LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc :

ALS Vvial : 12 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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20620.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 22 rVB 825240 1424746 3.21% 0.828%
2 5.369 399 405 413 rBV 1460578 2239930 5.04% 1.302%
3 6.928 661 670 683 rBV 1375230 2308594 5.20% 1.342%
4 7.752 799 810 818 rBV 880213 1401740 3.16% ©0.815%
5 8.899 998 1005 1011 rBV 879406 1473503 3.32% 0.857%
6 10.493 1269 1276 1277 rBV 413141 613243 1.38% 0.357%
7 10.522 1277 1281 1287 rVB 1064594 1852802 4.17% 1.077%
8 11.704 1474 1482 1490 rBV2 290665 511681 1.15% 0.297%
9 11.940 1513 1522 1527 rBV 722275 1209838 2.72% 0.703%
10 12.428 1593 1605 1610 rBV3 308640 667989 1.50% 0.388%
11 12.898 1680 1685 1691 rVV2 323645 629955 1.42% 0.366%
12 12.987 1695 1700 1709 rVB 2325065 3508469 7.90% 2.040%
13 13.187 1728 1734 1741 rVB 1054595 1739745 3.92% 1.011%
14 13.857 1845 1848 1852 rVV 372124 586268 1.32% 0.341%
15 14.281 1914 1920 1924 rBV 1888875 2280417 5.14% 1.326%
16 14.375 1927 1936 1943 rVB 1593225 2964487 6.68% 1.724%
17 14.910 2023 2027 2035 rVB3 389803 623887 1.41% 0.363%
18 15.251 2079 2085 2089 rVB 1942302 2476697 5.58% @ 1.440%
19 15.669 2150 2156 2161 rBV 689874 1139012 2.57% 0.662%
20 15.892 2188 2194 2203 rVB2 1480041 2663383 6.00%  1.548%

21 16.122 2229 2233 2242 rBV 2438078 3853793
22 16.945 2368 2373 2377 rBV 1827456 2433627
23 16.998 2378 2382 2394 rVB 693621 1344365
24 17.187 2409 2414 2418 rBV 1931990 2791500
25 17.228 2418 2421 2425 rVB 660307 828802
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26 17.710 2498 2503 2508 rBV 1661024 2170259  4.89%
27 17.898 2530 2535 2540 rVB 9554749 11699659 26.35%
28 18.134 2570 2575 2580 rBvV2 1019179 1504572 3.39%
29 18.428 2620 2625 2634 rBV 1361736 2042064 4.60%
30 19.092 2731 2738 2741 rBV 23828675 44401819 100.00%

NEFP,OO R
[¢2)
~N
U1
R

5.815%

31 19.122 2741 2743 2752 rVB3 20093998 27141861 61.13% 15.780%
32 19.263 2762 2767 2772 rBV 4490579 6347359 14.30% 3.690%
33 19.316 2772 2776 2786 rBV2 2709888 5396120 12.15% 3.137%
34 19.451 2796 2799 2808 rVB4 340586 799437 1.80% ©.465%
35 19.698 2832 2841 2846 rBV2 2878664 4572517 10.30% 2.658%

36 19.910 2872 2877 2882 rVB 3272745 4635681 10.44% 2.695%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS Vvial : 12 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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.263 2933 2937 2940 rBV 594214 809341 1.82% 0.471%
38 20.569 2986 2989 2994 rBV 278410 461538 1.04% 0.268%
39 20.780 3021 3025 3029 rVB 461064 570520 1.28% 0.332%
40 21.316 3114 3116 3129 rVB4 779102 1515655 3.41% 0.881%
41 21.480 3140 3144 3149 rBV2 476686 783915 1.77% 0.456%
42 21.633 3163 3170 3176 rBV2 1999936 4781633 10.77% 2.780%
43 23.939 3555 3562 3569 rBV2 1174490 3599659 8.11% 2.093%
44 24.839 3709 3715 3723 rVB 941153 2414088 5.44% 1.404%
45 24.998 3736 3742 3750 rBV 1044743 2786239 6.28% 1.620%

Sum of corrected areas: 172002409
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP020620.D\data.ms
2e+07
1.5e+07
le+07
5000000
5.369 6.928
028 7.752 8.899 10 11.73404012.428
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\W
Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020620.D\data.ms
19.092
19/122
2e+07
1.5e+07
16407 17.898
5000000 1p-263 8910
987 8 15251 4 485122 16, aLeT 9 21833
M 1428%5 17.71 428 21314
@%87 13.857 14010 | 1568 M 8.138 4 20.268 865780 211
o"‘H""H"""H"‘HH_MWH‘HH_M e
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: BP020620.D\data.ms
2e+07
1.5e+07
le+07
5000000
23.939 24243998

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 6

R.T. EstConc Area Relative to ISTD R.T.
3.028 20.33 ng 1424756  1,4-Dichlorobenzene-d4 7.752
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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
Abundance Scan 7 (3.028 min): BP020620.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 J/\¥
T
‘ ‘ 3.103.203.303.40
b kkil 1781 2691 33693965 4748 5491 ., 43.1p  37.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R RN R IR
3.103.203.303.40
‘ m/z 55.10 27.09%
O Jl\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R N e R AR
3.103.203.303.40
5000 m/z 87.10 26.48%
0 ‘“H
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 3.103.203.303.40
m/z 41.10 12.16%
5000 L
0 J\u“"‘wwwwwwwwawm‘w_ B Siaa e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40

8270E-BP052924.M Fri Jun 14 11:38:05 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.704 5.52 ng 511681 Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 74
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 53

Abundance Scan 1482 (11.704 min): BP020620.D\data.ms (-1474) (- m/z 131.05 100.00%

1311
5000

39.0 l l | 11,50 12.00
” M lﬂn.“ M\

i) 4330 266.9 338.9 40044580 545« /7 118.05  77.39%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000 T
11.50 12.00
m/z 146.00 63.20%

39.0 l
H“\‘ihﬂi\‘l‘hwl‘ "\““\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

o

o

11.50 12.00
5000 m/z 117.10 38.07%
39.0
0 “HH\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler o ——
146.0 11.50 12.00

m/z 115.10  29.59%

5000 W\MM
! h?uﬂl;?ﬂ }\ L,

1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.940 13.06 ng 1209840  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1522 (11.940 min): BP020620.D\data.ms (-1513) (- m/z 57.05 100.00%
57.0
- \/L'J\Mb\
—F—
1 145.0 12.00
bbb [ 2069 2821 3735 4493 5200 n/z 43.05  76.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 T
12.00
m/z 71.10 55.21%
ol LI1| | 12701850
‘\\11”1!1\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
——
12.00
5000 m/z 41.10 38.31%
0 \‘ JLi "1‘\2.7'.0 226.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45478: Dodecane —
57.0 12.00
m/z 85.05 34.00%
5000
\M bl 170.0
ot ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.428 7.21 ng 667989  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 70
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 59

Abundance Scan 1605 (12.428 min): BP020620.D\data.ms (-1593) (- m/z 118.05 100.00%

118.1
5000 L

12.50
owﬂ ok Jﬂ‘h ’“‘“_7‘9‘,2”” 281.1341.9401.0458.9517.1 1/ 145.05 67.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 N
12.50

m/z 160.10  63.15%

51.0 ’ '
M”WHJ“LJhJMHJH‘!H"!H“M“w“ww“H\‘H‘\H“\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0

o

12.50
5000 m/z 117.10 43.51%
39.0 }
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- R
118.0 12.50

m/z 115.05  29.89%

5000
39.0
HIL“ \ 'ﬂn |

O et —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
BP020620.D

: 13 Jun 2024 21:03
: MA/JU
¢ P2858-01 2X

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 5 Dodecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.899 4.25 ng 629955  Acenaphthene-di10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86

4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

018344-37-1 80
000638-36-8 80

Abundance Scan 1685 (12.898 min): BP020620.D\data.ms (-1680) (- m/z 57.10 100.00%
57.1
= =
13T0 B} 12.50 13.00
Obrhdblidh. (1972 281034053995 4680 543: /7 71.65  79.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 = P
12.50 13.00
m/z 43.10 46.17%
O\\J\‘\‘\4\H”‘%EK'\?%§4\.R\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
= =
12.50 13.00
5000 m/z 85.10  33.16%
oml\"u““ﬁﬁﬁz?‘%97-‘9”_H‘_‘H_W“_m,w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl- o T
57.0 12.50 13.00
m/z 41.10 29.03%
h M
OMFF”W-O‘ AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP052924.M Fri Jun 14 11:38:10 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.187 11.74 ng 1739750  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 72

Abundance Scan 1734 (13.187 min): BP020620.D\data.ms (-1728) (- m/z 57.10 100.00%

57.1
5000

= =
13.00 13.50

154.1
oo 15 osis  ssaarso sseseri L anie 71ea
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 e Ay
13.00 13.50

m/z 71.10  58.33%

L0 s
‘\\\\‘\\\\‘f\\v‘\1\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0

o

o =
13.00 13.50
5000 m/z 85.10 37.10%
. i 1 1270 2260
R R AR R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane T e
57.0 13.00 13.50

m/z 41.10  35.88%

h J\_/\A\/j\\&_/v
| } ||| 22701850

o — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

Data File : BP©20620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 7 Carbonic acid, eicosyl viny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14281 15.38ng 2280420 Acenaphthene-dle 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 108 C1am30 000629-59-4 83

2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
4 Hexadecane 226 C1l6H34 000544-76-3 72
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72

Abundance Scan 1920 (14.281 min): BP020620.D\data.ms (-1914) (- m/z 57.10 100.00%
57.1

N

5000
P —
‘ 72 2103 14.00 14.50
of A AE72 212827633411 43814984 ./, 4310 69.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 e —
14.00 14.50
m/z 71.10 58.09%
J [‘ 127.0 198.0
O‘\Hl\‘\\\l\‘#l\l\i“HH“H\\‘HH‘HH‘H\\‘H\\‘H\\‘\H\‘\

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

N

Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P =
14.00 14.50
5000 ITI/Z 85.10 38.68%
o ,“ |‘“%E?'”0183.0 252.0 325.0
R B R A RRRRET
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- e =T
57.0 14.00 14.50
m/z 41.10 34.86%
5000
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP052924.M Fri Jun 14 11:38:12 2024

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.251 16.71 ng 2476700  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72

Abundance Scan 2085 (15.251 min): BP020620.D\data.ms (-2079) (- m/z 57.10 100.00%
7.1

5
5000

e
1 71 2963 15.00 15.50
of kLA fZIL 2263 3120 401746195212 ., 43.10  68.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 = m—
15.00 15.50

m/z 71.10 60.56%

J\ JJ 14270 2260
‘\\\\‘\\!\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0

T
15.00 15.50

o

5000 m/z 85.10 41.74%
O\HJML“Lﬂﬁzﬁ*%?%QH\*H*M*H\H**M*H\H*W*H*\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T T
57.0 15.00 15.50

m/z 41.10 34.28%

5000 W/\JL/\‘
i J‘IH'O 240.0

O e e A e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270E-BP052924.M Fri Jun 14 11:38:13 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 9 Pentadecane, 2,6,10-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.669 7.68 ng 1139010  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 95
2 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 86
3 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 80
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 74
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70

Abundance Scan 2156 (15.669 min): BP020620.D\data.ms (-2150) (- m/z 57.10 100.00%
57.1

5000

I
A Ly

ot Ll [ 289.2  840.9399.2 4658 5383 /7 71,10  48.41%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 RN
15.50 16.00
m/z 43.10 42.57%

O ‘T|1‘|1!F17.‘0l21l.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic g
57.0
T ]
15.50 16.00
125'0184.0 9
5000 ITI/Z 85.10 24.05%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141073: Dodecane, 4,9-dipropyl- == —
57.0 15.50 16.00

m/z 41.10 23.00%

5000
211.0
e
! I

0 H\MHH\LHMMH\M\H‘\H\M\H‘H\W\H\M\H‘H\w\ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BP052924.M Fri Jun 14 11:38:14 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 Heptadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.122  27.61 ng 3853790  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 90

5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2233 (16.122 min): BP020620.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1

N

5000
= e
J . 16.00 16.50
Or LIPS 2403 3316397.5455.55138 . 43.10  66.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 == st
16.00 16.50
m/z 71.10 62.28%
|| 1pzro. 200
OH‘\‘I\'\!‘\ W‘W‘H‘“\‘H‘\\H\l\\\\HH\H\\H\\H\H\\\
I l | I I I I I I I | I

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

N

Abundance #74004: Tetradecane
57.0
: : T
16.00 16.50
5000 ITI/Z 85.10 42.23%
“1‘ 127.0 198.0
O R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane =T T
57.0 16.00 16.50
m/z 41.10 32.99%
ob Ll fFT0 do70 2680 S o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP052924.M Fri Jun 14 11:38:15 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:
BP020620.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

: 13 Jun 2024 21:03
: MA/JU
¢ P2858-01 2X

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 11 Octadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.945 17.44 ng 2433630  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2373 (16.945 min): BP020620.D\data.ms (-2368) (- m/z 57.10 100.00%
57.1

r

5000
1 21 17.00
ol AhlAfP] 19212543 3411 4417 5184 o 4310 65.31%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 T
17.00
m/z 71.10 62.84%

7.0
0 l‘ ‘ i I’lfﬂ || 119602540

\H‘\"\IH‘H\!’\\H“HH‘\H\‘\\H‘H\\‘\\H‘H\\‘\H\‘\

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

-

Abundance #107216: Hexadecane
57.0
17.00
5000 m/z 85.10 45 .04%
\‘ 27.0  226.0
O I e B R R RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 17.00
m/z 41.10 31.79%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP052924.M Fri Jun 14 11:38:16 2024 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
BP020620.D

: 13 Jun 2024 21:03
: MA/JU
¢ P2858-01 2X

: 12 Sample Multiplier: 1

hod
le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 12 Octadecane, 1-iodo- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.998 9.63 ng 1344370  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 83

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83

Abundance Scan 2382 (16.998 min): BP020620.D\data.ms (-2378) (- m/z 57.10 100.00%
57.1

%

5000
184.0 17.00
ol ALLLIBST |, 26733272 4100 4803502 L1 7110 .65
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 T 7
17.00
m/z 43.10 49.,93%
H | | 12701850
0‘\\\T{\f‘\\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #287350: Octadecane, 1-iodo-
57.0
17.00
5000 m/z 85.10 44 ,59%
7.0 253.0
o\,hﬂx,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane 7
57.0 17.00
m/z 41.10 26.49%
B va&ﬂwvka\vwv~ﬁvvuv
2260
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP052924.M Fri Jun 14 11:38:17 2024 Page: 15



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061324\

Data File : BP©20620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 13 Nonadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.716  15.55 ng 2170260  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 87

Abundance Scan 2503 (17.710 min): BP020620.D\data.ms (-2498) (- m/z 57.10 100.00%

57.1
5000

1271 2031 260, 17.50 18.00
e PP 2091 268.3 8551 A437.64987  m/z 43.10  65.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

5000 = =
17.50 18.00

m/z 71.10 64.56%

70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0

o

O

17.50 18.00
5000 m/z 85.10 44.46%
0 \‘ IRy ]F;FZ\Q 1970 296.0
e A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T ——
57.0 17.50 18.00

m/z 41.10 31.01%

5000 v\/dv\AJAth;ﬁ~A\
\‘ ﬁ??ﬂ 197.0 267.0 338.0

0“H‘M‘H‘H“M\H,H‘W“H‘H‘W‘H‘M“W‘H‘M‘H“ ] :
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP052924.M Fri Jun 14 11:38:19 2024 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP©20620.D

Acqg On : 13 Jun 2024 21:03

Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 14 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.898 83.82 ng 11699700  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2535 (17.898 min): BP020620.D\data.ms (-2530) (- m/z 74.05 100.00%
74.0
5000 A
143.1 — e
| 22\7 2 17.50 18.00
o"H_!Ju\‘wwm‘_H‘« 800,0357.1415.2472.1533.3 ' /7 87.05  75.04%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 - A
17.50 18.00
143.0 m/z 43.10  31.19%
‘ ‘ 227.0
O\\\\‘\\\i‘\i“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126208: Methyl tetradecanoate
74.0
= ==
17.50 18.00
5000 m/z 55.10 27 .47%
I, 14‘3.0 2?_1_0
o""_‘uu‘uwwwsm*_wmwwm‘w,w_
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #161236:Pemadecanmcacm,l44nemyh,meﬂwlemer - —
74.0 17.50 18.00
m/z 41.10 24.28%
5000
1L, 180 0
O‘A‘_meuhw‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘w‘ F P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP052924.M Fri Jun 14 11:38:20 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.134 10.78 ng 1504570  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2575 (18.134 min): BP020620.D\data.ms (-2570) (- m/z 73.00 100.00%

73.0
5000
1921

N —
[’ﬂJ ld ‘2563 18.00 18.50
ok MAALAZBLL L) | 34294010 8030 .. 43.10  97.07%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 s A=
129.0 18.00 18.50

m/z 60.00 84.40%

O‘H\‘““‘ Jml.’ﬂ'mwwl}?ﬂ'b||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0

——
18.00 18.50

5000 m/z 57.10 82.31%
171.0
0“‘J A‘”M\th““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid e o
73.0 18.00 18.50

m/z 55.10  73.09%

5000
‘ } 1850  284.0
J\M JNMM\.\L\ a ‘

O e e s — -
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052924.M Fri Jun 14 11:38:21 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
BP020620.D

: 13 Jun 2024 21:03
: MA/JU
¢ P2858-01 2X

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 16 Dodecane, 2-methyl-6-propyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.428 14.63 ng 2042060  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2625 (18.428 min): BP020620.D\data.ms (-2620) (- m/z 57.10 100.00%

57.1
5000

1 127.1 243.2 .
185.1 341.1 415.1478.1 547..
H‘M‘Whif«uu‘H‘H‘q“u‘u“_‘u‘u“_‘u“u‘_ m/z 43.10

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

o
-
_|
a
o |

5000 N
18.50
m/z 71.10 62.58%
140.0
O‘”MVLm*%”M“L%%§R‘”‘W‘”\‘”‘U‘”\”‘W‘”‘W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
1850
5000 ITI/Z 85.10 44 . 86%
ol L 320 om0 2e70  sm00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane —
57.0 18.50

m/z 41.10

- JJ\W&
\‘ \‘ ‘ 8.0

127.0
0 J\l Il IF‘ I ‘1‘9‘7'0 26
L B o e e B e R R —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.092 318.12 ng 44401800  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 2738 (19.092 min): BP020620.D\data.ms (-2731) (- m/z 67.10 100.00%
67.
| hs.o 263.3 1900 |
oo LIUMLLLL 8922 | | 334.1 390045635141y g116 92.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.
5000 — ‘
294.0 19.00
e m/z 95.10  66.74%
e,
O' \lllf‘J\h\J“‘T}llT$1‘l1h\ \‘2‘?(\‘)\.(\)‘ \A\ T \\‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
T T
19.00
5000 m/z 55.10 60.60%
294.0
‘ “ 1500 o
ol bbb 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) — ‘
67.0 19.00
m/z 41.10 48.51%
) M
35.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.122 194.46 ng 27141900  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
Abundance Scan 2743 (19.122 min): BP020620.D\data.ms (-2741) (|  m/z 55.10 100.00%
55.1
- o /\M
311802 U U
” ‘ ‘ 19.00 19.50
ob Ll bbbsd ) 341140214621 5491 0 6o 10 73.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
5000 — —
19.00 19.50
264.0 m/z 74.10 69.76%
0 \“T\\“”\’\H\\‘J\“\nlm‘h ‘\\l\ .\\\\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
— —
19.00 19.50
5000 m/z 41.10 67 .46%
264.0
{ H 3.0180.0 ‘
UL v ] A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194426: 13-Octadecenoic acid, methyl ester — =
55.0 19.00 19.50
m/z 83.10 67.27%
5000
264.0
M 3.0180.0 h
0 H‘_JWW‘WWMhl"H“H‘w“H‘H‘w“u‘u“_‘u“ = Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.263 45.48 ng 6347360  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 2767 (19.263 min): BP020620.D\data.ms (-2762) (- m/z 74.00 100.00%

74.0
5000
143.1

‘ ‘ | ' 25?'2 1900 19.50
Okl i by b 355.9 4261486454707 g7 5 77.58%
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 —
298.0 19.00 1950

143.0
m/z 43.10 36.16%

LS.O‘“LMJI \%lfW‘ff‘F-Wf\th“

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

Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

o

19 00 19 50
5000 m/z 55.10 29.55%
143.0 298.0
onw\w\\,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 19 00 19 50

m/z 41.10 24.26%

5000 298.0
143.0
OLSMJ } AL J \J\ut‘m\ . 2[1\. 1) \ J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Sulfurous acid, butyl hepta... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.316 6.34 ng 1515660  Chrysene-d12 21.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 90
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 87
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 87
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 87
Abundance Scan 3116 (21.316 min): BP020620.D\data.ms (-3114) (|  m/z 57.10 100.00%
57.1
5000 W\h\
— —
‘ } ‘F‘ 229.1 21.00 21.50
o AL L b, 3162 4028 4752 8490y ,; 4310 62.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
5000 — ——
21.00 21.50
m/z 71.10 60.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
— —
21.00 21.50
5000 m/z 85.10 44 .,92%
A 11259 1500 250
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261362: 1-Octadecanesulphonyl chloride — ——
57.0 21.00 21.50
m/z 55.10 33.74%
= JA;/\/JUL(
9.0
oLilllizs o SR
m/z--> 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\BP061324\
Data File : BP020620.D

Acqg On : 13 Jun 2024 21:03
Operator : MA/JU

Sample : P2858-01 2X

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 20.3 ng 1424750 1 7.752 1401740 20.0
Naphthalene, 1,... 11.704 5.5 ng 511681 2 10.528 1852800 20.0
Tridecane 11.940 13.1 ng 1209840 2 10.528 1852800 20.0
Naphthalene, 1,... 12.428 7.2 ng 667989 2 10.528 1852800 20.0
Dodecane, 2,6,1... 12.899 4.3 ng 629955 3 14.375 2964490 20.0
Tetradecane 13.187 11.7 ng 1739750 3 14.375 2964490 20.0
Carbonic acid, ... 14.281 15.4 ng 2280420 3 14.375 2964490 20.0
Hexadecane 15.251 16.7 ng 2476700 3 14.375 2964490 20.0
Pentadecane, 2,... 15.669 7.7 ng 1139010 3 14.375 2964490 20.0
Heptadecane 16.122 27.6 ng 3853790 4 17.186 2791500 20.0
Octadecane 16.945 17.4 ng 2433630 4 17.186 2791500 20.0
Octadecane, 1-i... 16.998 9.6 ng 1344370 4 17.186 2791500 20.0
Nonadecane 17.710 15.6 ng 2170260 4 17.186 2791500 20.0
Hexadecanoic ac... 17.898 83.8 ng 11699700 4 17.186 2791500 20.0
n-Hexadecanoic ... 18.134 10.8 ng 1504570 4 17.186 2791500 20.0
Dodecane, 2-met... 18.428 14.6 ng 2042060 4 17.186 2791500 20.0
10,13-Octadecad... 19.092 318.1 ng 44401800 4 17.186 2791500 20.0
14-Octadecenoic... 19.122 194.5 ng 27141900 4 17.186 2791500 20.0
Methyl stearate 19.263 45.5 ng 6347360 4 17.186 2791500 20.0
Sulfurous acid,... 21.316 6.3 ng 1515660 5 21.639 4781630 20.0
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