LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31822\
Data File : VNO©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 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\82N©30722W.M

Title : SW846 8260

Signal : TIC: VN@71381.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 35 42 44 rBV 225740 429608 4.91% 0.836%
2 2.263 44 47 63 rvB 264631 716210 8.18% 1.394%
3 2.434 71 76 85 rVB 207468 339527 3.88% 0.661%
4 3,128 188 194 202 rVB2 70787 168859 1.93% 0.329%
5 5.081 513 526 539 rBV2 62678 250127 2.86% 0.487%
6 5.616 603 617 632 rBV3 124523 446940 5.11% 0.870%
7 7.045 847 860 874 rBvV2 581938 1776225 20.30%  3.456%
8 7.322 898 907 918 rVB4 38940 111112 1.27% 0.216%
9 7.845 988 996 1008 rVB3 38887 109619 1.25% 0.213%
10 8.022 1013 1026 1031 rBV 493871 1230586 14.06%  2.394%
11 8.086 1031 1037 1044 rVV 968088 2195406 25.09% 4.272%
12 8.175 1044 1052 1063 rVB 1192930 2930963 33.49% 5.703%
13  8.433 1088 1096 1109 rBV 569013 1308930 14.96% 2.547%
14 8.616 1109 1127 1138 rBV 3587104 8751353 100.00% 17.028%
15 8.704 1138 1142 1154 rVB5 84842 218506 2.50% 0.425%
16 8.963 1177 1186 1199 rBV 1437744 3064015 35.01% 5.962%
17  9.457 1257 1270 1275 rBV3 334134 859205 9.82% 1.672%
18 9.510 1275 1279 1286 rVV 152504 295610 3.38% 0.575%
19 9.592 1286 1293 1305 rVWV 255825 534907 6.11% 1.041%
20 9.728 1305 1316 1324 rVv3 86447 240448 2.75% 0.468%

21  9.880 1334 1342 1353 rVB 2270294 4407870 50.37%
22 10.010 1355 1364 1378 rVV 2775890 5670465 64.80% 11.
23 10.198 1389 1396 1403 rBV3 88403 173764  1.99%
24 10.369 1418 1425 1430 rBV 496546 885496 10.12%

0 RrO®F
w
w
00
B

25 10.439 1430 1437 1451 rVB 2349698 4275794 48.86% 320%
26 10.627 1458 1469 1477 rVB7 50852 174359 1.99% 0.339%
27 10.857 1502 1508 1511 rBV 116611 232362 2.66% ©.452%
28 11.127 1547 1554 1560 rBV3 47633 115686 1.32% ©.225%
29 11.739 1650 1658 1666 rBV 2056320 3711558 42.41% 7.222%
30 11.992 1693 1701 1711 rVB5 46101 113741 1.30% 0.221%

31 12.727 1815 1826 1835 rBV 1667797 2903269 33.18% 5.649%
32 13.668 1978 1986 1997 rBV 1540768 2649966 30.28%
33 14.145 2061 2067 2074 rBV3 57290 101296 1.16% 0.197%
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Sum of corrected areas: 51393782

82NO30722W.M Mon Mar 21 10:23:13 2022 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO71381.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

500000
229203 434

3.128 5.081 5.616
O‘ TTTT ‘ TTTT ‘ T 1T ‘ TTTT ‘ T 1T ‘ TTTT ‘ T 11T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ T 1T ‘ TTTT ‘ TTTT ‘ T T 1T ‘ TTTT ‘ TTTT ‘ TTTT ’ T 1T ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTT
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 5.40 560 580 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VNO71381.D\data.ms
3500000 8.616

3000000 10.010

2500000 9.880 10.439

11.739
2000000

1500000 8.963

1000000 8.08
7.045 8.0 8.433 10.3

500000 K /\ 0,457 cop
1 10.857
7322 7.845 704 M@mzs 10.198 ||| | 10.627 11.127

— - = e 5 e T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VNO71381.D\data.ms
3500000

T
11.50
3000000

2500000

2000000

12.727
13.668
1500000

1000000

500000
11.992 14.145

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 Sulfur dioxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.234 9.78 ug/l 429608  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 42 (2.234 min): VN071381.D\data.ms (-35) (-) m/z 63.95 100.00%

64.0
e B e
454 220 2.40 2.60
-—rt—t 7 m/z 48.00 52.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA L L L I B
220 2.40 2.60
m/z 66.00 4.62%
32‘.0
| , |
\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
220 2.40 2.60
5000 m/z 45.10 4.38%
17.0
N O N S
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e mama e e
64.0 220 2.40 2.60
m/z 50.00 3.02%
5000
44,
16.0
) ‘ L ‘ 93.0 1150 143.0 169.0
I L e e AR T
m/z--> 20 40 60 80 100 120 140 160 2.20 240 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31822\
Data File : VNO71381.D

Acqg On : 18 Mar 2022 18:43

Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@30722W.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 2 unknown2.263 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.263 16.31 ug/l 716210  Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 33
2 Sulfur dioxide 64 02S 007446-09-5 7
3 Ethyl Chloride 64 C2H5C1 000075-00-3 7
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 4

Abundance  Scan 47 (2.263 min): VNO71381.D\data.ms (-44) (-)

m/z 65.00 100.00%

65.0
5000
48.0
R e e
84.9 220 2.40 2.60
e Sl L w/z es.ee  58.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4012: Ethane, 1-chloro-1,1-difluoro-
63.0
5000 L L L L L I L
220 2.40 2.60
45.0 m/z 48.00 27.87%
3%0 ‘ 85.0
L | Ll | I .
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #415: Sulfur dioxide
64.0
R R R
220 2.40 2.60
5000 48.0 m/z 84.90 13.05%
l?D 3%0
| |
R R RN N SRR
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #410: Ethyl Chloride e
28.0 64.0 220 2.40 2.60
m/z 65.95 9.44%
5000
49.0
‘ R A e
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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.
7.045 40.45 ug/l 1776230  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
4 Octane, 2,7-dimethyl- 142 C1eH22 001072-16-8 53
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 860 (7.045 min): VN071381.D\data.ms (-847) (-) m/z 43.05 100.00%

5000
85.1
R o RRAN S
‘ 6.80 7.00 7.20 7.40
\‘\\\\‘\\\\‘\\\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\?‘Q?\g m/z 57.16 81.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
5000 LA L B I LA B
6.80 7.00 7.20 7.40
85.0 m/z 41.10 53.77%
15.0 H |
\‘\\\\‘\\\\‘\\\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0
BRI
6.80 7.00 7.20 7.40
5000 85.0 m/z 56.10  48.06%
1290
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4477: Pentane, 2,2-dimethyl-  ARAEERE S
57.0 6.80 7.00 7.20 7.40
m/z 85.10 26.16%
5000
29.0 85.0
‘_‘H‘H‘w‘u AR AR RaRRE R e
m/z--> 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\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.175 66.75 ug/l 2930960  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 43
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 38

Abundance Scan 1052 (8.175 min): VN071381.D\data.ms (-1044) (-) m/z 56.10 100.00%

56.1
43.1
5000 711
H | | 850 1001 7.80 8.00 8.20 8.40
et el PP H2T myz 43,10 78.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 980
5000 LI LA L L BN BN R B
29.0 71.0 7.80 8.00 8.20 8.40
m/z 57.10 67.00%
o | [l L |20 100
\\\‘\\\\‘\H\‘\\\i‘\‘\\\“\\ }‘1\1\“\\\\‘\\1\‘\\\\i\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2013: Oxirane, (1-methylethyl)-
410 80
R R
7.80 8.00 8.20 8.40
5000 m/z 41.05 63.28%
27.0 ‘ 71.0
el e 889
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4468: Hexane, 3-methyl- R A RARAE RS R
43.0 7.80 8.00 8.20 8.40
m/z 71.10 38.18%
5000 57.0 70.0
29.0
5o || 80 1000
T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.616 142.81 ug/l 8751350  1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59

Abundance Scan 1127 (8.616 min): VN071381.D\data.ms (-1109) (-) m/z 57.10 100.00%
57.1

5000
99.1 8.20 8.40 8.60 8.80 9.00
o TR0 1660 sz 5610 33.24%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000

8.20 8.40 8.60 8.80 9.00
m/z 41.10 26.51%

29 0 ‘
\2‘ \0\ T \ ‘ T \ T T ‘ T \7\7\"0\ T \9\9“.(\)\ T ‘ T ‘ T ‘ T
miz--> 60 80 100 120 140 160
Abundance #8653.Hexane,22—dhneﬂwk /\
57.0

8.20 8.40 8.60 8.80 9.00

5000 m/z 43.05  18.92%
29.0‘
99.0
20 4 mo®0
miz--> 0 20 40 60 80 100 120 140 160
Abundance #8676: Butane, 2,2,3,3-tetramethyl- RERas e AR o
57.0 8.20 8.40 8.60 8.80 9.00

m/z 39.05 8.20%

5000

99.0
m/z--> 0 20 40 60 80 100 120 140 160 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\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.457 14.02 ug/l 859205 1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 80
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53
4 Octane, 2,7-dimethyl- 142 C1eH22 001072-16-8 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 47

Abundance Scan 1270 (9.457 min): VN071381.D\data.ms (-1257) (-) m/z 57.10 100.00%
57.1

5000 411
99.1
9.20 9.40 9.60 9.80
[T :
\\\‘\\\\i}\\\‘\‘\\\“\\\‘\”‘\\\\‘\\\\‘\\ m/Z 43.10 91.01%
miz--> 20 40 60 80 100 120 140
Abundance #8652: Hexane, 2,5-dimethyl-
57.0
41,0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
9.20 9.40 9.60 9.80
99.0 m/z 41.10  48.17%
‘1ﬂ.\.‘0‘ T T \‘M“ T \“\ T ‘ LI ‘]‘-1‘(\4‘.0“ LI ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #8628: Heptane, 2-methyl-
43.0
R A REmARE R
9.20 9.40 9.60 9.80
5000 m/z 42.05 29.36%
270 70.0 990
S T Y
miz--> 20 40 60 80 100 120 140
Abundance #59086: Decane, 2,6,7-trimethyl- T
57.0 9.20 9.40 9.60 9.80
m/z 71.10 24.23%
5000
41.0
85.0 112.0
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 Hexane, 2,2-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.592 8.73 ug/1 534907 1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59
5 Acetamide, N-2-propenyl- 99 C5HONO 000692-33-1 52

Abundance Scan 1293 (9.592 min): VN071381.D\data.ms (-1286) (-) m/z 57.05 100.00%

57.0
5000
41.1
9.50
85.0 99.1
\H‘HH‘HH‘\H\‘HH“\“H\‘\‘\‘\M\\\7\‘]‘.\'9\‘\‘\‘H‘HH“HH‘HH‘\ m/Z 56.10 57.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0
5000
41.0 9.50
m/z 41.10 31.08%
99.0
27,0
\H‘\H\‘HH‘\H‘\‘HH‘“H\‘\‘\‘\MHH‘\\\3\3\.9‘\\\\‘\\\\‘\\?\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8642: Hexane, 2,2-dimethyl-
57.0
9.50
5000 410 m/z 43.10 17.70%
27-0 99.0
Ul gl 710 850 | 1140
e e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl- P
57.0 9.50
m/z 55.05 9.17%
41.0
5000
27,0
. ! ‘\‘ Il 711'0 86.0
e e e e e e e —4
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.880 71.93 ug/l 4407870  1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64

Abundance Scan 1342 (9.880 min): VN071381.D\data.ms (-1334) (-) m/z 43.05 100.00%

43.0
71.0
5000

57.1
“ 9.50 10,00

950 114.1
ettt e e e m/z o 71,85 77.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0

5000
950 1000
7.0 m/z 70.05 56.16%

\\‘H\\‘\\\‘\“\H\“!\\\‘\\‘1\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\14\\0‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl-
43.0

950 1000
5000 710 m/z 41.05  29.32%
29.0
150 || || 570 85.0 100.0
R e L R e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl-
43.0 9.50 10.00

m/z 55.05 22.47%

71.0
5000
57.0
290
15.0 I 850 990 114.0
80 Ll T 990 4D

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31822\
Data File : VNO71381.D

Acqg On : 18 Mar 2022 18:43

Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@30722W.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 9 Pentane, 2,3,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.010  92.53 ug/l 5670470  1,4-Difluorobenzene 8.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 1364 (10.010 min): VN071381.D\data.ms (-1355) (-  m/z 43.05 100.00%
43.0
71.1
5000 57.0
85.1
‘ 10.00
99.1
m,uH,W,WW‘M:‘wm_HJ‘:m_m““““‘1“1‘3‘:‘1_‘ m/z 71.10  59.40%
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 I ‘
57.0 10.00
27 o 85.0 m/z 70.05 50.11%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
A
T A
71.0 10.00
5000 m/z 57.05 45.72%
29.0
15.0 \‘ L 85.0 100.0
‘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 #8635: Heptane, 4-methyl-
43.0 10.00
m/z 85.10 35.70%
71.0
5000
57.0
29 0
Do %80 990 1140
HWH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘HHM‘HM‘HM‘H_‘ e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31822\
Data File : VN©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 Hexane, 2,2,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.369 11.93 ug/1l 885496  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 64
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 59
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
Abundance Scan 1425 (10.369 min): VNO71381.D\data.ms (-1418) (- m/z 57.10 100.00%
57.1
5000
41.1
,‘ ——
10.00 10.50
97.1 1131
S— | ““7‘7-‘0‘ s CLTA283 0 m/z 56.05  37.59%
m/z--> 20 40 60 80 100 120 140
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000
10.00 10.50
41.0 m/z 41.10  26.80%
1T ‘Z\G‘Rb\ T \‘\“ \7\#.(\)‘ \9\1\.()\ ‘ \%1\‘3;0‘1\2\8.\0\ ‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
10.00 10.50
5000 m/z 71.10 21.48%
41.0
26\.L) “‘\ |, 720 950 11301280
1t
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- — T
57.0 10.00 10.50
m/z 43.05 17.10%
5000
410
113.0
85.0
ol A e UL
m/z--> 20 40 60 80 100 120 140 10.00 10.50

82NO30722W.M Mon Mar 21 10:23:23 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31822\
Data File : VNO©71381.D

Acqg On : 18 Mar 2022 18:43
Operator : JC\MD

Sample : N2015-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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|
Sulfur dioxide 2.234 9.8 ug/l 429608 1 8.086 2195410 50.0
unknown2.263 2.263 16.3 ug/l 716210 1 8.086 2195410 50.0
Pentane, 2,4-di... 7.045 40.5 ug/l 1776230 1 8.086 2195410 50.0
Pentane, 2,3-di... 8.175 66.8 ug/l 2930960 1 8.086 2195410 50.0
Pentane, 2,2,4-... 8.616 142.8 ug/l 8751350 2 8.969 3064020 50.0
Hexane, 2,5-dim... 9.457 14.0 ug/l 859205 2 8.969 3064020 50.0
Hexane, 2,2-dim... 9.592 8.7 ug/l 534907 2 8.969 3064020 50.0
Pentane, 2,3,4-... 9.880 71.9 ug/l 4407870 2 8.969 3064020 50.0
Pentane, 2,3,3-... 10.010 92.5 ug/l 5670470 2 8.969 3064020 50.0
Hexane, 2,2,5-t... 10.369 11.9 ug/l 885496 3 11.739 3711560 50.0
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