LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VNO70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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: VNO70054.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.143 415 430 458 rVB2 358930 827832 7.93% 1.009%
2 5.079 1127 1152 1180 rBV3 139862 543053 5.20% 0.662%
3 5.380 1239 1264 1288 rBV3 91591 322203 3.08% 0.393%
4 5.621 1324 1354 1388 rBV3 206896 727503 6.96% ©0.887%
5 7.048 1857 1886 1914 rBV2 663001 2024125 19.38% 2.467%
6 7.847 2164 2184 2206 rVB3 63402 178463 1.71% 0.217%
7 8.024 2228 2250 2261 rBV 843288 2030032 19.43% 2.474%
8 8.086 2261 2273 2289 rVV 1400225 3200349 30.64% 3.900%
9 8.174 2289 2306 2339 rVB 2960777 7372524 70.58% 8.985%
10 8.440 2386 2405 2429 rBV 954779 2182077 20.89% 2.659%
11 8.617 2434 2471 2496 rBV 4191996 10445501 100.00% 12.730%
12 8.968 2583 2602 2636 rBV 2386968 4976469 47.64% 6.065%
13 9.513 2796 2805 2819 rVB3 94030 182358 1.75% 0.222%
14  9.593 2820 2835 2862 rVV 369501 776709  7.44%  0.947%
15 9.730 2865 2886 2904 rVB6 93284 268800 2.57% 0.328%

16  9.883 2924 2943 2966 rBV 3052253 6040114 57.83%
17 10.014 2969 2992 3024 rVV 4886214 10049440 96.21% 12.
18 10.199 3045 3061 3074 rBV3 170857 333939 3.20%
19 10.368 3101 3124 3136 rBV4 306417 627355 6.01%
20 10.441 3136 3151 3184 rVB 4053434 7594167 72.70%

VOO NN
I
(]
~N
R

21 10.610 3205 3214 3238 rVB1O® 62937 201707 1.93% 0.246%
22 10.784 3266 3279 3294 rBV3 68887 134591 1 0.164%
23 10.872 3295 3312 3330 rVV9 199206 530147 5 0.646%
24 11.259 3437 3456 3467 rBV3 82188 173153 1.66% ©0.211%
25 11.744 3620 3637 3668 rBV 4192816 7698059 73. 9.381%

26 11.993 3716 3730 3752 rVB 39206 117840 1.13% 0.144%
27 12.734 3988 4006 4027 rBV 3229391 5735858 54.91% 6.990%
28 13.675 4340 4357 4388 rBV 3564092 6209928 59.45%  7.568%
29 14.150 4518 4534 4548 rBV2 162789 287829 2.76% 0.351%
30 14.407 4614 4630 4642 rVB9 70812 148174 1.42% 0.181%

31 14.812 4770 4781 4795 rVB7 69352 116066 1.11% ©0.141%

Sum of corrected areas: 82056365
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

: VNO70054.D
: 14 Dec 2021 1:50
JC/MD
: M5007-10
: 5.00mL/MSVOA_N/WATER
: 34 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO70054.D\data.ms
4000000
3000000
2000000
1000000
3.143
5.079 5380 5.621
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VNO70054.D\data.ms
10.014
8.617 10.441 11.744
4000000
9.883
3000000 8.174
8.968
2000000
1000000 8.440
7.048
9.593 3
k 7.847 95189730 10199 1o 6. 72 11259
O | ‘ R e e
Time--> 7.00 7.50 8 OO 9 00 9 50 10.00 10 50 11.00 11.50
Abundance TIC: VNO70054.D\data.ms
4000000
13.675
12.734
3000000
2000000
1000000
11. 993 14.150 14 407 1. 812
0 T ‘ T T ‘ T T ‘ T
Time--> 1200 1250 1300 1350 1400 1450 1500 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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 Butane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.143  12.93 ug/1 827832  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 25
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
Abundance Scan 430 (3.143 min): VNO70054.D\data.ms (-415) (-) m/z 43.00 100.00%
43.0
5000 j\
T e
‘721 2.80 3.00 3.20 3.40
bbbt b e 2928 m/z 41,00 92.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #813: Butane, 2-methyl-
43.0
5000 T T T T T T

2.80 3.00 3.20 3.40
15.0 L m/z 42.00 87.86%

‘ | \‘ 720
\‘\H\‘HH \‘\‘\‘HH‘\H\‘HH‘HH‘HH‘\\H‘HH‘\H\‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #752: 3-Buten-1-ol
42.0

2.80 3.00 3.20 3.40

o

5000 m/z 57.00 61.39%
0 ESa “\72‘(\)\\\\\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane  ERARRLERmEEEE T
43.0 2.80 3.00 3.20 3.40

m/z 38.95 32.12%

5000
72.0
oL1s0 | |

et e e e e e e e NERREREEEEEEER EEEE RS
I l I f f I I I I I I I T I | T I T

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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 Butane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.079 8.48 ug/1 543053  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 56
3 Pentane 72 C5H12 000109-66-0 36
4 1-Pentene 70 C5H1e 000109-67-1 28
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 12

Abundance Scan 1152 (5.079 min): VN070054.D\data.ms (-1127) (-) m/z 42.95 100.00%

43.0
5000
71.0

ﬁn ‘ 86.0 4.80 5.00 5.20 5.40

0 et e m/z 42.00  84.80%

mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl-
43.0

5000 e
4.80 5.00 5.20 5.40
27.0

m/z 41.00 50.63%

71.0
o 90 ||| =0 " o
mz-> 0 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0

4.80 5.00 5.20 5.40

o

5000 71.0 m/z 39.00  23.94%
21.0 57.0
T e T e
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane R e ARBAEREE R
43.0 4.80 5.00 5.20 5.40

m/z 71.00 21.87%

5000

27.0 57.0 720
15.0 ‘ ‘ ‘\ H‘

e L EEEEEE . SRS
miz--> 0 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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 Pentane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.048 31.62 ug/l 2024130  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 n-Hexane 86 C6H14 000110-54-3 53
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 47

Abundance Scan 1886 (7.048 min): VN070054.D\data.ms (-1857) (-) m/z 42.95 100.00%

43.0
5000
85.1

‘ 6.80 7.00 7.20 7.40
ol

ol 2068 sz 57,00 79.63%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4480: Pentane, 2,4-dimethyl-
43.0

5000 e e
6.80 7.00 7.20 7.40

85.0 m/z 41.00 58.97%

150 H ‘ | i !
\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0

680700720740

o

29.0 85.0
0 T N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2040: n-Hexane
57.0 6.80 7.00 7.20 7.40

m/z 42.00 27.31%

29.0
5000
‘ 86.0
2'0‘ \‘ Wyl

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

o

82N120221W.M Wed Dec 15 17:44:20 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.174 115.18 ug/l 7372520  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 43
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

Abundance Scan 2306 (8.174 min): VN070054.D\data.ms (-2289) (-) m/z 56.00 100.00%

43.0 4.0
5000
71.0
R BARAaEmEEE R
‘ | 851 1001 7.80 8.00 8.20 8.40
Okl ol 1 1001 1180 1/ 43,00 85.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0 J\
5000 L DL AL B LI LN B
290 71.0 7.80 8.00 8.20 8.40
m/z 41.00 75.66%
O “‘ }‘\\\\‘l{\\\‘8\?\.(\)‘\\]_\0\?\.9\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #228: Aziridine, 2-methyl-
28.0 56.0
T
7.80 8.00 8.20 8.40
5000 m/z 57.00 66.14%
42.0
15.0 ‘ ‘
) R —
m/z--> 10 20 30 40 50 60 70 80 90 100110120 </\7
Abundance #4479: Pentane, 2,4-dimethyl- AmaaL s e R RRa
43.0 57.0 7.80 8.00 8.20 8.40
m/z 71.00 36.84%
5000 85.0
29.0
0 15.0 H ‘\ | Ly 7\10 , 1090
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 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@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.617 104.95 ug/l 10445500 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 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
Abundance Scan 2471 (8.617 min): VN070054.D\data.ms (-2434) (-) m/z 57.00 100.00%
57.0
5000 /\
8.20 8.40 8.60 8.80 9.00
\‘ 99.1 207.C
-t m/z 56.00 31.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 [T T T T[T [Ty
8.20 8.40 8.60 8.80 9.00
29.0 m/z 41.00 31.08%
M 99.0
O \‘\\\‘\‘\\\\‘\\\"\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
REEaE s
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 20.13%
29-0‘ 99.0
0l e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl- P
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 11.38%
5000
29.0 990
0 “‘“9“_““‘_” ,‘m‘HH“'mWM‘HH‘HHWH_M AR anc TS RREE A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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 6 Hexane, 2,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.593 7.80 ug/l 776709  1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 72
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
Abundance Scan 2835 (9.593 min): VN070054.D\data.ms (-2820) (-) m/z 57.00 100.00%
57.0
‘ggo“ ; ‘
‘ 70.0 83.0 99.1 ’

Oberrrrrrprre el 790 880 991 1120 10 s 00 s6.20%

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

Abundance #8642: Hexane, 2,2-dimethyl-

57.0
5000 41.0 A :
9.50
m/z 41.00 38.73%
27, 99.0
o140 || |l |l 710 840 114.0
\\‘\\\\’\\\\‘\\\\‘\\\1’\\\\‘\1\\‘\\\1’\\\\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
SR
9.50
5000 41.0 m/z 42.95 19.20%
27.0 e
0 14.0 M ‘\ \‘ I ‘ | \“ 85.0 113'0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- = ‘
57.0 9.50
m/z 55.00 12.92%
5000 41.0
27. 71.0
ol 140 \f \“‘ 1L | 840 99.0 113.0
R B e e ABARRENE (o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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 7 Pentane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.883 60.69 ug/l 6040110 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 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 72
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 2943 (9.883 min): VN070054.D\data.ms (-2924) (-) m/z 43.00 100.00%

43.0
71.0
5000
H 9.50 10.00
0 ‘_m_m‘mu Hm_“g?‘l‘l‘l?‘l m/z 71.85 69.60%
m/z--> 0 20 80 100 120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
9. 50 10 00
27.0 m/z 70.00 49.53%
0 20 | \‘ H ‘ 99.0 114.0
\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 80 100 120
Abundance #8630. Heptane, 4-methyl-
43.0
70.0 9. 50 10 00
5000 m/z 41.00 34.41%
27.0
H H H 85.0 114.0
o‘_‘w_‘ mM_‘:WU‘H_HM‘HH
m/z--> 0 80 100 120
Abundance #13220: 2,4,4—Tr|methy|—1—hexene
43.0 71.0 9. 50 10 00
m/z 54.95 23.42%
5000
27.0 ‘ ‘ 97.0
0 H ‘ 1 LIk il L ‘ L 126.0
L A e B L B T L

m/z--> 0 20 40 60 80 100 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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
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Peak Number 8 Pentane, 2,3,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.014 100.97 ug/l 10049400 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 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 2992 (10.014 min): VNO70054.D\data.ms (-2969) (- m/z 43.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70054.D

Acqg On : 14 Dec 2021 1:50
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 34 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|
Butane, 2-methyl- 3.143 12.9 ug/l 827832 1 8.088 3200350 50.0
Butane, 2,3-dim... 5.079 8.5 ug/l 543053 1 8.088 3200350 50.0
Pentane, 2,4-di... 7.048 31.6 ug/l 2024130 1 8.088 3200350 50.0
Pentane, 2,3-di... 8.174 115.2 ug/l 7372520 1 8.088 3200350 50.0
Butane, 2,2,3,3... 8.617 105.0 ug/l 10445500 2 8.968 4976470 50.0
Hexane, 2,2-dim... 9.593 7.8 ug/l 776709 2 8.968 4976470 50.0
Pentane, 2,3,4-... 9.883  60.7 ug/l 6040110 2 8.968 4976470 50.0
Pentane, 2,3,3-... 10.014 101.0 ug/l 10049400 2 8.968 4976470 50.0
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