LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VNO@70047.D

Acqg On : 13 Dec 2021 22:51
Operator : JC/MD

Sample : M5007-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 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\82N120221W.M

Title : SW846 8260

Signal : TIC: VNO70047.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.740 270 280 298 rBV5S 40564 90063 1.26% 0.177%
2 3.140 418 429 451 rVB5 125898 277345 3.87% 0.544%
3 3.513 557 568 590 rVB2 44872 110648 1.55% 0.217%
4 4,586 949 968 995 rVB2 53768 166357 2.32% 0.326%
5 5.087 1122 1155 1156 rBV3 87987 220653 3.08% 0.433%
6 5.618 1323 1353 1391 rBV3 458632 1614963 22.55% 3.168%
7 6.120 1514 1540 1563 rBV4 77467 241441  3.37% 0.474%
8 7.147 1895 1923 1964 rVB 1432729 4255808 59.44%  8.349%
9 8.021 2227 2249 2260 rBV2 779620 1881643 26.28% 3.691%
10 8.088 2261 2274 2297 rVB2 1799120 4370291 61.04% 8.573%
11  8.295 2335 2351 2363 rBV6 31344 74669 1.04%  0.146%
12 8.440 2386 2405 2434 rBV 920567 2244514 31.35% 4.403%
13 8.574 2440 2455 2460 rBV9 42736 87976 1.23% 0.173%
14  8.705 2493 2504 2521 rVB7 58487 134103 1.87% 0.263%
15 8.968 2582 2602 2646 rBV 2221312 4736587 66.15% 9.292%
16 9.201 2671 2689 2724 rVB 202069 532164 7.43% 1.044%
17 9.456 2755 2784 2801 rBV6 257487 713558 9.97%  1.400%
18 9.880 2931 2942 2958 rVB6 44851 90855 1.27% 0.178%
19 10.017 2985 2993 3008 rVB4 71768 139345 1.95% 0.273%
20 10.202 3045 3062 3078 rBv4 29961 74580 1.04%  0.146%

21 10.443 3134 3152 3187 rBV 3797992 7160214 100.00% 14.047%
22 10.607 3203 3213 3219 rBV3 63473 110676

1 Q.
23 10.717 3241 3254 3265 rBV4 56023 100975 1.41% 0.198%
24 10.781 3266 3278 3293 rVB3 124738 235730  3.29% 0.462%
25 10.875 3293 3313 3329 rBV7 77093 181172  2.53% ©.355%
26 11.293 3462 3469 3481 rVB2 91658 146401 2.04% 0.287%
27 11.744 3619 3637 3663 rBV 3881147 7031749 98.21% 13.795%
28 11.838 3666 3672 3685 rVB4 55944 93463 1.31% ©.183%
29 11.991 3723 3729 3748 rVB4 56840 107761 1.50% 0.211%
30 12.578 3936 3948 3962 rVB2 125306 215282 3.01% 0.422%

31 12.731 3989 4005 4027 rBV 3033814 5327699 74.41% 10.452%

32 12.921 4066 4076 4088 rvVB2 66668 123806 1.73% 0.243%
33 13.219 4175 4187 4203 rVB2 94911 172027 2.40% 0.337%
34 13.321 4203 4225 4234 rBV7 31656 85463 1.19% ©.168%
35 13.495 4275 4290 4305 rBV2 84318 204426 2.86% ©0.401%

36 13.675 4342 4357 4381 rVV 3356541 5874633 82.05% 11.525%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VNO@70047.D

Acqg On : 13 Dec 2021 22:51
Operator : JC/MD

Sample : M5007-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 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\82N120221W.M
Title : SW846 8260
37 13.838 4407 4418 4423 rVW3 44621 72538 1.01% 0.142%
38 13.876 4423 4432 4446 rVW 157792 271938 3.80% ©.533%
39 13.943 4446 4457 4466 rVV 47154 78261 1.09% 0.154%
40 13.997 4466 4477 4491 rVBS 72686 142669 1.99% 0.280%
41 14.217 4549 4559 4570 rBV2 88785 142843 1.99% ©0.280%
42 14.327 4590 4600 4612 rVB3 141958 239483 3.34% 0.470%
43 14.466 4639 4652 4660 rBvV2 45798 79389 1.11% 0.156%
44 14.541 4662 4680 4691 rVB3 96602 172230 2.41% 0.338%
45 14.815 4771 4782 4793 rVW6 44376 82264 1.15% 0.161%
46 14.922 4808 4822 4840 rBV3 117174 274295 3.83% 0.538%
47 15.507 5029 5040 5054 rvVB2 54870 102322 1.43% 0.201%
48 15.697 5102 5111 5126 rVB3 41924 87477 1.22% 0.172%
Sum of corrected areas: 50974749
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M5007-01
: 5.00mL/MSVOA_N/WATER
. 27

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\

: VNO@70047.D
: 13 Dec 2021 22:51

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70047.D

Acqg On : 13 Dec 2021 22:51
Operator : JC/MD

Sample : M5007-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Pentane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.618 18.48 ug/l 1614960  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 53
4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 50
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
Abundance Scan 1353 (5.618 min): VN070047.D\data.ms (-1323) (-) m/z 56.95 100.00%
57.0
5000
5.20 5.40 5.60 5.80 6.00
| 206.8 ;
ol o m/z 55.95 82.94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 RN RN R
5.20 5.40 5.60 5.80 6.00
m/z 41.00 76.65%
O 1.01’86-0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0 /
T
5.20 5.40 5.60 5.80 6.00
5000 m/z 42.95 27.51%
29.0
P L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3742: 1-Hexene, 2-methyl- “‘H“‘H“‘H“‘H“/
56.0 5.20 5.40 5.60 5.80 6.00
m/z 38.95 24.05%
5000
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70047.D

Acqg On : 13 Dec 2021 22:51
Operator : JC/MD

Sample : M5007-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.147  48.69 ug/l 4255810  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 86
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 56

Abundance Scan 1923 (7.147 min): VN070047.D\data.ms (-1895) (-) m/z 56.00 100.00%

56.0
5000
T

84.0 6.80 7.00 7.20 7.40
0 b 2951 myz 41.00 59.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0

o

5000 UL R R R R
6.80 7.00 7.20 7.40
m/z 69.00  39.80%
280 84.0
\‘\\\\‘\H‘\\ ’\‘1‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1645: Cyclohexane
56.0
84.0

6.80 7.00 7.20 7.40

5000 m/z 39.60  28.89%
27.0
0 %R*waw !H«‘N‘”\”‘W‘”‘W‘”\”‘W‘”‘W‘” /\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl- T T
56.0 6.80 7.00 7.20 7.40

m/z 54.95 25.61%

5000
27.0
o L) a0
0 il

m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70047.D

Acqg On : 13 Dec 2021 22:51
Operator : JC/MD

Sample : M5007-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 1-Pentene, 2,4,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.201 5.62 ug/1 532164 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 87
2 2-Hexene, 5,5-dimethyl-, (Z)- 112 C8H16 039761-61-0 64
3 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 45
4 Pentane, 2,2,4-trimethyl-4-nitro- 159 C8H17N02 005342-78-9 40
5 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 37

Abundance Scan 2689 (9.201 min): VN070047.D\data.ms (-2671) (-) m/z 57.05 100.00%
57.0

5000
39|10
o RARRRmammzca SIS
‘ “ﬂ 20, 97.0 8.80 9.00 9.20 9.40 9.60
Ol 790 | 1200 n/; 46.95  51.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7632: 1-Pentene, 2,4,4-trimethyl-
57.0
5000 BEBEEE AR R RN
29.0 8.80 9.00 9.20 9.40 9.60
112.0 m/z 55.00 32.83%
[ =T
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #7646: 2-Hexene, 5,5-dimethyl-, (Z)-
57.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 39.00 26.80%
39,0
112.0
15.0 H 790 |
0 e e
m/z--> 60 80 100 120 140 160
Abundance  #92178: Propanoic acid, 2,2-dimethyl-, octyl ester e P e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 55.95 19.70%
5000
20.0 103.0
‘ 85.0 ‘ \
o\ Y i A NS £ X, WY A W A W S W
m/z--> 60 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VNO70047.D

Acqg On : 13 Dec 2021 22:51
Operator : JC/MD

Sample : M5007-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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|
Pentane, 3-methyl- 5.618 18.5 wug/l 1614960 1 8.088 4370290 50.0
Cyclopentane, m... 7.147 48.7 ug/l 4255810 1 8.088 4370290 50.0
1-Pentene, 2,4,... 9.201 5.6 ug/l 532164 2 8.968 4736590 50.0
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