LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

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©33022W.M

Title : SW846 8260

Signal : TIC: VN@71761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.240 37 43 45 rBV2 50810 96754 2.78% 0.354%
2 4.263 374 387 401 rBV6 33892 135457 3.89% 0.496%
3 4.581 428 441 448 rBV2 13838 42809 1.23% 0.157%
4 5.075 513 525 557 rVB3 80916 371507 10.67%  1.359%
5 5.369 564 575 585 rBV3 22683 85019 2.44% 0.311%
6 5.622 603 618 631 rBV3 64829 230207 6.61% 0.842%
7 7.045 852 860 870 rBV5 17938 56035 1.61% 0.205%
8 7.334 898 909 921 rVB5 12121 40755 1.17% 0.149%
9 7.845 977 996 1005 rBV5 23683 84186 2.42% 0.308%
10 8.022 1013 1026 1031 rBV 398306 993366 28.54%  3.635%
11 8.081 1031 1036 1045 rVV 767186 1780413 51.14% 6.515%
12 8.169 1045 1051 1063 rVvV3 71577 192619 5.53% 0.705%
13 8.298 1065 1073 1077 rVV3 27825 62058 1.78% 0.227%
14 8.357 1078 1083 1088 rVV5 16173 38464 1.10% 0.141%
15 8.439 1088 1097 1109 rVVW 417765 993591 28.54% 3.636%
16 8.616 1109 1127 1136 rW 400902 1124745 32.31% 4.116%
17 8.704 1137 1142 1154 rVB4 49391 127600 3.67% 0.467%
18 8.963 1176 1186 1199 rBV 1123407 2393741 68.76% 8.759%
19 9.198 1219 1226 1232 rBV4 17523 35029 1.01% 0.128%
20 9.422 1253 1264 1275 rBv4 92190 253318 7.28% 0.927%
21 9.592 1287 1293 1300 rBV2 45070 92008 2.64% 0.337%
22 9.728 1308 1316 1323 rBV2 45107 94364 2.71% 0.345%
23 9.881 1334 1342 1351 rVB 372019 736160 21.15% 2.694%
24 10.010 1351 1364 1377 rBV 680801 1457258 41.86% 5.332%
25 10.198 1388 1396 1402 rBv4 38417 86398 2.48% 0.316%
26 10.363 1419 1424 1429 rVB2 44368 77301 2.22% 0.283%
27 10.439 1429 1437 1456 rVV 1879362 3481186 100.00% 12.738%
28 10.633 1459 1470 1477 rVV5 55458 172546 4.96% 0.631%
29 10.781 1490 1495 1500 rVvV5 24849 44805 1.29% 0.164%
30 10.857 1500 1508 1517 rVvVv2 101816 244756 7.03%  0.896%
31 10.945 1517 1523 1532 rVB8 23230 63059 1.81% 0.231%
32 11.251 1566 1575 1581 rBvV6 43960 92011 2.64% 0.337%
33 11.398 1595 1600 1605 rBV3 20706 36549 1.05% 0.134%
34 11.551 1622 1626 1635 rVB9 15347 42064 1.21% ©.154%
35 11.739 1651 1658 1671 rBV 1715779 3133064 90.00% 11.464%
36 12.580 1794 1801 1807 rBV 41618 77804 2.23% 0.285%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

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©33022W.M
Title : SW846 8260
37 12.727 1819 1826 1835 rBV 1231313 2121339 60.94% 7.762%
38 12.916 1851 1858 1867 rVB 38420 78243 2.25% ©.286%
39 13.480 1946 1954 1963 rBv2 119834 260688 7.49% 0.954%
40 13.674 1979 1987 1998 rBV 1296438 2299047 66.04% 8.413%
41 13.769 1999 2003 2007 rvVv 22283 35396 1.02% ©0.130%
42 13.833 2008 2014 2020 rVWW 257337 426003 12.24% 1.559%
43 13.916 2024 2028 2037 rVV2 45247 114036 3.28% 0.417%
44 13.998 2037 2042 2048 rVB 73797 118483 3.40% 0.434%
45 14.145 2058 2067 2073 rBVv3 81104 161887 4.65% ©.592%
46 14.216 2073 2079 2085 rVW 348286 542583 15.59%  1.985%
47 14.274 2085 2089 2092 rVvV 24279 39844 1.14% 0.146%
48 14.327 2092 2098 2104 rVV2 188160 329087 9.45% 1.204%
49 14.404 2104 2111 2116 rVBS5S 70214 150004 4.31% 0.549%
50 14.463 2116 2121 2125 rBV 39538 58575 1.68% 0.214%
51 14.539 2125 2134 2141 rVB 434717 719510 20.67% 2.633%
52 14.810 2175 2180 2185 rVWv3 58274 108975 3.13% 0.399%
53 14.921 2192 2199 2206 rVWv4 91098 213604 6.14% 0.782%
54 14.992 2206 2211 2216 rVB3 21623 48663 1.40% 0.178%
55 15.192 2238 2245 2251 rBV2 76851 162810 4.68% ©.596%
56 15.304 2256 2264 2277 rVB4 80875 207171 5.95% 0.758%
57 16.110 2390 2401 2406 rBV2 30773 63588 1.83% ©0.233%
Sum of corrected areas: 27328542
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO71761.D\data.ms
1500000
1000000
500000
i 2.240 4263 4581 5075 5369 5622
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
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: VNO71761.D\data.ms
10.439 11.739
1500000
8.963
1000000
8.081
10.010
500000 8.0 8.43% 616 9881
9.42 0.857
7085732 7845 | 8169g0al | 8.704 0198 24%% 52728 10.199.3 10.6§§1W5 11.251 393 551
e e e e e e 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: VNO71761.D\data.ms
1500000
12727 13.674
1000000
500000 14.539
14.216
13.833
13.480 .
12.580| | 12.916 N a7 ?é*lﬁgg- HA 14.8 .Zglgi‘r’ﬁﬁe“ 16.110
O T ‘ T T ‘ T T T T ‘ T T ‘ 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©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.075 10.43 ug/1 371507  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 1-Pentene 70 C5H1e 000109-67-1 28
4 1,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 28
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 12
Abundance Scan 525 (5.075 min): VN071761.D\data.ms (-513) (-) m/z 43.10 100.00%
5000
71.1
R e
55.2 86.1 4.80 5.00 5.20 5.40

ol et AT m/z 42.05 80.19%

mlz--> 0O 10 20 30 40 50 60 70 80 90

Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L L B AL
71.0 4.80 5.00 5.20 5.40
970 m/z 41.10 41.16%
. 55.0
86.0
O\\\‘\\\\‘]\-\5\.(\)‘\\\‘\“\\\\‘i\}\\“\‘\‘{\‘\\\\‘i\\\‘\\l\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0 /k
SRR AN OV A0V
4.80 5.00 5.20 5.40
5000 m/z 71.10 28.71%
27.0 71.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene e
42.0 4.80 5.00 5.20 5.40
m/z 39.10 20.41%
55.0
5000 70.0
29.0
015'0‘ \«“,/\\””
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©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 9
R.T. EstConc Area Relative to ISTD R.T.
8.169 5.41 ug/1 192619  Pentafluorobenzene 8.081

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 Cyclohexane 84 C6H12 000110-82-7 50
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 47
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 45

Abundance Scan 1051 (8.169 min): VN071761.D\data.ms (-1045) (-) m/z 56.05 100.00%

56.0
5000
| 81.0 So7.C 7.80 8.00 8.20 8.40
ol el by 2128 2L myz 43,85 70.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000
29.0 7.80 8.00 8.20 8.40
m/z 57.10 61.15%
‘ ‘85.0
O \‘\\\‘\‘\‘\\\‘}\‘\‘“\\‘\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3778: 1-Pentene, 2,4-dimethyl-
56.0
e  ERREA S
7.80 8.00 8.20 8.40
5000 m/z 41.05 54.13%
27.0
L
Ol ‘Hh\“u\\“u\\‘\m‘\m‘\m‘\m‘uu
m/z--> 0 20 40 60 80 100 120 140 160 180 200 N/\/\
Abundance #1645: Cyclohexane R S e R ARE
56.0 7.80 8.00 8.20 8.40
84.0 m/z 71.05 37.60%
5000
27.0
02 UL M
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\VN©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 2
R.T. EstConc Area Relative to ISTD R.T.
8.616  23.49 ug/l 1124750 1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
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 59

Abundance Scan 1127 (8.616 min): VN071761.D\data.ms (-1109) (-) m/z 57.10 100.00%

57.1
5000
41.0

| g31 991 8.20 8.40 8.60 8.80 9.00
e el e e e M/Z0 56,10 32.04%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0

5000 _“‘_“w“u,‘u“‘
8.20 8.40 8.60 8.80 9.00
41.0

‘ m/z 41.05 23.68%

130 27 M 83.0 %0 1140
\H‘\H\‘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 #8660: Pentane, 2,2,4-trimethyl-
57.0 /\

820840860880900

o

o

41.0
vo | e w0
-ttt
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0 8.20 8.40 8.60 8.80 9.00

m/z 39.10 8.39%

5000
41.0
99.0

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\VN©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Cyclopentane, 1,3-dimethyl-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.422 5.29 ug/l 253318 1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 83
5 Cycloheptane 98 C7H14 000291-64-5 72

Abundance Scan 1264 (9.422 min): VN071761.D\data.ms (-1253) (-) m/z 55.10 100.00%

581 70.1
41.1
5000
83.1
970 ‘\\\\/’\T\\\\‘\\\\‘\\\\’\\\
‘ ‘ ‘ “ 9.00 9.20 9.40 9.60 9.80
0b el Ml myz 70,10 99.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
9.00 9.20 9.40 9.60 9.80
270 83.0 m/z 56.10  95.95%
15.0 ‘ ‘ 9.0
0\\‘\H\‘\\}}‘“\Hl\‘u\i‘\”\‘\‘u‘\u‘\H‘\“‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
PO T
410 9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 61.87%
27.0 83.0
150 | ‘ ‘ 98.0
0 ‘w“ﬁ‘_‘ll,u‘llﬂu‘}WEM“Nﬂlh‘uwm““u““u‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 9.00 9.20 9.40 9.60 9.80
41.0 m/z 69.10 47.92%
5000
270 ‘ 830 980 /\J\
o““1‘5"9_”‘1“‘m}“uwu‘l‘wmw‘HH‘“HWHH_M R A
m/z--> 10 20 30 40 50 60 70 80 90 100 9.00 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©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.881 15.38 ug/l 736160 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 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 83
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 74
5 3,4-Diethyl hexane 142 C1eH22 019398-77-7 64

Abundance Scan 1342 (9. 881 min): VNO71761.D\data.ms (-1334) (-) m/z 43.10 100.00%

43.1 71.1
5000

9. 50 10 00

0 “mwm“‘mwM‘W??‘lmw‘H_m_ m/z 71.10 94.48%
m/z--> 0 20 60 80 100 120 140 160
Abundance #8663. Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
9. 50 10 00

m/z 70.05 76.42%

0 ‘ ‘ H . 91.0 1140
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 80 100 120 140 160
Abundance #4472. Pentane, 3-ethyl-
43.0
AN

9. 50 10 00
5000 70.0 m/z 41.10  32.23%
0 15.0 H “‘\ “H | 109'0
T e B A LA B S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0 9. 50 10 00

m/z 55.05 27.31%

) /\H\J\J\MM
0 24.0 “\ ‘ I 990 1200 155.0

m/z--> 0 200 40 60 80 100 120 140 160 10. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40122\
Data File : VNO71761.D

Acqg On : 01 Apr 2022 18:32

Operator JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 2,3,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
lo.610 30.44 ug/l 1457260 1,4-Difluorobenzene 8.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,3,3-trimethyl- 114 camis 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, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
Abundance Scan 1364 (10.010 min): VN071761.D\data.ms (-1351) (- m/z 43.05 100.00%
43.0
71.0
57.0
5000 85.1
T \
| 99.1 10.00
0Lt bl el et e m/z 71,050 71.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 s :
57.0 10.00
270 85.0 m/z 70.10  62.62%
0 . I H \‘ in \‘ 99\0 113.0
\H’HH’HH’HH‘HH‘\H\‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
ABT~ants
71.0 : -
5000 57.0 85.0 m/z 57.05 53.56%
29.0
99.0
0 ‘H,H“,1‘?;9,‘HH_mu‘mWMHul‘mwmm_www
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 J\ /\
Abundance #8635: Heptane, 4-methyl- i A
43.0 10.00
m/z 85.10 46.56%
71.0
5000
57.0
29.0
o 150 | [l ||| 830 690 1140
P e e e e e e e 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©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.833 9.26 ug/l 426003 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 87

Abundance Scan 2014 (13.833 min): VN071761.D\data.ms (-2008) (-  m/z 105.10 100.00%
5

105.1
5000 134.0 /\
- oy
51.1 77‘-0 | 13.50 14.00
Oberpererrrrpeerreieesy el el ML myz 119.05  98.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
13.50 14.00
91.0 .
m/z 134.00 47.41%
39.0 65.0
O H‘:L\?\.\()‘\H‘\“HH"‘\\Hi‘“\\‘\’\‘\‘\\‘\H‘H‘HH"“\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
110.0 /\
P e
13.50 14.00
5000 134.0 m/z 91.10 27.25%
91.0
41.0 65.0
Ol 289 0 2 e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #17028: Benzene, 1,3-diethyl- e A
119.0 13.50 14.00
m/z 77.05 15.04%
5000 134.0
91.0
wo s " A
0 \\‘1”5(\0‘\\Mu\\‘,‘\\ui‘m\,M\‘\H‘H‘u\w,;\u‘M\,u‘\‘\l\m‘u‘u‘u Ry Py
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.216 11.80 ug/l 542583 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 2079 (14.216 min): VN071761.D\data.ms (-2073) (-  m/z 119.05 100.00%

119.1
5000
39.0 77‘_1 L b8l 14.00 14.50
Ol 9 m/z 134.05 28.82%
miz--> 50 100 150 200 250
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
14.00 14.50
m/z 91.05 16.06%
390 77.0
O\\‘\‘\“‘\“\‘”\ \““‘\”‘! T L L B By N B B B
miz--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
= o
14.00 14.50
5000 m/Z 120.10 9.59%
77.0
o0 1
Y A A ——
m/z--> 50 100 150 200 250 )\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- PLp— ——
119.0 14.00 14.50
m/z 105.10 9.21%
5000
77.0
39.0 ‘
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40122\
Data File : VNO71761.D

Acqg On : 01 Apr 2022 18:32

Operator JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Indan, 1-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.327 7.16 ug/1 329087 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 80
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 72
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 72

Abundance Scan 2098 (14.327 min): VN071761.D\data.ms (-2092) (-

m/z 117.10 100.00%

1171
5000
e
390 63.1 : :
om"Hm_uhM:M;m‘mw” ol 1490 2069 n/z 115.05  34.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11y7.0
5000 M IVALN
14.00 14.50
910 m/z 132.05 29.71%
39.0 65.0 " ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 AA
‘ A pa
14.00 14.50
5000 m/z 91.05 16.89%
91.0
ZIO\S%OH \ ‘ I
ottt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene ‘ T
117.0 14.00 14.50
m/z 119.10  14.95%
5000
91.0
70 %0 L L
O bbb el e Ml - —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.539  15.65 ug/1 719510 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 2134 (14.539 min): VN071761.D\data.ms (-2125) (- m/z 119.05 100.00%

119.1
5000
910 — iV
390 651 \ W 148.0 206.9 1459
0 bbb M 12200 2009 sz 134,05 47.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
91.0 m/z 91.05  15.79%
39.0
150 " 030, ‘ W
0\\\‘\‘\\\‘\\\\“\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
14.50
5000 ITI/Z 133.05 10.20%
0 91.0
o250, 0 00 L
miz--> 20 40 60 80 100 120 140 160 180 200 M W\/\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- et T
119.0 14.50
m/z 120.10 9.79%
5000
41.0 910
0"w‘MHHHN‘%QHM‘W‘NM‘M‘HM‘H‘W“H‘H“_‘H —q iV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71761.D

Acqg On : 01 Apr 2022 18:32
Operator : JC\MD

Sample : N2090-11

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 2,3-dim... 5.075 10.4 ug/l 371507 1 8.081 1780410 50.0
Pentane, 2,3-di... 8.169 5.4 ug/l 192619 1 8.081 1780410 50.0
Butane, 2,2,3,3... 8.616  23.5 ug/l 1124750 2 8.969 2393740 50.0
Cyclopentane, 1... 9.422 5.3 ug/l 253318 2 8.969 2393740 50.0
Pentane, 2,3,4-... 9.881 15.4 ug/l 736160 2 8.969 2393740 50.0
Pentane, 2,3,3-... 10.010 30.4 ug/l 1457260 2 8.969 2393740 50.0
Benzene, 1,2-di... 13.833 9.3 ug/l 426003 4 13.674 2299050 50.0
Benzene, 1l-ethy... 14.216 11.8 ug/l 542583 4 13.674 2299050 50.0
Indan, 1-methyl- 14.327 7.2 ug/l 329087 4 13.674 2299050 50.0
Benzene, 1,2,4,... 14.539 15.7 ug/l 719510 4 13.674 2299050 50.0
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