LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/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\82N©90222W.M

Title : SW846 8260

Signal : TIC: VN@74311.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.405 79 88 97 rBV 2973725 4531560 1.71% 0.421%
2 3.087 193 204 229 rVB 18246290 38746778 14.63% 3.601%
3 3.457 258 267 289 rVW 3694587 9028745 3.41% 0.839%
4 3.934 339 348 362 rVB 1134730 2997961 1.13% 0.279%
5 5.081 533 543 576 rVB5 2364144 13981756 5.28% 1.299%
6 5.534 604 620 639 rBV 1788332 6169878 2.33% 0.573%
7 6.040 692 706 722 rBV2 1141296 3416190 1.29% 0.317%
8 7.069 869 881 905 rVB 8885021 26062586 9.84% 2.422%
9 8.022 1034 1043 1052 rBV2 6983002 17565607 6.63% 1.632%
10 8.392 1096 1106 1114 rBV3 1427663 3796540 1.43% 0.353%
11  8.510 1114 1126 1132 rVV5 1252008 4164087 1.57% 0.387%
12 8.904 1183 1193 1200 rBV2 1519640 3856126 1.46% 0.358%
13 9.392 1261 1276 1294 rBV 3905414 10167286 3.84% 0.945%
14 10.380 1436 1444 1449 rBV 1609669 3020802 1.14% 0.281%
15 10.445 1449 1455 1460 rVV 4512408 7808707 2.95% 0.726%

16 11.686 1658 1666 1672 rBV 1649652 2949613 1.11% 0.274%
17 11.786 1675 1683 1693 rVV2 62076747 97194531 36.69% 9.033%
18 11.898 1693 1702 1713 rVV4 136516408 264927008 100.00% 24.621%
19 12.222 1745 1757 1773 rVB 30308659 48475396 18.30%  4.505%
20 12.516 1796 1807 1816 rBV 3592843 5767234 2.18% 0.536%

21 12.857 1858 1865 1870 rBV 9810440 15391593 5.81% 1.430%
22 12.922 1870 1876 1879 rVV2 32759611 50383077 19.02% 4.682%
23 12.957 1879 1882 1886 rVV 19277905 28611038 10.80% 2.659%
24 12.998 1886 1889 1896 rVB 14093174 20365457 7.69% 1.893%
25 13.157 1909 1916 1928 rVB 20584377 32947752 12.44% 3.062%

26 13.310 1929 1942 1949 rBV2 107232871 158797477 59.94% 14.758%
27 13.645 1988 1999 2009 rBV 24071770 40782303 15.39% 3.790%
28 13.816 2022 2028 2033 rVV 19142868 31154876 11.76% 2.895%

29 14.004 2053 2060 2065 rBV2 1901066 3468609 1.31% 0.322%
30 14.068 2065 2071 2074 rVWV 3427773 5832930 2.20% ©0.542%
31 14.098 2074 2076 2081 rVV 2998431 3746305 1.41% ©.348%
32 14.157 2081 2086 2091 rVV 5377606 8217165 3.10% 0.764%
33 14.263 2100 2104 2114 rVB2 5262596 8504204  3.21% ©.790%
34 14.474 2132 2140 2144 rBV 3269963 5599065 2.11% ©.520%
35 14.516 2144 2147 2152 rVB 4791011 6661358 2.51% ©0.619%

36 14.745 2181 2186 2192 rBV 4635007 6988231 2.64% 0.649%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/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\82N©90222W.M
Title : SW846 8260

37 14.863 2198 2206 2213 rBV2 8721008 17188809 6.49% 1.597%
38 15.015 2225 2232 2240 rBV 2285869 3967237 1.50% ©0.369%
39 15.127 2240 2251 2255 rBV3 1053618 2766932 1.04% 0.257%
40 15.433 2289 2303 2310 rBV 17965965 31805638 12.01% 2.956%
41 16.527 2481 2489 2504 rVB 4925367 10998004 4.15% 1.022%
42 16.733 2515 2524 2533 rBV 3167886 7200564 2.72% 0.669%

Sum of corrected areas: 1076007015
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N4355-07
: 5.0mL/MSVOA_N/WATER
34

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\

: VNO74311.D
: @3 Sep 2022 01:51

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90222W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO74311.D\data.ms
1.2e+08
1le+08
8e+07
6e+07
4e+07
2e+07 3.087
2.405 3.457 3.934 5.081 5.534 6.040
0\\‘\\\\‘\\\WTF\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\V_Y_Y—(\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
Abundance TIC: VNO74311.D\data.ms
1.2e+08
1e+08
8e+07
11.7¢
6e+07
4e+07
2e+07
7.069 8.022
0 8.38510  8.904 9.392 10845 11.68
— — — 1 — P P = — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO74311.D\data.ms
1.898
1.2e+08
13.310
1e+08
8e+07
6e+07
4e+07 1299 12.922
13.6
26407 129523.157 J\AI%MG 15.433
. 4 863
12,516 J ﬂl LRI 2014 1;614.‘}4%5. $5107 16.527% 6,73
0 T ‘ T T ‘ T T T T T T T ‘ T T T T ’ T T T T /\‘g‘\ T T ‘/g 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©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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.
3.087 110.29 ug/1 38746800 Pentafluorobenzene 8.022

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 43
3 3-Buten-1-o0l 72 C4H80 000627-27-0 25
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
Abundance Scan 204 (3.087 min): VN074311.D\data.ms (-193) (-) m/z 43.05 100.00%
5000
2.80 3.00 3.20 3.40
Ofrrrid [ 1062 1734 23332796 3863 /7 42,05 87.89%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #814: Butane, 2-methyl-
43.0
5000
2.80 3.00 3.20 3.40
m/z 41.00 87.04%
O\\‘\ “‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
2.80 3.00 3.20 3.40
5000 m/z 57.05 74.97%
o R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #752: 3-Buten-1-ol
42.0 2.80 3.00 3.20 3.40
m/z 38.95 29.51%
5000 /\
m/z--> 0 50 100 150 200 250 300 350 400 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©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 8
R.T. EstConc Area Relative to ISTD R.T.
3.457 25.70 ug/1 9028750  Pentafluorobenzene 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Isobutylene epoxide 72 C4H80 000558-30-5 47
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 40
5 Tetrahydrofuran 72 C4H80 000109-99-9 37
Abundance Scan 267 (3.457 min): VN074311.D\data.ms (-258) (-) m/z 43.05 100.00%
43.0
5000 /L
570 L B I L L BN B B
‘ | 72"0 3.20 3.40 3.60 3.80
Ol it 9101082 myz 42,10 58.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #809: Pentane
43.0
5000
3.20 3.40 3.60 3.80
. m/z 41.00 56.43%
27.0 570 .4 /
0\\\‘]\_\5\.(\)‘\\i“‘\\\i‘i\}\\‘\‘\w\‘\H\‘!\H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
42.0
R EEAEERRET SN
3.20 3.40 3.60 3.80
5000 27.0 m/z 39.00 24.22%
57.0 71.0
15.0
Ot et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #783: Isobutylene epoxide
41.0 3.20 3.40 3.60 3.80
m/z 57.05 18.21%
5000 27.0
72.0
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51

Operator JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90222W.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 3 unknown5.081 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.081 39.80 ug/l 13981800  Pentafluorobenzene 8.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 45
2 Cyclobutane, methyl- 70 C5H1e 000598-61-8 43
3 1-Pentene 70 C5H1e 000109-67-1 43
4 Cyclopentane 70 C5H10 000287-92-3 38
5 Pentane, 1-chloro- 106 C5H11C1 000543-59-9 37
Abundance Scan 543 (5.081 min): VN074311.D\data.ms (-533) (-) m/z 42.00 100.00%

42.0
5000 55.0 70.1

4.80 5.00 5.20 5.40

86.1
L "‘m!“_m‘mwww m/z 43.00  70.25%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\

27.0 710 4.80 5.00 5.20 5.40
m/z 41.00 60.79%

15.0 57.0
201860
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance

42.0

4.80 5.00 5.20 5.40

o

5000 ITI z 70.10 45 .58%
55.0
270 70.0
15.0
o e e
m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #631: 1-Pentene R REE R

42.0 4.80 5.00 5.20 5.40
m/z 71.05 43.32%

m/z-->

0 10 20 30 40

55.0
5000
27.0 70.0
15.0 ‘
0 | il ‘ L

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©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.534 17.56 ug/1 6169880  Pentafluorobenzene 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 56

4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 40
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 40

Abundance Scan 620 (5.534 min): VN074311.D\data.ms (-604) (-) m/z 57.00 100.00%

57.0
41.0
5000

5.20 5.40 5.60 5.80

“ | 732
ol m/z 56.00  81.84%
miz--> 0 20 40 60 80 100 120
Abundance #2050: Pentane, 3-methyl-
57.0

41.0

5000 e
5.20 5.40 5.60 5.80

m/z 41.00 57.78%

15.0 ‘ ‘ 86.0
O \‘\\\‘\‘\‘1\\“\\\‘\“\\‘\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance
57.0

5.20 5.40 5.60 5.80

5000 1.0 m/z 43.10 22.15%
0 14.0 85.0 113.0
e T e
miz--> 0 20 40 60 80 100 120 /
Abundance #34256: Butyl isocyanatoacetate A ARRmmEaEws s

5.20 5.40 5.60 5.80
m/z 38.95 19.48%

29.0
5000
0 140 | 86.0 1020 1280 ,A\g/

m/z--> 0 20 40 60 80 100 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.069 74.19 ug/l 26062600 Pentafluorobenzene 8.022

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 881 (7.069 min): VN074311.D\data.ms (-869) (-) m/z 56.05 100.00%
56.0
5000 4L.0 69.0 //\\
e EAEEREEEas R
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
0l u_muww,w‘w_w m/z 41.08 51.37%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 TT T[T T [ T[T T TTTT
6.80 7.00 7.20 7.40
m/z 69.05 45.98%
28.0 ‘ ‘ ‘ 84.0
0\\‘;‘?;0\‘\\}H“\\\}}\‘\\\“\w ‘\‘\\\‘11\\\\’\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
56.0
84.0 R N N Raas
6.80 7.00 7.20 7.40
5000 41.0 m/z 54.95 26.77%
69.0
27.0
15.0
B 11 N || M
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl- R AEERNEES SR
56.0 6.80 7.00 7.20 7.40
m/z 39.00 26.73%
41.0
5000
69.0 84.0
29.0 ‘ ‘
0“““““WJ““‘}N‘H(MM e A
m/z--> 10 20 30 40 50 60 70 80 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©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90222W.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 Cyclopropane, (1-methylethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

8.516 53.99 ug/l 4164690  1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, (1-methylethylidene)- 82 C6H10 004741-86-0 50

2 Cyclohexene 82 Ce6H1o 000110-83-8 49
3 3-Hexyne 82 CeH1e 000928-49-4 46
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 46
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 46
Abundance Scan 1126 (8.510 min): VN074311.D\data.ms (-1114) (-) m/z 70.10 100.00%
70.1
41.0
5000
‘ 98.1 8.20 8.40 8.60 8.80
0 M 2970 Mz 67.00 96.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1437: Cyclopropane, (1-methylethylidene)-
67.0
39.0
5000 T T T T[T T[T [TrrT]
8.20 8.40 8.60 8.80
m/z 56.00 67.44%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
R A RREaNEEES
8.20 8.40 8.60 8.80
5000 39.0 m/z 41.00 67.05%
14.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1353: 3-Hexyne R EaEE S e AR R
67.0 8.20 8.40 8.60 8.80
m/z 54.00 64.33%
41.0
5000 /k
o SN VR N ) RS N
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.922 61.77 ug/1 50383100 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 87

Abundance Scan 1876 (12.922 min): VN074311.D\data.ms (-1870) (-~ | m/z 105.05 100.00%

105.1
5000
77.0

39.0 ‘ ‘ 13.00
o‘“_“w‘ﬂmeHJMHl‘mkmu?ﬁp‘u¥5?9“_“%9@? m/z 120.10  48.17%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /UAVLJ\

13.00
m/z 77.00  20.40%

39.0 77.0
0“‘WM‘JW‘MWw“M‘N”\J‘”\‘”‘\”“\”“W“‘W“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0

13.00
5000 m/z 91.00 19.11%
77.0
27.0 51.0
0L el el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl- — ‘j\

105.0 13.00

m/z 106.05 14.13%

5000
77.0
0 270 510 | | \\‘ﬂ ‘AAN>‘/\

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.157 40.39 ug/l 32947800 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1916 (13.157 min): VN074311.D\data.ms (-1909) (- | m/z 105.05 100.00%
105.1
5000
39.0 77‘-0 | 13.00 13.50
bbbt 02828 1610 206.7 7 120,10 31.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\j\/\/\ \‘A\ T T j\
13.00 13.50
m/z 77.00 13.46%
77.0
0 ;\5\.9\‘\?\9“.9\‘\\“\‘\ T \M‘ T \‘\‘\“1‘\ \‘\”“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
13.00 13.50
5000 m/z 91.00 13.32%
79.0
39.0
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10691: Mesitylene — ‘/X ] ‘ﬂ
105.0 13.00 13.50
m/z 102.95 9.46%
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 trans-Cinnamyl bromide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.816  38.20 ug/l 31154900 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 59
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 53
3 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
4 Indole 117 C8H7N 000120-72-9 49
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
Abundance Scan 2028 (13.816 min): VN074311.D\data.ms (-2022) (- | m/z 117.10 100.00%
11y.1
5000
63.0 gdo 13.50 14.00
ol 380 L 22y 1472 2071 2998 n/z 118.16  55.43%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #10184: Deltacyclene
117.0
5000 S— —_——
13.50 14.00
39.0 m/z 115.00  33.77%
‘ 77.0‘
O \H‘HH‘}H“}\““\‘\HH‘HM\“H\MHH‘HH‘\H\‘HH‘HH‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
117.0
— —
13.50 14.00
5000 m/z 91.00 16.39%
o 39.0 89.0 169.0196.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0 13.50 14.00
m/z 63.00 8.84%
5000
ol 390 770 | 1520 1830 2340 Kb
e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74311.D

Acqg On : 03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.863 21.07 ug/l 17188800 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
Abundance Scan 2206 (14.863 min): VN074311.D\data.ms (-2198) (- m/z 117.00 100.00%
117.0
5000
- —F—
39.0 770 ‘ 14.50 15.00
ol bt llgjad8t 2071 2810 n; 135 09 36.11%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — ‘ A
14.50 15.00
510 m/z 114.95 30.10%
01\5\0‘\ “\‘ }‘\\\‘\H“\ﬁ?\;p‘\h““‘ B B e B I s
miz--> 50 100 150 200 250
Abundance
117.0
14.50 15.00
5000 m/z 119.05 19.52%
390 770
ol bl ol
miz--> 50 100 150 200 250
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- 5 Ay
117.0 14.50 15.00
m/z 131.00 17.90%
5000
390 7270 ‘ ‘
R 6 P Y S —
m/z--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74311.D

Acqg On : @03 Sep 2022 01:51
Operator : JC\MD

Sample : N4355-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©906222W.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- 3.087 110.3 ug/l 38746800 1 8.022 17565600 50.0
Pentane 3.457 25.7 ug/l 9028750 1 8.022 17565600 50.0
unknown5.081 5.081 39.8 ug/l 13981800 1 8.022 17565600 50.0
Pentane, 3-methyl- 5.534 17.6 ug/l 6169880 1 8.022 17565600 50.0
Cyclopentane, m... 7.069 74.2 ug/l 26062600 1 8.022 17565600 50.0
Cyclopropane, (... 8.510 54.0 ug/l 4164090 2  8.904 3856130 50.0
Benzene, 1l-ethy... 12.922 61.8 wug/l 50383100 4 13.610 40782300 50.0
Benzene, 1l-ethy... 13.157 40.4 ug/l 32947800 4 13.610 40782300 50.0
trans-Cinnamyl ... 13.816 38.2 ug/l 31154900 4 13.610 40782300 50.0
Benzene, 2-ethe... 14.863 21.1 wug/l 17188800 4 13.610 40782300 50.0
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