LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\
Data File : VX022173.D

Acqg On : 25 May 2021 13:49
Operator : JC/MD

Sample : M2504-01

Misc : 5.0mL/MSVOA_X/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 X\Method\82X051921W.M

Title : SW846 8260

Signal : TIC: VX@22173.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.337 200 205 211 rBV2 9446 17760  2.33% 0.435%
2 2.782 270 278 287 rBV 31314 66791 8.76% 1.637%
3 5.397 696 707 722 rBV3 52134 148859 19.53%  3.648%
4 5.562 722 734 743 rBV 79634 238826 31.33% 5.853%
5 5.970 789 801 812 rBV 62452 162192 21.28%  3.975%
6 6.257 835 848 859 rBV 255554 762225 100.00% 18.681%
7 6.769 921 932 943 rBV 141922 340787 44.71%  8.352%
8 7.604 1061 1069 1080 rVB 10188 22901 3.00% 0.561%
9 7.781 1091 1098 1104 rBV3 5380 10531 1.38% 0.258%
10 7.988 1123 1132 1144 rVB 162257 325279 42.67% 7.972%
11  8.110 1144 1152 1161 rBV 133616 257086 33.73% 6.301%
12 8.427 1200 1204 1211 rVB 6597 11996 1.57% 0.294%
13 8.653 1229 1241 1251 rBV 300633 482779 63.34% 11.832%
14  9.244 1333 1338 1347 rVW 57791 94648 12.42%  2.320%
15 9.458 1363 1373 1379 rBV3 8630 16796 2.20% 0.412%
16 9.951 1447 1454 1459 rBvV 7750 12202 1.60% 299%

17 10.055 1466 1471 1478 rVB 275132 379331 49.77%
18 11.085 1635 1640 1646 rBV 221865 270258 35.46%

ONOLVOe
o
N
PN
R

19 12.024 1789 1794 1801 rVB 263027 319482 41.91% 830%
20 12.250 1827 1831 1838 rBV 21832 27144 3.56% 665%
21 12.701 1900 1905 1912 rBvV4 6583 10674 1.40% 0.262%
22 13.030 1954 1959 1965 rVvB2 5569 8192 1.07% 0.201%
23 13.122 1969 1974 1980 rBV3 12720 23805 3.12% 0.583%
24 13.237 1990 1993 1998 rVB2 10098 12303 1.61% 0.302%
25 13.304 1998 2004 2008 rBV 7727 9250 1.21% 0.227%
26 13.542 2040 2043 2049 rVV3 11509 15928 2.09% 0.390%
27 13.646 2053 2060 2061 rvVv2 8777 14788 1.94% 0.362%
28 13.664 2061 2063 2071 rVB 15103 17411 2.28% 0.427%
Sum of corrected areas: 4080224
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2504-01
: 5.0mL/MSVOA_X/WATER
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\

: VX022173.D
: 25 May 2021 13:49

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\
Data File : VX022173.D

Acqg On : 25 May 2021 13:49
Operator : JC/MD

Sample : M2504-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.782 13.98 ug/l 66791 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 38
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
4 Tetrahydrofuran 72 C4H80 000109-99-9 36
5 Pentane 72 C5H12 000109-66-0 36
Abundance Scan 278 (2.782 min): VX022173.D\data.ms (-270) (-) m/z 43.10 100.00%
43.1
5000 J\
55.0 ‘ 86.1 2.40 2.60 2.80 3.00 3.20
Ol ettt b myz 42,10 88.33%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000 L L B I L L B I
71.0 2.40 2.60 2.80 3.00 3.20
970 m/z 41.10 43.13%
. 55.0
15.0 ‘ | ‘\ | I ‘ 86\ 0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #714: Butane, 2-methyl-
43.0 j\
570 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 25.66%
29.0
so || L me
O e e e e
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1823: Pentane, 2-methyl- A Rmaas A
43.0 2.40 2.60 2.80 3.00 3.20

m/z 39.10 19.82%

5000
27.0 71.0
57.0 ‘
ol 20 150 T
SR M N T S | SR

m/z--> 0 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20

82X051921W.M Wed May 26 18:15:05 2021 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\
Data File : VX022173.D

Acqg On : 25 May 2021 13:49
Operator : JC/MD

Sample : M2504-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentane, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.257 111.83 ug/l 762225 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 45
Abundance Scan 848 (6.257 min): VX022173.D\data.ms (-835) (-) m/z 57.10 100.00%
57.1
5000
41.1
e RAARMEEAEE
6.00 6.20 6.40 6.60
M 83.1 99"2

o

et e e mM/Z 56.10 33.13%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57.0
5000

6.00 6.20 6.40 6.60

41.0 m/z . 26.74%
O \H‘HH‘HH‘\2\?\.‘0\\H“HH\‘H‘\}‘HZ]‘-\.\O\\‘\\H‘\?\g‘.?\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7649: Hexane, 2,2-dimethyl-
57.0
6.00 6.20 6.40 6.60
5000 ITI z 43.10 18.74%
41.0
27,0
020 | ‘\ 71.0 85.0 9901140
P e b S AR
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7672: Butane, 2,2,3,3-tetramethyl- T RRREREEE

6.00 6.20 6.40 6.60
m/z 39.10 9.66%

5000
41.0
27.0 99.0
. . 80

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\
Data File : VX022173.D

Acqg On : 25 May 2021 13:49
Operator : JC/MD

Sample : M2504-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentane, 2,3,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.988 47.72 ug/1l 325279 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 56

Abundance Scan 1132 (7.988 min): VX022173.D\data.ms (-1123) (-) m/z 43.10 100.00%
43.1

71.1
5000
57.0
H 7.60 7.80 8.00 8.20 8.40
OLrerprrr eyt el 72 AL 2 7116 83.62%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 I L L R
7.60 7.80 8.00 8.20 8.40
270 57.0 m/z 70.10 62.06%
0 | ‘ ‘ ‘ 97.0 114.0
\H’HH’HH’HH‘\\H‘\H\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7631: Heptane, 4-methyl-
43.0
R
71.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 33.84%
57.0
29 0
‘H,H‘W‘H‘V‘H‘HH‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3981: Pentane, 3-ethyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10  23.23%
5000 70.0
29.0
510 150 H \“‘ |, 85.0 100.0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\
Data File : VX@22173.D

Acqg On : 25 May 2021 13:49

Operator : JC/MD

Sample : M2504-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

8.110 37.72 ug/1l 257086  1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 1152 (8.110 min): VX022173.D\data.ms (-1144) (-)

m/z 43.10 100.00%

43.1
71.1
5000 571 85.2
| ‘ 99.2 7.80 8.00 8.20 8.40
O bbb e e e e m/z 71,0100 63.04%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T T T T T
57.0 7.80 8.00 8.20 8.40
270 85.0 m/z 70.10  57.46%
o ] ‘ 9901130
\H’HH’HH’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7644: Hexane, 3,3-dimethyl-
43.0
P e e
7.80 8.00 8.20 8.40
5000 71.0 m/z 57.10  48.89%
57.0 85.0
29.0
‘H,H‘W‘H‘V‘H‘HH‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 \
Abundance #7631: Heptane, 4-methyl- L A ARaERE
43.0 7.80 8.00 8.20 8.40
m/z 85.20 41.53%
71.0
5000
57.0
290
ol aso Tl 850 99.0 1140
‘H,HH,H‘WH‘W‘HW‘H‘_H‘_H‘_‘H_‘H‘HH‘H‘WH‘WH Cpee
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052521\
Data File : VX022173.D

Acqg On : 25 May 2021 13:49
Operator : JC/MD

Sample : M2504-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2,3-dim... 2.782 14.0 ug/l 66791 1 5.556 238826 50.0
Pentane, 2,2,4-... 6.257 111.8 ug/1 762225 2 6.769 340787 50.0
Pentane, 2,3,4-... 7.988 47.7 ug/l 325279 2 6.769 340787 50.0
Pentane, 2,3,3-... 8.110 37.7 ug/l 257086 2 6.769 340787 50.0
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