LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc :

ALS Vvial : 23  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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139986.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 14 rVB 764402 1185449 6.21% 0.641%
2 4.540 410 416 426 rVB2 330596 587607 3.08% 0.318%
3 4.957 480 487 492 rBV 230754 342737 1.79% 0.185%
4 5.057 492 504 509 rBVv4 342085 979288 5.13% 0.529%
5 5.116 509 514 519 rBV2 326178 522700 2.74% 0.282%
6 5.240 529 535 541 rVB 100646 192172 1.01% 0.104%
7 5.316 541 548 552 rBvV2 586170 1031289 5.40% 0.557%
8 5.398 556 562 563 rVV2 537025 878705 4.60% 0.475%
9 5.422 563 566 571 rvVv 651475 939474 4.92% 0.508%
106 5.498 571 579 585 rVB3 2883344 5011157 26.23% 2.708%
11 5.598 591 596 600 rBV 389604 634758 3.32% 0.343%
12 5.675 605 609 613 rBV3 707890 1188331 6.22% 0.642%
13 5.716 613 616 619 rW 737732 943029 4.94% 0.510%
14 5.751 619 622 628 rVB2 836237 1395757 7.31% 0.754%
15 5.816 628 633 640 rVB 4230655 6425548 33.63% 3.472%
16 5.928 644 652 655 rBV2 1341962 2347952 12.29% 1.269%
17 5.969 655 659 663 rBV3 570259 923555  4.83% 0.499%
18 6.057 667 674 679 rVB4 1403298 2516529 13.17% 1.360%
19 6.104 679 682 685 rBv 545899 855857 4.48% 0.463%
20 6.151 685 690 696 rBV2 3668633 6892718 36.08%  3.725%
21  6.204 696 699 702 rVB2 718524 821223 4.30% 0.444%
22 6.340 717 722 727 rBV2 2151720 4783551 25.04% 2.585%
23 6.404 728 733 735 rVV2 2935064 5030252 26.33% 2.718%
24  6.434 735 738 745 rVV2 4883613 10001783 52.35% 5.405%
25 6.504 745 750 756 rVB3 3843543 7220804 37.80%  3.902%
26 6.557 756 759 760 rBV 791001 837429 4.38% 0.453%
27 6.587 760 764 769 rVB2 1982873 3022342 15.82% 1.633%
28 6.651 769 775 780 rBv4 2407049 5950880 31.15%  3.216%
29 6.751 785 792 802 rVB3 7394806 19104222 100.00% 10.324%
30 6.869 803 812 813 rBV5 1885428 4344100 22.74%  2.348%
31 6.922 818 821 825 rVV2 3649748 6370450 33.35%  3.443%
32 6.963 825 828 833 rVB 2629924 3852705 20.17% 2.082%
33 7.057 840 844 854 rVB5 4085001 10037135 52.54% 5.424%
34 7.187 855 866 869 rBV4 5323441 14033508 73.46% 7.584%
35 7.228 869 873 881 rVB2 3268364 8903476 46.60% 4.811%

36 7.304 882 886 895 rVB6 4386872 9446657 49.45% 5.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS Vvial : 23  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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.398 895 902 905 rBV 1786703 3939988 20.62% 2.129%
38 7.451 906 911 915 rBV3 3691450 8500099 44.49%  4.593%
39 13.268 1896 1900 1904 rVB 2667772 3727912 19.51% 2.015%
40 13.598 1953 1956 1963 rVB2 3037023 4430241 23.19% 2.394%
41 13.915 2007 2010 2022 rVB 3005297 5466614 28.61% 2.954%
42 14.227 2059 2063 2073 rVB 2138009 3426095 17.93% 1.851%
43 14.527 2110 2114 2125 rVB2 1275345 2568316 13.44% 1.388%
44 14.833 2163 2166 2177 rVB2 915801 2003020 10.48% 1.082%
45 15.174 2222 2224 2241 rVB 267548 524546  2.75% 0.283%

46 15.539 2282 2286 2307 rVB2 399331 906121 4.74%  0.490%

Sum of corrected areas: 185048081
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Oct 2024 01:37
: RC/JU
: P4489-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
BF139986.D

: 23 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF139986.D\data.ms

5816 6.151
6

5.498

134
4.540 9593265,
/\ 4' ?’é

N
L L L L B L I L I L L L L B L L L L L L BN B B

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

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF139986.D\data.ms

13.26

0
Time-->

— — — — — — 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BF139986.D\data.ms

13.598
13.915

14.227

14.527
14.833

Time-->

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37

Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Nonane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
s.816 2017 ng 6425550  1,4-Dichlorobenzene-d4  6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nomane 128 coe 000111-84-2 91

1000382-90-5 83
1000309-37-0 64
000111-65-9 64
002213-23-2 53

2 Carbonic acid, decyl prop-1-en-2... 242 C14H2603
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004
4 Octane 114 C8H18
5 Heptane, 2,4-dimethyl- 128 C9H20

Abundance Scan 633 (5.816 min): BF139986.D\data.ms (-628) (-) m/z 43.10 100.00%
3.1

9.

-

5000
85.1
I uu65 | | 1282 5.40 5.60 5.80 6.00 6.20 o
Ol e m/z 57.10 98.78%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14522: Nonane
43.0
5000 BEEEE R RN B
5.40 5.60 5.80 6.00 6.20
85.0 m/z 41.10 48.86%
128.0
0 H \“ “‘65-(& \‘ I |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester
43.0

=

5.40 5.60 5.80 6.00 6.20
5000 m/z 85.10 32.78%
. 140.0 185.0

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

97.0

o
~
=
o

Abundance #93821: Oxallic acid, isobutyl pentyl ester RRAREEEESLE AL SEETE
57.0 5.40 5.60 5.80 6.00 6.20
m/z 71.10 24.66%
5000
29.0
L ero w0 e s

e e e e P AR
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octane, 2,6-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.151 21.64ng 6892720 1,4-Dichlorobenzene-d4  6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2,6-dimethyl- 142 clem22 002051-30-1 70

2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 58
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 53
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 50
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 50
Abundance Scan 690 (6.151 min): BF139986.D\data.ms (-685) (-) m/z 57.10 100.00%
57.1
5000 411
83.1
‘ ‘ 9$ 1 113.2 5.80 6.00 6.20 6.40
ol all R 1422 0, 7100 56,79%
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
5.80 6.00 6.20 6.40
410 m/z 55.10  52.20%
‘ 113.0
85.0
O \1\5\.()‘\‘\‘\ \““1 T \“‘ T \H} T ‘ {‘\ T ‘ T 1 T ‘ T \:!-4‘.2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
A mmamERE S
5.80 6.00 6.20 6.40
5000 ITI/Z 43.10 50.51%
41.0
113.0
ol 200 Al 2P 1420
miz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- P
57.0 5.80 6.00 6.20 6.40
m/z 41.10 50.34%
5000
41.0
112.0
o280 L 80 “Tamewzo | el N
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37

Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 3 Decane, 2,5,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.340 15.02ng 4783550  1,4-Dichlorobenzene-d4  6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 Cl32s 062108-23-0 64

2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 53
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 47
Abundance Scan 722 (6.340 min): BF139986.D\data.ms (-717) (-) m/z 57.10 100.00%
57.1
- W
85-1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
i, 125.2 6.00 6.20 6.40 6.60
Olrrr 2 4205 e m/z 43.10 70.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 IR RN R RN
6.00 6.20 6.40 6.60
m/z 41.10 44.,89%
‘ 84.0
0\\‘\\\\“‘\‘\\“‘\\‘H\\‘\H\\\H‘ \1\]-\‘3\-‘0\\\\‘]_\5\()\.9‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
Gy
6.00 6.20 6.40 6.60
5000 m/z 69.10 30.34%
29.0 84.0
ol L] lamse e e
R & R e R e e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #163251: Oxalic acid, isobutyl nonyl ester R R REaEE
57.0 6.00 6.20 6.40 6.60
m/z 56.10 29.39%
5000
29.0
85.0
o b L ame  amo e NI
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Heptane, 2,3,4-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.404 15.79 ng 5030250 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 56
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 52
3 Octane, 2,3-dimethyl- 142 C1leH22 007146-60-3 50
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
Abundance Scan 733 (6.404 min): BF139986.D\data.ms (-728) (-) m/z 57.10 100.00%
57.1
- MJMML
Rt e A REEARRE
98"1 ‘ 6.00 6.20 6.40 6.60 6.80
ol bl b L 1422 2071 2810 /7 43.10 51.06%
miz--> 0 50 100 150 200 250
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 R L R R
6.00 6.20 6.40 6.60 6.80
m/z 71.10 34.12%
‘ | 99.0
O ’ \z\qL\OU‘ ‘ ‘\ ‘\‘ T T H‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #4471: Hexane, 3-methyl-
43.0
REaEsEEEEL SRR
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 27.76%
ESCI B
miz--> 0 50 100 150 200 250
Abundance #22093: Octane, 2,3-dimethyl- s A RARRRE
57.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 23.62%
5000
98.0
o, 200, ||| 1420
m/z--> 0 50 100 150 200 250 6.00 6.20 6.40 6.60 6.80

8270-BF101824.M Thu Oct 24 ©6:09:56 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37

Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 5 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.434  31.40 ng 10001800 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 74
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 74
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 51
4 Mesitylene 120 C9H12 000108-67-8 38
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 38
Abundance Scan 738 (6.434 min): BF139986.D\data.ms (-735) (-) m/z 105.10 100.00%
105.1
69.1
5000 41.1
120.1
85.1
ol bt ] L 02 1o vy
O T L e el LR S AR T R m/z 69.10 57.25%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L I L LI L B
120.0 6.20 6.40 6.60 6.80
m/z 41.10 46.80%
39.0 77.0
O T \‘\ T \“‘\ \“1‘5\9‘.9\‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
e R EEAREREE S
6.20 6.40 6.60 6.80
5000 m/z 55.10 35.52%
120.0
77.0
39.0
o180, " 320 Ml
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- R EBEmEEREEEE
105.0 6.20 6.40 6.60 6.80
m/z 43.10 33.27%
5000
79.0 120.0
390 630 ||
) N SV &+ A1 S N RO A S e
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Cyclohexane, 1-methyl-2-pro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.651 18.68 ng 5950880 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 83
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 74
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 64
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 62
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 62
Abundance Scan 775 (6.651 min): BF139986.D\data.ms (-769) (-) m/z 55.10 100.00%
553.1 97.1
5000
B ARREEEEE
NU h Y%L 140.2 6.40 6.60 6.80 7.00
b 380l 7Ok w41 L hsz 97.10  91.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
5000 L B I L LI LN B
6.40 6.60 6.80 7.00
m/z 41.10 34.25%
29.0 ‘ ‘ 140.0
O\\\\‘\‘\‘\\““\\\H!“\‘}‘\7?‘9}\\!“\\\\‘\\\\}.\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
R RAREmamEEEEEEEEE
6.40 6.60 6.80 7.00
5000 m/z 83.10 30.48%
27.0
Obr :“ ‘H“ : w!u “;‘W"q: S B 2 B
m/z--> 20 40 60 80 100 120 140 160
Abundance #20739: Cyclohexane, 1-methyl-3-propyl- e RRRamaEEEEEEERE
55.0 97.0 6.40 6.60 6.80 7.00
m/z 56.10 23.78%
5000
29.0 ‘ 140.0
ot .2 N sl O D AR
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.751 59.98 ng 19104200 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 83
3 Dotriacontane 451 C32H66 000544-85-4 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 792 (6.751 min): BF139986.D\data.ms (-785) (-) m/z 57.10 100.00%
57.1
R
‘ ‘ L, 142.2 6.40 6.60 6.80 7.00 ;
- m/z 43.10 83.39%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #22068: Decane
43.0
5000 L L B L BN BN R B
6.40 6.60 6.80 7.00
m/z 41.10 46.11%
Lo
O\\\ \\\\]\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292194: Silane, trichlorooctadecyl-
57.0
T
6.40 6.60 6.80 7.00
5000 m/z 71.10 39.61%
13.0
0 \“ LLITPD, 1750 2310 3030 3860
T e e e L ERaa
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325754: Dotriacontane R A EERE aa e aE
57.0 6.40 6.60 6.80 7.00
m/z 85.10 28.73%
5000
0 ‘[ ‘ “h |113.0 169.0 225.0 295.0 351.0 450.(
A e S S e e T
m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00

8270-BF101824.M Thu Oct 24 ©6:09:59 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Mesitylene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.963 12.10 ng 3852710 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 76
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 64
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 64
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 64
Abundance Scan 828 (6.963 min): BF139986.D\data.ms (-825) (-) m/z 105.10 100.00%
105.1
5000
391 571 77.1 6.60 6.80 7.00 7.20
Obrd bl L) 1281189.20862 100, 16 38, 65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000
6.60 6.80 7.00 7.20
m/z 77.10 10.70%
5109 70 o
O\ ‘2\7\.(\)\“ T \‘M‘\H“\‘\ T \‘H‘ T \‘\ T ‘h‘\ \‘\“‘\.o\ L ‘ T T T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10711: Benzene, (1-methylethyl)-
105.0
T
6.60 6.80 7.00 7.20
5000 m/z 97.10 10.37%
51.0 77.0
200 7 I 121.0
0““‘H“‘H‘M‘uuH“H‘H“1‘”‘“””‘””_
m/z--> 20 40 60 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl- T
105.0 6.60 6.80 7.00 7.20
m/z 57.10 9.61%
5000
39.0 77.0
| | ‘590 | | | 121.0
O L e T SR RRRRERERE RN
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF101824.M Thu Oct 24 06:10:00 2024 Page: 11



Data Path :
Data File :
Acqg On : 24

Library Search Compound Report

Oct 2024 01:37

Operator : RC/JU

Sample
Misc
ALS vial : 23

Quant Method
Quant Title

TIC Library

. P4489-01

Sample Multiplier: 1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
BF139986.D

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 9 Cyclohexane, butyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
757 31.51ng 16637160  1,4-Dichlorobenzene-dd 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, butyl- 140 Clo0 001678-93-9 87
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 80

3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 64

4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
Abundance Scan 844 (7.057 min): BF139986.D\data.ms (-840) (-) m/z 83.10 100.00%
83.1
55.1
5000
R R RRRRRE=S:
| 111.2 140.2 6.80 7.00 7.20 7.40
Ol Ml w/z 55.10  84.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 L L L L L L B I IR
6.80 7.00 7.20 7.40
290 140.0 m/z 82.10  56.80%
O\\\‘\H\\‘i”\\\M“\‘}“\\“‘\\\\“]-\]\-]\-;(‘)\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0
e ARRRERRsT
6.80 7.00 7.20 7.40
5000 m/z 41.10 44.097%
27.0
H ‘ ‘ 140.0
0“‘_1‘“MH ‘mh‘M‘Jq‘u“u‘ﬂ“u“u‘_“W“u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis- e
83.0 6.80 7.00 7.20 7.40
55.0 m/z 69.10 32.29%
5000 MM/\/\/
139.0
o 090 T ame
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40

8270-BF101824.M Thu Oct 24 06:10:01 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37

Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: 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 10 Benzene, 1-methyl-3-propyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.186 44.06 ng 14033500 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 60
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 60
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 60
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 49

Abundance Scan 866 (7.186 min): BF139986.D\data.ms (-855) (-) m/z 105.10 100.00%
105.1
57.1
5000
134.2
85.1
39‘ ‘ ‘ 6.80 7.00 7.20 7.40 7.60
B mw”w ol gl L1882 T T 57,20k
miz--> 20 40 60 80 100 120 140 160
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 I L L I R
6.80 7.00 7.20 7.40 7.60
134.0 m/z 43.10 36.18%
39.0 77.0
O \\\‘\\\\“‘\\??.9\‘\\\““\\H\“}\\‘\“‘\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
R ERERREEEEEEREE
6.80 7.00 7.20 7.40 7.60
5000 ITI/Z 134.20 26.01%
134.0
77.0
0 270 | 5]\.0 Ll 1 “ \\‘ Ly |
e T R
m/z--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 25.18%
5000
134.0
77.0
o150 390 570 7 |
e e e e e R RN
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60

Page: 13
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

d

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\

BF139986.D

: 24 Oct 2024 01:37
: RC/JU
: P4489-01

: 23 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 11 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.228  27.95 ng 8903480 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 p-Cymene 134 C1eH14 000099-87-6 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 93
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
Abundance Scan 873 (7.228 min): BF139986.D\data.ms (-869) (-) m/z 119.10 100.00%
119.1
91.1
5000
39.1 65.1 ‘ ‘ 7.00 7.20 7.40 7.60
0l et bl 18320, 91 10 58.85%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 L B I L LI LN B
7.00 7.20 7.40 7.60
910 m/z 134.20 45.07%
39.0 65.0 :
0 T \1\5‘\-?\‘\ T “\ \‘i‘\ “1“\ T \‘H‘ T \‘\ T ‘W“\ \M i T
miz--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 43.98%
91.0
ol 150 30 O8O, Ll
m/z--> 0 20 40 60 80 100 120 140
Abundance #16992: p-Cymene
119.0 7.00 7.20 7.40 7.60
m/z 92.10 20.09%
5000
91.0
4%0 65.0 | ‘ \
O L B B e e S
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF101824.M Thu Oct 24 06:10:02 2024

Page: 14



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1
BF139986.D

: 24 Oct 2024 01:37
: RC/JU

P4489-01

Library Search Compound Report

\BNA_F\Data\BF102324\

: 23 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NI

ST20.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 unknown7.304

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.304  29.66 ng 9446660 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 25
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 25
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 25
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 11
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 11

Abundance Scan 886 (7.304 min): BF139986.D\data.ms (-882) (-) m/z 105.10 100.00%
105.1
5000
411 871 138.2
Ly “ % ‘ ‘ 7.00 7.20 7.40 7.60
Ol bl B WL 3572 s 67,10 34.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
5000 TT [T T I T[T TTrr[rrrr]
7.00 7.20 7.40 7.60
134.0 m/z 138.20  31.75%
77.0
Zo S0 L
O\H\’\‘\‘H“‘H“H“\‘H\“\\H‘HH\“\H‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
N
7.00 7.20 7.40 7.60
5000 ITI/Z 57.10 31.54%
134.0
77.0
N =1 A O
m/z--> 20 40 60 80 100 120 140 160
Abundance #17056: Benzene, 1-methyl-2-propyl- R RAREESRaRE S
105.0 7.00 7.20 7.40 7.60
m/z 41.10 28.61%
5000
134.0
270 519 770 |
O e SRS
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60

8270-BF101824.M Thu Oct 24 06:10:03 2024

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.398 12.37 ng 3939990 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 p-Cymene 134 C1eH14 000099-87-6 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 902 (7.398 min): BF139986.D\data.ms (-895) (-) m/z 119.10 100.00%
119.1
5000 U \
91.1
55.1 ‘ ‘ 1532 7.00 7.20 7.40 7.60 7.80
o370 20730 Lyl L1832 13400 26.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: 0-Cymene
119.0
5000
7.00 7.20 7.40 7.60 7.80
91.0 m/z 91.10 17.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
R R
7.00 7.20 7.40 7.60 7.80
5000 m/z 97.10 12.75%
91.0
oliso MO B0 Lo L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene e
119.0 7.00 7.20 7.40 7.60 7.80
m/z 120.10 10.10%
5000
91.0
41.0 65.0 ‘
0 \H‘H\H“‘\\‘\\‘H‘\\\‘”‘\mu“i‘u‘w\uh‘\u\‘HH
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80

8270-BF101824.M Thu Oct 24 06:10:04 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.269 21.76 ng 3727910 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90

Abundance Scan 1900 (13.268 min): BF139986.D\data.ms (-1896) (- m/z 57.10 100.00%

57.1
5000

, — —_—
1300 1350
41.2 1832

- ‘ Ll ‘L | 14218322053 2673 3044364 i 71 10 72.54%

m/z--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0

5000 — e
13.00 13.50

m/z 43.10 62.80%

324.0
| \ H 0183.0 225.0 267.0
O\\\\““ ‘\“\h‘ \“\“\ \‘““\‘\ \‘\“ \‘\‘\‘\ “\‘\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

7
13.00 13.50

o

5000 m/z 85.10 56.28%
9.0
oS0 LLL | 000 260
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane 7 —
57.0 13.00 13.50

m/z 41.10 23.98%

2000 N\JKM\A&J\J\AXJKJ\
\

L 7 14101830 0950 2680
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF101824.M Thu Oct 24 06:10:05 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.598 25.86 ng 4430240  Chrysene-di12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 90
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90

Abundance Scan 1956 (13.598 min): BF139986.D\data.ms (-1953) (- m/z 57.10 100.00%

57.1
5000

9.1 T ‘
I

| 218322253 13.50 14.00
oAb LLTT183222532673 3384378, 0 7119 75.44%

m/z--> 50 100 150 200 250 300 350
Abundance #246485: Tetracosane
57.0

5000 — :
13.50 14.00

m/z 43.10 62.81%

‘ | ‘ ‘ 0183000500670  338.0
0 \\“\ \“‘\“\“\h‘\h‘ \H\“\ “”‘\‘\\\‘1\\\“\‘ \‘\‘\\\‘\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

7
13.50 14.00

o

5000 m/z 85.10 58.36%
9.0
olsd ||| 1| 10190050 280
mlz--> 0 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- 7 —
57.0 13.50 14.00

m/z 41.10 24.77%

o ﬂﬂ“ﬂ\/\ﬂ\J\v\JnJA\f\
\‘ ‘

155.0 281.0
Ly \ | 155:0197.0939 028

Oh b et B e TR e — —
miz--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF101824.M Thu Oct 24 06:10:06 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane, 1-iodo-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.916 31.91 ng 5466610 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 91
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2010 (13.915 min): BF139986.D\data.ms (-2007) (- m/z 57.10 100.00%
57.1
5000 M
9.1 —r—
‘ \ “ \ | 141.2183.2225.3267.2309.4 352.4 14.00
L e P ITINILe . m/z 71.1@  72.91%
miz--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 T
14.00
m/z 43.10 60.45%
155.0
015.4 ‘h “‘\‘\‘\\“\\\]-?7‘\0\\2\5“3\(\)\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
——
14.00
5000 m/z 85.10 55.70%
155.0 225.0
ol \Mw
m/z--> 50 lOO 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- —
57.0 14.00
m/z 41.10 23.02%
] 90 1550197.0
Y i — S—
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Tridecane, 6-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.227 20.00 ng 3426100 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 94
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2063 (14.227 min): BF139986.D\data.ms (-2059) (- m/z 57.10 100.00%

57.1
5000

—
\‘ 169.2 2442 14.00 14.50
oL hh Wuw‘ﬂﬂ prf SRN 2993 3664 myz 71.10  65.33%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl-
43.0

5000 — ——
14.00 14.50

m/z 43.10 57.31%

126.0 1830
Y 1 O O X
mi/z--> 50 100 150 200 250 300 350 400
Abundance #107221: Tridecane, 7-propyl-
43.0

—
14.00 14.50

5000 m/z 85.10 48.21%
140.0
obilidg1e | 000
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane T ——
57.0 14.00 14.50

m/z 55.10  19.76%

7 M

ol “““““““““‘ S SLA — ——
miz--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.527 14.99 ng 2568320  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
Abundance Scan 2114 (14.527 min): BF139986.D\data.ms (-2110) (-} ' m/z 57.10 100.00%
57.1
000 M
T
‘ ‘ 169.2 368.2 14.50
o] ‘ h 2258 2952 SO0 m/z 71.10  62.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
5000 —— :
14.50
m/z 43.10 57.69%
13.0
Ol\4’\q \“\“‘\H‘\]‘]‘ \“‘\“\ “‘1\‘\9\‘0\“2\2\5\\0‘\\2\9\?9\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
T
14.50
5000 m/z 85.10 45.90%
13.
oL ‘L I\ JM © 169.0 2250 281.0 337.0 394.0
maa A e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #287977: Heptacosane 7
57.0 14.50
m/z 55.10 21.48%
ol L | 1130 1690 225.0 281.0 337.0380.0
o L I e S —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Triacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.833 44.21 ng 2003020  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 83
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 2166 (14.833 min): BF139986.D\data.ms (-2163) (- m/z 57.10 100.00%
57.1
‘ 14.50 15.00
407.4 . .
7.2 1
ol “‘ o “ul‘www [£230.2287.3337.8 | A4%41 n/z 71.10  65.66%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #314330: Triacontane
57.0
5000 — ——
14.50 15.00
m/z 43.10 59.83%
O \“\ \}“ ”‘\ \h‘ ”‘ I “ A ‘\ ‘\“1“2‘\2‘? 1\0"%\8\]-\‘(‘)\?3\7\ P\ TTT ‘4\2\2\(\)‘ 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0
— ——
14.50 15.00
5000 ITI/Z 85.10 47 .70%
ol Lil1080 2rn0 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl- “ —
43.C 14.50 15.00
m/z 55.10 25.91%
5000
196.0
o L a0
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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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_F\Data\BF102324\
BF139986.D

: 24 Oct 2024 01:37
: RC/JU
: P4489-01

. 23

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 20 Nonadecane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.174 1158 ng 524546  Perylene-diz 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 CloHae 000629-92-5 97

2 Octadecane 254 C18H38 000593-45-3 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 91
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 91

Abundance Scan 2224 (15.174 min): BF139986.D\data.ms (-2222) (- m/z 57.10 100.00%

57.1
5000

—_—
13.1 1500 1550
160.2 268.1
ol ‘L‘ A u“‘]ﬂ‘ L 21922000 3473 4023 0 71 10

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

5000 — ——
15.00 15.50
m/z 43.10 57.46%
9.0
O \“\ ‘\L “\ “‘ \H‘\ ““ \“‘\“\]{75“5\.9]\7??'9\ T \‘2\6§'\()\ ‘ T T 1T ’ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
—— —
15.00 15.50
5000 m/z 85.10 43,95%

o

9.0
\\‘ | ‘ b H‘ [ 155\\5(\)]7970 25\40
e B B I B Y B
m/z--> 50 100 150 200 250 300 350 400

Abundance #298427: Octacosane —
57.0 15.00 15.50

m/z 55.10

w M

9.0
ol | 1], , 1690 2250 281.0 337.0 394.0
P e S e e —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139986.D

Acqg On : 24 Oct 2024 01:37
Operator : RC/JU

Sample : P4489-01

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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|
Nonane 5.816 20.2 ng 6425550 1 6.904 6370450 20.0
Octane, 2,6-dim... 6.151 21.6 ng 6892720 1 6.904 6370450 20.0
Decane, 2,5,6-t... 6.340 15.0 ng 4783550 1 6.904 6370450 20.0
Heptane, 2,3,4-... 6.404 15.8 ng 5030250 1 6.904 6370450 20.0
Benzene, 1-ethy... 6.434 31.4 ng 10001800 1 6.904 6370450 20.0
Cyclohexane, 1-... 6.651 18.7 ng 5950880 1 6.904 6370450 20.0
Decane 6.751 60.0 ng 19104200 1 6.904 6370450 20.0
Mesitylene 6.963 12.1 ng 3852710 1 6.904 6370450 20.0
Cyclohexane, bu... 7.057 31.5 ng 10037100 1 6.904 6370450 20.0
Benzene, 1-meth... 7.186 44.1 ng 14033500 1 6.904 6370450 20.0
Benzene, 4-ethy... 7.228 27.9 ng 8903480 1 6.904 6370450 20.0
unknown?7.304 7.304 29.7 ng 9446660 1 6.904 6370450 20.0
o-Cymene 7.398 12.4 ng 3939990 1 6.904 6370450 20.0
Tricosane 13.269 21.8 ng 3727910 5 14.080 3426100 20.0
Tetracosane 13.598 25.9 ng 4430240 5 14.080 3426100 20.0
Octadecane, 1-i... 13.916 31.9 ng 5466610 5 14.080 3426100 20.0
Tridecane, 6-pr... 14.227 20.0 ng 3426100 5 14.080 3426100 20.0
Heneicosane 14.527 15.0 ng 2568320 5 14.080 3426100 20.0
Triacontane 14.833 44.2 ng 2003020 6 15.539 906121 20.0
Nonadecane 15.174 11.6 ng 524546 6 15.539 906121 20.0
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