
57.0 14.00
m/z 41.10 27.62%
- w
L -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc JC-03-081324-A

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.240 2.44 ng 766138  Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 53

Abundance Scan 2253 (16.240 min): BP021529.D\data.ms (-2250) (- m/z 57.10 100.00%

57.1
5000

—
‘1 7.1 16.00 16.50
N

092 2960 376.2441.4 53L7 ,
_H‘,u Lidle. 299:2 2960 37624414 8317 /7 71,10 99.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

5000 RN
16.00 16.50
m/z 43.10 46.13%

‘ % 183.0
0\“J‘l‘!‘J"“"I\l"5i.“9““‘\‘\“‘2?\3‘.9‘\”"\““\““\““\““\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-

57.0

7
16.00 16.50

o

5000 m/z 85.10 32.80%
o"J\M,wwhﬁ??:?H‘_H‘_m‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59070: Undecane, 6,6-dimethyl- — —
57.0 16.00 16.50

m/z 113.10  23.88%

h &W
ol Ly 1L7 0

e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

JC-03-081324-A

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 10 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.204 4.89 ng 1532010  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2587 (18.204 min): BP021529.D\data.ms (-2583) (- m/z 73.00 100.00%

73.0
5000
192.1 —— =
3‘ ‘ \ 6. 18.00 18.50
ol wm‘fﬂww "“?’1"‘3“1‘359?”“‘4‘?9;??3‘?;4 m/z 60.00 72.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T RN
129.0 18.00 18.50
m/z 43.10 61.45%
O‘\\}\ ’ J

- IMT“'#JJH‘A\}?ﬂ.blfL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

T
18.00 18.50
5000 m/z 55.10 58.87%

185.0 284.0

OI,MI..\JLM A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50

m/z 57.10 56.72%

e m

L5. ,,W\”

o2, "_H‘_Hwmw‘HwHH_Wwwww — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

JC-03-081324-A

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: 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

Peak Number 11 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.534 4.23 ng 963100  Chrysene-di12 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Octadecanoic acid, 2-hydroxy-1,3... 625 C39H7605 000504-40-5 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 30

Abundance Scan 2813 (19.533 min): BP021529.D\data.ms (-2810) (-
73.0

m/z 73.00 100.00%

5000

1 \
284.3 19.50

0l Al 349.2 43044982 m/z 57.10 91.57%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
“ 284.0 m/z 43.10 86.31%
O‘HJ’\‘ ‘hwl\ll’l\\!lW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109281: Tetradecanoic acid
73.0
R \
19.50
5000 ITI/Z 55.10 74 .71%

ol mh\ﬁ%m\ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347422: Octadecanoic acid, 2-hydroxy-1,3-propanediyl —— ‘
43.0 19.50

m/z 60.00 74.04%

5000 29.0

s

0 J‘\ l‘\mu.l? 0‘ JH 395046505340606(
Banay u\‘ b e e P e e e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19.50

8270E-BP081324.M Fri Aug 16 18:29:43 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc : JC-03-081324-A

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Tricosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.380 5.22 ng 1188370  Chrysene-d12 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Triacontyl acetate 480 C32H6402 041755-58-2 81
4 Cyclotetracosane 336 C24H48 000297-03-0 76
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 70
Abundance Scan 3127 (21.380 min): BP021529.D\data.ms (-3125) (- m/z 83.10 100.00%
83.1
5000
" 21.00 21,50
153.1 2301 306.1 : :
0 Ab H“ﬂ«q‘wwm‘uHu‘m‘37‘3?"““3"‘7‘3‘”5“19”2“‘ m/z 97.10  86.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
43.0
5000 111.0 T 1
21.00 21.50
m/z 55.10 76.33%
o UL ge20  se2
‘\\1’\!\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol
83.0
— —
21.00 21.50
5000 m/z 69.10 75.25%
R a L e A ARARERa EE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334197: Triacontyl acetate “ 7
57.0 21.00 21.50
m/z 57.10 72.79%
5000
125.0
ok L] 2950 29203500 27%4800
R R e R B L R R ARAARARSERS SRS — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021529.D

Acqg On : 16 Aug 2024 01:51

Operator : RC/JU

Sample : P3598-01

Misc : JC-03-081324-A

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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... 3.028 34.1 ng 5590400 1 7.811 3280750 20.0
2-Pentanone, 4-... 4.940 3.0 ng 489386 1  7.811 3280750 20.0
1-Phenoxypropan... 11.328 3.2 ng 801687 2 10.593 5049410 20.0
Heptadecane, 2,... 11.640 2.6 ng 658375 2 10.593 5049410 20.0
Naphthalene, 2-... 12.257 2.9 ng 726410 2 10.593 5049410 20.0
Dodecane, 2,6,1... 12.999 2.5 ng 772112 3 14.451 6312810 20.0
Heptadecane, 2,... 13.951 2.5 ng 783179 3 14.451 6312810 20.0
Pentadecane, 2,... 16.240 2.4 ng 766138 4 17.257 6268260 20.0
n-Hexadecanoic ... 18.204 4.9 ng 1532010 4 17.257 6268260 20.0
Octadecanoic acid 19.534 4.2 ng 963100 5 21.704 4554160 20.0
1-Tricosene 21.380 5.2 ng 1188370 5 21.704 4554160 20.0
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