LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15
Operator : JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 35 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: VN@70055.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.271 86 105 136 rBv4 189288 545691 6.75% 1.114%
2 2.448 162 171 186 rVB2 213510 346425 4.28% 0.707%
3 5.624 1327 1355 1382 rBV3 101514 369061 4.56% 0.753%
4 7.048 1862 1886 1907 rBV3 64541 188519 2.33% 0.385%
5 7.327 1970 1990 2014 rBV2 155109 417942  5.17% ©.853%
6 8.024 2228 2250 2261 rBV 891711 2145309 26.52% 4.380%
7 8.086 2261 2273 2291 rVVW 1452566 3342588 41.32% 6.824%
8 8.174 2292 2306 2326 rVB3 345984 865616 10.70% 1.767%
9 8.440 2385 2405 2435 rBV 1000699 2373315 29.34% 4.845%
10 8.617 2452 2471 2493 rVB 516922 1253692 15.50% 2.559%
11 8.968 2582 2602 2627 rBV 2529755 5239334 64.77% 10.696%
12 9.456 2754 2784 2795 rBV5 64291 200179 2.47% 0.409%
13 9.512 2796 2805 2820 rVB5 41713 82087 1.01% 0.168%
14  9.593 2821 2835 2852 rBV2 53670 113923 1.41% 0.233%
15 9.883 2925 2943 2962 rBV 505726 1007581 12.46% 2.057%

16 10.014 2969 2992 3026 rBV 730707 1532003 18.94% 3.128%
17 10.371 3105 3125 3135 rBV3 98537 186000 2.30% ©.380%
18 10.440 3135 3151 3191 rVB 4157295 7754907 95.87% 15.831%
19 10.642 3218 3226 3242 rVB3 62387 115415 1.43% 0.236%
20 10.717 3242 3254 3267 rVB3 57189 106526 1.32% 0.217%

21 10.870 3298 3311 3332 rVB3 38683 112596 1.39% ©.230%
22 11.744 3619 3637 3677 rBV 4423115 8088961 100.00% 16.513%

23 12.731 3984 4005 4030 rBV 3346901 6024174 74.47% 12.298%
24 13.675 4339 4357 4384 rBV 3716106 6572383 81.25% 13.417%

Sum of corrected areas: 48984227
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M5007-11
: 5.00mL/MSVOA_N/WATER
: 35 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VNO70055.D
: 14 Dec 2021 2:15

JC/MD

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

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0
Time--> 2
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3000000
2500000
2000000
1500000
1000000

500000

TIC: VNO70055.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15

Operator JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 1 Ethane, 1-chloro-1,1-difluoro- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.271 8.16 ug/1 545691 Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 83
2 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 4
3 Methanesulfinic acid 80 CH402S 017696-73-0 2
4 2,2-Difluoropropionic acid 110 C3H4F202 000373-96-6 2
5 1,2-Difluoroethane 66 C2HAF2 000624-72-6 1
Abundance Scan 105 (2.271 min): VN070055.D\data.ms (-86) (-) m/z 65.00 100.00%
65.0
5000 Jk
‘ 220 240 260
43 ‘ 86.9 : : '
oH‘wp!‘?"‘m"‘uﬁ”"""‘W_MW_M%Q?S:? m/z 45.00  26.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4011: Ethane, 1-chloro-1,1-difluoro-
65.0
5000 L L B L B B
2.20 2.40 2.60
m/z 63.90 21.37%
L 8
OH|\H‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1204: Propane, 2,2-difluoro-
65.0
A e
2.20 2.40 2.60
5000 m/z 84.90 12.50%
27.0 | |
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1259: Methanesulfinic acid i
65.0 2.20 2.40 2.60
m/z 47.90 7.58%
5000
34.0
oH‘H‘Ml‘M‘m“”mph‘H_m_m‘mwmwmwm S
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15
Operator : JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 35 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 Pentane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.174 12.95 ug/l 865616  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 53
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 42
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 37
Abundance Scan 2306 (8.174 min): VN070055.D\data.ms (-2292) (-) m/z 56.00 100.00%
56.0
5000
‘ 850 7.80 8.00 8.20 8.40
Ol ST 1663 207 n. 4300 86.42%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4478: Pentane, 2,3-dimethyl-
56.0
5000 290 L L N L B BN B
7.80 8.00 8.20 8.40
m/z 41.00  80.46%
85.0
0 %.\0\\‘\‘\‘1H‘“H“"H“M‘\‘\\\iuu‘uu‘uu‘\\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3778: 1-Pentene, 2,4-dimethyl-
56.0
R REEAARREEEE s
7.80 8.00 8.20 8.40
5000 m/z 57.00 67.10%
27.0
) e
YR S S U
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14565: Heptane, 2,2-dimethyl-
57.0 7.80 8.00 8.20 8.40
m/z 71.00 39.11%
5000
29.0
L o
0 “H“_‘lwm et e e N ARARANRRERE S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15
Operator : JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 35 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.617 11.96 ug/l 1253690 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
Abundance Scan 2471 (8.617 min): VN070055.D\data.ms (-2452) (-) m/z 57.00 100.00%
57.0
5000
41.0
R e
‘ 830 99.0 8.20 8.40 8.60 8.80 9.00
Obrrrerrrerepereeere bl e 830 T 182 sy 4100 33.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
5000 BEEREERERAREREE R
8.20 8.40 8.60 8.80 9.00
43.0 000 m/z 56.00 31.08%
0 27\\0 L. il 83.0 .
\H‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 42.95 20.45%
41.0
27.0
0 o | \H 71.0 850 990 1140
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- T T TR
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 11.75%
5000
41.0
27.0
ol 40 R ) 999 1140
T e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15
Operator : JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 35 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 4 Pentane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.883 9.62 ug/l 1007580 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 56
5 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 50

Abundance Scan 2943 (9.883 min): VN070055.D\data.ms (-2925) (-) m/z 43.00 100.00%

43.0
71.0
5000

5[7.0
‘ 9. 50 10 00

97.0 112.0 132.2
“_Hw‘ku‘qh‘wm&‘umumu_‘u_u‘_H‘_HW‘HWH‘W‘ m/z 71.60 70.03%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0

o

5000
950 1000
27.0 57.0 m/z 70.00 52.39%
o H I H 97.0 114.0
\\‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14575: Hexane, 3,3,4-trimethyl-
43.0 57.0 71.0
950 1000
29.0
99.0
0 ol 850 | 11301280
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635: Heptane, 4-methyl-
43.0 9.50 10.00

m/z 55.00  26.79%

71.0
5000
57.0
290
oh1s0 T || ] 890 9901140

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15
Operator : JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 35 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 5 Pentane, 2,3,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.014 14.62 ug/l 1532000 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 59

Abundance Scan 2992 (10.014 min): VNO70055.D\data.ms (-2969) (-  m/z 42.95 100.00%
3.0

71.0
5000 57.0
85.1
N
990 10.00
0Lt bl e e e m/z 71,080 53.26%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 M AN
57.0 10.00
270 85.0 m/z 69.95  45.63%
0 - | H \‘ Wl \‘ 99\0 113.0
\H’HH’HH’HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 10.00
5000 m/z 57.00 43.38%
57.0
29.0
o 150 [l ||| 830 901140
A EE R R o e e RARAAR.
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0 10.00
m/z 41.00 40.82%
71.0
5000
27.0 57.0
bl WL o
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70055.D

Acqg On : 14 Dec 2021 2:15
Operator : JC/MD

Sample : M5007-11

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 35 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|
Ethane, 1-chlor... 2.271 8.2 ug/l 545691 1 8.088 3342590 50.0
Pentane, 2,3-di... 8.174 12.9 ug/l 865616 1 8.088 3342590 50.0
Butane, 2,2,3,3... 8.617  12.0 ug/l 1253690 2 8.968 5239330 50.0
Pentane, 2,3,4-... 9.883 9.6 ug/l 1007580 2 8.968 5239330 50.0
Pentane, 2,3,3-... 10.014 14.6 ug/l 1532000 2 8.968 5239330 50.0
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