LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc :

ALS Vvial : 25 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140309.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 6 19 rVB 1078090 1517735 75.98% 7.239%
2 2.234 19 24 36 rVB2 35385 64064 3.21% 0.306%
3 4.546 410 417 426 rVB3 23567 45914 2.30% 0.219%
4 5.016 490 497 505 rBVe 17701 45588 2.28% 0.217%
5 5.093 505 510 516 rBV2 144276 224883 11.26% 1.073%
6 5.299 538 545 549 rBV 48975 76285 3.82% 0.364%
7 5.493 570 578 588 rVB 1445912 1952213 97.73% 9.311%
8 5.575 588 592 596 rBV 34133 45665 2.29% 0.218%
9 5.657 601 606 611 rvv4 43922 83591 4.18% 0.399%
106 5.734 615 619 625 rBV3 33656 57676  2.89% 0.275%
11 5.804 625 631 637 rVB3 61392 122697 6.14% 0.585%
12 5.893 641 646 652 rBvV4 85754 142869 7.15% 0.681%
13 5.951 652 656 659 rBV3 21627 37566 1.88% 0.179%
14 6.040 667 671 674 rVB3 34086 48887 2.45% 0.233%
15 6.081 674 678 681 rBV3 31742 53319 2.67% 0.254%
16 6.151 684 690 693 rVW5 38252 69558  3.48% 0.332%
17 6.222 698 702 708 rVB5 29972 74784  3.74% 0.357%
18 6.316 713 718 722 rBV3 51260 89985 4.50% 0.429%
19 6.357 722 725 730 rVB5 31798 47211 2.36% 0.225%
20 6.416 730 735 744 rBV2 224893 362559 18.15% 1.729%
21 6.498 744 749 756 rBV 1428290 1997474 100.00%  9.527%
22 6.551 756 758 761 rvv2 76734 77509 3.88% 0.370%
23  6.581 761 763 766 rVB 42360 39614 1.98% 0.189%
24  6.628 767 771 774 rBV 61117 89900 4.50% 0.429%
25 6.657 774 776 782 rVB6 78582 103554 5.18% 0.494%
26 6.716 782 786 788 rBvV2 57759 85081 4.26%  0.406%
27 6.793 793 799 802 rBV5 38291 80097 4.01% 0.382%
28 6.840 802 807 809 rBV5S 76772 112614 5.64% 0.537%
29 6.875 809 813 819 rVB 558815 751543 37.62% 3.585%
30 6.969 826 829 834 rBV3 61256 87662 4.39% 0.418%
31 7.016 834 837 841 rVB3 50068 58557 2.93% 0.279%
32 7.145 855 859 864 rvB2 153935 208423 10.43% 0.994%
33 7.269 878 880 883 rBV 38066 41682 2.09% ©0.199%
34 7.304 883 886 891 rvB2 85759 125534 6.28% 0.599%
35 7.351 891 894 898 rBV3 36293 49114  2.46% 0.234%

36 7.404 898 903 904 rBV3 134527 190181 9.52% 0.907%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc :

ALS Vvial : 25 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.434 904 908 913 rVB 839296 1074246 53.78% 5.124%
38 7.516 918 922 926 rVB4 138414 199194 9.97% 0.950%
39 7.569 926 931 934 rBV5 60027 111199 5.57% 0.530%
40 7.657 942 946 948 rBv2 74478 101396 5.08% 0.484%
41 7.681 948 950 956 rVB2 147453 177547 8.89% 0.847%
42 7.751 959 962 966 rVB4 69789 88741 4.44% 0.423%
43 7.798 966 970 974 rBV3 161176 188987 9.46% 0.901%
44  7.981 998 1001 1005 rVB3 44920 61202 3.06% ©0.292%
45  8.034 1006 1010 1012 rBV3 81396 113023 5.66% 0.539%
46  8.157 1025 1031 1037 rBV 679040 945635 47.34%  4.510%
47  8.210 1038 1040 1043 rVV 118283 129749 6.50% 0.619%
48  8.245 1043 1046 1053 rVB6 83948 129060 6.46% 0.616%
49 8.363 1062 1066 1073 rVB3 141655 225519 11.29% 1.076%
50 8.445 1074 1080 1086 rBV9 100089 240507 12.04% 1.147%
51 8.498 1087 1089 1092 rVvV3 41026 44118 2.21% ©.210%
52 8.598 1103 1106 1114 rVB4 105002 203470 10.19% 0.970%
53 8.663 1114 1117 1119 rBV 41802 41413 2.07% 0.198%
54 8.698 1119 1123 1128 rBV2 87042 132638 6.64% 0.633%
55  8.839 1144 1147 1152 rVB2 111709 159654 7.99% 0.761%
56 9.034 1177 1180 1184 rBV5 46199 63070 3.16% 0.301%
57 9.234 1209 1214 1219 rBV 1582755 1958981 98.07% 9.344%
58 9.316 1224 1228 1232 rBV2 62068 90441 4.53% 0.431%
59 9.916 1325 1330 1334 rVB 660871 818146 40.96% 3.902%
60 10.322 1396 1399 1405 rBV3 44744 67238 3.37% 0.321%
61 10.628 1447 1451 1456 rBV 314970 392782 19.66% 1.873%
62 10.704 1459 1464 1470 rBV 881551 1156215 57.88% 5.515%
63 11.410 1579 1584 1591 rBV 659798 996757 49.90% 4.754%
64 13.004 1851 1855 1862 rBV 1283786 1793539 89.79%  8.554%

Sum of corrected areas: 20966055
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Nov 2024 19:48
: RC/JU
: P4768-01

. 25

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
BF140309.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF140309.D\data.ms

6.498

5.493
128

0935
.234 4.546 5. fl%/_@r -
|
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Time-->

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

Abundance

3500000

3000000

2500000

2000000

1500000
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500000
7

TIC: BF140309.D\data.ms

0
Time-->

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF140309.D\data.ms

Time-->

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\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.128 40.39 ng 1517746  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 6 (2.128 min): BF140309.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
RN A RRRRaRE
91 2.202.302.402.50
Obprrerredl 2 w/z 43.10  38.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T T[T T T[T TTT T
43.0 2.202.302.402.50
' 87.0 m/z 55.10  27.43%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 27.18%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R E
73.0 2.202.302.402.50
m/z 41.10 12.51%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e L ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 unknown5.093 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.093 5.98 ng 224883 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 46
2 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 35
3 Silane, 1-butynyltrimethyl- 126 C7H14Si 062108-37-6 27
4 3-Octanol 130 C8H180 000589-98-0 27
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 22
Abundance Scan 510 (5.093 min): BF140309.D\data.ms (-505) (-) m/z 43.05 100.00%
3.0
111.1
69.1
5000
R AR
‘ ‘ 4.80 5.00 5.20 5.40
Ol bl 2070 nyz 111010 63.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0 /k
5000 41.0 \u‘uu{\uu‘uu,\\/\\/\
4.80 5.00 5.20 5.40
m/z 59.05 55.16%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15705: 3-Heptanol, 4-methyl-
59.0
R Ra e e A RAE
4.80 5.00 5.20 5.40
5000 m/z 69.10 55.08%
27.0
83.0
o‘Wm‘Mw“‘mw;“Mw‘l“l?;ﬁ’w‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12902: Silane, 1-butynyltrimethyl- AR R
111.0 4.80 5.00 5.20 5.40
m/z 55.05 36.23%
5000
83.0
43.0
N A G N g | G0, P B VACVA
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1-Hexene, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.804 3.27 ng 122697 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 58
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 58
3 2-Dodecene, 4-methyl- 182 C13H26 056851-45-7 53
4 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 53
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 47
Abundance Scan 631 (5.804 min): BF140309.D\data.ms (-625) (-) m/z 69.05 100.00%
69.0
5000 41.1
1111
R S
H‘ I le 140.2 5.405.60 580 6.00 6.20
Ottt il et e m/z 55.10 67.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3737: 1-Hexene, 3-methyl-
55.0
27.0
5000 | BN AL B R
5.40 5.60 5.80 6.00 6.20
m/z 70.05 49.81%
98.0
O\\\\‘\‘!\\‘ ‘\H}??\.‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0 \4
AR Rma s BE R S
41.0 5.40 5.60 5.80 6.00 6.20
5000 m/z 41.10 46.88%
97.0
oz |y e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56969: 2-Dodecene, 4-methyl- R AAREEEREE
69.0 5.40 5.60 5.80 6.00 6.20
m/z 56.05 39.12%
41.0
5000
N B R Y Y OO P WV OO X
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\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48

Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Cyclohexane, 1,1'-(1-methyl... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.893 3.80 ng 142869 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 50
2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 50
3 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-0 47
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
5 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200 021721-18-6 47

Abundance Scan 646 (5.893 min): BF140309.D\data.ms (-641) (-)
69.1

m/z 69.10 100.00%

431 1251

5000
95.0

%

“ ‘ 5.60 5.80 6.00 6.20
o Ll b e m/z s55.05 75.83%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #85373: Cyclohexane, 1,1'-(1-methylethylidene)bis-
69.0
41.0 125.0
5000 UL L B LI L LA BN
5.60 5.80 6.00 6.20
m/z 125.10 71.69%
O \\“i‘}\9\%.‘0\\‘\\‘\‘\\\‘\\\\‘\\\\’J\-\g\z\.o‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43584: Cyclooctane, 1-methyl-3-propyl- A@
69.0
A g e VAT,
5.60 5.80 6.00 6.20
m/z 43.10 64.77%
5000 o 1950
H 97.0
0“‘_“Jﬂ‘ﬁ‘_‘h‘M“ﬁw‘u‘wh‘w“‘w“‘w“‘w‘
m/z--> 20 40 80 100 120 140 160 180

Abundance #33005: (1,2,4—Tr|methylcyclohexyl)methanol (isomer 3)

69.0 125.0 5.60 5.80 6.00 6.20
m/z 41.10 60.68%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 2-sec-Butyl-3-methyl-1-pentene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.316 2.39 ng 89985 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-sec-Butyl-3-methyl-1-pentene 140 C10H20 075144-24-0 53
2 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 43
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 43
4 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 43
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 43
Abundance Scan 718 (6.316 min): BF140309.D\data.ms (-713) (-) m/z 69.10 100.00%
69.1
43.0
84.1
A
Wl L froge | w02 | eS0EEs065
oHH_Hu;‘uwwuum‘m‘_‘ A m/z 55.85 76.83%
miz--> 20 40 60 80 100 120 140
Abundance #20730: 2-sec-Butyl-3-methyl-1-pentene
69.0
5000 41.0 R RN e e S REERE
6.00 6.20 6.40 6.60
112.0 m/z 43.05 72.52%
O T \1\4\0‘ T Hl ‘H‘ “h H‘ \“\ T T \ \ ‘ T \“ T ‘ T \1\4?.\0\
miz--> 20 60 80 100 120 140
Abundance #7547 3-Heptene, 2-methyl-
69.0
41.0 S T
6.00 6.20 6.40 6.60
5000 m/z 57.10 70.88%
112.0
‘ ‘ 97.0
I [ | Y)Y O i N
m/iz--> 20 40 60 80 100 120 140
Abundance #7616: 3-Heptene, 2-methyl-, (E)- R EEEEEEREEE R,
69.0 6.00 6.20 6.40 6.60
41.0 m/z 41.05 70.42%
5000
112.0
15.0 ‘ ‘ | ‘ 97.0
oLl M ol L Y e
m/z--> 20 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 4-Nonene, 3-methyl-, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.416 9.65 ng 362559 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonene, 3-methyl-, (Z)- 140 C1eH20 063830-69-3 59
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 58
3 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20 006783-92-2 55
4 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 53
5 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 52
Abundance Scan 735 (6.416 min): BF140309.D\data.ms (-730) (-) m/z 69.05 100.00%
69.0
55.1
5000 411 125.1
83.1 1111
P
Il ‘ 97.1 140.2 6.00 6.20 6.40 6.60 6.80
Obrprrrrprrrilheerpdh w“1_‘wmw,w,mW:WHJW m/z 55.10  65.86%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20711: 4-Nonene, 3-methyl-, (Z)-
55.0
41.0 69.0
5000 I L LB B I
6.00 6.20 6.40 6.60 6.80
27.0 83.0 m/z 70.10 54.45%
O O T S
O \‘\H\‘HH‘HH’\H\‘HH‘HH‘\H\‘HH’HH’H\\‘HH‘\\H‘\\H‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20706: 2-Octene, 2,6-dimethyl-
69.0
e
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.10 51.08%
140.0
8 111.0
0 M\w\\\\g”’wﬂso
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl- AR
69.0 6.00 6.20 6.40 6.60 6.80
41.0 o
55.0 m/z 125.10  41.82%
5000
125.0
83.0
9701110 140.0
0 ,,, ‘MMM“
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60 6.80

8270-BF110524.M Mon Nov 11 ©0:59:47 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.657 2.76 ng 103554  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 64
2 1-(2-Ethyl-1,2,4-triazol-3-yl)et... 148 C6H12N4 1015846-51-1 38
3 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20 006783-92-2 38
4 1,3-Cyclohexanedione, 2,2-dimethyl- 140 C8H1202 000562-13-0 35
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 27

Abundance Scan 776 (6.657 min): BF140309.D\data.ms (-774) (-) m/z 69.10 100.00%

69.1
41.1 97.1
5000
125.1
EAEamEEEEEESARE
| | M 1521 6.40 6.60 6.80 7.00
bt il e e T m/z 70.18 86.24%
m/z--> 20 40 60 80 100 120 140
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
55.0
97.0
5000 L LI L B BN
126.0 6.40 6.60 6.80 7.00
27.0 4 m/z 55.10 80.77%
O\\\‘\M\\"H\\‘i“‘\“\\bzl‘“!\\“\\‘\\‘\‘\\\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance #20934: 1-(2-Ethyl-1,2,4-triazol-3-yl)ethanamine
70.0 97.0
A RAEEEEEEE S
125.0 6.40 6.60 6.80 7.00
5000 m/z 97.10 62.37%
29.0
0t H;h\ \ ,‘“!\53‘*10‘ il it \‘H‘ ey “1‘\ s
m/iz--> 20 40 60 80 100 120 140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl- e ERBRERRE AT
69.0 6.40 6.60 6.80 7.00
41.0
m/z 41.10 59.93%
5000
125.0
97.0
O,M 1 L L B L R
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF110524.M Mon Nov 11 ©0:59:48 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48

Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 8 4-Undecene, (E)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.145 5.55 ng 208423 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Undecene, (E)- 154 C11H22 000693-62-9 74
2 5-Undecene 154 C11H22 004941-53-1 72
3 Cyclopentane, hexyl- 154 C11H22 004457-00-5 53
4 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 52
5 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 46

Abundance Scan 859 (7.145 min): BF140309.D\data.ms (-855) (-)

m/z 69.10 100.00%

69.1
41.1
5000
97.1 154 2 o RRRAREAT
‘ ‘125.1 : 6.80 7.00 7.20 7.40
0 “‘““‘M‘uN“WM‘pr‘JN“JJ“M‘H““u“ m/z 55.10 80.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31417: 4-Undecene, (E)-
55.0
5000 T T T T T[T T T[T T T T [ TrrTT
6.80 7.00 7.20 7.40
29.0 83.0 o
154.0 m/z 41.10 57.02%
O\\\‘\‘}\\“‘\\\““\ \\\“‘\1]\-]{"\()‘1\2\8.\()\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31397: 5-Undecene
55.0
o RRRAREAT
6.80 7.00 7.20 7.40
5000 ITI/Z 56.05 53.54%
83.0 154.0
‘111.0
Ot H1‘,”‘1\‘\”\”‘\”‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31432: Cyclopentane, hexyl- T T T
41.0 69.0 6.80 7.00 7.20 7.40
m/z 83.10 40.38%
5000
97.0 154.0
H M ‘126.0
ob H‘m“Hl‘_“m_m_ C
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF110524.M Mon Nov 11 ©0:59:48 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48

Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 9 1-Cyclohexyl-2-methyl-prop-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7304 3.34ng 125534  1,4-Dichlorobenzene-d4  6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 1-Cyclohexyl-2-methyl-prop-2-en-... 152 CleH160 025183-82-8 53

2 Bicyclo[3.1.1]heptan-

3-one, 2,6,... 152

C10H160

015358-88-0 47

3 Citronellal 154 C10H180 000106-23-0 43
4 Heptane, 2-methyl-3-methylene- 126 C9H18 062187-11-5 43
5 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 43

Abundance Scan 886 (7.304 min): BF140309.D\data.ms (-883) (-)

m/z 69.10 100.00%

69.1 '
5000 411
' 125.1 M
‘ ‘ | ‘ | 152.2 7.00 7.20 7.40 7.60
bl el el L m/z 55010 61.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #29244: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
41.0 69.0
152.0
5000 110.0 N e R  RREEE ]
7.00 7.20 7.40 7.60
m/z 81.10 48.12%
05 T m T \‘}Hl‘ T ‘iHE‘ T \“1 t \‘M‘H HH‘F‘ T \“r T ‘ J]\_sw"l}‘ T \‘\‘\ T
miz--> 20 40 60 100 120 140 160
Abundance #29422: Bicyclo[3.1. 1]heptan -3-one, 2,6,6-trimethyl-, (1.a
55.0
D
83.0 7.00 7.20 7.40 7.60
m/z 83.10 47 .54%
5000 3900 /
I
0“‘4“}M‘MM“W“WW“ ““““““‘1“‘
miz--> 20 40 60 100 120 140 160
Abundance #30943.CnroneHaI A RAREE R
41.0 69.0 7.00 7.20 7.40 7.60
m/z 41.10 40.76%
95.0
5000
121.0
LA ] e
oz W Nl I Lo |
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60

8270-BF110524.M Mon Nov 11 ©0:59:49 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48

Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 10 unknown7.516 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.516 5.30 ng 199194  1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 5-methyl-2-(1-meth... 154 C1@H180 007786-67-6 45
2 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 42
3 8-Hexadecenal, 14-methyl-, (Z)- 252 C17H320 060609-53-2 25
4 2,6-Octadien-1-0l, 3,7-dimethyl-... 154 C10H180 000106-25-2 18
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 18
Abundance Scan 922 (7.516 min): BF140309.D\data.ms (-918) (-) m/z 69.10 100.00%
69.1
| MWW
5000
105.1
136.1 R RS SRR,
6.1 7.20 7.40 7.60 7.80
0! : m/z 55.10 94.06%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #31208: Cyclohexanol, 5-methyl-2-(1-methylethenyl)-
41.0
69.0
5000 1210 L L R IR B
7.20 7.40 7.60 7.80
m/z 41.10 84.47%
‘ ‘ ‘154.0
O\\\‘\H\!‘\M\“‘\h \“‘\\\\“\H‘\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl-
43.0
71.0 I
7.20 7.40 7.60 7.80
5000 m/z 43.10 75.41%
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138497: 8-Hexadecenal, 14-methyl-, (Z)- EEEmmaRE TSR
55.0 7.20 7.40 7.60 7.80
m/z 71.10 55.85%
83.0
5000
111.0
. 27&‘)\‘“ Il | 14901770 2230252
RaRAARMERaLmsaY b e R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80

8270-BF110524.M Mon Nov 11 ©0:59:49 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 trans-Decalin, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.681 3.76 ng 177547  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 80
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 80
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 76
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 64

Abundance Scan 950 (7.681 min): BF140309.D\data.ms (-948) (-) m/z 81.10 100.00%

81.1
152.2
5000 55.1
109.1 AR AR T
29.0 7.40 7.60 7.80 8.00
ol 280 Ll wwuﬁl‘”‘““1:““_“““1‘6‘9:9 m/z 95.10  80.50%
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 L L B BN LR
7.40 7.60 7.80 8.00
20.0 109.0 J m/z 67.10 75.06%
0 ‘\‘\‘\\““\\‘im“\‘ t H“‘\\H‘\\‘h:\l\s\‘.‘owww‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0 AR AR T
41.0 7.40 7.60 7.80 8.00
5000 m/z 152.20 71.70%
152.0
H 123.0
0! “‘u“h“ﬂ“‘ﬁ““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #29481: Cyclodecene, 1-methyl- R SSERRSSEE SRR
81.0 7.40 7.60 7.80 8.00
m/z 55.10  44.75%
55.0
5000
109.0 152.0
29.0
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF110524.M Mon Nov 11 ©0:59:50 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48

Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 12 Naphthalene, decahydro-2-me... Concentration Rank 10

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

7.798 4.00 ng 188987 Naphthalene-d8 8.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 93
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 64
5 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 60

Abundance Scan 970 (7.798 min): BF140309.D\data.ms (-966) (-) m/z 67.10 100.00%
61.1 95.1 152.2
41.1
5000
131.
R R REEE
‘ H ‘ “ 7.40 7.60 7.80 8.00 8.20
Y| 690 m/z 81.16 90.50%
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 (DL B LN I
7.40 7.60 7.80 8.00 8.20
109.0 m/z 152.15 82.37%
0- 3 ‘\i“‘\\“l:\“?\“‘oww‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
95'0 152.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 95.10 80.89%
“12&0
0! et e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl- Ramas e A RE R
81.0 7.40 7.60 7.80 8.00 8.20
m/z 82.10 74.95%
55.0 152.0
5000
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20

8270-BF110524.M Mon Nov 11 ©0:59:50 2024

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 5-Ethyldecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.210 2.74 ng 129749  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyldecane 170 C12H26 017302-36-2 53
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 50
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 50
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 49
Abundance Scan 1040 (8.210 min): BF140309.D\data.ms (-1038) (-) m/z 57.10 100.00%
57.1
5000 MM
149.2
R RR
H ‘ ‘ 3.1 7.80 8.00 8.20 8.40 8.60
Ol M H‘w”_u b fetr 02k m/z 43.10 54.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45482: 5-Ethyldecane
57.0
5000 DL B AL B W
7.80 8.00 8.20 8.40 8.60
85.0 m/z 71.10 47.25%
1120 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59037: Undecane, 6-ethyl-
57.0
R RR
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 31.72%
29.0
R A AMWWMW
o S Y A i el -2 N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- R EAmaRR R
57.0 7.80 8.00 8.20 8.40 8.60
m/z 149.15 27.96%
5000
85.0
29.0
ol il H I ‘ (130 1410 1690 197.0
‘w“u“H“‘H“H“_“‘_“w“u“‘u“u“u“  E ERERRSREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

8270-BF110524.M Mon Nov 11 ©0:59:51 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 unknown8.245 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.245 2.73 ng 129060 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 35
2 Cyclohexane, (1,3-dimethylbutyl)- 168 C12H24 061142-19-6 30
3 Borinic acid, diethyl-, 1-cyclod... 250 C16H31BO 061142-73-2 27
4 Cyclohexane, 1,5-diethyl-2,3-dim... 168 C12H24 074663-66-4 27
5 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 27
Abundance Scan 1046 (8.245 min): BF140309.D\data.ms (-1043) (-)| | m/z 83.10 100.00%
55.1 83.1
163.2
5000 109.1
R RRRREREEEEEEREREE
‘ h 137. 8.00 8.20 8.40 8.60
O el m/z 55.10  99.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29424: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
g
550 83.0
5000 LA L B I IR L
8.00 8.20 8.40 8.60
270 Floo 152.0 m/z 41.10 86.67%
O \‘\‘\\\‘i“\\‘\M‘\“H\\““H\‘\‘l‘\{“‘\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43590: Cyclohexane, (1,3-dimethylbutyl)-
55.0 82.0
R RRRREREEEEEEREREE
8.00 8.20 8.40 8.60
5000 m/z 163.20 85.36%
290 111.0
ol AL ‘13801680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #136045: Borinic acid, diethyl-, 1-cyclododecen-1-yl este A e
83.0 8.00 8.20 8.40 8.60
41.0 m/z 69.10 84.45%
5000 109.0 165.0
0 93.0 221.0 250.C
- \\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.363 4.77 ng 225519 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93
2 3-Tridecene, (Z)- 182 C13H26 041446-53-1 81
3 6-Tridecene, (E)- 182 C13H26 006434-76-0 76
4 3-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-5 74
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 55

Abundance Scan 1066 (8.363 min): BF140309.D\data.ms (-1062) (-) m/z 69.10 100.00%

69.1
5000 M
R Ras A RamaaRET
8.00 8.20 8.40 8.60
0! m/z 55.10 81.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56983: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 L L L B BN I
97.0 8.00 8.20 8.40 8.60
120 1820 'm/z 57.10 71.67%
0 \\\‘\\\\“‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56953: 3-Tridecene, (2)-
41.0
R Ras A RamaaRET
8.00 8.20 8.40 8.60
5000 69.0 m/z 56.10  60.09%
97.0
01150 ‘ | H | 1250 1540 1820
e B R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56960: 6-Tridecene, (E)- T
55.0 8.00 8.20 8.40 8.60
m/z 41.10 57.75%
29.0
5000 83.0
111.0 182.0
b M M I asae T
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 cis, cis-3-Ethylbicyclo[4.4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

g4 s.eong 240507 Naphthalene-ds 8.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22

2 trans, cis-3-Ethylbicyclo[4.4.0]..

. 166 C12H22

3 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22
4 Naphthalene, 2-ethyldecahydro- 166 C12H22

5 cis,trans-3-Ethylbicyclo[4.4.0]d...

166 C12H22

066660-42-2 50
066660-43-3 49
066660-39-7 49
001618-23-1 46
066660-41-1 43

Abundance Scan 1080 (8.445 min): BF140309.D\data.ms (-1074) (-) m/z 57.10 100.00%
57.1 81.1
145.1
5000
177.2
39 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ ‘ ‘ 8.20 8.40 8.60 8.80
oLyl all) m/z 81.18  92.46%
miz--> 40 60 80 100 120 140 160 180
Abundance #41571: cis, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000 LA L B I IR L
550 8.20 8.40 8.60 8.80
109.0 m/z 55.10 79.87%
0 T \H}“ \”H“\ \‘H“i \‘\H!“ T \“\ T “1 T H‘ T \‘\ T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
R RRRREREEEEEEREREE
166.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 75.73%
55.0
109.0
0 “JM“J“!“““‘M“““
m/z--> 40 60 80 100 120 140 160 180
Abundance #41577: trans, cis-2-Ethylbicyclo[4.4.0]decane  EARamEE R
81.0
137.0 8.20 8.40 8.60 8.80 .
166.0 m/z 95.10 56.36%
5000 55.0
109.0
ob i ‘wM“““‘M“‘ e R n ua n R e
m/z--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Cyclohexane, 1,2-diethyl-3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.598 4.30 ng 203470  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 64
2 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2 062439-33-2 53
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 52
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 38
5 2-Aminothiazole-5-carbonitrile 125 C4H3N3S 051640-52-9 27
Abundance Scan 1106 (8.598 min): BF140309.D\data.ms (-1103) (-) 69.10 100.00%
69.1
125.1
5000
Ramas e A RE R
3011 ‘ ‘ M ‘ 61 1 8.20 8.40 8.60 8.80 9.00
0 m_mguu“u‘“ﬂ“ A bkl mjz 125.16 80.04%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl-
69.0
5000 125.0 AR B e e
8.20 8.40 8.60 8.80 9.00
m/z 55.10 57.78%
20 || o
O H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\\\\’\\\\‘HH‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #162347: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyana
69.0 125.0
Ramas e A RE R
8.20 8.40 8.60 8.80 9.00
5000 m/z 83.10 51.70%
0 B N ¥
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans- Ramas e A RE R
69.0 8.20 8.40 8.60 8.80 9.00
125.0 m/z 41.10  44.24%
5000
39.0
m/z--> 20 40 60 80 100120140160180200220240260 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 6-Tridecene, 7-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.698 2.81 ng 132638 Naphthalene-d8 8.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 70
2 2-Methyl-2-octene 126 C9H18 016993-86-5 46
3 2,2,4-Trimethyl-3-hexene 126 C9H18 059643-72-0 46
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 45
5 2-(Acetylmethylene)tetrahydrofuran 126 C7H1002 112595-65-0 43
Abundance Scan 1123 (8.698 min): BF140309.D\data.ms (-1119) (-) m/z 69.10 100.00%
69.1
411
5000 1111

R ARARES

81 o, 1962 8.40 8.60 8.80 9.00
oww“‘m‘ - m/z 41.18  59.27%

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

Abundance #71763: 6-Tridecene, 7-methyl-

55.0
111.0
5000 830 UL L B I B AL LR
8.40 8.60 8.80 9.00
‘ 196.0 m/z 55.10 51.60%
0\\\‘\\\\‘{\\”‘\ \\“‘!‘\\\H’\\‘!\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13182: 2-Methyl-2-octene
69.0
41.0 T T T T T T T T T T
8.40 8.60 8.80 9.00
5000 m/z 57.10 48.95%
126.0
R Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13217: 2,2,4-Trimethyl-3-hexene A RAR e AR RS
69.0 8.40 8.60 8.80 9.00
m/z 56.10 43.27%
97.0
5000 41.0
‘ 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Undecane, 5-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.839 3.38 ng 159654  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 50
2 Tridecane 184 C13H28 000629-50-5 47
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 43
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 38
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 38

Abundance Scan 1147 (8.839 min): BF140309.D\data.ms (-1144) (-) m/z 57.10 100.00%

57.1
145.1 o
98.1 ‘ 177.1 8.60 8.80 9.00 9.20
ob——H “hu O YA P S —— m/z 71.10 41.89%
miz-> 50 100 15 200 250
Abundance #59035: Undecane, 5-ethyl-
57.0
5000 UL L L LN L
8.60 8.80 9.00 9.20
m/z 43.10 38.19%
98.0
O T 26\0 ‘ H‘\ ‘\‘ \‘ T H‘ T T ‘\ \]-5‘?\.0\ T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
 EARmmEE S
8.60 8.80 9.00 9.20
5000 m/z 85.10 29.43%
99.0
Jmg ||| 20 o o
m/iz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester R RES T
57.0 8.60 8.80 9.00 9.20
m/z 41.10 28.97%
5000
97 0
0. 200, /) w L1990 o a0z
m/z--> 50 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.628 9.60 ng 392782  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzilamide 227 C14H13NO2 004746-87-6 47

Abundance Scan 1451 (10.628 min): BF140309.D\data.ms (-1447) (-] ' m/z 105.10 100.00%

105.1
77.0
182.1
5000
51.0
— =
10.50 11.00
152.0
Or e e b e e 224 mjz 77.05 68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
770 182.0
5000 — e
10.50 11.00
51.0 m/z 182.10  55.35%
0 2?.0 | I | 152.0 |
‘\\\\“\\\\’\\\”\‘\\\\‘\\\\’\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene
77.0
—r— —
182.0 10.50 11.00
5000 ITI/Z 51.05 26.84%
51.0 105.0
oo | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0 10.50 11.00
m/z 181.10 8.71%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140309.D

Acqg On : 08 Nov 2024 19:48
Operator : RC/JU

Sample : P4768-01

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.128 40.4 ng 1517746 1 6.881 751543 20.0
unknown5.093 5.093 6.0 ng 224883 1 6.881 751543 20.0
1-Hexene, 3-met... 5.804 3.3 ng 122697 1 6.881 751543 20.0
Cyclohexane, 1,... 5.893 3.8 ng 142869 1 6.881 751543 20.0
2-sec-Butyl-3-m... 6.316 2.4 ng 89985 1 6.881 751543 20.0
4-Nonene, 3-met... 6.416 9.7 ng 362559 1 6.881 751543 20.0
Cyclohexane, 1,... 6.657 2.8 ng 103554 1 6.881 751543 20.0
4-Undecene, (E)- 7.145 5.5 ng 208423 1 6.881 751543 20.0
1-Cyclohexyl-2-... 7.304 3.3 ng 125534 1 6.881 751543 20.0
unknown7.516 7.516 5.3 ng 199194 1 6.881 751543 20.0
trans-Decalin, 7.681 3.8 ng 177547 2 8.157 945635 20.0
Naphthalene, de... 7.798 4.0 ng 188987 2 8.157 945635 20.0
5-Ethyldecane 8.210 2.7 ng 129749 2 8.157 945635 20.0
unknown8.245 8.245 2.7 ng 1290660 2 8.157 945635 20.0
Cyclohexane, 2-... 8.363 4.8 ng 225519 2 8.157 945635 20.0
cis, cis-3-Ethy... 8.445 5.1 ng 240507 2 8.157 945635 20.0
Cyclohexane, 1,... 8.598 4.3 ng 203470 2 8.157 945635 20.0
6-Tridecene, 7-... 8.698 2.8 ng 132638 2 8.157 945635 20.0
Undecane, 5-ethyl-  8.839 3.4 ng 159654 2 8.157 945635 20.0
Benzophenone 10.628 9.6 ng 392782 3 9.916 818146 20.0
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