LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58531.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.152 8 11 29 rVB4 39247 87627 3.50% 0.492%
2 3.470 59 65 67 rBv2 69351 106688 4.27% 0.599%
3 3.499 67 70 82 rVWW2 173000 314056 12.56% 1.764%
4 3,593 82 86 91 rVv3 24138 47504 1.90% 0.267%
5 3.652 92 96 104 rVWV 64285 104464 4.18% 0.587%
6 3.740 106 111 123 rVV2 82271 133798 5.35% 0.752%
7 3.834 123 127 129 rW 22329 30291 1.21% 0.170%
8 3.887 129 136 145 rVW3 176358 353706 14.14%  1.987%
9 3.987 145 153 163 rVB2 112432 238449 9.53% 1.340%
10 4.163 177 183 187 rBV2 159326 264716 10.58% 1.487%
11  4.204 187 190 196 rW 68001 104056 4.16% 0©.585%
12 4.263 196 200 203 rVvV 27236 42387 1.69% 0.238%
13 4.304 203 207 217 rVB2 86673 166321 6.65% 0.934%
14 4.410 222 225 228 rVW2 25496 36422 1.46% 0.205%
15 4.451 228 232 240 rVB 92717 145147 5.80% 0.815%
16 4.533 241 246 251 rBV3 40507 63898 2.55% ©.359%
17 4.633 259 263 272 rVB4 21905 46189 1.85% ©0.259%
18 4.739 272 281 287 rBV 89977 146408 5.85% 0.822%
19 4.833 293 297 301 rBV 33772 51651 2.06% 0.290%
20 4.874 301 304 306 rBV2 20620 26130 1.04% 0.147%
21  4.944 312 316 321 rVB 109091 156453 6.25% ©0.879%
22 4.997 321 325 331 rBV2 126978 205185 8.20% 1.153%
23 5.121 340 346 349 rBV3 24930 46081 1.84% 0.259%
24 5.162 349 353 357 rVB 37252 49497 1.98% 0.278%
25 5.244 362 367 371 rBV3 65982 125532 5.02% 0.705%
26 5.385 383 391 403 rVB 848499 1372039 54.85% 7.708%
27 5.503 405 411 419 rVB3 19825 55153 2.20% 0.310%
28 5.608 421 429 435 rBV3 28363 49610 1.98% 0.279%
29 5.679 435 441 449 rBv4 41892 96344 3.85% 0.541%
30 5.761 449 455 459 rVW3 50582 88143 3.52% 0.495%
31 5.826 462 466 474 rVV3 29747 66486 2.66% 0.374%
32 5.896 474 478 484 rVB3 19348 30711 1.23% 0.173%
33 6.078 501 509 517 rBV4 42859 101696 4.07% 0.571%
34 6.184 523 527 540 rVvB7 12321 35550 1.42% 0.200%
35 6.313 540 549 553 rBV5 38458 91913 3.67% 0.516%
36 6.360 553 557 562 rW 43578 65498 2.62% 0.368%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.443 562 571 574 rW3 57326 113950 4.56% 0.640%
38 6.472 574 576 583 rVWV 49728 64024 2.56% 0.360%
39 6.707 613 616 623 rVB5 15771 29549 1.18% 0.166%
40 6.795 623 631 636 rVWV3 38174 62823 2.51% ©.353%
41 6.983 653 663 675 rBV 766088 1387982 55.49% 7.797%
42 7.400 730 734 742 rVB 17138 31119 1.24% 0.175%
43 7.812 794 804 811 rBV 176630 314292 12.57% 1.766%
44  8.975 995 1002 1011 rBV 442862 803931 32.14% 4.516%
45 10.614 1270 1281 1294 rBV 248235 453221 18.12%  2.546%
46 13.082 1694 1701 1716 rBV 1034952 1646650 65.83% 9.251%
47 13.352 1740 1747 1766 rVB 135839 243834  9.75% 1.370%
48 14.463 1929 1936 1944 rBV 391752 612931 24.50%  3.443%
49 15.949 2182 2189 2209 rBV 937445 1500251 59.98% 8.428%
50 17.206 2396 2403 2415 rBV 488143 732152 29.27% 4.113%
51 17.324 2419 2423 2429 rVB2 18243 25443 1.02% 0.143%
52 18.094 2549 2554 2565 rBv2 63860 123389 4.93% 0.693%
53 19.040 2712 2715 2723 rVB2 47270 54485 2.18% 0.306%
54 19.827 2843 2849 2859 rBV 1886416 2501329 100.00% 14.052%
55 20.620 2980 2984 2987 rBV 23895 26943 1.08% 0.151%
56 21.443 3118 3124 3137 rVB2 481175 774293 30.96% 4.350%
57 21.619 3151 3154 3160 rVB2 20252 30338 1.21% 0.170%
58 22.201 3248 3253 3258 rBV2 19920 29571 1.18% 0.166%
59 22.841 3355 3362 3376 rBvV3 53960 134746 5.39% 0.757%
60 23.611 3488 3493 3499 rVB2 23125 47350 1.89% 0.266%

61 24.510 3636 3646 3661 rBV 318945 910252 36.39% 5.114%

Sum of corrected areas: 17800647
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG058531.D\data.ms
1500000
1000000
5.385
6.983
500000 8.975
10.614
7.812 0.6
O\\‘\\‘\\\‘\\\\‘\\\-‘\\\\‘\\\\‘\\.Q\?‘\\7\.4\.(‘)0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058531.D\data.ms
19.827
1500000
B8.082
1000000 15.949
17.206 21.443
500000 14.463
13.352
177.324 18-/894 19.040 1.619 22.201
O L e o A e B B A
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058531.D\data.ms
1500000
1000000
500000
24.510
841 23611
O \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\f

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51

Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
3.470 6.79 ng 106688 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 64
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 64
3 Cyclopentanone, 2,3-dimethyl- 112 C7H120 1000151-06-7 53
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 49
5 1-Heptene 98 C7H14 000592-76-7 47
Abundance  Scan 65 (3.470 min): BG058531.D\data.ms (-59) (-) m/z 55.00 100.00%
55.0
41.0
69.0
5000 83.0 97.0
EEEmaEEEEE R S
1121 3.20 3.40 3.60 3.80
0 H‘_H‘_H‘_H‘_H‘_Hqu1_HW_H‘_M\_HH_H‘_H‘_ m/z 57.00  84.34%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7655: Cyclopentane, 1,1,3-trimethyl-
55.0
41.0
69.0
83.0 97.0
5000 B LA DL B
27.0 3.20 3.40 3.60 3.80
m/z 56.00 80.71%

o

112.0
130 \‘H\‘!!\H\‘\1\\‘\\\\‘\\\\‘1\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3803: Cyclopentane, 1,1-dimethyl-

56.0

P T T T T
410 3.20 3.40 3.60 3.80

83.0
5000 ITI/Z 40.95 62.92%
27.0
IR

e NSt .

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7448: Cyclopentanone, 2,3-dimethyl- S ERRREa TS

410 56.0 3.20 3.40 3.60 3.80

' m/z 69.00 51.09%

m/z-->

0 10 20 30 40 50 60 70 80 90 100110120
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5000 83.0 112.0
B 070 k
0 ‘ Al ‘ M“\ \‘ ‘ ‘ | ‘

3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.499 19.98 ng 314056 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 93
2 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 70
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 62
4 1H-Pyrazole, 4,5-dihydro-4,5-dim... 98 C5H1@N2 028019-94-5 59
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 58
Abundance  Scan 70 (3.499 min): BG058531.D\data.ms (-67) (-) m/z 83.00 100.00%

55.0 83.0
5000 41.0
98.0

M | 7(‘)‘0 I 3.20 3.40 3.60 380
1 l

‘w“H"H“H“_“w“u“w“w“_“w“w“w‘ m/z 55.00 88.71%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3751: Cyclohexane, methyl
55.0 83.0
410 A

5000 98.0 R
3.20 3.40 3.60 3.80

27.0 70.0 m/z 41.00  44.92%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3815: 2-Pentene, 4,4-dimethyl-, (E)-
83.0
55.0

3.20 3.40 3.60 3.80

o

o

5000 ITI/Z 98.00 35.40%
41.0
98.0
27.0 ‘ 69.0
0",H“_‘Jﬁ"H;JH‘ymﬁ‘_‘ﬂﬁ“u“k“u‘uw“
miz--> 10 20 30 40 50 60 70 80 90 100 N
Abundance #3808: 2-Pentene, 3,4-dimethyl-, (2)- LA N R L
55.0 83.0 3.20 3.40 3.60 3.80

m/z 42.00  23.36%

5000 41.0
98.0
TSN T || N Y

m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octane, 3-methyl-6-methylene- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
3.652 6.65 ng 104464 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl-6-methylene- 140 C1oH20 074630-07-2 83
2 Nonane, 3-methylene- 140 C10H20 051655-64-2 78
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 72
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 72
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 72
Abundance  Scan 96 (3.652 min): BG058531.D\data.ms (-92) (-) m/z 70.00 100.00%
70.0
55.0
5000
39 340 3.60 3.80 4.00
P 7o doatoama
o e m/z 55.00 82.67%
miz-> 20 40 60 80 100 120 140
Abundance #20725: Octane, 3-methyl-6-methylene-
70.0
55.0
5000 U L UL B R
3.40 3.60 3.80 4.00
29.0 m/z 41.00 24.93%
o h“ \‘ G|, ss01110 1400
\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20684: Nonane, 3-methylene-
70.0
55.0
e
3.40 3.60 3.80 4.00
5000 m/z 69.00 23.93%
29.0 ‘
111.0
‘ ‘ 140.0
IS ) -1 T il .
miz--> 20 40 60 80 100 120 140
Abundance #7563: Heptane, 3-methylene- AV VBB B LAY A
55.0 70.0 3.40 3.60 3.80 4.00
m/z 42.00 21.24%
5000
27.0 112.0
S NN .- N N NSO AV, 7RV W
m/z--> 20 40 60 80 100 120 140 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51

Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclopentane, 1,2,3-trimethyl- Concentration Rank 10

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

3.740 8.51 ng 133798 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64
4 1-Octene, 3-methyl- 126 C9H18 013151-08-1 59
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52

Abundance Scan 111 (3.740 min): BG058531.D\data.ms (-106) (-) m/z 54.95 100.00%
5I:

I 700
5000 41.0
84.0 R e
H ‘ | 970 1121 3.40 3.60 3.80 4.00
o‘wH_Mw_‘ww - “Hw‘u“u“MMW‘JHW m/z 56.00 91.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
5000 L L I R L R
41.0 3.40 3.60 3.80 4.00
84.0 1120 m/z 70.00  79.78%
27.0 ‘ ‘ 97.0
0\\‘\\\\‘\\\‘\“\\\\“\‘\\\‘\H \‘\\\w ‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0 SR VA
3.40 3.60 3.80 4.00
5000 ITI/Z 40.95 44 .86%
27.0 ‘ 830 98.0
SEEEL M| VY T N A
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3807: Cyclopentane, 1,3-dimethyl- A
56.0 70.0 3.40 3.60 3.80 4.00
41.0 m/z 69.00 32.48%
5000
27.0 83.0
| |
0H‘Hku‘mw}“uwu‘l ‘wm‘; et A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.887 22.51 ng 353706 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 59
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
5 2-Piperidinone 99 C5HONO 000675-20-7 50
Abundance Scan 136 (3.887 min): BG058531.D\data.ms (-129) (-) m/z 57.00 100.00%
57.0 n
5000
| 99.1 3.60 3.80 4.00 4.20
o 269 )y 4300 96.21%
miz--> 0 50 100 150 200 250
Abundance #8628: Heptane, 2-methyl-
43.0
5000 L B R B L B R
3.60 3.80 4.00 4.20
99.0 m/z 42.00 37.83%
O ‘ T T H\ ‘\‘ ‘ h‘\ h T T “‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 0 50 100 150 200 250
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
e A BRERaE S REa
3.60 3.80 4.00 4.20
5000 m/z 41.00 37.68%
99.0
miz--> 0 50 100 150 200 250
Abundance #14546: Heptane, 2,5-dimethyl- AEmmaan L e S
57.0 3.60 3.80 4.00 4.20
m/z 70.00 14.52%
5000
27.0 990
N “‘u [0
m/z--> 0 50 100 150 200 250 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.987 15.17 ng 238449 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 78
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 53
Abundance Scan 153 (3.987 min): BG058531.D\data.ms (-145) (-) m/z 43.00 100.00%
43.0 57.0
85.1
5000
e AAR Samas e e o o
‘ 70.0 1141 3.60 3.80 4.00 4.20 4.40
Ol RO y980 1141 5 60 92.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000
29.0 3.60 3.80 4.00 4.20 4.40
m/z 85.10 60.89%
114.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
R A RARAN S
3.60 3.80 4.00 4.20 4.40
5000 850 m/z 56.00 60.85%
29.0
0 15.0 H ‘\ | i 7\1'0 , 109'0
P e e e e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8646: Hexane, 2,4-dimethyl- R Eaa e AR
430 574 3.60 3.80 4.00 4.20 4.40
m/z 41.00 50.17%
85.0
5000
29.0 71.0
b 120 L gm0 a1g0 - ML YLV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 1,4-dimethyl-,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.163 16.85 ng 264716 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 90
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 80
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 58
Abundance Scan 183 (4.163 min): BG058531.D\data.ms (-177) (-) m/z 55.00 100.00%
55.0 97.1
5000
41.0
69.0 T
‘ - 80 121 3.80 4.00 4.20 4.40
o‘H‘HH‘m‘,‘m_m_MH‘Hm‘mwmwm!www m/z 97.1@ 91.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000 L L BRI L LI BN
41.0 112.0 3.80 4.00 4.20 4.40
27.0 m/z 41.00  29.47%
T
0\\\‘\\\\‘\\\1’\\\\i\‘\\\“\u\‘\‘\\\“\l\H\‘{H\\‘\\‘\1‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
e AREES AR T R
3.80 4.00 4.20 4.40
m/z 56.00 24.09%
5000 41.0
112.0
27.0 69.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl- T e
55.0 97.0 3.80 4.00 4.20 4.40
m/z 69.00 18.87%
5000
41.0 112.0
27.0 ‘ 69.0 g3
om‘lu9_HH,"HH“H‘M‘HHH‘Hw“l‘w\!www AAVETIUNR SR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclohexane, 1,4-dimethyl-,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.204 6.62 ng 104056 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 94
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 86
Abundance Scan 190 (4.204 min): BG058531.D\data.ms (-187) (-) m/z 55.00 100.00%
T 97.0
5000
41.0 690 1121 R SRR T
‘ M ‘ 83.0 3.80 4.00 4.20 4.40 4.60
o‘w‘H‘,"H‘mw‘H‘,“:“"mw‘Hu,:‘kH_m_m,w_ m/z 97.05 80.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis-
53.0 97.0
5000 41.0
3.80 4.00 4.20 4.40 4.60
112.0
27.0 69.0 m/z 41.080  22.69%
I s
O\\‘\\\\’\\\\‘\H\‘\‘\\\"\u\‘\‘\\\\H\\\\’\H\\‘\\ll‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
A e
3.80 4.00 4.20 4.40 4.60
5000 m/z 112.10 22.60%
41.0 112.0
‘ 69.0 83.0
TS YO O Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans- A“‘H“‘H,“H“H‘,‘
55.0 97.0 3.80 4.00 4.20 4.40 4.60
m/z 56.00 22.25%
5000 41.0
112.0
27.0 69.0
T
oH_"‘,"‘ww_‘H‘,H“"‘H‘l‘H‘,‘UHWHW‘,HW L L Tt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclopentane, 1l-ethyl-2-met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.304 10.58 ng 166321 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 91
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 62
3 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 62
4 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 43
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 43
Abundance Scan 207 (4.304 min): BG058531.D\data.ms (-203) (-) m/z 55.00 100.00%
55.0
83.0
5000 41.0
69.0
97.0 S LRa=estean
| ‘ | H ‘ 112.0 4.00 4.20 4.40 4.60
0 HwH_HwH_m;mHM“WWHwaHw:_w!”w m/z 83.00 61.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
41.0 83.0
5000 L R N E N A
27.0 69l0 4.00 4.20 4.40 4.60
m/z 56.00 55.48%
‘ ‘ g7.0 112.0
0 \H‘HH‘\\.‘H‘\\}1‘H\}H\HWH\‘\‘H‘\M“H\‘\“H‘H‘H\‘\‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0
P e
410 4.00 4.20 4.40 4.60
5000 m/z 41.00 38.32%
27.0
69.0
‘ ‘ H 97.0 112.0
L Aaa
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl- R e
55.0 83.0 4.00 4.20 4.40 4.60
' m/z 70.00  32.66%
5000 41.0
27.0 69.0
N 97.0 1120
0 1 ‘ Iy il L

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.00 4.20 4.40 4.60

8270-BGO72823.M Sat Jul 29 ©5:00:10 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.451 9.24 ng 145147 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
Abundance Scan 232 (4.451 min): BG058531.D\data.ms (-228) (-) m/z 55.00 100.00%
5. 97.0

69.0 1121 AR A

‘ ‘ 83.0 4.20 4.40 4.60 4.80
o‘H‘H",‘HW‘H‘\“mmm_H‘\_‘H_Mml,mwm_ m/z 97.85  95.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis-

55.0 97.0
5000 LB B B I LA B
41.0 4.20 4.40 4.60 4.80
112.0
270 69.0 m/z 41.00 37.88%
‘ ‘ ‘ 83.0
O\\\‘H\\’\\\\‘\\H‘\‘H\“1‘\\\‘\\\\l\\\\“\“H\‘H\l’\\\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
R AR
4.20 4.40 4.60 4.80
5000 m/z 56.00 28.49%
41.0 112.0
69.0
27.0 ‘ 83.0
0‘H‘H‘W‘Hw‘prku‘NJW‘HWM‘H_HH‘HEM‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis- e RARBEmAREEEE S
55.0 97.0 4.20 4.40 4.60 4.80
m/z 112.10  21.93%
5000 41.0
112.0
27.0
T il
oH"m‘,m“Hw“w‘m‘wwuw_‘LHWH,HWHW 4T VA WA
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\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.739 9.32 ng 146408 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Decane, 2-methyl- 156 C11H24 006975-98-0 78
3 Octane, 2-methyl- 128 C9H20 003221-61-2 78
4 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 59
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
Abundance Scan 281 (4.739 min): BG058531.D\data.ms (-272) (-) m/z 43.00 100.00%
3.0
o o ,NxﬁkjvﬂuA\Ajkﬁb,ﬂM
T EARmmass e e
‘ ‘ 113.1 4.40 4.60 4.80 5.00
ol bl bl 990 T wyz s7.e0  72.71%
miz--> 20 40 60 80 100 120 140 160
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
5000 LB L B I B I I L
71.0 4.40 4.60 4.80 5.00
m/z 71.00  38.65%
27.0 ‘ 113.0
O\‘\‘\\\“}\\‘!“\‘\‘\\‘}‘\\9\7.‘0\\\‘\‘]-\ng\.()\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33088: Decane, 2-methyl-
43.0 MM
H%AAH,WW‘,
4.40 4.60 4.80 5.00
5000 71.0 m/z 41.00 37.50%
27,0
P O OO B4 Yo .
miz--> 20 40 60 80 100 120 140 160
Abundance #14534: Octane, 2-methyl- A EmmmaE
43.0 71.0 4.40 4.60 4.80 5.00
m/z 42.00  23.69%
5000
113.0
S O N Y S V1 L LY A
m/z--> 20 40 60 80 100 120 140 160 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclopentane, 1l-ethyl-3-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.944 9.96 ng 156453 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 78
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 78
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
4 Hexanal 2E-hexenyl 3Z-hexenyl ac... 282 C18H3402 1000431-43-4 53
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53
Abundance Scan 316 (4.944 min): BG058531.D\data.ms (-312) (-) m/z 83.00 100.00%
58.0 83.0
5000
41.0
s  NRaEEE
69,0 112.0 4.60 4.80 5.00 5.20
0 ‘H_H‘_Hww_H‘Mlm_‘HWmMWm‘u:H_m‘wwm m/z 55.00  98.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0
41.0
5000 L LA L R B LI B
27.0 4.60 4.80 5.00 5.20
690 m/z 82.00 44.45%
L LT ] o
O \H‘;H\‘H‘H‘\\{\‘\H\}\H\“\1H‘\H}“HH“\\‘H‘\H‘\‘HH‘E\H‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #7700: Cyclopentane, 1-ethyl-3-methyl-, trans-
55.0 83.0
41.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
4.60 4.80 5.00 5.20
5000 m/z 41.00 35.59%
27.0
69,0
Al ’ 9?0 1ro
O e e e R e e ey
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #7534 Cyclohexane, ethyl- T
55.0 83.0 4.60 4.80 5.00 5.20
m/z 67.00  15.23%
5000 41.0
27.0 69.0 112.0 M M
o“W‘H‘_H‘_‘“M‘HM“‘WMLH‘HﬁpH‘MVMMQEPHH‘M‘W‘ “‘H“H“,H‘ﬁf\‘w‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 1,1,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.997 13.06 ng 205185 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 78
2 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
4 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 59
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 59
Abundance Scan 325 (4.997 min): BG058531.D\data.ms (-321) (-) m/z 111.10 100.00%
69.0 111.1
5000
41.0
ISP H A\ AN
‘ ‘ ‘ 84.0 196.0 4.60 4.80 5.00 5.20 5.40
ol Al ) 1260 sz 69.00  98.16%
miz--> 20 40 60 80 100 120 140
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 410 R L L R
4.60 4.80 5.00 5.20 5.40
m/z 55.00 69.79%
6150 | I ‘\ 1l 840 126.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0
KA ERRRRREEEEUEN R
111.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 41.00 37.23%
41.0
ol 280 bl 980 1490
miz--> 20 40 60 80 100 120 140
Abundance #43578: Cyclooctane, (1-methylpropyl)- R A R S
69.0 4.60 4.80 5.00 5.20 5.40
111.0 ITI/Z 56.00 31.38%
5000
41.0
0 ““‘J“\“‘ HH“Wu‘HW‘QSR‘ A e R
m/z--> 20 40 60 80 100 120 140 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\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.244 7.99 ng 125532  1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 52
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 49
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 49
4 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 41
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 38
Abundance Scan 367 (5.244 min): BG058531.D\data.ms (-362) (-) m/z 43.00 100.00%
T 69.0
111.1
5000
85.0
D T
‘ ‘ “ ‘ ‘ 12‘6-0 5.00 5.20 5.40 5.60
Obrrrprreerrreprebesp bl el el el b m/z 69.00  80.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
410 111.0
5000 L B I L I N B
5.00 5.20 5.40 5.60
210 97.0 126.0 m/z 55.00  76.61%
TR O O
0 H\’\H\‘H\‘\M\H‘\\H“\M\‘\‘H\M"\H\N‘\‘H‘HH‘\H\‘1\\\’\\\‘\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
Do ST e Y
550 5.00 5.20 5.40 5.60
5000 41.0 m/z 111.10  71.94%
27.0 126.0
83.0
og30 | Ul ) %0t ||
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- “H“‘H“H‘fu“ﬁﬁ%
69.0 111.0 5.00 5.20 5.40 5.60
m/z 41.00 48.94%
55.0
5000
41.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclopentane, 1-methyl-2-pr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.679 6.13 ng 96344  1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 59
2 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 59
3 3-Undecene, 5-methyl- 168 C12H24 1000061-84-1 53
4 Cyclopropane, 1-methyl-2-pentyl- 126 C9H18 041977-37-1 43
5 1-Nonanol 144 C9H200 000143-08-8 38

Abundance Scan 441 (5.679 min): BG058531.D\data.ms (-435) (-) m/z 55.00 100.00%

55.0
83.0
5000
PR
12"5-1 5.40 5.60 5.80 6.00
0 A~ m/z 56.00  69.59%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
53.0 83.0
5000 L B R B L B R
27.0 5.40 5.60 5.80 6.00
m/z 83.00 66.39%
‘ 112.0
0 \‘-\\\‘\‘\‘1\\ ‘\NH“‘H\“H\‘\‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
s
83.0 5.40 5.60 5.80 6.00
5000 m/z 41.00 49.66%
27.0 ‘ ‘ 126.0
I i
miz--> 0 20 40 60 80 100 120 140 160
Abundance #43514: 3-Undecene, 5-methyl- R RRREERE SRS
55.0 5.40 5.60 5.80 6.00
m/z 69.00 41.85%
83.0
5000
iy
111.
bl ] 110 3300 sss0 - JULA UL T
m/z--> 0 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Ethyl-4-methylcyclohexane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.761 5.61 ng 88143 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 91
2 Cyclohexane, 1l-ethyl-2-methyl- 126 CSH18 003728-54-9 80
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 72
4 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 64
5 Cycloheptanemethanol 128 C8H160 004448-75-3 64

Abundance Scan 455 (5.761 min): BG058531. D\data ms (-449) (-) m/z 55.00 100.00%

55.0 7.0
- W
41.0 69.0 L L L B B
‘ ‘ | 111 126.1 5.40 5.60 5.80 6.00
Obeereererrprhit i 830 L TH L mjz 97.e5  95.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 L AL BN B AL B
5.40 5.60 5.80 6.00
41.0 69.0 126.0 m/z 41.00  19.34%
0 H “\\ 1l

27.0 ' '
oo | o |
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0

540560580600

41.0 690
27.0 83.0 ‘ 126.0
0,111-0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- T e
55.0 97.0 5.40 5.60 5.80 6.00

m/z 96.00 13.60%

5000
41.0
27.0 69.0 126.0 N
0 H ‘\\ \‘ n‘ 830 | 1110 W

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 1,3-dimethyl-,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.078 6.47 ng 101696 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 81
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 64
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
Abundance Scan 509 (6.078 min): BG058531.D\data.ms (-501) (-) m/z 55.00 100.00%
55.0
97.0
5000
AR A RRAR RS
‘ 831 112.0126.0 5.80 6.00 6.20 6.40
0 HWHWWH‘,Hu‘,u‘mw‘MHw‘\wHl_w\”wtw m/z 97.00  78.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 410 L L L L L BN B
112.0 5.80 6.00 6.20 6.40
27.0 69.0 m/z 69.00 41.07%
T
O H\‘\H\‘HH“HH"\‘\H"\‘\H‘H\Hl\\\\“\”\\‘\\\l‘HH‘\‘H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
5.80 6.00 6.20 6.40
5000 41.0 69.0 ITI/Z 41.00 35.79%
27.0 ‘
P T Y . .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- e RRRmEEE T
55.0 97.0 5.80 6.00 6.20 6.40
m/z 57.00 33.98%
5000 41.0
112.0
27.0 69.0
T
0 HWHwHH“HH,!“H,u“‘M_HMlmM‘w!lwwwww s DN S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknown6.313 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.313 5.85 ng 91913 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e0 000513-81-5 47
2 3,4-Nonadiene 124 CO9H16 037050-03-6 47
3 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 46
4 Methylenecyclooctane 124 C9H16 003618-18-6 43
5 (Z)-Hex-3-enyl isobutyl carbonate 200 C11H2003 1000372-75-0 43
Abundance Scan 549 (6.313 min): BG058531.D\data.ms (-540) (-) m/z 67.00 100.00%
pud
82.0
5000
41.0 96.1
‘ 1l ” 1241 6.00 6.20 6.40 6.60
0 H_m_HwH;sum‘uHwHHHMmwmH_MWMHW m/z 82.00 80.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1425: 1,3-Butadiene, 2,3-dimethyl-
67.0
82.0
41.0
5000 “‘/\u‘uu‘uu‘uuﬁ\u/‘\

6.00 6.20 6.40 6.60

m/z 81.00 80.20%
27.0

\\‘H\\‘\\\‘\‘\\\‘1H‘\\\W‘\\\‘\\\\‘\\\‘\“‘\‘\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12130: 3,4-Nonadiene
°1° /&M
) PR

82.0 A P e
6.00 6.20 6.40 6.60

o

5000 ITI/Z 55.00 32.61%
41.0
0 \\w\\\‘%omo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3224: Bicyclo[4.1.0]heptane O AARBRSEEEEEEEE L,
7.0 81.0 6.00 6.20 6.40 6.60

m/z 40.95  29.02%

5000
39.0

530

96.0

m/z-->

10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclohexane, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.443 7.25 ng 113950 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
2 Pentanol, 4-methyl-4-nitro- 147 C6H13NO3 005215-92-9 47
3 2,3-Dimethyl-2-heptene 126 C9H18 003074-64-4 47
4 4-Hexen-2-one, 3,4-dimethyl- 126 C8H140 053252-21-4 43
5 Hexane, 3-methyl-4-methylene- 112 C8H16 003404-67-9 43
Abundance Scan 571 (6.443 min): BG058531.D\data.ms (-562) (-) m/z 55.00 100.00%
55.0
83.0
5000 41.0
69.0 B S S G fuh
| ‘ HM 97t 126.1 6.20 6.40 6.60 6.80
Obrrerrperrprree sl Ll m/z 83.00 79.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 41.0 *’”“'ﬁ/\\\\‘uu‘uu‘uu‘u\
6.20 6.40 6.60 6.80
27.0 126.0 m/z 82.00 40.29%
\. ‘ ono 97.0
O H‘HH‘\H‘\“\\HH‘H\“\‘H‘\‘H\}HHH‘\}H’H\‘\“HH‘HH’H\‘\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #25919: Pentanol, 4-methyl-4-nitro-
55.0
830 PRV AR NOVSOON i
41.0 6.20 6.40 6.60 6.80
5000 m/z 41.00 39.95%
69.0 101.0
obrrrrererrereoeiballl ol by L1470

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

Abundance #13205: 2,3-Dimethyl-2-heptene R

55.0 83.0 6.20 6.40 6.60 6.80

' m/z 56.00  22.48%
5000
41.0 69.0
126.0
20 ‘ Il ‘ 97.0 1110

Obrrrrreprrabrrritbre e ettt e e b VAL A

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\BG072823\
Data File : BG@58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.352 7.96 ng 243834  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 52
4 Acetaminophen 151 C8HINO2 000103-90-2 52
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 50

Abundance Scan 1747 (13.352 min): BG058531.D\data.ms (-1740) (-  m/z 43.00 100.00%

43.0
109.0
5000 151.1
‘ 69‘0 13.00 1350
0 Hww‘,w“‘uMw“uM,n“”uwum_‘mw_ww‘ m/z 109.00  71.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000 2
13.00 1350
69.0 m/z 151.05 38.49%
O \\\‘\\\\’\‘\\“\““\“\“\ \H“\‘\\H\’\\H}‘\“\\\‘\“\\!\‘]\.?ﬁ‘o\\\\‘z\]\-]\.\o‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
- ——
1300 1350
5000 151.0 m/z 19.28%
oh 20 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0 1300 1350
m/z 14.25%
5000 151.0
43.0
80.0
Y o R ANV NSRRI AN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58531.D

Acqg On : 28 Jul 2023 23:51
Operator : MA/JU

Sample : 03632-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
Cyclopentane, 1... 3.470 6.8 ng 106688 1 7.812 314292 20.0
Cyclohexane, me... 3.499 20.0 ng 314056 1 7.812 314292 20.0
Octane, 3-methy... 3.652 6.7 ng 104464 1 7.812 314292 20.0
Cyclopentane, 1... 3.740 8.5 ng 133798 1 7.812 314292 20.0
Heptane, 2-methyl-  3.887 22.5 ng 353766 1 7.812 314292 20.0
Heptane, 3-methyl- 3.987 15.2 ng 238449 1 7.812 314292 20.0
Cyclohexane, 1,... 4.163 16.9 ng 264716 1 7.812 314292 20.0
Cyclohexane, 1,... 4.204 6.6 ng 104056 1 7.812 314292 20.0
Cyclopentane, 1... 4.304 10.6 ng 166321 1 7.812 314292 20.0
Cyclohexane, 1,... 4.451 9.2 ng 145147 1 7.812 314292 20.0
Heptane, 2,6-di... 4.739 9.3 ng 146408 1 7.812 314292 20.0
Cyclopentane, 1... 4.944 10.0 ng 156453 1 7.812 314292 20.0
Cyclohexane, 1,... 4.997 13.1 ng 205185 1  7.812 314292 20.0
Cyclohexane, 1,... 5.244 8.0 ng 125532 1 7.812 314292 20.0
Cyclopentane, 1... 5.679 6.1 ng 96344 1 7.812 314292 20.0
1-Ethyl-4-methy... 5.761 5.6 ng 88143 1 7.812 314292 20.0
Cyclohexane, 1,... 6.078 6.5 ng 101696 1  7.812 314292 20.0
unknown6.313 6.313 5.8 ng 91913 1 7.812 314292 20.90
Cyclohexane, pr... 6.443 7.3 ng 113950 1 7.812 314292 20.0
2,4,7,9-Tetrame.. 13.352 8.0 ng 243834 3 14.463 612931 20.0
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