LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO@71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21522W.M

Title : SW846 8260

Signal : TIC: VN@71167.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.446 69 78 88 rvB 945443 1519377 2.67% 0.484%
2 3.140 182 196 215 rBV 4947493 11330470 19.88% 3.608%
3 3.522 250 261 284 rVV2 1953836 5299944 9.30% 1.687%
4 3,722 286 295 307 rVB 281489 703941 1.24% 0.224%
5 3.999 333 342 361 rVB 932003 2509277 4.40% 0.799%
6 4.263 375 387 402 rBv4 179338 659179 1.16% 0.210%
7 4.969 491 507 515 rBV 230849 832387 1.46% 0.265%
8 5.087 515 527 531 rWV 705934 2441731 4.28% 0.777%
9 5.163 532 540 568 rVB5 1396163 8289050 14.54% 2.639%
106 5.622 602 618 639 rBV 980541 3346282 5.87% 1.065%
11 5.934 659 671 685 rVB2 238128 764824  1.34%  0.244%
12 6.122 690 703 719 rBV2 407590 1244078 2.18% 0.396%
13 6.469 752 762 774 rVB 698619 2134658 3.75% 0.680%
14 6.610 774 786 794 rBV 496433 1549517 2.72%  0.493%
15 6.698 794 801 812 rVV3 252168 974139 1.71% 0.310%
16 6.898 826 835 850 rVB 597718 1738286 3.05% 0.553%
17 7.045 850 860 867 rBV2 202750 605894 1.06% 0.193%
18 7.145 867 877 886 rVV 2926632 8692573 15.25% 2.768%
19 7.216 886 889 901 rVB2 336235 798708 1.40% 0.254%
20 7.839 987 995 1005 rVB 1192199 2897861 5.08% 0.923%
21 8.016 1015 1025 1030 rBV 561465 1440436 2.53% 0.459%
22 8.087 1030 1037 1045 rVvVv4 2207797 5891447 10.34% 1.876%
23 8.175 1045 1052 1064 rVB2 800604 2097998 3.68% 0.668%
24  8.292 1064 1072 1078 rBV 326173 733591 1.29% 0.234%
25 8.457 1088 1100 1112 rBV 10250599 24532905 43.05% 7.811%
26 8.581 1113 1121 1127 rBV4 536333 1618866 2.84% 0.515%
27 8.704 1137 1142 1152 rVB 292013 699600 1.23% 0.223%
28 8.963 1176 1186 1199 rBV3 2234361 5521947 9.69% 1.758%
29 9.239 1228 1233 1243 rVB 377579 811851 1.42% 0.258%
30 9.457 1254 1270 1276 rBV2 835565 2544059 4.46% 0.810%
31 9.969 1349 1357 1361 rBV 765409 1518124 2.66% 0.483%
32 10.010 1361 1364 1372 rVB2 449325 862954 1.51% 0.275%
33 10.316 1409 1416 1422 rBV2 539314 1037650 1.82% 0.330%
34 10.433 1429 1436 1442 rBV 2600574 4842273 8.50% 1.542%
35 10.498 1442 1447 1461 rVV 3977315 7447554 13.07% 2.371%

36 10.633 1461 1470 1476 rVV2 343705 762755 1.34% 0.243%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO@71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21522W.M
Title : SW846 8260

37 10.851 1501 1507 1518 rVB5 270658 637243 1.12% ©0.203%
38 11.739 1650 1658 1665 rBV 2318328 4100280 7.19% 1.305%
39 11.839 1667 1675 1685 rVV 15474055 26248924 46.06% 8.357%
40 11.951 1685 1694 1706 rVB 29276301 56992473 100.00% 18.146%

41 12.274 1738 1749 1760 rBV 5087986 8492002 14.90% 2.704%
42 12.574 1793 1800 1808 rBV 1605520 2616525 4.59%  0.833%
43 12.727 1818 1826 1836 rVB 1901307 3267803 5.73% 1.040%
44 12.916 1847 1858 1863 rBV 2975206 4841114  8.49% 1.541%
45 12.974 1863 1868 1871 rVV 2167782 3767649 6.61% 1.200%
46 13.010 1871 1874 1878 rVV 3595523 5530358 9.70% 1.761%
47 13.051 1878 1881 1892 rVB 2723155 4170706  7.32% 1.328%

48 13.216 1901 1909 1918 rBV 4060565 6663920 11.69% 2.122%
49 13.363 1926 1934 1948 rVV 13328734 21502759 37.73% 6.846%
50 13.698 1980 1991 2001 rBV2 6196957 13235338 23.22% 4.214%

51 13.833 2007 2014 2015 rBV 656906 892150 1.57% ©0.284%
52 13.868 2015 2020 2037 rVB 7152754 13528198 23.74% 4.307%
53 14.063 2046 2053 2058 rBV2 491848 853759 1.50% 0.272%
54 14.121 2058 2063 2067 rBV 602028 1046460 1.84% ©0.333%
55 14.210 2073 2078 2084 rVB 1370961 2046708 3.59% 0.652%
56 14.274 2084 2089 2092 rVV 370804 592785 1.04% 0.189%
57 14.321 2092 2097 2105 rVB2 1525245 2469214 4.33% 0.786%
58 14.533 2125 2133 2136 rBV 960163 1497377 2.63% 0.477%
59 14.574 2136 2140 2145 rVB 740038 1149042 2.02% 0.366%
60 14.804 2173 2179 2185 rBV 933533 1443562 2.53% 0.460%
61 14.921 2191 2199 2206 rBV2 1628885 3311605 5.81% 1.054%

62 15.498 2289 2297 2305 rBV 1350444 2486363 4.36% 0.792%

Sum of corrected areas: 314080503
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N1776-03
: 5.0mL/MSVOA_N/WATER
: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\

: VNO71167.D
: 04 Mar 2022 13:40

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN071167.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07
5000000 3.140
3.522 3
0 e 3722 3999 4063 49 5822 59346.122  6.466.638986.8!
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\\\\‘\\\\—‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VNO71167.D\data.ms
2.5e+07
2e+07
11.8
1.5e+07
8.457
le+07
5000000 10.498
7.145 T 8.087 8.963 10.4 11.73
o 7,%&@16 8350181802 B5%704 [\ 92399457 98640 10.316|/10.63310.85
— — S e e e — ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN071167.D\data.ms
1.951
2.5e+07
2e+07
1.5e+07 13.363
le+07
12.274 13,698 17
5000000 J\ 121 3.216
. 1
12.533.727 ]\ 2L dgs921 15.498
383314044 577 14483414, :
O T ‘ T T T T ‘/\\ \/\\ T ‘ T T T T ‘ T T T T ‘ @&\ T 4\ ‘j\ﬁ\" 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@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.140  96.16 ug/1 11330500  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 33
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
5 1-Butene 56 C4H8 000106-98-9 9

Abundance Scan 196 (3.140 min): VN071167.D\data.ms (-182) (-) m/z 43.05 100.00%

43.0
57.1
5000
o ERBEEEOEY RS
‘ ‘ 721 2.80 3.00 3.20 3.40
O ettt el ol 810 myz 42,05 87.85%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L R R IR B
29.0 2.80 3.00 3.20 3.40
m/z 41.10 84.75%
150 ‘ | | 72.0
OH\’HH‘HM‘HH"H\‘HH’HH“HH‘HH’
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
EREEEOER R S
2.80 3.00 3.20 3.40
5000 m/z 57.10 63.82%
27.0 30 70
15.0
R AN
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol R RamE e RRRRRESL
42.0 2.80 3.00 3.20 3.40
310 m/z 39.10 25.91%
5000 j\
57.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.522  44.98 ug/1 5299940  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Oxirane, ethyl- 72 C4H80 000106-88-7 50
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 16
Abundance Scan 261 (3.522 min): VN071167.D\data.ms (-250) (-) m/z 43.10 100.00%
43.
5000 j\
 RRRR R R
s 5. 05‘7"0 . 072‘-0 3.20 3.40 3.60 3.80
Ot e e H e e e e m/z 42.10 61.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 L,
3.20 3.40 3.60 3.80
. m/z 41.10 53.14%
270 570 72.0 /
0 150 | 500 es0
H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH \\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
A
R Ra R
57.0 3.20 3.40 3.60 3.80
5000 m/z 39.10 19.69%
29.0
72.0
0 15.0 50.0
T T I e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 M
Abundance #762: Oxirane, ethyl- R AREREE R
42.0 3.20 3.40 3.60 3.80
m/z 57.05 15.65%
5000 27.0
57.0 71.0
B s
) S RS 1 vt 7. N S | S\ A G
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.999 21.30 ug/l 2509280  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 86
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 80
Abundance Scan 342 (3.999 min): VN071167.D\data.ms (-333) (-) m/z 55.10 100.00%
55.1
41.1
e
‘ 3.60 3.80 4.00 4.20 4.40
0 ““‘H“““‘H“““w‘u“NJH““pr““‘ m/z 70.10  40.50%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 /\‘\\\\\‘\\\\‘\\\\‘\\\\’\\
410 700 3.60 3.80 4.00 4.20 4.40
29.0 ‘ | m/z 41.10  28.32%
0 \\\‘\\\\‘\\\\‘\\\‘{“\\\{i\‘\\\i‘\‘}}\‘\\\‘\“‘\\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance
55.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.10 28.19%
41.0 70.0
27.0
10 150
0 e e e et e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0 3.60 3.80 4.00 4.20 4.40
m/z 42.10  22.80%
5000 39.0 70.0
27.0
15.0 ‘ ‘ ‘ ‘
L S I, N e
m/z--> 0 10 20 30 40 50 60 70 80 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Butane, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.087 20.72 ug/1 2441730  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 38
4 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 12
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 12
Abundance Scan 527 (5.087 min): VN071167.D\data.ms (-515) (-) m/z 43.10 100.00%

43.1
5000
71.1

T T
55.1 86.1 4.80 5.00 5.20 5.40

e e et e e m/z 42.10 85.02%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0

5000 e
4.80 5.00 5.20 5.40

71.0 m/z 41.10  39.60%

27.0 )
. 150 850 860
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0

4.80 5.00 5.20 5.40

o

5000 m/z 71.10 25.54%
27.0 710
20 150 570 86.0
oY 11 | PSS S
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl- AEETEEEEES S
42.0 4.80 5.00 5.20 5.40

m/z 39.10 17.10%

5000
55.0
27.0 70.0
15.0 ‘ | ‘
0 1 11 | L

m/z--> 0O 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\VN@30422\
Data File : VNO71167.D

Acqg On : 04 Mar 2022 13:40

Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.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 5 Cyclopentane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.163 70.35 ug/1 8289050  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 53
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 1-Pentene 70 C5H10 000109-67-1 50
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 40
5 Butane, 1-bromo-3-methyl- 150 C5H11Br 000107-82-4 32
Abundance Scan 540 (5.163 min): VN0O71167.D\data.ms (-532) (-) m/z 42.10 100.00%
42.1
5000 70.1 J\/\\
RN e R R
‘ 4.80 5.00 5.20 5.40
obrrrpeeedlelbild o 203 nyz 43,10 74.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #636: Cyclopentane
42.0

5000 T eesun
4.80 5.00 5.20 5.40

70.0 m/z 41.18 53.38%

.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

4.80 5.00 5.20 5.40

o

5000 m/z 55.10 38.76%
710
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #629: 1-Pentene R
42.0 4.80 5.00 5.20 5.40
m/z 70.10  38.43%

m/z-->

5000 70.0 ]\
0150H ‘\ Ll

20 40 60 80 100 120 140 160 180 200

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO71167.D

Acqg On : 04 Mar 2022 13:40

Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.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 6 Pentane, 3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.622  28.40 ug/l 3346280  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 47
Abundance Scan 618 (5.622 min): VN071167.D\data.ms (-602) (-) m/z 57.10 100.00%
57.1
41.0
5000
R R
| | 71 s 5.20 5.40 5.60 5.80 6.00
0 P e e e e m/z 56.10 86.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 [T T T[T T[T T[T i T
5.20 5.40 5.60 5.80 6.00
m/z 41.05 63.65%
27.
S T e
0 \\‘\\\\’\\\i‘\\\\‘}\\\’\\\\‘\\\\‘\\\\’\\}\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
RamEn e e
5.20 5.40 5.60 5.80 6.00
5000 41.0 m/z 43.05 24.86%
71.0
0 14.0 27.0 85.0 113.0
T 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- REmaame
57.0 5.20 5.40 5.60 5.80 6.00
m/z 39.05 16.18%
5000 41.0
27. 71.0
R A e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VN@30422\
Data File : VNO71167.D

Acqg On : 04 Mar 2022 13:40

Operator JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Cyclopentane, methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.145  73.77 ug/l 8692570  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
3 Cyclohexane 84 C6H12 000110-82-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 877 (7.145 min): VNO71167.D\data.ms (-867) (-) m/z 56.10 100.00%
56.1
41.1
TR
H ‘ 84.0 6.80 7.00 7.20 7.40
N 1 U SRR I m/z 41.18 51.99%
m/z--> 10 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 T[T T [T T T T[T T[T rTT T
6.80 7.00 7.20 7.40
m/z 69.10 42.44%
15.0 25‘3‘0 M 840
O\\‘\\\\‘\\ “\\\}“\‘\\\i‘\w‘\‘\\\‘11\\\\‘\!\\‘\\
miz--> 10 40 50 60 90
Abundance
41.0 56.0
R A EEARRREEES SRR
6.80 7.00 7.20 7.40
5000 m/z 55.10 25.38%
27.0
69.0
84.0
e A
m/z--> 10 90
Abundance #1646: Cyclohexane EARaEEEEE
56.0 6.80 7.00 7.20 7.40
84.0 m/z 39.05 21.85%
5000 41.0
69.0
27.0 H
obr 280 il s N A
m/z--> 10 30 40 50 60 90 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@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Cyclopentene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.839  24.59 ug/l 2897860  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 83
5 1,4-Pentadiene, 2-methyl- 82 C6H1e0 000763-30-4 83
Abundance Scan 995 (7.839 min): VN071167.D\data.ms (-987) (-) m/z 67.05 100.00%
67.0
5000
82.0
391 L L LRI B AN IR

| osea | 7.60 7.80 8.00 8.20
““H““‘w“““w‘gﬂl‘w““pw‘nh ——  m/z 82.05 29.06%

m/z--> 10 20 30 50 60 70 90
Abundance #1405: Cyclopentene, 1-methyl-
67.0

5000 R LT RS S
7.60 7.80 8.00 8.20

39.0 82.0 m/z 39.10 17.61%

27.0 ‘ 53.0
15.0 ‘
O\\‘\\\\‘\\\‘\‘\\\\‘\\\\“H‘\\’\\‘\\‘\\\‘\"‘\\\‘\\
m/z--> 10 20 30 50 60 70 90
Abundance
67.0

7.60 7.80 8.00 8.20
5000 m/z 81.10 14.33%

39.0 82.0
27.0
54.0
15.0
(O T I R I o e e A R
mlz--> 10 20 30 40 50 60 70 80 90
Abundance #1403: Cyclopentene, 3-methyl-
67.0

7.60 7.80 8.00 8.20
m/z 41.05 14.22%

5000
270 00 82.0
07
0 i Ay H\M Al m‘

m/z--> 10 20 30 40 50 60 70 90 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 9 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.216  25.17 ug/1 6663920 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1909 (13.216 min): VNO71167.D\data.ms (-1901) (- m/z 105.10 100.00%
105.1
5000
120.1
39.1 63.1 77‘-0 91‘-0 13.00 13.50
Obrrprrrrprrrrprrrtprre i et bl m/z 120,05 30.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00 13.50
m/z 77.00 11.99%
77.0 91.0
0 \\‘]\_\5\.(\)‘H\‘\|H3\?|.\0H\|‘HH6|%\.‘\O\‘\Hm‘Hu“iH\‘\‘11\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
120.0 U U
13.00 13.50
5000 m/z 91.05 11.91%
77.0
0 15.0 39.0 63.0 910
T I T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ]\
Abundance #10728: Benzene, 1-ethyl-4-methyl- e /\‘ —r— A
105.0 13.00 13.50
m/z 79.10 9.03%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO©71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.868 51.11 ug/1l 13528200 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 53
Abundance Scan 2020 (13.868 min): VN071167.D\data.ms (-2015) (- | m/z 117.10 100.00%
117.1
5000 /\
91‘1 13.50 14.00
o"‘_‘3”_nhMJHu_M‘H"W_MW_M%Q?S:? m/z 118.10  56.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
1350 1400
m/z 115.0 31.60%
91.0
39.0 63.0
O\]_\5\‘\\\\“\\H\\““\‘\\\‘\\“\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
e LAk
1350 1400
5000 m/z 91.10 14.63%
91.0
o 27.0 51.0
R B A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10190: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 57.90 8.29%
5000
58.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@30422\
Data File : VNO@71167.D

Acqg On : 04 Mar 2022 13:40
Operator : JC\MD

Sample : N1776-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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- 3.140 96.2 ug/l 11330500 1 8.081 5891450 50.0
Pentane 3.522 45.0 ug/l 5299940 1 8.081 5891450 50.0
Cyclopropane, 1... 3.999 21.3 wug/l 2509280 1 8.081 5891450 50.0
Butane, 2,3-dim... 5.087 20.7 ug/l 2441730 1 8.081 5891450 50.0
Cyclopentane 5.163 70.3 ug/l 8289050 1 8.081 5891450 50.0
Pentane, 3-methyl- 5.622 28.4 wug/l 3346280 1 8.081 5891450 50.0
Cyclopentane, m... 7.145 73.8 wug/l 8692570 1 8.081 5891450 50.0
Cyclopentene, 1... 7.839 24.6 ug/l 2897860 1 8.081 5891450 50.0
Benzene, 1l-ethy... 13.216 25.2 ug/l 6663920 4 13.669 13235300 50.0
Indane 13.868 51.1 wug/1l 13528200 4 13.669 13235300 50.0
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