LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

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_ F\Methods\8270-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141821.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.487 565 577 584 rBV 2064730 2987597 47.23% 3.454%
2 5.916 642 650 654 rBv4 251076 478608 7.57% 0.553%
3 5.963 654 658 665 rVW3 166719 347642 5.50% 0.402%
4 6.051 665 673 677 rVB4 349208 636090 10.06% 0.735%
5 6.145 684 689 695 rBv2 1023118 1807047 28.57% 2.089%
6 6.198 695 698 701 rVB 402173 456839  7.22% ©.528%
7 6.334 716 721 725 rBV3 692689 1187635 18.77% 1.373%
8 6.392 725 731 734 rVW 604181 861854 13.62%  0.996%
9 6.428 734 737 743 rVB4 801021 1347742 21.31% 1.558%
10 6.498 743 749 754 rBV 2070752 3132237 49.52% 3.621%
11 6.545 754 757 759 rBV 248355 301879 4.77% 0.349%
12 6.634 768 772 776 rBV4 931945 1783035 28.19% 2.061%
13 6.722 783 787 795 rVB4 1835773 3589383 56.74% 4.149%
14 6.828 799 805 807 rBV4 500074 959420 15.17% 1.109%
15 6.904 807 818 822 rVB2 2702737 5986352 94.63% 6.920%
16 6.951 822 826 829 rBV2 977635 1285340 20.32% 1.486%
17 7.004 829 835 838 rBV3 1003200 2054029 32.47% 2.375%
18 7.039 838 841 845 rVB2 2153005 2689685 42.52%  3.109%
19 7.122 852 855 857 rBV2 688697 909272 14.37% 1.051%
20 7.163 859 862 866 rVB2 1597278 2124077 33.58% 2.456%
21 7.204 866 869 872 rBV3 578366 849200 13.42%  ©.982%
22 7.234 872 874 878 rVB2 619944 708164 11.19% 0.819%
23 7.287 878 883 887 rBv4 1629574 2691956 42.56% 3.112%
24 7.375 892 898 901 rBV2 796228 1423051 22.50% 1.645%
25 7.422 901 906 913 rBV4 2273642 5601005 88.54% 6.475%
26 7.534 921 925 929 rVB3 1623829 2473754 39.11% 2.860%
27 7.592 929 935 939 rBV3 931318 1863487 29.46% 2.154%
28 7.675 940 949 961 rVB5 1711316 6325801 100.00%  7.313%
29 7.792 961 969 971 rBV3 903200 2169486 34.30% 2.508%
30 7.816 971 973 977 rVB4 697131 704656 11.14% 0.815%
31 7.910 983 989 992 rBV3 828108 1442916 22.81% 1.668%
32 8.039 1008 1011 1015 rVB3 236182 287403 4.54% 0.332%
33 8.104 1017 1022 1027 rVV4 748700 1589739 25.13% 1.838%
34 8.169 1027 1033 1040 rVV2 1201557 2729250 43.14%  3.155%
35 8.228 1040 1043 1046 rVB2 505349 619067 9.79% 0.716%

36 8.257 1046 1048 1056 rVB6 194605 301827 4.77%  0.349%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

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_ F\Methods\8270-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.351 1060 1064 1070 rVB3 278914 395566 6.25% 0.457%
38 8.410 1070 1074 1079 rBV3 483542 676200 10.69% 0.782%
39 8.463 1080 1083 1087 rVB5 249316 300527 4.75% 0.347%
40 8.592 1101 1105 1111 rBV3 247105 452281 7.15% 0.523%
41  9.245 1210 1216 1220 rVB 2890040 4062500 64.22% 4.696%
42  9.286 1220 1223 1225 rBV2 378094 519255 8.21% 0.600%
43 9.563 1266 1270 1272 rBV2 1298775 1921536 30.38% 2.221%
44  9.651 1281 1285 1291 rBV4 1044826 2301465 36.38% 2.661%
45 9.745 1298 1301 1305 rVB4 935768 1105705 17.48% 1.278%
46 9.886 1321 1325 1327 rBV2 1231535 2030522 32.10% 2.347%

47 10.869 1489 1492 1498 rVB 4537616 6030584 95.33% 6.972%

Sum of corrected areas: 86502666

8270-BF022725.M Tue Mar 04 12:26:33 2025 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: @03 Mar 2025 19:14
: RC/JU
¢ Ql447-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
BF141821.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
2.5e+07

2e+07

1.5e+07

1e+07

5000000

0
Time-->

TIC: BF141821.D\data.ms

5.487

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BF141821.D\data.ms

0
Time-->

— — — — — — 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2.5e+07

2e+07

1.5e+07

1le+07

5000000

Time-->

TIC: BF141821.D\data.ms

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\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14

Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 unknown6.145 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.145 6.04 ng 1807050 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 46
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 46
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 46
4 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 38
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 38
Abundance Scan 689 (6.145 min): BF141821.D\data.ms (-684) (-) m/z 57.10 100.00%
57.1
e A REREaREE
| ‘97-1 - 5.80 6.00 6.20 6.40
T L‘ p2r2z 2079 2810 ;5519 61.37%
miz--> 50 100 150 200 250
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 L L N B BN R I
5.80 6.00 6.20 6.40
1130 m/z 71.18 60.77%
210‘ ‘
O\\“\ ‘\““\ ‘1‘\“‘\‘\“\\143.‘0\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0
R R RAEaR AT e
5.80 6.00 6.20 6.40
5000 m/z 43.10 58.43%
27.0‘ 113.0
o) S ‘1“‘\““\”143.‘0‘ S
m/iz--> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl- T
57.0 5.80 6.00 6.20 6.40
m/z 41.10 55.73%
5000
27.0
113.0
I P T R
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.634 5.96 ng 1783040 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 90
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 80
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 74
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 64
Abundance Scan 772 (6.634 min): BF141821.D\data.ms (-768) (-) m/z 97.10 100.00%
55.1 97.1
5000
B AR A e
m“ ‘ ‘ ‘ 140.2 6.40 6.60 6.80 7.00
bbbl b L2090 p 5510 99.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
5000 L L I L LI L B
6.40 6.60 6.80 7.00
m/z 41.10 32.32%
20, | || o
O\\\‘\‘\‘\\“‘\\\H\“\u‘\\’w\\\“\\\\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
58.0 97.0
A EAREREEEEE
6.40 6.60 6.80 7.00
5000 m/z 69.10 27 .86%
29.0‘ |y 140.0
b el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Cyclohexane, 1,1-dimethyl- A RAEEmEEEEE
97.0 6.40 6.60 6.80 7.00
55.0 m/z 56.10  18.66%
5000
27.0
Ouw‘\‘l‘u Hu““Jl‘m,wlHl‘wmuH‘mwmwmwm itk
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.722 11.99 ng 3589380 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 86
4 Decane 142 C10H22 000124-18-5 80
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 50
Abundance Scan 787 (6.722 min): BF141821.D\data.ms (-783) (-) m/z 105.10 100.00%
105.1
57.1
5000
H ‘ ‘ 6.40 6.60 6.80 7.00
b bl il L 1422 2080 2810 .., 57.19  82.13%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000 L LI L I L LR
6.40 6.60 6.80 7.00
m/z 43.10 77.46%
51.0
O T T T ‘\ i‘” “\H T ‘H\ \‘ ‘H\ H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
e
6.40 6.60 6.80 7.00
5000 m/z 120.10 43.01%
39.0
S . Y
miz--> 50 100 150 200 250
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 41.10 41.94%
5000
39.0
oLl el
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 unknown7.004 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.004 6.86 ng 2054030 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 47
2 Pentadecane 212 C15H32 000629-62-9 46
3 Tetradecane 198 C14H30 000629-59-4 43
4 Hexadecane 226 C16H34 000544-76-3 43
5 Heptacosane 380 C27H56 000593-49-7 43
Abundance Scan 835 (7.004 min): BF141821.D\data.ms (-829) (-) m/z 57.10 100.00%
57.1
5000
85.1
R
109.1 6.60 6.80 7.00 7.20 7.40
Y o2 2090 m/z 71.10  59.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 B L AL B
6.60 6.80 7.00 7.20 7.40
85.0 .
29.0 m/z 43.10 58.89%
‘ 112.0 140.0
O T \‘\‘\ \‘i‘{ T \H“ T \H} T “H‘\ T \h“ T \‘!‘\ [T }‘\.\ T \%?\8\-9‘ TTTT %]\-:\L\?\ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
A MR R S
6.60 6.80 7.00 7.20 7.40
m/z 41.10 48.87%
5000 85.0
29.0
0 \‘ 1l H\ \‘\ b 11\’\3.0‘\ 14\1'0‘169'0 212'0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R R A
57.0 6.60 6.80 7.00 7.20 7.40
m/z 56.10 39.62%
5000 85.0
29.0
oMm‘\‘mHHWWWE-RH%&-R&69-9”1??-9”“”‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Cyclohexane, (2-methylpropyl)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.039 8.99 ng 2689690 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 83
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 52
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 46
Abundance Scan 841 (7.039 min): BF141821.D\data.ms (-838) (-) m/z 83.10 100.00%
55.1 83.1
5000
T SRR
‘ ‘ 111.1 140.2 6.80 7.00 7.20 7.40
Ob el el L1929 sz 5510 87.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 UL L L LN L
6.80 7.00 7.20 7.40
27.0 140.0 m/z 82.10 55.44%
OHH‘\HHN\H ‘\H‘HM\\1“]\-:\“\2\.‘0\‘\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
N ARREamae
55.0 6.80 7.00 7.20 7.40
5000 m/z 41.10 52.64%
29.0 140.0
ol b N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl- R S R RRN

83.0 6.80 7.00 7.20 7.40
m/z 57.10 37.20%

55.0
5000

29.0 154.0

111.0

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

3
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

B
)
: R

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\

F141821.D
3 Mar 2025 19:14
C/3u

: Ql447-01

01

hod
le

ry

2  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 6 1-Dodecene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.163 7.10 ng 2124080 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 53
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 53
3 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 52
4 1-Undecene 154 C11H22 000821-95-4 52
5 1-Hexadecanol 242 C16H340 036653-82-4 47

Abundance Scan 862 (7.163 min): BF141821.D\data.ms (-859) (-) m/z 57.10 100.00%
57.1

é

5000
97.1 R e
H ‘ ‘ 12621542 ) 6.80 7.00 7.20 7.40
bt b Al b B im0 L 1980 281 nyz 43.18 75.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43465: 1-Dodecene
43.0
5000 83.0 N REREEEREEES R
6.80 7.00 7.20 7.40
m/z 55.10 67.54%
o L4 g o 1680
\‘HH‘H‘HH‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

é

Abundance #76026: n-Tridecan-1-o
55.0
R aa
6.80 7.00 7.20 7.40
5000 m/z 69.10 64 .45%
97.0
1 5.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl- A A RAmaaREE o
69.0 6.80 7.00 7.20 7.40
m/z 41.10 58.78%
5000
29.0
IRI Bavan
01 A A 0 R

m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Naphthalene, decahydro-, tr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.287 8.99 ng 2691960 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 81
3 1,1'-Bicyclopentyl 138 C1@H18 001636-39-1 70
4 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 68
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 64
Abundance Scan 883 (7.287 min): BF141821.D\data.ms (-878) (-) m/z 67.10 100.00%
67.1
138.2
41.1 96.1
5000
R AEmmEE R
‘ ‘ ‘ 7.00 7.20 7.40 7.60
0 L1700 2070 ;3815 76.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 95.0
7.00 7.20 7.40 7.60
m/z 68.10 75.90%
15.0
0' \\‘\H“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
A AAREmaE R
7.00 7.20 7.40 7.60
5000 41.0 m/z 41.10 64.66%
0 A\/MMM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19400: 1,1'-Bicyclopentyl R RARRwEEESE T
68.0 7.00 7.20 7.40 7.60
96.0 m/z 96.10  63.39%
5000 41.0
138.0
0 Hw“J‘“;‘um”‘uMw‘;‘mh‘whwuHM‘HHWH_HWHH R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 o-Cymene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.375 4.75 ng 1423050 1,4-Dichlorobenzene-d4 6.892

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 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 CleH14 003479-89-8 90
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 81
Abundance Scan 898 (7.375 min): BF141821.D\data.ms (-892) (-) m/z 119.10 100.00%
119.1
5000 A a
551 o91.
‘ ‘ ‘r 153.2 c 7.00 7.20 7.40 7.60
Obrrrperedbetb b bt e 0T 2070 266507 134,05 26.34%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16996: o-Cymene
119.0
5000
7.00 7.20 7.40 7.60
m/z 97.10  18.26%
39.0 91.0
OHH‘\H\“‘\\“H“‘\‘H\‘\\‘H‘WH‘”\H‘\‘HH‘HH‘\H\’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
T
7.00 7.20 7.40 7.60
5000 m/z 55.10 17 .60%
91.0
41.0 ‘
Ottt e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16995: p-Cymene o REEAREA T
119.0 7.00 7.20 7.40 7.60
m/z 91.10 16.06%
5000
91.0
41.0 ‘ |
Ol bt e e R e e
m/z--> 20 40 60 80 100120140160180200220240260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14

Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 9 unknown7.534 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.534 18.13 ng 2473750  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triallylsilane 152 C9H16Si 001116-62-7 35
2 Cyclopentane, hexyl- 154 C11H22 004457-00-5 30
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 30
4 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 27
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 27
Abundance Scan 925 (7.534 min): BF141821.D\data.ms (-921) (-) m/z 69.10 100.00%
69.1 105.1
41.1
5000 133.1
.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ H m ‘ ‘ ‘ *54_2 7.20 7.40 7.60 7.80
oLkl L, H“““l“;“e‘l“,“ e‘”:“;““‘ AL m/z 105.10  96.00%
miz--> 40 60 80 100 120 140 160
Abundance #30341: Triallylsilane
69.0
5000 L L B R B R
43.0 7.20 7.40 7.60 7.80
111.0 m/z 55.10  85.89%
0t \“N‘\ \“\“‘ \‘}H\ T ‘hl‘ \9\5‘1.0‘\ \M T 1 T \1!\5]\-\0‘ T
miz-> 40 60 80 100 120 140 160
Abundance #31432: Cyclopentane, hexyl-
41.0 69.0
AR EEERREE
7.20 7.40 7.60 7.80
5000 m/z 41.10 74.22%
97.0 154.0
T
oY SN 1 Y N
miz--> 40 60 80 100 120 140 160
Abundance #13253: Cyclohexane, 1,1,2-trimethyl- T AREmaE R
410 69.0 7.20 7.40 7.60 7.80
' m/z 43.10 65.03%
5000 111.0 W
ST % O £ M B o
m/z--> 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF022725.M Tue Mar 04 12:26:47 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tridecane, 6-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.592 13.66 ng 1863490 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
2 5-Ethyldecane 170 C12H26 017302-36-2 43
3 2,2,4-Trimethyl-3-pentanone 128 C8H160 005857-36-3 38
4 Octane, 4-ethyl- 142 C10H22 015869-86-0 35
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 35
Abundance Scan 935 (7.592 min): BF141821.D\data.ms (-929) (-) m/z 57.10 100.00%
57.1
o 7720780 760 750 £.00
il \H\ \“‘ w\“ th ‘\ L1 ‘14\81 267.( . . . . . 9
Ottt e e b e e e e e m/z 43.10 49.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74011: Tridecane, 6-methyl-
57.0
5000 I L LU B I
7.20 7.40 7.60 7.80 8.00
m/z 41.10 29.75%
29.0‘ 85"0 126.0
O H\‘\‘\‘H“‘\HH“\\HM‘WH‘\““\\‘H‘\h\\\‘\\\\]-‘\6%.\0‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45482: 5-Ethyldecane
57.0
R A RRARS BREE
7.20 7.40 7.60 7.80 8.00
5000 m/z 71.10 25.31%
85.0
140.0
: 1700
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14455: 2,2,4-Trimethyl-3-pentanone Rt RRAAS RARES T
57.0 7.20 7.40 7.60 7.80 8.00
m/z 105.10  22.52%
5000
29.0
Ll o e
Oh v b e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14

Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 11 Decane, 3,7-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.675 46.36 ng 6325800 Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 60
2 1,3,8-p-Menthatriene 134 C1leH14 018368-95-1 50
3 o-Cymene 134 C1eH14 000527-84-4 46
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 46
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 46

Abundance Scan 949 (7.675 min): BF141821.D\data.ms (-940) (-) m/z 119.10 100.00%

119.1
57.1
5000
85.1
7.40 7.60 7.80 8.00
150.2
ol 380 Ll u‘u‘: ol 2020701 1930 /57 10 73.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 UL L B I B AL LR
7.40 7.60 7.80 8.00
‘ m/z 135.05 72.53%
127.0
ol Ll I ‘ | 990 17 1560
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

-

miz--> 20 40 60 80

Abundance #17023: 1,3,8-p-Menthatriene
119.0
7.40 7.60 7.80 8.00
5000 ITI/Z 71.10 66.96%
91.0
41.0 65.0 ‘
) S| P vE T Y T N A —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16997: 0-Cymene R R R
119.0 7.40 7.60 7.80 8.00
m/z 43.10 63.51%
5000
91.0
o8, L.
O bty \H“\‘\\\‘”‘\\V\‘W\\‘\”‘\\\‘\‘\\\\‘\\\\‘\\\\ R

100 120 140 160 180

7.40 7.60 7.80 8.00

8270-BF022725.M Tue Mar 04 12:26:50 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14

Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 12 Cyclohexane, pentyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.792 15.90 ng 2169490  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 64
Abundance Scan 969 (7.792 min): BF141821.D\data.ms (-961) (-) m/z 83.10 100.00%
83.1
55.1
5000
R RS A S
‘ H 119.1 154.2 7.40 7.60 7.80 8.00 8.20
ob e L e m/z 55.10 84.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 I L LU B I
7.40 7.60 7.80 8.00 8.20
m/z 82.10 60.59%
29.0 ‘ 154.0
O T \‘ \‘\‘\ \““\ T \“!“ \‘}H\ T “1 T \“]\-J\-]\n\o‘\l\3\3\-‘0\ T \‘\ ‘ TTTT ‘ TTTT ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl-
83.0
AR RN SRR SN
550 7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 38.93%
29.0
bl 1120 1390 1680 196.0
e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl- R A RRARS BREE
55.0 83.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 27.11%
5000
29.0 140.0
0 Hw‘H‘“H‘m“!““1“‘u“mu‘l‘l“l}o“kum_m‘mw SN ———
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20

8270-BF022725.M Tue Mar 04 12:26:51 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14

Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 13 unknown7.816 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.816 5.16 ng 704656  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 47
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 46
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 42
4 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 38
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 35
Abundance Scan 973 (7.816 min): BF141821.D\data.ms (-971) (-) m/z 133.05 100.00%
138.1
95.1
152.2
5000 67.1
R RS RRRRREE RIS
39.1 7.40 7.60 7.80 8.00 8.20
178.1 o
0+ m/z 95.10 76.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 I L LU B I
91.0 148.0 7.40 7.60 7.80 8.00 8.20
m/z 152.20 66.87%
39.0 65.0
190 Il ‘H I
0 \\‘\‘\M\iH‘r“\M\\‘i‘\H‘\N‘HM\M\‘H‘\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
138.0
T T e e
7.40 7.60 7.80 8.00 8.20
5000 m/z 131.05 65.20%
105.0
77.0
0180, %7 580
m/z--> 20 60 80 100 120 140 160 180
Abundance #26380: Benzene, 2,4-diethyl-1-methyl- s R S
133.0 7.40 7.60 7.80 8.00 8.20
m/z 81.10 61.78%
5000
91.0
39.0
150 U7 %0 \‘ |
O T e e B B B T e
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20

8270-BF022725.M Tue Mar 04 12:26:53 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.910 10.57 ng 1442920 Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 o-Cymene 134 C1eH14 000527-84-4 64
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 60
5 p-Cymene 134 C1oH14 000099-87-6 60
Abundance Scan 989 (7.910 min): BF141821.D\data.ms (-983) (-) m/z 119.10 100.00%
119.1
5000
91.1
391 57.1 145.1 7.60 7.80 8.00 8.20
0 \.\‘ L ‘ Wl ‘H oy Ay \‘. 167.1 9
e  EmEEE L m/z 117.10 40.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 L L B I B B B
7.60 7.80 8.00 8.20
91.0 m/z 134.05 37.71%
39.0 65.0
0 \1\5\.0’\‘\ T \"‘\ \“i‘\ “1“\ T \““ T \‘i T “%‘\ \‘M T \“\ LU
m/z--> 20 40 60 80 100 120 140 160
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.60 7.80 8.00 8.20
5000 m/z 91.10 22.65%
91.0
150 410 650 | A
O et e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene R R
119.0 7.60 7.80 8.00 8.20
m/z 115.05 16.98%
5000 91.0
39.0 65.0
15.0 [ | M
O e e e e R e n e
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 unknown8.104 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.104 11.65 ng 1589740  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 47
2 Thiazolo[4,5-b]pyridin-2(3H)-one 152 C6H4AN20S 1000337-65-8 35
3 Tisopurine 152 C5H4N4S 005334-23-6 27
4 Thiophene, 2,5-dichloro- 152 C4H2C12S 003172-52-9 16
5 6-Mercaptopurine 152 C5H4N4S 000050-44-2 16

Abundance Scan 1022 (8.104 min): BF141821.D\data.ms (-1017) (-) m/z 152.00 100.00%

D
551 152.0
87.0
5000
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’
‘ M B 1191 | 7.80 8.00 8.20 8.40
Y — 1N 11 ‘H M bl 18222080 L eg 1p 81874
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29615: 1,2,5-Trithiepane
152.0
60.0
5000 L B L R IR R |
87.0 7.80 8.00 8.20 8.40
270 124.0 m/z 87.05  72.40%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29727: Thiazolo[4,5-b]pyridin-2(3H)-one
152.0

7.80 8.00 8.20 8.40
5000 m/z 41.10 41.29%

38.0 93.0
65.0
‘ ‘ ‘ 124 0
0m‘m‘MM““N““!“H:‘m‘:“ Hw“‘mw I —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29680: Tisopurine R Ram s RARma R
152.0 7.80 8.00 8.20 8.40
m/z 88.00 37.87%
5000
125.0
0‘H‘H‘MﬂﬂwWM;M‘MMH‘AJH‘MNWM‘H‘H‘W‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknown8.410 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.410 4.96 ng 676200 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H1652 110690-22-7 44
2 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-23-8 35
3 Methyl 3,4-di-O-methyl-.beta.-L-... 192 C8H1605 002296-48-2 32
4 (Z)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-21-6 30
5 Propanoic acid, 2-mercapto-2-met... 120 C4H802S 004695-31-2 27

Abundance Scan 1074 (8.410 min): BF141821.D\data.ms (-1070) (-)| | m/z 55.10 100.00%
58.1

74.0

120.0

176.1
5000

i

149.1 BB I e e e e
H ‘ 8.00 8.20 8.40 8.60 8.80
Ii | |

m/z 74.00  75.31%

0,

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

Abundance  #51407: (E)-1-(But-1-en-1-yl)-2-(sec-butyl)disulfane
.0

55.0 120
176.0
5000 BEEEEEREEE RN RN
87.0 8.00 8.20 8.40 8.60 8.80
20.0 L m/z 75.00  71.28%
s ‘h 147.0
0 ‘\‘\‘\\“\‘\ \“ i‘\\‘\”\“‘\\\‘\‘\\\ “\\\\‘\\\\‘\\\\H‘\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #51408: (Z)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0

N

120.0 8.00 8.20 8.40 8.60 8.80

5000 176.0 m/z 120.00 70.14%

87.0
I Y 1470

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

Abundance #67267: Methyl 3,4-di-O-methyl-.beta.-L-arabinopyranosi T T T T
74.0 8.00 8.20 8.40 8.60 8.80

m/z 176.10  52.87%

29.0

o

N

5000

101.0 161.0
L o

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

o
N
(4]
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.563 18.93 ng 1921540  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 64
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 60
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 58
4 3-Phenylthiane,S-oxide 194 C11H140S 058121-26-9 30
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 15

Abundance Scan 1270 (9.563 min): BF141821.D\data.ms (-1266) (-) m/z 131.05 100.00%

55.1 105.1 131.1
811 174.1
5000
SN T
04.2 9.50
0! m/z 55.10  90.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 — :
9.50
390 .44 m/z 105.10  90.17%
0 :\L:’:—‘)\‘O\“l‘\ i \“M “M“\‘ \”1‘”‘”\ \“‘\‘ \"‘h I AN \“\ T \“ T \‘\ [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
SN T
105.0 9.50
5000 m/z 118.10 89.37%
174.0
41.0 77.0
0 \MH\‘iu\‘\‘uu‘uu‘\u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49134: 1-Methyl-2-cyclohexylbenzene ——
131.0 174.0 9.50
m/z 174.10  72.31%
67.0
0 \u‘uf::‘“\(\)\‘w‘m\“‘u‘m,\“ml“p\‘!H‘\‘m\‘im‘wm‘\m‘m ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.651 22.67 ng 2301470  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 64
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 62
3 Hexadecane 226 C1l6H34 000544-76-3 62
4 Tetradecane 198 C14H30 000629-59-4 58
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58

Abundance Scan 1285 (9.651 min): BF141821.D\data.ms (-1281) (-) m/z 57.10 100.00%

57.1
5000

159.1 — ——
l ] ‘ 9.50 10.00
oW_JHWMH?HwaH_m‘wwH_m_mw m/z 71.10 91.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 — e
9.50 10.00

m/z 43.10 84.00%

OW_U% /197026703370 4630 5610
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107223: Tridecane, 5-propyl-
57.0

T
9.50 10.00

5000 m/z 55.10 51.83%
{i]], 1830
0 e et e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107217: Hexadecane T ——
57.0 9.50 10.00

m/z 85.10 41.77%

. jJ\AAV/VﬁAVAf/AVNJA
‘ 127.0  226.0

oL 2280 — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.745 10.89 ng 1105710  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
2 2H-1-benzopyran-6-o0l, 3,4-dihydr... 220 C14H2002 1000396-25-4 55
3 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 55
4 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 53
5 2-Acetyl-3,4,5,6-tetrafluorobenz... 220 C9H4F402 1000461-12-2 43

Abundance Scan 1301 (9.745 min): BF141821.D\data.ms (-1298) (-) | m/z 177.10 100.00%

177.1
5000{ 41.1
67.1 911 135.1 220.2

9.50 10.00
(o} m/z 41.10 46.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0
5000 — ——
67.0 135.0 9.50 10.00

m/z 57.10 42.48%

95.0 ‘ ‘
. “‘ “}““W“\ \“\‘\‘ “Hu‘ “‘ “ | ‘H‘HH \‘\“\\‘ ‘w‘hlh‘ H‘\ ‘M‘ : “‘ i “h RIS “‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99050: 2H-1-benzopyran-6-ol, 3,4-dihydro-2,2-dimethyl-
177.0

T
9.50 10.00

o

5000 220.0 m/z 135.05 38.68%
123.0 149.0
43.0 67.0 91.0 ‘ | ‘
| VREETT SOV PR N R Y B MBSO B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)- —— ——
177.0 9.50 10.00

m/z 220.20  35.90%

5000 57.0
910 1350 220.0
0 344 g u ‘H\H‘W‘ A | \ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.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, 2-ethylhexy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.869 20.00 ng 6030580  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 68
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 53
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 52

Abundance Scan 1492 (10.869 min): BF141821.D\data.ms (-1489) (- m/z 57.10 100.00%
57.1

5000
85.1 M
113.2 — _—
183.2 10.50 11.00
1411
0,21522,4622741 m/z 71.1e  88.40%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester

57.0 w
5000 I ——
10.50 11.00
113.0 m/z 43.10 56.88%
29.0 85.0 ‘
O ‘\‘\‘H"H\h‘\\h}\“\‘\H‘H!\‘\\]_\4‘]?\(\)\‘\\:\[ﬁ?\\()\‘\\\\‘HH’HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107223: Tridecane, 5-propyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 36.16%

‘\‘ | h‘ MP0410 1830 5960

m/z--> 20 40 60 80 100120140160 180200 220240260

o
[ee]
(4]
o

Abundance #228591: Tetradecane, 1-iodo-
57.0 10.50 11.00
m/z 41.10 24.00%
5000 85.0 M
0 _MMM‘HMum_‘H‘HH‘JH‘HNWH‘WH‘W‘HW‘HW‘H‘_H‘_ — —
m/z--> 20 40 60 80 100120140160 180200220240260 10.50 11.00

8270-BF022725.M Tue Mar 04 12:27:03 2025 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30325\
Data File : BF141821.D

Acqg On : @3 Mar 2025 19:14
Operator : RC/JU

Sample 1 Ql447-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown6.145 6.145 6.0 ng 1807050 1 6.892 5986350 20.0
Cyclohexane, 1-... 6.634 6.0 ng 1783040 1 6.892 5986350 20.0
Mesitylene 6.722 12.0 ng 3589380 1 6.892 5986350 20.0
unknown7.004 7.004 6.9 ng 2054030 1 6.892 5986350 20.0
Cyclohexane, (2... 7.039 9.0 ng 26896990 1 6.892 5986350 20.0
1-Dodecene 7.163 7.1 ng 2124080 1 6.892 5986350 20.0
Naphthalene, de... 7.287 9.0 ng 2691960 1 6.892 5986350 20.0
o-Cymene 7.375 4.8 ng 1423050 1 6.892 5986350 20.0
unknown7.534 7.534 18.1 ng 2473750 2 8.169 2729250 20.0
Tridecane, 6-me... 7.592 13.7 ng 1863490 2 8.169 2729250 20.0
Decane, 3,7-dim... 7.675 46.4 ng 6325800 2 8.169 2729250 20.0
Cyclohexane, pe... 7.792 15.9 ng 2169490 2 8.169 2729250 20.0
unknown7.816 7.816 5.2 ng 704656 2 8.169 2729250 20.0
Benzene, 1,2,4,... 7.910 10.6 ng 1442920 2 8.169 2729250 20.0
unknown8.104 8.104 11.7 ng 1589740 2 8.169 2729250 20.0
unknown8.410 8.410 5.0 ng 676200 2  8.169 2729250 20.0
Benzene, 1-cycl... 9.563 18.9 ng 1921540 3 9.928 2030520 20.0
Tetratetracontane 9.651 22.7 ng 2301470 3 9.928 2030520 20.0
2,5-Cyclohexadi... 9.745 10.9 ng 1105710 3 9.928 2030520 20.0
Sulfurous acid,... 10.869 20.0 ng 6030580 4 11.433 6030580 20.0
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