LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BGO54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54176.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.727 53 58 60 rBv2 10880 18022 1.17% 0.246%
2 3.910 81 89 96 rBV3 12118 25948 1.69% 0.354%
3 4.221 135 142 145 rBv4 9851 18167 1.18% 0.248%
4 4.250 145 147 156 rVB4 9970 18831 1.23% 0.257%
5 4.421 170 176 179 rBV3 7655 15530 1.01% 0.212%
6 4.462 179 183 189 rVB 16443 27666 1.80% 0.378%
7 4.556 195 199 209 rVB3 19663 39887 2.60% 0.545%
8 4.709 221 225 233 rVB2 24591 46405 3.02% 0.634%
9 4.797 233 240 245 rBV4 11204 24476 1.60% 0.334%
10 4.885 251 255 265 rvB4 10272 22515 1.47% 0.307%
11  4.997 265 274 280 rBV 33607 61557 4.01% 0.841%
12 5.091 285 290 296 rvv 18282 33833 2.21% 0.462%
13 5.161 296 302 307 rVB4 9925 20325 1.32% 0.278%
14 5.261 313 319 325 rBV 70693 134957 8.80% 1.843%
15 5.378 334 339 346 rVB2 11185 21633 1.41% 0.295%
16 5.461 346 353 355 rVwv3 8959 17268 1.13% 0.236%
17 5.496 355 359 368 rVB2 23514 43307 2.82% ©.591%
18 5.637 374 383 395 rVB 239592 434947 28.35%  5.940%
19 5.755 395 403 412 rBV4 7871 21760 1.42% 0.297%
20 5.866 413 422 428 rVB2 13276 26269 1.71% 0.359%
21 5.937 428 434 442 rBV3 22543 51845 3.38% 0.708%
22 6.019 442 448 453 rVWJ2 27876 55423 3.61% 0.757%
23 6.084 455 459 466 rVB2 15896 29498 1.92% 0.403%
24  6.160 466 472 478 rBV3 10994 19584 1.28% 0.267%
25 6.336 495 502 510 rBV5 25962 70200 4.58% ©.959%
26 6.571 533 542 546 rBV7 20029 58823 3.83% 0.803%
27 6.618 546 550 555 rVB 31971 47780  3.11% 0.652%
28 6.700 555 564 568 rBV4 28893 74243 4.84% 1.014%
29 6.883 590 595 6600 rvv3 9342 16051 1.05% 0.219%
30 7.229 645 654 666 rVB 256528 509055 33.18% 6.952%
31 7.453 688 692 696 rvv3 8716 15974 1.04% 0.218%
32 7.517 696 703 706 rVvV5 8774 21512 1.40% 0.294%
33 7.552 706 709 717 rW5 11761 28096 1.83% 0.384%
34  7.623 717 721 732 rVB6 9397 24398 1.59% 0.333%
35 8.064 789 796 803 rVB 65150 116629 7.60% 1.593%
36 9.221 987 993 1008 rvVB 151504 297553 19.39% 4.063%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BGO54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 10.872 1265 1274 1282 rBV 82481 157172 10.24%  2.146%
38 13.316 1682 1690 1704 rBB 482858 790077 51.49% 10.790%
39 14.691 1917 1924 1932 rVB 150039 242294 15.79%  3.309%
40 16.178 2170 2177 2187 rBV2 445593 725336 47.27%  9.905%

41 17.435 2384 2391 2401 rBV 222002 337450 21.99% 4.608%

42 18.316 2537 2541 2552 rBV3 15716 26149 1.70% 0.357%
43 20.044 2828 2835 2841 rVB 1108274 1534301 100.00% 20.953%
44 21.342 3051 3056 3069 rBV 56009 92411 6.02% 1.262%

45 21.706 3111 3118 3125 rBV2 255944 436338 28.44% 5.959%
46 22.523 3255 3257 3270 rVB2 13107 28258 1.84% ©0.386%
47 24.961 3661 3672 3686 rVB2 149356 442872 28.86% 6.048%

Sum of corrected areas: 7322625
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054176.D\data.ms
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200000 9221
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Abundance TIC: BG054176.D\data.ms
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Abundance TIC: BG054176.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25

Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Octane, 3-methyl-6-methylene- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
3.910 4.45 ng 25948 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl-6-methylene- 140 C1oH20 074630-07-2 64
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 64
3 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 50
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 40
5 Isopropylcyclobutane 98 C7H14 000872-56-0 40
Abundance  Scan 89 (3.910 min): BG054176.D\data.ms (-81) (-) m/z 70.10 100.00%
70.1
55.1
5000 [\
301 ‘M‘A‘(W\/,
‘ ‘ 97.1 3.60 3.80 4.00 4.20
obrrrrrrrerrrrilbere bbb mjz 55.10 81.57%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20725: Octane, 3-methyl-6-methylene-
70.0
\ o
5000 \\‘\\\\‘\\\\/‘\\\\\‘\\\\’
3.60 3.80 4.00 4.20
29.0 m/z 41.10  35.43%
0 M“ \‘ L o5 1110 1400
H\‘HH‘HH‘HH‘HH‘HHHH‘\\\\’\\\\‘\\H‘HH‘HH‘HH‘HH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
55.0 70.0
39.0
3.60 3.80 4.00 4.20
5000 m/z 69.10 28.90%
Obrrrpreta e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 ﬂ M
Abundance #3761: Butane, 2-cyclopropyl- A BRERAREEEE RS S SR
70.0 3.60 3.80 4.00 4.20
55.0
m/z 39.10 22.07%
5000
39.0
O v e e ﬁm(
m/z--> 20 30 40 50 60 70 80 90 100110120130140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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, 1,3-dimethyl-,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.462 4.74 ng 27666  1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 72
2 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 72
3 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 64
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 50
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 50

Abundance Scan 183 (4.462 min): BG054176.D\data.ms (-179) (-) m/z 97.10 100.00%

97.1
55.1

5000 j\ /\
n I\

i 4.20 4.40 4.60 4.80
el e b m/z 55.10  79.41%

0
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 /\\/\\A\’\\‘/\\W\\H’\H\‘\\H‘\H\

4.20 4.40 4.60 4.80
m/z 41.10 29.63%

L m |
\H\‘HH‘\\H‘HH‘\H\‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance
97.0
55.0 vm

4.20 4.40 4.60 4.80
5000 m/z 112.10  28.54%

27.0

o

L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #318197: Sulfurous acid, cyclohexylmethyl octadecyl este T e
97.0 4.20 4.40 4.60 4.80

m/z 56.05 17.85%

5000
55.0

20l || 1s01sso0 s 1 |L ] g

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cycloheptane, methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.556 6.84 ng 39887 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 74
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 52
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 46
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 45
5 1,2-Cyclohexanedione 112 C6H802 000765-87-7 43
Abundance Scan 199 (4.556 min): BG054176.D\data.ms (-195) (-) m/z 55.10 100.00%
55.1
97.1
41.1 69.1

My Jv

| | 112.1 4.20 4.40 4.60 4.80
el b e m/z 97.10 76.02%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7566: Cycloheptane, methyl-
55.0
97.0
41.0 ,
5000 R N A RE RS AR RN
69.0 83.0 4.20 4.40 4.60 4.80

m/z 41.10 62.88%

w T
‘H\‘H‘\HJL"HiH“M”H\‘Hwﬁ“wlk‘\Hklw‘leH‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 97.0 /»\/\\M

4.20 4.40 4.60 4.80

o

5000 41.0 ITI/Z 69.10 57.75%
112.0
270 69.0
0 14.0 830
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\,\(\//\ M[\/
Abundance #7655: Cyclopentane, 1,1,3-trimethyl- Mw““w“‘w“‘w“‘w
55,0 4.20 4.40 4.60 4.80
410 m/z 56.10 50.17%
69.0
830 97.0
5000
27.0
112.0
ol i0 L uuﬂluuph‘wuu‘uwh‘w‘ mﬁmoﬂw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On 30 Jun 2022 19:25

Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 4 Cyclohexane, 1,2-dimethyl-, Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.709 7.96 ng 46405 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 86

2 Cyclohexane, 002207-03-6 80
000583-57-3 80
000638-04-0 74

3 Cyclohexane,
4 Cyclohexane,

,2-di

,3-dimethyl-, trans- 112 C8H16
,2-dimethyl- (cis/... 112 C8H16
3-dimethyl-, cis- 112 C8H16
4-di

5 Cyclohexane, 1, imethyl-, cis- 112 C8H16 000624-29-3 72
Abundance Scan 225 (4.709 min): BG054176.D\data.ms (-221) (-) m/z 97.05 100.00%
97.0
55.1
5000 411 )\ A
112.1 LA
701 830 LN L L L L L L L
‘ ‘ ‘ ‘ ‘ ‘ 4.40 4.60 4.80 5.00
o‘w‘H‘,"H‘mmm‘,M‘“"Hum"H‘,w_ww,w_ m/z 55.10  83.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
4.40 4.60 4.80 5.00
880 83.0 112.0 m/z 41.18  39.97%
27.0 ‘ ‘ ‘
O\\‘\\\\’\\\\‘\\\\‘\‘\\\’\H\‘\‘\\\‘!‘\\\\’\M\\‘\\\l‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 97.0 A\
P
4.40 4.60 4.80 5.00
5000 ITI/Z 112.10 28.86%
41.0 112.0
69.0
27.0 83.0
NN A A Rarh | - -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 ﬂ/
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans) “‘H‘m,u“‘u“W“‘
55.0 97.0 4.40 4.60 4.80 5.00
m/z 39.10 19.08%
41.0
5000
27.0 69.0 112.0
N Y i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.797 4.20 ng 24476  1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 90
Abundance Scan 240 (4.797 min): BG054176.D\data.ms (-233) (-) m/z 55.10 100.00%
55.1 97.1
5000 41.1 W\
69.1 1121 S AL N e PN T
‘ ‘ M ‘ 4.40 4.60 4.80 5.00 5.20
0 H‘H",‘H‘_mJH",‘H_HM‘H",“luw“‘_m,m‘_ m/z 97.10  85.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 ]\/\Am \/\\‘\/\\/
112.0 4.40 4.60 4.80 5.00 5.20
270 69.0 m/z 41.10  49.26%
‘ ‘ ‘ 83.0
O\\‘]-\\\\’\\\\‘\H\‘\‘\\\"\‘\\‘\‘\Hul\\\\"\H\\‘\\!1‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0
97.0
R AREEESS SRS
4.40 4.60 4.80 5.00 5.20
5000 41.0 m/Z 39.10 33.00%
27.0 69.0 112.0
83.0
0 14.0
R e e R mam
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 M (J\ M
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis- b LA A
55.0 97.0 4.40 4.60 4.80 5.00 5.20
m/z 43.05 30.52%
5000 41.0
270 112.0
T 0 i
0 ‘w"","H_Hw“‘H,M"H‘HHH,“!‘“HHW‘,HW A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptane, 2,6-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.997 10.56 ng 61557 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Octane, 2-methyl- 128 C9H20 003221-61-2 78
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 64
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59

Abundance Scan 274 (4.997 min): BG054176.D\data.ms (-265) (-) 43.10 100.00%

43.1
5000 71.1

1131 T T T T T T T T T T
u“ Il “

4.60 4.80 5.00 5.20 5.40

o

wu\wu\wu\wu\wu\wu\wu\wu\wu\wu\wu\wu\wu\\ m/z 57.05 66.70%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
5000 r/\\‘uf\\\/‘L/\\,\\H’HH‘M\\

71.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 50.33%

Ll ‘ 1130
I
\‘HH \H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
430 710

4.60 4.80 5.00 5.20 5.40

o

5000 ITI z 71.10 42.09%
113.0
(o HRSEIN O YA N SN U UM SU
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #157266: 1-lodo-2-methylnonane
43.0 4.60 4.80 5.00 5.20 5.40

m/z 42.10  33.27%

5000 1.0
127.0
0 \‘\ h 99.0 ~777  169.0 211.0 268.(
““““““‘ _m‘

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260

4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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, 3,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.091 5.80 ng 33833 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 78
2 Octane, 3-methyl- 128 C9H20 002216-33-3 59
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 45
5 Heptane, 2-bromo- 178 C7H15Br 001974-04-5 42
Abundance Scan 290 (5.091 min): BG054176.D\data.ms (-285) (-) m/z 57.10 100.00%
57.1
5000 /\
NS
211 99.0 e R RRm AR ST
‘ ‘ ‘ 4.80 5.00 5.20 5.40
bbbt e m/z 410100 32.16%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14558: Heptane, 3,5-dimethyl-
57.0

5000 ALY AL L S SR
29.0 430 4.80 5.00 5.20 5.40

m/z 43.10  28.98%

71.0 99.0
‘ || 850 | 11301280
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0

4.80 5.00 5.20 5.40

o

5000 ITI z 56.10 18.70%
43.0
29.0
0 71.0 980 11501280
L e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\/\ /\/\
Abundance #14559: Heptane, 2,5-dimethyl- - ‘W, e
57.0 4.80 5.00 5.20 5.40

m/z 71.10 14.10%

5000 41.0
71.0 99.0
27.0
] | 850 | 11301280
el el 920 L 1180 2250

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40

o

8270-BGO61322.M Fri Jul 01 19:35:38 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25

Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.261 23.14 ng 134957 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 003073-66-3 90
2 Cyclohexane, 007667-60-9 78

1,

1, rimethyl-, (... 126 C9H18

3 Cyclohexane, 1, 001795-26-2 72
1,
(1

tr

tr

-trimethyl-, (... 126 C9H18

-trimethyl- 126 C9H18

-methylpropyl) - 168 C12H24

1,3-
2,4-
3,5-
4 Cyclohexane, 3,5- 001839-63-0 64
5 Cyclooctane, 016538-89-9 53

Abundance Scan 319 (5.261 min): BG054176.D\data. ms(313)() m/z 111.10 100.00%
69.0 111
55.1
5000 41.0
83.0 A B -
5.00 5.20 5.40 5.60
O . S o
Obrreprerrprrrrprretfhee i el rspdh e e o e | m/z 69.85  87.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 41-0 \\\\66\\‘26\\[6\\‘66\\
83.0 5 5.205.40 5 ;
m/z 55.10 55.84%
270
0 w\ i 970 1260
H\’\H\‘\H\‘HH‘\\H‘HH‘HH’\H\‘HH‘HH‘\\H‘HH’HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0 /\uM
55.0 ““
41.0 5.00 5.20 5.40 5.60
5000 m/z 41.05 43.85%
27.0
126.0
84.0
(VARNE. SIS NP 1 M SSUEN SS E M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. “H“‘H“‘H““%}W/
69.0 5.00 5.20 5.40 5.60
111.0 m/z 56.10 25.62%
55.0
126.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60

8270-BGO61322.M Fri Jul 01 19:35:42 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25

Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5.9  7.43ng 43307 1,4-Dichlorobenzene-d4  8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 comis 001839-63-0 87

001795-26-2 80
001795-27-3 80
007667-60-9 80

2 Cyclohexane,

1,3

1,3, rimethyl-, (... 126 C9H18
3 Cyclohexane, 1,3,

1,2,

1,1,

5-t
5-tr
5-trimethyl-, (... 126 C9H18
4-tr
3-tr

4 Cyclohexane, rimethyl-, (... 126 C9H18

5 Cyclohexane, 1, rimethyl- 126 C9H18 003073-66-3 72
Abundance Scan 359 (5.496 min): BG054176.D\data. ms(355)() m/z 111.10 100.00%
69.0 111.
55.0
5000
41.1
126.1 AN AT RN SR AV
“ “ i 83.1 97‘1 | 5.20 5.40 5.60 5.80
OFrrrprrrrprrrr e b e e m/z 69.85 89.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
55.0 ]\
5000 V\{\\/\\‘A\\\\[\\\\‘\\\\‘M
5.20 5.40 5.60 5.80
410 126.0 m/z 55.05 55.56%
\ 83.0 97,0
O\H’\H\‘\H‘\“HH‘UH\‘H\‘\‘\H‘\"H\\‘\}H‘HH‘\\H‘l\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0 ]\/\/
55.0 “‘/\M
41.0 5.20 5.40 5.60 5.80
5000 ITI/Z 41.10 29.42%
21.0 126.0
0 13.0 83.0 97.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /d\
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. ‘H“‘H““A%W/M“‘
69.0 111.0 5.20 5.40 5.60 5.80
55.0 m/z 56.10 21.38%
5000 41.0
27.0 126.0
sl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80

8270-BGO61322.M Fri Jul 01 19:35:48 2022
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
BGO54176.D

: 30 Jun 2022 19:25

: CG/JU

: N3450-01

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 10 Cyclohexane, 1,2,4-trimethyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
5.866 4.50 ng 26269 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
2 3-Nonene, (E)- 126 C9H18 020063-92-7 76
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 72
4 cis-2-Nonene 126 C9H18 006434-77-1 55
5 3-Nonene 126 C9H18 020063-77-8 50
Abundance Scan 422 (5.866 min): BG054176.D\data.ms (-413) (-) m/z 55.10 100.00%
55.1 69.0 111.1
41.1
5000
84.0 126.1
| ‘ ‘ 5.60 5.80 6.00 6.20
O b e e b M/ 69.00 99.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0
41.0
5000
27.0 126.0 5.60 5.80 6.00 6.20
84.0 m/z 111.10 88.11%
O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
41.0 55.0
5.60 5.80 6.00 6.20
5000 69.0 m/z 41.10  68.42%
126.0
2io 83.0 97.0
Ot rrprrrr e Al il et prrere e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13253: Cyclohexane, 1,1,2-trimethyl- H“‘H““H“‘H?m‘u
410 69.0 5.60 5.80 6.00 6.20
’ m/z 56.10 66.46%
55.0
5000 111.0
83.0 126.0
SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20

8270-BGO61322.M Fri Jul 01 19:35:58 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 3-Undecene, 5-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.937 8.89 ng 51845 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Undecene, 5-methyl- 168 C12H24 1000061-84-1 50
2 2,3-Dimethyl-3-heptene 126 C9H18 1000113-49-3 47
3 Cyclopentane, 1-methyl-2-propyl- 126 CO9H18 003728-57-2 46
4 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 43
5 2-Nonene, (E)- 126 C9H18 006434-78-2 38

Abundance Scan 434 (5.937 min): BG054176.D\data.ms (-428) (-) m/z 55.10 100.00%

55.1
83.1
5000 125.1
5.60 5.80 6.00 6.20

0 e Wz 83.10  74.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43514: 3-Undecene, 5-methyl-
55.0
83.0
5000 LB L L B B R R

5.60 5.80 6.00 6.20

29.0 m/z 69.10 72.66%
b e e
\\\‘\\\\‘\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance
55.0
83.0 5.60 5.80 6.00 6.20
5000 m/z 41.10 69.54%
126.0
27.0
ok sl lle il e
m/z--> 20 40 60 80 100 120 140 160
Abundance #13272: Cyclopentane, 1-methyl-2-propyl- e ‘?m‘ T
55.0 5.60 5.80 6.00 6.20
m/z 56.10 53.58%
83.0
5000
27.0 ‘ ;J 126.0
om_Um 030
m/z--> 60 80 100 120 140 160 5.60 5.80 6.00 6.20

8270-BGO61322.M Fri Jul 01 19:35:59 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 1-Ethyl-4-methylcyclohexane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.019 9.50 ng 55423 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 90
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 87
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 86
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 78
Abundance Scan 448 (6.019 min): BG054176. D\data ms (-442) (-) m/z 97.10 100.00%
55.1 1.1
5000
41.1 691 ‘\\\\‘V\\\‘\\\\‘\\\\‘\\
126.1

| “ 1111 5.60 5.80 6.00 6.20 6.40
owHwWmu‘uu‘hmuuwWm,uH_wum,”uw” m/z 55.10  95.11%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13239: 1-Ethyl-4-methylcyclohexane

55.0 97.0
5000
5.60 5.80 6.00 6.20 6.40
41.0 69.0 126.0 m/z 41.10  29.99%
27.0 ‘ ‘
O H‘HH‘H\H‘HH“HH\‘\w!\‘\\\‘\‘H\ﬁ\H()\’HM‘H]\-\].‘]\-\(\)\’H!\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance
55.0 97.0 M A
T

[T T [T T[T T T

5.60 5.80 6.00 6.20 6.40

5000 41.0 ITI/Z 69.10 24.87%
27.0
69.0 126.0
0 83.0 111.0
R R E T L e e B e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 Nj\& /x\

Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) L R SR LUSE S

55.0 97.0 5.60 5.80 6.00 6.20 6.40

m/z 56.05 18.71%

5000

41.0 69.0 126.0
270 | om0 | mwo
ol gl 8380 111.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20 6.40

o

8270-BGO61322.M Fri Jul 01 19:36:00 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.084 5.06 ng 29498 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
2 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 53
3 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 50
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 42
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 40

Abundance Scan 459 (6.084 min): BG054176.D\data.ms (-455) (-) m/z 97.10 100.00%

97.1
55.1
5000 k
AR SRS R
‘ 126.1 5.80 6.00 6.20 6.40
Ot b w/z 55.10  84.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13283: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0 /\/\/\
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
5.80 6.00 6.20 6.40
290 126.0 m/z 96.10 30.77%
T
O\\\‘\\\\\\\\‘\\\"\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
97.0
55'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
5.80 6.00 6.20 6.40
5000 m/z 41.10 15.67%
o 270 77.0 1190 1480 176.0
R M R R
m/iz--> 20 40 60 80 100 120 140 160 180 M A
Abundance #91620: Oxalic acid, cyclohexylmethyl ethyl ester ‘H“‘H“‘H“‘H“‘u
55.0 5.80 6.00 6.20 6.40
97.0 m/z 81.10 11.81%
5000
29.0 & ‘
141.0
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40

8270-BGO61322.M Fri Jul 01 19:36:01 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25

Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 14 Cyclohexane, 1-ethyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.336 12.04 ng 70200 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64

2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 62
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 59
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 59
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 58
Abundance Scan 502 (6.336 min): BG054176. D\data ms (-495) (-) m/z 55.10 100.00%
55.1 7.1
41.1
5000 69.1
51 S RRRAR AL LEEIEE
\‘\ \H | 11102 “ 6.00 6.20 6.40 6.60
0t e e m/z 97.18 92.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 m\\‘\\\\‘\\\\’\\v\‘v\\\’
112.0 6.00 6.20 6.40 6.60
27.0 ‘ 69.0 m/z 41.10  54.45%
0 I ‘\ N

S wo
I il
\\‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0 97.0

6.00 6.20 6.40 6.60

5000 ITI/Z 57.10 43.04%
41.0 69.0
126.0
. 27.0 83.0 111.0
AR R ARAR R RR IR RN R R R R R o R R R R i R ER RN AR CRTRe
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #7615: Cyclohexane, 1,4-dimethyl- A Y
55.0 6.00 6.20 6.40 6.60
97.0 m/z 69.10  40.46%
5000 41.0
27.0 69.0 112.0
I
0 H_‘H,Hﬂ‘H‘wﬁ‘wﬂuw‘HHLH‘mHH_‘H‘HH‘H‘WH‘W‘H e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60

8270-BGO61322.M Fri Jul 01 19:36:02 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25

Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 15 1H-Indene, octahydro-, cis- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.571 10.09 ng 58823 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 50
2 Cyclohexene 82 C6H10 000110-83-8 49
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 46
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 45
5 1-Tetradecyne 194 C14H26 000765-10-6 43
Abundance Scan 542 (6.571 min): BG054176.D\data.ms (-533) (-) m/z 67.10 100.00%
671 g21
5000
41.1
96.1
‘ ‘ ‘ 124.1 6.20 6.40 6.60 6.80
Obrprrrrprereprrrbeedib b Ll m/z 82.10 84.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
67.0
96.0
5000 410 A/\\‘uuﬁuu‘uu,\f\u‘\ﬁ
: 6.20 6.40 6.60 6.80
124.0 ITI/Z 81.10 73.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
67.0
6.20 6.40 6.60 6.80
5000 41.0 82.0 m/z 41.10  33.75%
27.0
Ottt i sl ettt M e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 NA
Abundance #12214: Pentalene, octahydro-2-methyl- \meu‘\\u‘\\u’\\u‘\
81.0 6.20 6.40 6.60 6.80
67.0 m/z 39.10 33.43%
41.0
124.0
o“‘LOO Wﬁm,mmm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Decane, 2,6,7-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.618 8.19 ng 47780  1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 83
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 72
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
Abundance Scan 550 (6.618 min): BG054176.D\data.ms (-546) (-) m/z 57.10 100.00%
57.1
5000 211 M
“H‘_‘H“H‘W‘H“

| ‘ 85.1 1131 6.20 6.40 6.60 6.80 7.00

Ol e e L w4310 59.73%

m/z--> 20 40 60 80 100 120 140
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0

5000 DL B LR B R
6.20 6.40 6.60 6.80 7.00
410 m/z 71.18  54.96%
85.0 112.0
miz--> 20 40 60 80 100 120 140
Abundance
57.0
M\AW,WW
6 20 6.40 6.60 6.80 7.00
5000 m/z 41.10 38.13%
41.0
113.0
0 25.0 85.0 142.0
—
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- ““W““‘H“,H““
57.0 6.20 6.40 6.60 6.80 7.00

m/z 56.10  34.20%

) | AWJM\
113.0
0 15.0 ‘\ ‘\ ‘ F— ] l 8?0 \‘ 142.0 /\/\AN\

\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\V\‘\\\\’\\\\‘\\

m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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, 2-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.700 12.73 ng 74243  1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 64
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 59
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 47
5 n-Heptadecylcyclohexane 322 C23H46 019781-73-8 43
Abundance Scan 564 (6.700 min): BG054176.D\data.ms (-555) (-) m/z 55.10 100.00%
55.1 83.1
5000 41.1
R RREE A
| H 6% or.0 1261 6.40 6.60 6.80 7.00
oHwHwW‘Um‘uu"W;mu“l”_u!!wu_uu,ww m/z 83.10 92.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12178: Cyclohexane, 2-propenyl-
55.0 83.0
41.0
5000
6.40 6.60 6.80 7.00
27.0 m/z 82.10 55.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0
83.0
S I A W
6.40 6.60 6.80 7.00
5000 41.0 m/z 41.10  48.22%
27.0 69.0 126.0
) SRS R 1 - /1 B 1 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl- ‘m‘u“‘u“‘u“‘u,“‘
55.0 83.0 6.40 6.60 6.80 7.00
m/z 67.00 24.06%
5000 41.0
27.0 69.0 126.0
o\\\uwfwg”’mo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.552 4.82 ng 28096 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 50
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 45
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 42
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 42
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 42
Abundance Scan 709 (7.552 min): BG054176.D\data.ms (-706) (-) m/z 97.10 100.00%
97.1
55.1
5000 /J\ /\/\
40.0 ‘ ‘ ‘ ‘ 140.1 7.20 7.40 7.60 7.80
ool T wmyz ss.ie se.42%
miz-> 20 40 60 80 100 120 140
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
5000 L L B LI L LI LR B
7.20 7.40 7.60 7.80
m/z 69.10 22.68%
29.0 ‘ 7?.0 140.0
O \\\‘\‘\‘\ T “‘\ T \ !“ \‘}‘\ T “H T !“ T T \J‘-z\s\.o\ T }.\\
miz-> 20 60 80 100 120 140
Abundance
97.0
55.0
O RRERREEOE T e
7.20 7.40 7.60 7.80
5000 m/z 53.10 19.46%
126.0
39.0 81.0
0 14.0
I B a2 e e .
miz--> 20 40 60 80 100 120 140
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- ‘ ““WmﬁMMMﬂ“ﬂ‘ﬁ‘w/
55.0 97.0 7.20 7.40 7.60 7.80

m/z 81.00 15.83%

m/z--> 20 40 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Oxalic acid, cyclohexylmeth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.623 4.18 ng 24398 1,4-Dichlorobenzene-d4 8.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 64
2 2-Aziridinone, 1-tert-butyl-3-(1... 223 C14H25NO 026944-18-3 59
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 59
4 Cyclohexane, 1-methyl-3-(1-methy... 140 C10H20 016580-24-8 53
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 53

Abundance Scan 721 (7.623 min): BG054176.D\data.ms (-717) (-) m/z 97.05 100.00%

97.0
5000 8.1 /jb\ /\/\
AU,
h ‘ ‘ ‘ 140.1 7.40 7.60 7.80 8.00
ob el Al AL s m/z 55.10 50.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #160709: Oxalic acid, cyclohexylmethyl isohexyl ester
55.0 97.0

5000 L A
7.40 7.60 7.80 8.00

m/z 96.10  31.83%

\' ‘u h h H‘ il 141.0 227.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
55.0 ﬁ A

7.40 7.60 7.80 8.00

o

5000 97.0 m/z 41.10  23.40%
. 126.0 180.0 293.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20739: Cyclohexane, 1-methyl-3-propyl- R
550 o4 7.40 7.60 7.80 8.00

m/z 71.10 20.48%

5000
29.0 ‘ | 140.0
0 H ‘ \‘ \‘\ Ll h ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptafluorobutyric acid, n-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.342 4.24 ng 92411  Chrysene-d12 21.706
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
5 1-Hexacosene 364 C26H52 018835-33-1 95
Abundance Scan 3056 (21.342 min): BG054176.D\data.ms (-3051) (- | m/z 43.10 100.00%
43.1
7.1
5000
2100 2150
‘ H‘ | ‘ ‘ 2511 354.9 1 13
ol AL 1 w e M/Z 57.85  95.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 — e
21.00 21.50
1690 m/z 55.10  90.46%
0\\“\‘\““\‘\\"“““‘\\\\’\\2\4\]_‘0\\\\‘\\\\‘\\3\9\2‘.(?\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— —
21.00 21.50
m/z 69.10 86.49%
5000 1110 /
169.0
0 212.0255.0 406.(
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane “ —
57.0 21.00 21.50
m/z 83.10  84.45%
) I %L
bbb ULy 1990, 2000 5200 e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BGO54176.D

Acqg On : 30 Jun 2022 19:25
Operator : CG/JU

Sample : N3450-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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|
Octane, 3-methy... 3.910 4.5 ng 25948 1 8.064 116629 20.0
Cyclohexane, 1,... 4.462 4.7 ng 27666 1 8.064 116629 20.0
Cycloheptane, m... 4.556 6.8 ng 39887 1 8.064 116629 20.0
Cyclohexane, 1,... 4.709 8.0 ng 46405 1 8.064 116629 20.0
Cyclohexane, 1,... 4.797 4.2 ng 24476 1 8.064 116629 20.0
Heptane, 2,6-di... 4,997 10.6 ng 61557 1 8.064 116629 20.0
Heptane, 3,5-di... 5.091 5.8 ng 33833 1 8.064 116629 20.0
Cyclohexane, 1,... 5.261 23.1 ng 134957 1 8.064 116629 20.0
Cyclohexane, 1,... 5.496 7.4 ng 43307 1 8.064 116629 20.0
Cyclohexane, 1,... 5.866 4.5 ng 26269 1 8.064 116629 20.0
3-Undecene, 5-m... 5.937 8.9 ng 51845 1 8.064 116629 20.0
1-Ethyl-4-methy... 6.019 9.5 ng 55423 1 8.064 116629 20.0
Cyclohexane, 1-... 6.084 5.1 ng 29498 1 8.064 116629 20.0
Cyclohexane, 1-... 6.336 12.0 ng 70200 1 8.064 116629 20.0
1H-Indene, octa... 6.571 10.1 ng 58823 1 8.064 116629 20.0
Decane, 2,6,7-t... 6.618 8.2 ng 47780 1 8.064 116629 20.0
Cyclohexane, 2-... 6.700 12.7 ng 74243 1 8.064 116629 20.0
Cyclohexane, 1-... 7.552 4.8 ng 28096 1 8.064 116629 20.0
Oxalic acid, cy... 7.623 4.2 ng 24398 1 8.064 116629 20.0
Heptafluorobuty.. 21.342 4.2 ng 92411 5 21.706 436338 20.0
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