LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 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:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M

Title : SW846 8260

Signal : TIC: VN@69666.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.152 1126 1179 1222 rBVS5 469040 2471488 2.97% 0.361%
2 5.621 1320 1354 1389 rBV2 449235 1581428 1.33% 0.231%
3 6.122 1512 1541 1576 rBV2 671772 2047837 1.72% 0.299%
4  7.147 1899 1923 1965 rVB2 2670961 7863597 6.60% 1.148%
5 8.024 2224 2250 2256 rBV 997279 2179823 1.83% 0.318%
6 8.094 2258 2276 2296 rVV3 8758041 24201401 20.32% 3.534%
7 8.174 2298 2306 2331 rVVW2 575854 1368275 1.15% 0.200%
8 8.298 2333 2352 2364 rVV2 1589754 3703860 3.11% 0.541%
9 8.357 2365 2374 2390 rVV2 935617 2179979 1.83% 0.318%
10 8.440 2390 2405 2432 rVV2 1243200 3205586 2.69% 0.468%
11  8.571 2432 2454 2467 rVV3 1938580 4714162 3.96% 0.688%
12 8.641 2468 2480 2492 rVV 1821229 4099469 3.44% 0.599%
13 8.708 2492 2505 2531 rVB 2813497 6474288 5.44% 0.945%
14  8.826 2531 2549 2581 rVB 1742058 3550480 2.98% 0.518%
15 8.968 2582 2602 2634 rBV 2967434 6353225 5.33% 0.928%
16 9.459 2744 2785 2829 rBV 19610204 45873941 38.51% 6.699%
17 9.641 2837 2853 2867 rBV 1260076 2449990 2.06%  0.358%
18 9.730 2868 2886 2902 rVB 766313 1675777 1.41% 0.245%
19 9.872 2926 2939 2963 rVB2 974592 1992924 1.67% 0.291%
20 10.078 3004 3016 3026 rBV 1092208 2096863 1.76% 0.306%
21 10.212 3046 3066 3093 rVB5 1314916 3365728 2.83% 0.492%
22 10.440 3133 3151 3182 rBV2 8429157 19232171 16.15% 2.809%
23 10.617 3202 3217 3237 rVB6 2265855 5462928 4.59% 0.798%
24 10.781 3265 3278 3295 rVB2 2657230 5015514 4.21% 0.732%
25 10.875 3296 3313 3337 rBV3 1501658 3261748 2.74% 0.476%
26 11.291 3449 3468 3479 rBV 2937815 5746081 4.82% 0.839%
27 11.347 3479 3489 3501 rVB 1439512 2499530 2.10% 0.365%
28 11.527 3540 3556 3582 rVB6 861349 2960596 2.49% 0.432%
29 11.629 3582 3594 3604 rBV 846846 1472263 1.24% 0.215%
30 11.744 3622 3637 3653 rBV 4533236 8362335 7.02% 1.221%
31 11.840 3660 3673 3695 rVB2 4154465 7581956 6.37% 1.107%
32 11.956 3696 3716 3739 rBV 8308402 18790598 15.78% 2.744%
33 12.154 3780 3790 3810 rVB6 493363 1218485 1.02% 0.178%
34 12.253 3811 3827 3842 rBV3 1441494 3930797 3.30% 0.574%
35 12.455 3879 3902 3910 rBV2 2219756 5172843 4.34% 0.755%

36 12.578 3936 3948 3970 rBV 9012785 14910948 12.52% 2.178%
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LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\

: VNO69666.D
: 29 Nov 2021 16:11

JC/MD

. M4852-01

5.00mL/MSVOA_N/WATER

Sample Multiplier: 1
Parameters: RTEINT.P
RTE
ON Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa
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Title

tion: 5

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
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. SW846 8260

3993 4005 4025 rBV2 3730060 6648851 5.58% ©0.971%
4026 4035 4046 rVB4 729218 1209588 1.02% 0.177%
4058 4075 4087 rBV 9574312 16741019 14.05% 2.445%
4087 4098 4105 rBV 6962515 11092327 9.31% 1.620%
4116 4127 4142 rVB 29231570 48031336 40.32% 7.014%
4171 4187 4202 rBV 7060905 12980818 10.90% 1.896%
4203 4212 4217 rVV4 1416664 2285126 1.92% 0.334%
4220 4225 4229 rVV 2223224 2818339 2.37% 0.412%
4230 4242 4269 rVB3 67621880 119114892 100.00% 17.395%
4275 4291 4302 rVB2 3393825 6999605 5.88% 1.022%
4302 4314 4325 rBV 4984309 8290000 6.96% 1.211%
4325 4333 4345 rVB2 1281022 1943496 1.63% 0.284%
4346 4368 4383 rBV3 35540958 65905195 55.33% 9.625%
4385 4393 4404 rVB 1830857 2797171 2.35% 0.408%
4405 4417 4421 rBV 4643531 6544605 5.49% 0.956%
4423 4430 4438 rBV3 7193780 10434139 8.76% 1.524%
4466 4478 4490 rBV4 3455946 5883655 4.94%  ©.859%
4493 4503 4514 rBV 3788031 5725987 4.81% 0.836%
4515 4526 4532 rBV 5608744 9080510 7.62% 1.326%
4548 4558 4571 rVB 9584407 14667683 12.31% 2.142%
4572 4582 4588 rBV 2347102 3591642 3.02% ©.525%
4589 4599 4612 rVB3 10221438 17256682 14.49%  2.520%
4637 4649 4660 rBV3 3952567 6660040 5.59% 0.973%
4661 4679 4686 rVV 5028343 9040933 7.59% 1.320%
4686 4693 4704 rVV 5470912 8323071 6.99% 1.215%
4770 4780 4790 rBV3 1450669 2448564 2.06% 0.358%
4806 4820 4838 rBV3 10965591 22715834 19.07% 3.317%
4870 4882 4898 rVB 2415718 4045255 3.40% ©0.591%
4955 4966 4982 rVB3 977215 2245046 1.88% ©.328%
5025 5039 5055 rVB 5523066 10172191 8.54% 1.486%

Sum of corrected areas: 684762514
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: M4852-01
: 5.00mL/MSVOA_N/WATER
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\

: VN@69666.D
: 29 Nov 2021 16:11

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6e+07
5e+07
4e+07
3e+07
2e+07
le+07

0

Time--> 2
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6e+07
5e+07
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2e+07

le+07

TIC: VN069666.D\data.ms
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TIC: VN069666.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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, 1,3-dimethyl-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.571 37.10 ug/l 4714160 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 97
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 94
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 81
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 81
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 59

Abundance Scan 2454 (8.571 min): VN069666.D\data.ms (-2432) (-) m/z 70.00 100.00%

70.0
41.0
5000
98.1 8.20 8.40 8.60 8.80
O bbbl Al L2068, 55,95 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
41.0
5000 L L L L L L I L I
8.20 8.40 8.60 8.80
98.0 m/z 55.00 72.21%
15.0“ ‘ "
OH“\‘MH ‘\‘H‘\\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3807: Cyclopentane, 1,3-dimethyl-
70.0
41.0 R AR maEE R
8.20 8.40 8.60 8.80
5000 m/z 41.00 68.13%
Ll
Y S | ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- R aaa e R
70.0 8.20 8.40 8.60 8.80
410 m/z 39.00 38.17%
5000
98.0
15.0 ‘ ‘
0! .
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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 Cyclopentane, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.641 32.26 ug/l 4099470  1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 93
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 93
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 81
5 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 59

Abundance Scan 2480 (8.641 min): VN069666. D\data ms (-2468) (-) m/z 70.00 100.00%

56.0 70Q.
41.0
5000
83.1
‘ 98.1 8.40 8.60 8.80 9.00
0Ll il il L myz se.ee  97.68%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 7Q.0
41.0
5000
8.40 8.60 8.80 9.00
2r.0 83.0 m/z 55.00  82.86%
TP s
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\H \‘\\\w ‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 0.0
8.40 8.60 8.80 9.00
5000 m/z 41.00 78.74%
270 83.0
98.0
ol L0140 S SR S
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 8.40 8.60 8.80 9.00
410 m/z 39.00 43.71%
5000
27.0
83.0 93,0
0 H“H‘w‘ﬁ“u‘w‘u‘}ﬁ‘qdlL‘lehuwwy‘w‘u‘_“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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 1Isopropylcyclobutane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.708 50.95 ug/l 6474290 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 97
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 1-Heptene 98 C7H14 000592-76-7 86
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80

Abundance Scan 2505 (8.708 min): VN069666.D\data.ms (-2492) (-) m/z 56.00 100.00%

56.0
5000
98.1 e A
‘ ‘ 8.40 8.60 8.80 9.00
ol 20TC sz 55,00 76.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3746: Isopropylcyclobutane
568.0
5000 UL U N R R
27.0 8.40 8.60 8.80 9.00
‘ 98.0 m/z 41.00 69.22%
O \‘\\\\‘\w‘\\‘ ’\w‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
R RARaRREE Y A aREY
8.40 8.60 8.80 9.00
5000 m/z 70.00  68.34%
27.0 98.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 8.40 8.60 8.80 9.00
m/z 39.00 34.84%
5000
27.0
98.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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 Heptane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.826 27.94 ug/l 3550480 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 2549 (8.826 min): VN069666.D\data.ms (-2531) (-) m/z 42.95 100.00%

71.0
- i \\//\A/\ﬂ
R RAREEEEEREE
‘ ‘ 651 100-1 8.60 8.80 9.00 9.20
0 H‘_‘H‘H‘w‘H‘_‘H‘m‘w‘u‘w‘u‘u‘w‘u‘_‘H,H‘w m/z 41.00 65.24%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
5000 20.0 57.0 71.0 T T T T T
8.60 8.80 9.00 9.20
m/z 71.00 54.50%
100.0
o0 180 || ]| 850 |
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
LJWH‘
71.0 8.60 8.80 9.00 9.20
5000 ITI/Z 57 .00 49.,86%
29.0 85.0
oL 10 150 | . sto | 100.0
R e s B L i
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl- H““‘H““‘_““/x
43.0 8.60 8.80 9.00 9.20
m/z 56.00 30.76%
71.0
5000
29.0
0 15.0 “ ‘ ‘ 850 1000
“w‘u‘_"w‘H‘_‘H“H‘_‘H,H“_‘H‘H‘w“u,u‘w R ERARRRETE SR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11

Operator JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
: SW846 8260

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 Butane, 2,2,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.213  26.49 ug/l 3365730  1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
2 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 50
3 Butanoic acid, 3-methyl-, butyl ... 158 C9H1802 000109-19-3 50
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 49
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 49

100.00%

Abundance Scan 3066 (10.212 min): VN069666.D\data.ms (-3046) (-

m/z 43.00

85.0
5000
| 67P | 1141 10.00 10.50 .
0 e et g e m/z 57.00 90.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0
85.0
5000
290 10.00 10.50
’ m/z 41.00 83.57%
0\\\‘\‘}\\‘i”\\““\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #35356: Pentanoic acid, butyl ester
57.0
85.0
= —
290 10.00 10.50
5000 ’ 103.0 ITI/Z 56.00 76.86%
0 Ly | h‘\ ‘m L uly L 129.0 158.0
I I B B L B e A R
m/z--> 20 40 60 80 100 120 140 160
Abundance #35456: Butanoic acid, 3-methyl-, butyl ester
57.0 85.0 10.00 10.50
m/z 85.05 66.53%
29.0
5000 103.0
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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 unknownl©.618 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.618 32.66 ug/l 5462930 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 43
2 3-Octene, (Z)- 112 C8H16 014850-22-7 43
3 2-Octene, (Z)- 112 C8H16 007642-04-8 43
4 Cyclooctane 112 C8H16 000292-64-8 43
5 2-Octene 112 C8H16 000111-67-1 38
Abundance Scan 3217 (10.617 min): VN069666.D\data.ms (-3202) (- 43.00 100.00%
43.0
56.0 971
5000
69.0
830
‘ H 1121 10.50 11.00
0 "_‘H,H‘wm‘}m‘,u‘:‘;M‘:‘Hm‘mww:_w!m,” 41.00 89.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans)
=i
550 97.0
5000 41.0
70.0 83.0 112.0 10 50 11 00
55.00 76.75%
\

o

T |
"\1‘4"‘0‘!"‘H\‘H“\“"W”‘w‘Hw\‘H‘\HHW‘MHHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7509: 3-Octene, (2)-
41.0

55.0
1050 1100
5000 97.10 59.91%
270 69.0
3.0 112.0
W B e
ot e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7520: 2-Octene, (2)-
410 950 10.50 11.00
56.00 54.33%
5000
270 112.0
83.0
EEPY Y Y T .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 50 11 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.781  29.99 ug/l 5015510 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 81
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 72
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 68

Abundance Scan 3278 (10.781 min): VN069666. D\data ms (-3265) (- m/z 97.10 100.00%
7.1

- . .
41.0
5000
700 1121
10.50 11.00
om_m_m,m‘HMMWl_m‘mw‘l_wumw m/z 55.00 97.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000 S e
270 69.0 112.0 10.50 11.00
H 83.0 m/z 41.00 57.61%
O\\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\H\‘\‘\\\‘!‘\\\\‘\M\\‘\\\1‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 97.0
T Y
41.0 10.50 11.00
5000 m/z 56.00  35.50%
27.0 69.0 112.0
I B
om_m_m,mW‘m“MwwmW‘l‘wml_wuwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- — Oy
55.0 97.0 10.50 11.00
m/z 39.00 32.39%
5000 41.0
112.0
27.0 69.0
T
0“wuuwH‘WH‘WL‘WM‘WHMJH‘wﬂ‘wulhu‘wu‘wu‘ - S
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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, 1,3-dimethyl-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.875 19.50 ug/l 3261750  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 93
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91

Abundance Scan 3313 (10.875 min): VN069666. D\data ms (-3296) (- m/z 97.10 100.00%
7.1

min): . .
5000 41.0
1121
69.0
‘ M 83.0 10.50 11.00
Obrrrrrrrepererprrrtl il bl L myz s5.00 98.31%
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 I L
112.0 10.50 11.00
27.0 69.0 m/z 41.00  47.75%
M LM N J‘ 8%0 I
O \H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
“ e
10.50 11.00
5000 41.0 m/z 112.10  34.79%
27.0 690 112.0
Lo =
0‘H‘HH_‘H_H‘HHwﬂuqu‘WHHVMH_‘J_H‘WHW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- = T
55.0 97.0 10.50 11.00
m/z 56.00 29.79%
5000 41.0
112.0
27.0 69.0
T
o‘H_H‘_H“_H"!‘H“u‘wwHML‘Hww‘l‘“HM_WWWW v RSV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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, ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.291  34.36 ug/l 5746080 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 58
3 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 53
4 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53
5 Oxalic acid, cyclohexyl octyl ester 284 C16H2804 1000309-31-0 53

Abundance Scan 3468 (11.291 min): VN069666.D\data.ms (-3449) - m/z 83.00 100.00%

83.0
55.0
5000
112.1 MAA
‘ ‘ 206.9 1100 1150
ol 2069 /7 55,00 %
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000
1120 1100 1150
' m/z 82.00 46.27%
27.0 ‘
O\H‘\HHH\M‘M“\\”‘1\\\‘\\\‘\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7565: 3,4-Dimethyl-2-hexene
55.0 83.0
—
11.00 11.50
5000 ITIZ 41.00 %
112.0
27.0 ‘
o"“‘H"UH‘1“‘M“"1"J"‘H‘waw_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7637: 2-Pentene, 3-ethyl-2-methyl-
55.0 1100 1150
m/z 112.10 2.35%
83.0
5000
1120
27.0
oHw‘;u‘wmu\m‘H_‘H_Hwu_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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 1H-Indene, octahydro-, cis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.455 30.93 ug/l 5172840  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 74
2 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 62
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 55
4 1H-Indene, octahydro- 124 C9H16 000496-10-6 49
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
Abundance Scan 3902 (12.455 min): VN069666.D\data.ms (-3879) (- m/z 67.00 100.00%
67.0
5000 41.0
96.0
——
‘ 124.1 12.50
0 b b AT30 sy gl.e8  87.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
5000 1
41.0 12.50
124.0 ITI/Z 82.00 71.07%
0l180 620 [l  103.
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12207: 1H-Indene, octahydro-, trans-
67.0
—
12.50
5000 96.0 m/z 41.00 40.91%
41.0 124.0
o240 |, “ 1 S
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #3234: Cyclohexene, 4-methyl- T
81.0 12.50
m/z 96.05  33.24%
5000 54.0
27.0
0! ‘““‘mmmwmwm‘_m_ A
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69666.D

Acqg On : 29 Nov 2021 16:11
Operator : JC/MD

Sample : M4852-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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... 8.571 37.1 ug/l 4714160 2 8.968 6353230 50.0
Cyclopentane, 1... 8.641 32.3 ug/l 4099470 2 8.968 6353230 50.0
Isopropylcyclob... 8.708 51.0 ug/l 6474290 2 8.968 6353230 50.0
Heptane 8.826 27.9 ug/l 3550480 2 8.968 6353230 50.0
Butane, 2,2,3-t... 10.213 26.5 ug/l 3365730 2 8.968 6353230 50.0
unknownl10.618 10.618 32.7 ug/l 5462930 3 11.744 8362340 50.0
Cyclohexane, 1,... 10.781 30.0 ug/l 5015510 3 11.744 8362340 50.0
Cyclohexane, 1,... 10.875 19.5 ug/l 3261750 3 11.744 8362340 50.0
Cyclohexane, et... 11.291 34.4 ug/l 5746080 3 11.744 8362340 50.0
1H-Indene, octa... 12.455 30.9 ug/l 5172840 3 11.744 8362340 50.0
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