LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7958.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.799 247 257 262 rBV 56824 89732 1.03% 0.189%
2 5.052 296 300 306 rBvV 104127 164865 1.90% 0.347%
3 5.293 337 341 350 rVB2 82102 166019 1.91% 0.350%
4 5.434 355 365 377 rVB 1740271 2651137 30.55% 5.581%
5 5.658 395 403 409 rBV3 51113 98951 1.14% 0.208%
6 5.728 409 415 419 rBV4 92037 163317 1.88% 0.344%
7 5.811 424 429 433 rVWW 177068 281999 3.25% 0.594%
8 5.875 433 440 447 rVB 101588 199982 2.30% 0.421%
9 5.946 447 452 462 rBv4 65498 111517 1.29% 0.235%
10 6.128 475 483 490 rBV5 227707 504016 5.81% 1.061%
11  6.252 496 504 510 rvB2 121510 266194 3.07% 0.560%
12 6.340 514 519 527 rBv4 213287 486294 5.60% 1.024%
13 6.410 527 531 536 rBV 386189 564006 6.50% 1.187%
14 6.487 536 544 548 rVV3 343378 757232 8.73% 1.594%
15 6.522 548 550 556 rVB 257968 344413 3.97% 0.725%
16 6.610 561 565 570 rVB3 74015 118398 1.36%  0.249%
17 6.669 570 575 581 rVB4 83058 146631 1.69% 0.309%
18 6.734 581 586 588 rBv2 146248 222083 2.56% 0.468%
19 6.846 595 605 611 rBv4 292810 634691 7.31% 1.336%
20 6.946 618 622 625 rBV2 99489 150057 1.73% 0.316%
21 7.022 625 635 647 rVB 1771190 3351942 38.62% 7.057%
22 7.175 657 661 667 rVB3 88802 173783 2.00% 0.366%
23 7.234 667 671 675 rBV3 100069 150232 1.73% 0.316%
24 7.310 680 684 685 rBv2 77157 95336 1.10% 0.201%
25 7.340 685 689 693 rVB 149071 217918 2.51% 0.459%
26 7.410 698 701 712 rVB5 146478 345804 3.98% 0.728%
27 7.569 725 728 734 rVB 86219 149588 1.72% 0.315%
28 7.663 740 744 746 rBV3 83383 119784 1.38% 0.252%
29 7.752 754 759 761 rBV3 116895 178299 2.05% 0.375%
30 7.840 767 774 780 rVB2 728898 1358909 15.66% 2.861%
31 7.922 782 788 793 rBV3 126901 249176  2.87% ©.525%
32 8.046 804 809 812 rVB2 174510 237350 2.73% 0.500%
33 8.140 817 825 832 rVB2 266267 595358 6.86% 1.253%
34 8.205 832 836 843 rVB4 90478 162788 1.88% 0.343%
35 8.293 847 851 856 rBV3 74607 114340 1.32% 0.241%
36 8.352 856 861 863 rBv4 50711 98427 1.13% 0.207%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.387 863 867 869 rBv2 72801 97098 1.12% 0.204%
38 8.546 890 894 900 rvB3 64282 100818 1.16% 0.212%
39 8.681 912 917 921 rBV 121943 164994 1.90% 0.347%
40 8.957 954 964 967 rBV3 277048 634280 7.31%  1.335%
41 9.004 967 972 977 rVV 945138 1560454 17.98%  3.285%
42 9.052 977 980 988 rVB4 119291 205483 2.37% 0.433%
43 9.175 995 1001 1003 rBv3 95244 174998 2.02% 0.368%
44  9.340 1012 1029 1034 rBV5 81164 338556 3.90% 0.713%
45 9.504 1049 1057 1062 rVB3 82580 199931 2.30% 0.421%
46  9.569 1063 1068 1074 rVB6 83271 145076 1.67%  0.305%
47  9.740 1091 1097 1100 rBV3 53851 97540 1.12% 0.205%
48 9.781 1100 1104 1108 rVV2 98860 157818 1.82% 0.332%
49 9.834 1108 1113 1121 rVB7 109866 217848 2.51% 0.459%
50 10.051 1145 1150 1155 rBV2 118595 200049 2.31% 0.421%
51 10.428 1210 1214 1221 rVB 161335 255017 2.94% 0.537%
52 10.646 1242 1251 1257 rBV 435701 776760 8.95% 1.635%
53 10.822 1276 1281 1286 rVB 63279 94778 1.09% 0.200%
54 13.110 1662 1670 1678 rBV 2871490 4105660 47.31%  8.644%
55 14.487 1895 1904 1911 rBV 751199 1108212 12.77% 2.333%
56 15.975 2151 2157 2170 rBV 2785328 4090560 47.14% 8.612%
57 17.239 2365 2372 2376 rBV 1031999 1491316 17.18% 3.140%
58 17.281 2376 2379 2386 rVV 146750 205237 2.36% 0.432%
59 17.363 2386 2393 2400 rVB4 70922 114043 1.31% 0.240%
60 18.110 2515 2520 2522 rBV 69637 93911 1.08% 0.198%
61 18.292 2546 2551 2555 rBV2 54305 92694 1.097% 0.195%
62 19.251 2710 2714 2719 rVB 124176 153388 1.77% 0.323%
63 19.604 2770 2774 2782 rVB 163401 233711 2.69% 0.492%
64 19.804 2802 2808 2813 rBV 7043952 8678300 100.00% 18.270%
65 21.045 3015 3019 3026 rBV 447659 597298 6.88% 1.257%
66 21.333 3062 3068 3072 rBV 1816543 2490340 28.70% 5.243%

67 23.739 3470 3477 3487 rVB 1445492 2902797 33.45% 6.111%

Sum of corrected areas: 47499533
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2021 22:19
: CG/IU
: M4630-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
BP007958.D

SB-13S-25.5-26

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 1-Ethyl-4-methylcyclohexane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.811 4.15 ng 281999 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 91
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 64
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 64
5 7-Tridecanol 200 C13H280 000927-45-7 64
Abundance Scan 429 (5.811 min): BP007958.D\data.ms (-424) (-) m/z 97.10 100.00%
97.1
5000 J\

e e

31.( \ 5.40 5.60 5.80 6.00 6.20
ob kAl | 1909 2670 35504173 5208 ;s 1p  ge.os%

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

Abundance #13239: 1-Ethyl-4-methylcyclohexane

97.0
5000 DL R AL B R
5.40 5.60 5.80 6.00 6.20
m/z 41.10 21.60%
351.( ‘
0\\“fLM‘\H\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0
R e AR
5.40 5.60 5.80 6.00 6.20
5000 m/z 69.10 18.60%
‘ 126.0
ow“wu“u""w""‘ww""H,w_m‘w_m,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane o RARA
97.0 5.40 5.60 5.80 6.00 6.20
m/z 96.05 14.37%
5000
il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Data Path :

Data File : BP@@7958.D

Acqg On : 11 Nov 2021 22:19
Operator : CG/JU

Sample : M4630-11

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier:

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

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
: 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

2 Cyclohexane, 1l-ethyl-2-meth...

Relative to ISTD

Concentration Rank 6

R.T. EstConc Area
6.128 7.42 ng 504016
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

1 Cyclohexane,
2 Cyclohexane,
3 Cyclohexane,
4 Cyclohexane,
5 Cyclohexane,

1-ethyl-2-methyl-,
1-ethyl-2-methyl-
1-ethyl-2-methyl-,
1,3-dimethyl-, cis-
1-ethyl-4-methyl-,

004923-77-7 81
003728-54-9 70
004923-78-8 62
000638-04-0 58
004926-78-7 58

SB-13S-25.5-26

Abundance Scan 483 (6.128 min): BP007958.D\data.ms (-475) (-) m/z 97.10 100.00%
97.1
39 AL L XAVATAR W2
\H 5.80 6.00 6.20 6.40
o) | 1928 2831 354.24153476.05338 4/ s55.85  92.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
97.0
5000 L B R B B
5.80 6.00 6.20 6.40
m/z 43.05 70.34%
O‘\\\ll‘l\J‘LW“\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
97.0
ST
5.80 6.00 6.20 6.40
5000 m/z 57.05 60.15%
it
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- R AR mmE S R
97.0 5.80 6.00 6.20 6.40
m/z 41.10 54.79%
5000
351.
0 NMJAL

50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40

m/z--> 0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Decane, 2,6,7-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.252 3.92 ng 266194 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 64
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 59
Abundance Scan 504 (6.252 min): BP007958.D\data.ms (-496) (-) m/z 57.10 100.00%
57.1
5000 ﬂ /
‘ 1401 6.00 6.20 6.40 6.60
o dbli [ 142120692669 3550 4317 5382 ./, 4310  64.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 L L B I LA B
6.00 6.20 6.40 6.60
m/z 71.10 45.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22083: Nonane, 4-methyl-
57.0
6.00 6.20 6.40 6.60
5000 m/z 41.10 36.28%
OHIIJIW-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22092: Octane, 3,5-dimethyl- REREEEEE S
57.0 6.00 6.20 6.40 6.60
m/z 70.10 33.73%
5000
o L 2220
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 unknown6.340 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.340 7.16 ng 486294  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl undecyl ... 298 C17H3004 1000309-70-2 27
2 Decane 142 C10H22 000124-18-5 27
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 25
4 Octane, 2,7-dimethyl- 142 C1OH22 001072-16-8 25
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 22

Abundance Scan 519 (6.340 min): BP007958.D\data.ms (-514) (-) m/z 57.10 100.00%

57.1
5000 ﬂ f
‘ 6.00 6.20 6.40 6.60
-} ‘l ; ‘H b ‘?9‘5 9, 280934114020 490.4549.  n/z 43.10  70.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196809: Oxalic acid, cyclobutyl undecyl ester
55.0
5000 L L R I B BB
6.00 6.20 6.40 6.60
m/z 41.10 66.46%
ol Ll a130 1990
\\\‘\!\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22069: Decane
43.0
R EBRRRR RS
6.00 6.20 6.40 6.60
5000 m/z 55.05 65.34%
0 HJ“Z,”ZO?O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22081: Nonane, 3-methyl- e
57.0 6.00 6.20 6.40 6.60
m/z 71.05 50.03%
5000
A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 5 Octane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.410 8.30 ng 564006 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 90
4 Octane, 2,3,7-trimethyl- 156 C1l1H24 062016-34-6 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
Abundance Scan 531 (6.410 min): BP007958.D\data.ms (-527) (-) m/z 57.10 100.00%
57.1
5000 ﬂ f
1#5 0 6.00 6.20 6.40 6.60 6.80
o M4 L3P0 207.0 2810 3550415.54752538.1 ./, 71,10  66.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000
6.00 6.20 6.40 6.60 6.80
m/z 43.10 51.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0
BRRaAEEEE SRS
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.10 42.77%
o‘J,JJle
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22077: Nonane, 3-methyl- R RaA
57.0 6.00 6.20 6.40 6.60 6.80
m/z 56.10 32.29%
\ 142.0
o_ﬂ\k,wwh_‘luwm‘HH‘mWHWm_mwwm_ N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19
Operator : CG/JU

Sample : M4630-11

Misc

ALS vial : 18 Sample Multiplier: 1

SB-13S-25.5-26

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.487 11.14 ng 757232  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, propyl- 126 CSH18 001678-92-8 93

2 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 86

3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83

4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64

5 Cyclohexane, octyl- 196 C14H28 001795-15-9 64

Abundance Scan 544 (6.487 min): BP007958.D\data.ms (-536) (-) m/z 83.10 100.00%

5000
\ h ‘ Ll ‘ 6.20 6.40 6.60 6.80

obAfLL} 1819 207.9 282.3340.9 415.1 4894547 ./, 5519  97.03%

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

Abundance #13200: Cyclohexane, propyl-

83.0
5000 L B L B L A L
6.20 6.40 6.60 6.80
m/z 82.05 59.24%
O‘?‘i’n\‘J\h\\fl‘f\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
6.20 6.40 6.60 6.80
5000 m/z 41.10 44.79%
126.0
o"M‘J‘JMJ‘n‘m‘H‘,m‘_‘HWH,w_ww_m,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13247: Cyclohexane, (1-methylethyl)- R R A ARSERER RS
83.0 6.20 6.40 6.60 6.80
m/z 67.05 21.66%
) f\»“j\quﬂﬁV\kaj
el

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

8270E-BP110221.M Mon Nov 15 11:12:13 2021

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19
Operator : CG/JU

Sample : M4630-11

Misc

ALS vial : 18 Sample Multiplier: 1

SB-13S-25.5-26

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.522 5.07 ng 344413 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 83
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 59
3 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 58
4 Hexadecane 226 C16H34 000544-76-3 52
5 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 50

Abundance Scan 550 (6.522 min): BP007958.D\data.ms (-548) (-)
57.1

m/z 57.10 100.00%

O R R R S
‘ 5 1 6.20 6.40 6.60 6.80
Ol LT 2070 2809 354.9 4313 5031 m/z 43.10  45.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 UL L B R I R B
6.20 6.40 6.60 6.80
m/z 98.10 36.45%
O‘\\"\l\’\J\‘\\\L\l\é\z‘.\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59041: Dodecane, 6-methyl-
57.0
6.20 6.40 6.60 6.80
5000 m/z 41.10 23.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22093: Octane, 2,3-dimethyl- R RRmE e ARE
57.0 6.20 6.40 6.60 6.80
m/z 56.10 12.94%
) J\AM/M
‘ 142.0
o"J\\‘,Jim_‘H_‘Hw‘_HWHwwm‘wwm

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

8270E-BP110221.M Mon Nov 15 11:12:15 2021

6.20 6.40 6.60 6.80

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Nonane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.846 9.34 ng 634691 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 76
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 50
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 50
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 49
Abundance Scan 605 (6.846 min): BP007958.D\data.ms (-595) (-) m/z 57.10 100.00%
57.1
- M
 REREE e
‘ “ #20 1 6.60 6.80 7.00 7.20
ol LAl #201 1920 280.83409 414947925372 ./, 4319  63.22%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B L I LN B
6.60 6.80 7.00 7.20
‘ m/z 71.10 37.68%
O”JI‘WJI1%142.O’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 41.05 36.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22118: Heptane, 2,3,4-trimethyl- R RE e AR
57.0 6.60 6.80 7.00 7.20
m/z 70.05 31.59%
0 H“J_‘m“‘mWm,uH‘mWm_m_m_m‘mw A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

8270E-BP110221.M Mon Nov 15 11:12:17 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Ethanone, 1-(1-methylcycloh... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.410 5.09 ng 345804 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 86
2 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 80
3 Cyclohexane, 1-methyl-3-(1-methy... 140 C10OH20 016580-24-8 72
4 Oxalic acid, cyclohexylmethyl do... 354 C21H3804 1000309-68-9 72
5 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 64

Abundance Scan 701 (7.410 min): BP007958.D\data.ms (-698) (-) m/z 97.10 100.00%

97.1
- MMM
A RRANREaE S e e
3# V ‘ 7.00 7.20 7.40 7.60 7.80
ol Lidil| 1641 2211280834104029 | 5033 sy 5510 73.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0
5000 DL B LALEL B W
7.00 7.20 7.40 7.60 7.80
m/z 96.10 33.62%
’ 140.0
O\\H\ﬂ“\J\\h\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20709: m-Menthane, (1S,3R)-(+)-
97.0
R R A
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 21.19%
321(
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20771: Cyclohexane, 1-methyl-3-(1-methylethyl)- R R ARE
55.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 18.15%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80

8270E-BP110221.M Mon Nov 15 11:12:19 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Heptadecane, 2,6,10,14-tetr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.922 3.67 ng 249176 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 76
2 Decane, 2-methyl- 156 C11H24 006975-98-0 64
3 Nonane, 4,5-dimethyl- 156 C1l1H24 017302-23-7 64
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
5 Octane, 2-methyl- 128 C9H20 003221-61-2 58
Abundance Scan 788 (7.922 min): BP007958.D\data.ms (-782) (-) m/z 57.10 100.00%
57.1

5000

2

}127.1 7.60 7.80 8.00 8.20
h

ow‘u'u"‘J“u“u,‘H??%ﬁ???ﬁ“355‘1‘4‘1‘5‘9“'77‘7‘??37‘1‘ m/z 71.10 91.47%

f
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-

0

%

5000 I [T T T rrrrprrrry
7.60 7.80 8.00 8.20
m/z 43.10 89.71%
0 Ll 2410 211.0 281.0
‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33083: Decane, 2-methyl-
57.0
ARmmaRREERE S
7.60 7.80 8.00 8.20
5000 ITI/Z 41.10 53.33%
SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33094: Nonane, 4,5-dimethyl- T Ema e R
43.0 7.60 7.80 8.00 8.20
m/z 55.10 37.43%
5000
| “ 126.0
Ol bl T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270E-BP110221.M Mon Nov 15 11:12:21 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 unknown8.046 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.046 3.49 ng 237350 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 47
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 43
3 Tetratetracontane 619 C44H99 007098-22-8 43
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 43
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 38

Abundance Scan 809 (8.046 min): BP007958.D\data.ms (-804) (-) m/z 57.10 100.00%

57.1
T
| ‘ 1p7.2 7.80 8.00 8.20 8.40
ol AbLIE T 2071 280.6 857.0 4609 5492 m/z 71.10  60.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #113919: Tetradecane, 1-chloro-
57.0
5000 L B B I L B
7.80 8.00 8.20 8.40
m/z 41.10 58.16%
Ullfizso 220
O‘\H ‘H\!‘\H‘Y‘H\!’\\H‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester

3

43.0
T T
7.80 8.00 8.20 8.40
5000 ITI/Z 43.10 53.20%
ol i 1820
‘\H‘\‘H\‘HH‘H\‘\’\H\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane N e AR
57.0 7.80 8.00 8.20 8.40
m/z 55.10  48.69%
) WMWJ\M/L
o HIH‘“27;9;97.0267.0337.0407.0 491.0 562.0
[ e e e T T T T e T T T R m A R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 7.80 8.00 8.20 8.40

8270E-BP110221.M Mon Nov 15 11:12:23 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Cyclohexane, butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.140 8.76 ng 595358 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 94
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 86
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 78

4 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72

Abundance Scan 825 (8.140 min): BP007958.D\data.ms (-817) (-) m/z 83.05 100.00%

3.0

N

5000
R AR ARRE
h 14h 1 7.80 8.00 8.20 8.40
Ofrrddd s 4411 2068 28093411 4160 4891 4/, 5516 75.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20677: Cyclohexane, butyl-
83.0
5000 L L R R B R

7.80 8.00 8.20 8.40
m/z 82.10 59.34%

4|}, 1ebo

O‘\ \’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13247: Cyclohexane, (1-methylethyl)-
83.0
T T T T T
7.80 8.00 8.20 8.40
5000 ITI/Z 41.10 31.23%
015'13“,Jh
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43498: Cyclohexane, hexyl- A AR
83.0 7.80 8.00 8.20 8.40
m/z 67.10 20.08%
B J\/VM\W
168.0
OM-WW\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

8270E-BP110221.M Mon Nov 15 11:12:26 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19
Operator : CG/JU

Sample : M4630-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Undecane, 5-methyl-

Concentration Rank 4

SB-13S-25.5-26

R.T. EstConc Area Relative to ISTD R.T.
9.340 8.72 ng 338556 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 87
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 72
4 Undecane 156 C1l1H24 001120-21-4 72

5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44

Abundance Scan 1029 (9.340 min): BP007958.D\data.ms (-1012) (-)

57.1
5000
148.2
0 Ll [ 7207.1 280.9 355.0 428.9 527.9
e e e T e T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45488: Undecane, 5-methyl-
43.0
5000
'112.0
O\\“\ "\J\“\‘\‘\\\\]‘-\7\0\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250928: Bacchotricuneatin ¢
71.0
5000
2.0
0 |, 02480 3420
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0
5000
0‘\\\1\16902960
m/z--> 50 100 150 200 250 300 350 400 450 500 550

8270E-BP110221.M Mon Nov 15 11:12:29 2021

018344-37-1 62

m/z 57.10 100.00%

=

9.00 9.20 9.40 9.60
m/z 43.10 82.57%

=

9.00 9.20 9.40 9.60
m/z 71.10 56.30%

=

9.00 9.20 9.40 9.60
m/z 41.10 41.82%

3

9.00 9.20 9.40 9.60
m/z 105.05 41.46%

=

9.00 9.20 9.40 9.60

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Decane, 3,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.504 5.15 ng 199931 Naphthalene-d8 10.646

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
3 Tetradecane 198 C14H30 000629-59-4 59
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 53
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53

Abundance Scan 1057 (9.504 min): BP007958.D\data.ms (-1049) (-) m/z 57.10 100.00%
57.1

135.1 — ‘
9.50
O i tl), 2078 280134084045 487.0547)  n 7 71.10  94.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 — :
9.50
m/z 43.05 85.39%
Lz
O‘\\\ [‘\\!‘\”‘!\‘\\g‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

:

— !
9.50
5000 m/z 85.05 59.24%

ol LI AP0 2110 2960
Lt 210 2960

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane T
57.0 9.50
m/z 41.10 48.76%

J |

[‘hﬂz7o 198.0

L |

Ot e 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

-

8270E-BP110221.M Mon Nov 15 11:12:32 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Cyclodecene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.569 3.74 ng 145076  Naphthalene-d8 10.646

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 83
2 Pulegone 152 C10H160 000089-82-7 70
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 68
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 62
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 58

Abundance Scan 1068 (9.569 min): BP007958.D\data.ms (-1063) (-) m/z 81.10 100.00%

811 1522
5000
T
] “H 221.1279.3 354.9  448.7505.0 950
O e I R R m/z 152.15 84.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29481: Cyclodecene, 1-methyl-
81.0
5000 r WA
152.0 9.50
m/z 95.10 84.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29064: Pulegone
81.0
152.0 —— :
9.50
5000 ITI/Z 67.05 84.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene) ——
81.0 152.0 9.50
m/z 82.10 41.73%
| M 1“ ,J \ n}\ i
Ove MR L L e
m/z--> 50 100 150 200 250 300 350 400 450 500 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Cyclohexane, pentyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.781 4.06 ng 157818 Naphthalene-d8 10.646

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 91
2 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 78
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72

Abundance Scan 1104 (9.781 min): BP007958.D\data.ms (-1100) (-) m/z 83.10 100.00%
1

83.
5000
R —
‘ ‘ “ 154.1 9.50 10.00
okl | 264632693928 4930 ./, s5.19  73.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31433: Cyclohexane, pentyl-
83.0
5000 — —
9.50 10.00
m/z 82.10 63.18%
JD 154.0
O\Z\a‘\.\vl\h\\\\l‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259994: Cyclohexane, nonadecyl-
83.0
T e
9.50 10.00
5000 m/z 41.10 28.62%
0 I ‘H “ H‘ | 1\ L 1153'0 266.0 35P0
A A S e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13203: Cyclohexane, propyl- T 7
83.0 9.50 10.00
m/z 67.10 21.97%
h M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Naphthalene, decahydro-2-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.834 5.61 ng 217848 Naphthalene-d8 10.646

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 83
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 50
4 9-Nonadecyne 264 C19H36 106073-69-2 49
5 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 46

Abundance Scan 1113 (9.834 min): BP007958.D\data.ms (-1108) (-) m/z 67.05 100.00%

61.0 152.2
5000
P e
L \’I | 280.8 o 20
ol Ll 22082808 354.9 45715183 .7 153,20 99.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29507: Naphthalene, decahydro-2-methyl-
810 1520
5000 A VAR
9.50 10.00
m/z 95.10 90.00%
Oilliw“ \m“'\‘\h\l\“\\\\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29490: trans-Decalin, 2-methyl-
81.0
P P
1520 9.50 10.00
5000 m/z 81.10 78.89%
oHH“JM e‘[u‘w"""H"""Wm_m,w_ww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29512: trans-4a-Methyl-decahydronaphthalene — ——
95.0 9.50 10.00
m/z 130.95 56.59%
152.0
5000
o"‘\*Ju"u!’m‘uk_Hw"""W‘H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.052 5.15 ng 200049 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
2 o-Cymene 134 C10H14 000527-84-4 87
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
5 p-Cymene 134 C1oH14 000099-87-6 87

Abundance Scan 1150 (10.051 min): BP007958.D\data.ms (-1145) (- m/z 119.10 100.00%

119.1
5000
39.0 10.00
O bbb dd, 2080 281.0341.7 4422 5491 n/7 134.00  39.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 b :
10.00
m/z 117.10  24.12%
39.0 \
O‘\\‘\U‘h\“\h\\[“l\\ f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16991: o-Cymene
119.0
10.00
5000 ITI/Z 91.05 19.95%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- — T ‘
119.0 10.00
m/z 115.00 12.58%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.428 6.57 ng 255017 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
3 Tetraethylene glycol 194 C8H1805 000112-60-7 50
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
5 Hexaethylene glycol 282 C12H2607 002615-15-8 47
Abundance Scan 1214 (10.428 min): BP007958.D\data.ms (-1210) (-  m/z 57.10 100.00%
57.1
5000
—5
M 1330 221202819  397.7 464.0522.6 1050
T L m/z 45.18  94.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
10.50
m/z 41.10 39.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15681: Di-sec-Butyl ether
45.0
——
10.50
5000 m/z 75.10 22.12%
0111}‘15-0,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69770: Tetraethylene glycol e
45.0 10.50
m/z 56.10 16.84%
5000
N RSN -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 1-Tetracosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.045 4.80 ng 597298 Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 3019 (21.045 min): BP007958.D\data.ms (-3015) (-  m/z 83.10 100.00%

83.1
5000
T \
%3 o 2811 3551 21.00
ol RLLLET 2L L8 220 3551 43014912549 nyz 57.10  96.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
53.0
5000 A :
21.00
125.0 m/z 97.10  92.50%
336.0
O‘\\\\\’\M‘\““\\“l‘“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
T \
21.00
5000 ITI/Z 55.10 90.19%
3.0
olo0) L2590 zzpzm00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ‘
55.0 21.00
m/z 43.10 84.77%
5000
125.0
oL M 1950 2640 250
_“,"W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111121\
Data File : BP0@7958.D

Acqg On : 11 Nov 2021 22:19

Operator : CG/JU

Sample : M4630-11

Misc : SB-13S-25.5-26

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP1160221.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|
1-Ethyl-4-methy... 5.811 4.2 ng 281999 1 7.846 1358910 20.0
Cyclohexane, 1-... 6.128 7.4 ng 504016 1 7.846 1358910 20.0
Decane, 2,6,7-t... 6.252 3.9 ng 266194 1 7.846 1358910 20.0
unknown6.340 6.340 7.2 ng 486294 1  7.846 1358910 20.0
Octane, 3,6-dim... 6.410 8.3 ng 564006 1 7.846 1358910 20.0
Cyclohexane, pr... 6.487 11.1 ng 757232 1 7.846 1358910 20.0
Heptane, 3-ethy... 6.522 5.1 ng 344413 1 7.846 1358910 20.0
Nonane, 4-methyl- 6.846 9.3 ng 634691 1 7.846 1358910 20.0
Ethanone, 1-(1-... 7.410 5.1 ng 345804 1 7.846 1358910 20.0
Heptadecane, 2,... 7.922 3.7 ng 249176 1 7.846 1358910 20.0
unknown8.046 8.046 3.5 ng 237350 1 7.846 1358910 20.0
Cyclohexane, bu... 8.140 8.8 ng 595358 1 7.846 1358910 20.0
Undecane, 5-met... 9.340 8.7 ng 338556 2 10.646 776760 20.0
Decane, 3,7-dim... 9.504 5.2 ng 199931 2 10.646 776760 20.0
Cyclodecene, 1-... 9.569 3.7 ng 145076 2 10.646 776760 20.0
Cyclohexane, pe... 9.781 4.1 ng 157818 2 10.646 776760 20.0
Naphthalene, de... 9.834 5.6 ng 217848 2 10.646 776760 20.0
Benzene, 1,2,3,... 10.052 5.2 ng 200049 2 10.646 776760 20.0
Ethanol, 2-(2-b... 10.428 6.6 ng 255017 2 10.646 776760 20.0
1-Tetracosene 21.045 4.8 ng 597298 5 21.333 2490340 20.0
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