LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VNO©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 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©32522W.M

Title : SW846 8260

Signal : TIC: VN@71580.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 181 195 226 rVB 3929994 9048536 9.85% 1.594%
2 3.510 250 259 277 rVB2 1087593 2803692 3.05% 0.494%
3 3.716 283 294 308 rBV 467796 1146645 1.25% 0.202%
4 3,993 333 341 359 rVB 487240 1331522 1.45% 0.235%
5 5.081 515 526 530 rVW 667060 2218825 2.42% 0.391%
6 5.151 530 538 576 rVB6 1598253 8647709 9.42% 1.523%
7 5.616 603 617 635 rBV 1431011 4952120 5.39% 0.872%
8 6.122 689 703 720 rBV 585954 1812000 1.97% 0.319%
9 6.469 755 762 774 rVvB2 383513 1150938 1.25% 0.203%
10 7.045 849 860 867 rBV 381557 1124143 1.22% 0.198%
11 7.145 867 877 899 rVB 2887992 8657454 9.43% 1.525%
12 8.016 1016 1025 1029 rBV 495465 1191000 1.30% 0.210%
13 8.086 1029 1037 1045 rVV3 2109545 5914287 6.44% 1.042%
14  8.175 1045 1052 1063 rVB 1090675 2813703 3.06% 0.496%
15 8.292 1063 1072 1079 rBV 601119 1416389 1.54% 0.249%
16 8.457 1089 1100 1110 rBV2 3263544 8215818 8.95% 1.447%
17 8.575 1110 1120 1122 rBV4 839366 1942704 2.12% 0.342%
18 8.963 1175 1186 1199 rBV3 1760904 4149443  4.52% 0.731%
19 9.457 1254 1270 1276 rBV2 1085287 3336639 3.63% 0.588%
20 9.880 1336 1342 1350 rVB 504540 1023544 1.11% ©0.180%
21  9.969 1350 1357 1360 rBV 564267 1037762 1.13% 0.183%
22 10.010 1360 1364 1371 rVB 865840 1701232 1.85% 0.300%
23 10.439 1429 1437 1441 rBV 2366734 4360196 4.75% 0.768%

24 10.504 1441 1448 1461 rVB 18668909 34189762 37.23% 6.021%
25 11.739 1651 1658 1666 rBV 2243418 3894009 4.24% 0.686%

26 11.839 1667 1675 1686 rVV2 37654271 65178760 70.97% 11.479%
27 11.957 1686 1695 1707 rVB2 47528397 88144077 95.97% 15.524%
28 12.274 1738 1749 1761 rBV 6069353 9964196 10.85% 1.755%
29 12.574 1790 1800 1808 rBV 3072102 4886588 5.32% 0.861%
30 12.727 1818 1826 1835 rBV 1775360 2936457 3.20% 0.517%

31 12.916 1850 1858 1864 rBV 8015237 12667385 13.79% 2.231%
32 13.010 1864 1874 1879 rVV 12513092 23115246 25.17% 4.071%
33 13.057 1879 1882 1901 rVB 2013670 2923011 3.18% ©0.515%
34 13.216 1901 1909 1918 rBV 2575854 4227681 4.60% 0.745%
35 13.363 1924 1934 1948 rBV2 55147473 91845937 100.00% 16.176%

36 13.492 1948 1956 1962 rVB3 861419 2067070 2.25% 0.364%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VNO©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 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©32522W.M
Title : SW846 8260

37 13.704 1981 1992 2000 rBV2 11941873 23002945 25.05% 4.051%
38 13.833 2008 2014 2016 rBV 3287619 4760444 5.18% ©0.838%
39 13.874 2016 2021 2025 rVV 11377317 19632084 21.38% 3.458%
40 13.915 2025 2028 2037 rVV3 3087253 5614613 6.11% ©.989%

41 13.998 2037 2042 2047 rVV 619953 959022 1.04% ©.169%
42 14.057 2047 2052 2058 rVV2 1364184 2442928 2.66% 0.430%
43 14.127 2058 2064 2067 rVV 4649352 8160136  8.88% 1.437%
44 14.157 2067 2069 2074 rVV 3692066 4746526 5.17% ©.836%
45 14.215 2074 2079 2084 rVV 7494269 11609399 12.64%  2.045%
46 14.274 2084 2089 2092 rVV 920249 1465870 1.60% ©.258%
47 14.321 2092 2097 2105 rVB2 3376558 5851933 6.37% 1.031%
48 14.457 2114 2120 2125 rBV 1208472 1869586 2.04% ©.329%
49 14.533 2125 2133 2137 rBV 3671268 6393110 6.96% 1.126%
50 14.574 2137 2140 2145 rVB 4992900 6984701 7.60% 1.230%
51 14.804 2174 2179 2184 rBV 3143056 4958480 5.40% ©.873%
52 14.927 2191 2200 2206 rBV3 5369523 11588138 12.62% 2.041%
53 14.986 2206 2216 2217 rVB2 448831 926263 1.01% ©0.163%
54 15.080 2219 2226 2234 rBV2 650436 1201627 1.31% 0.212%
55 15.192 2234 2245 2257 rVV3 902864 2849114 3.10% 0.502%
56 15.304 2257 2264 2274 rVB3 670762 1578055 1.72% 0.278%
57 15.504 2290 2298 2306 rVB 6044145 11314616 12.32% 1.993%

58 16.609 2478 2486 2503 rVB 1740726 3849407 4.19% 0.678%

Sum of corrected areas: 567795477
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.M
Quant Title : SW846 8260

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

Abundance TIC: VN071580.D\data.ms

5e+07
4e+07
3e+07
2e+07

le+07

3.134

. 35103716 3.993 56811 5.616 6.122  6.469
‘ TT 1T ‘ TT 1T ‘ T T 1T ‘ TT 1T ‘ TT 1T ‘ TTTT ‘ TTTT ‘ T TT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ’ TTTT ‘ T T 1T ‘ T T 1T ‘ T T 17T ‘ TTT
2

Time--> .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: VNO071580.D\data.ms

5e+07

4e+07 11.8

3e+07

2e+07 10.504

le+07

7.145 8.457 104 11.73
F:3%) 8.963 a06d . .
0 7‘/0\4‘)5‘L L — . S%Q\\ - \92\ ‘85\75\ L — 9\457 \9 T (\)

‘ ‘ L B — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN071580.D\data.ms
13.863

5e+07 1.957
4e+07
3e+07

2e+07

13.010 13.70d3.874
le+07 12.91

14.215
12.274 15.504
1 14574, | 14.927
12,574 757 [l18,048.216 J\B%glﬁ‘ 7.32112.533"14.80 A
- 3.492 _ o4 TBOBSR04 16.609
0 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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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.
3.134 76.50 ug/1 9048540  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 45
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43

4 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 10

5 Azetidine 57 C3H7N 000503-29-7 9
Abundance Scan 195 (3.134 min): VN071580.D\data.ms (-181) (-) m/z 43.10 100.00%
43.1
5000 ]\
HWHWH,HHWH‘
‘ ‘721 2.80 3.00 3.20 3.40
C
Obrrrrrprrrefbothe e oo 25982558 myz 42,10 85.91%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #814: Butane, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘

2.80 3.00 3.20 3.40
m/z 41.10 81.77%

72.0
0 15‘0\‘ ull \‘ \‘
\‘HH‘HH HH‘H\\‘\H\‘HH‘\\H‘HH‘\H\‘HH’HH‘HH‘HH’
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #807: Pentane
43.0
H“m‘uu,mwm‘
280300320340
150, | 720
O e e e e e
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #752: 3-Buten-1-ol
42.0 2.80 3.00 3.20 3.40

m/z 56.10  26.33%

5000 j\¥
72.0
oL 140 |

m/z--> 0 20 40 60 80 100120140160180200220240 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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 9
R.T. EstConc Area Relative to ISTD R.T.
3.510 23.70 ug/1 2803690  Pentafluorobenzene 8.081

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 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 43
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 10
5 Tetrahydrofuran 72 C4H80 000109-99-9 9
Abundance Scan 259 (3.510 min): VN071580.D\data.ms (-250) (-) m/z 43.10 100.00%
43.1
5000 A
57.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ 501 | 21 3.20 3.40 3.60 3.80
Obrprrrrprere e oot e S e m/z 42,10 58.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
3.20 3.40 3.60 3.80
. m/z 41.05 53.93%
27.0 57.0 220 /
oh . 150 |l s00, eso
\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
N .
N BEEEEER T S
3.20 3.40 3.60 3.80
5000 210 m/z 39.05 19.71%
57.0
71.0
15.0
| ‘ \‘ \‘ ‘\\500 ‘
Ot e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 M
Abundance #726: Diaziridine,3,3-dimethyl- A  EEaaR R
32.0 3.20 3.40 3.60 3.80
m/z 57.10 17.51%
41.0
5000
54.0 720
O bpremrprr vy
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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.151  73.11 ug/1 8647710  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
3 N-Vinylformamide 71 C3H5NO 013162-05-5 47
4 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 43
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 40
Abundance Scan 538 (5.151 min): VN071580.D\data.ms (-530) (-) m/z 43.10 100.00%

‘ 661 4.80 5.00 5.20 5.40
Ol et L83 TR myz 42,10 65.41%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
71.0

5000 e
4.80 5.00 5.20 5.40

27.0 57.0 m/z 71.10 55.10%

86.0
150 \‘\\‘\\H‘\‘\\\\l\\\\‘\\l\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0

4.80 5.00 5.20 5.40

43.1
71.1
5000
55.1

o

5000 m/Z 41.10 47.33%
71.0
27.0 55.0
15.0 ‘ | ‘\ | I ‘ 8?-0
) S S N 1 FERYH UL X PR
miz--> 10 20 30 40 50 60 70 80 90
Abundance #678: N-Vinylformamide s A RAREA R
42.0 71.0 4.80 5.00 5.20 5.40

m/z 70.10  29.59%

5000
28.0 ‘
0 \\“ \\‘ 51.0 1y

m/z--> 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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.616 41.87 ug/l 4952120  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 83
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 64
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 43
Abundance Scan 617 (5.616 min): VN071580.D\data.ms (-603) (-) m/z 57.10 100.00%
57.1
41.0
5000

“ 86.2 5.20 5.40 5.60 5.80 6.00
ol el P m/z S6.10  85.21%
m/z--> 0 20 40 60 80 100 120

Abundance #2049: Pentane, 3-methyl-

57.0

41.0

5000 _“‘_“w“u“u“‘
5.20 5.40 5.60 5.80 6.00

m/z 41.05 58.11%

T ‘ T \]-\5‘\'0‘ T T \“ “ T \‘\ T ‘8\6‘\0\ T ’ T T T ‘ L
m/z--> 0 20 40 60 80 100 120
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0

5.20 5.40 5.60 5.80 6.00

o

5000 m/z 43.10 21.66%
41.0
0 T ‘ T T ‘ T ‘\b\ T ‘ ‘\ L ‘ “ T \“‘\ T ‘8\5.\0\ T ’ T 17173;0‘1\2\8\0\
miz--> 0 60 80 100 120 )
Abundance #2013.0xWane,(lwnethWethyD— “H““‘w““_““‘
41.0 56.0 5.20 5.40 5.60 5.80 6.00

m/z 39.05 16.19%

5000

‘ 71.0 /
0 260 il 860

m/z--> 0 20 40 60 80 100 120 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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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.
7.145  73.19 ug/l 8657450  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 Cyclohexane 84 C6H12 000110-82-7 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
Abundance Scan 877 (7.145 min): VN071580.D\data.ms (-867) (-) m/z 56.10 100.00%
56.1
5000 411 69.1 J\
T
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40

oH‘_"‘_‘H_mewuuuwmw_“”w m/z 41.10  47.73%

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #1682: Cyclopentane, methyl-

56.0
41.0
5000 690 L RN LR B
6.80 7.00 7.20 7.40
m/z 69.10  45.55%
28.0 “ ‘ 840
0 \\\‘\\\\‘}?\-(\)‘\\}H“\\\}}\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
R A RRRa T
41.0 6.80 7.00 7.20 7.40
5000 m/z 55.10 25.69%
27.0
50 ‘ ‘ 69.0
ST L O N
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane S REREEEREEE
56.0 6.80 7.00 7.20 7.40
84.0 m/z 39.10 20.94%
5000 41.0
69.0
il I
ol 8 i ML e
m/z--> 0 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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Pentane, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.175 23.79 ug/l 2813700  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Heptane 100 C7H16 000142-82-5 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

Abundance Scan 1052 (8.175 min): VN071580.D\data.ms (-1045) (-) m/z 56.10 100.00%

56.1
5000
R R Amma e AR
H | 85.1 7.80 8.00 8.20 8.40
ol Ay 2867 207C sz 43.10 75.54%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
568.0
5000
29.0 7.80 8.00 8.20 8.40
m/z 57.10 69.21%
‘ ‘ 85.0
O \‘\\\‘\‘\‘\\\‘ ‘\\‘\‘ "\\‘\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4462: Heptane
1 M
AT
7.80 8.00 8.20 8.40
5000 71.0 m/z 41.10 58.16%
‘ 100.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0 7.80 8.00 8.20 8.40
m/z 71.10 45.57%
71.0
5000
100.0
ol asol Il L
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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 Cyclopentane, 1,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.575  23.41 ug/l 1942700  1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 53
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38
5 Cyclohexene 82 C6H10 000110-83-8 38

Abundance Scan 1120 (8.575 min): VN071580.D\data.ms (-1110) (-) m/z 70.10 100.00%
70.1

5000
83.1
H ‘ ‘ ‘ 98.0 8.20 8.40 8.60 8.80
0l el Wl L L myz 5610 76.68%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000
8.20 8.40 8.60 8.80
27.0 83.0
: m/z 67.05 70.94%
LT
O \\\‘\\\\‘\\‘\\‘\\\H‘\\\\l\‘\\\“\“\\\‘\\‘\“\‘\\\‘\“w\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 700
41.0
8.20 8.40 8.60 8.80
5000 m/z 41.05 67.18%
27.0 83.0
‘ 98.0
0 H‘_‘Hffe‘uwhu‘ﬂﬂqu\kwuﬂM‘Hyu‘wu‘w‘u‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- R RARRARsaalEEa
410 56.0 70.0 8.20 8.40 8.60 8.80
' m/z 55.05 61.73%
5000
27.0
83.0
‘ 98.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 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©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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, 1,1'-(1,5-hexadien... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 42.67 ug/l 19632100 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Indole 117 C8H7N 000120-72-9 46
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 42
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 42

Abundance Scan 2021 (13.874 min): VN071580.D\data.ms (-2016) (-  m/z 117.10 100.00%

11f.1
5000
631 11 13.50 14.00
Obrrr 380 2070 h; 118.16 56.82%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 - o
13.50 14.00

m/z 115.10  32.64%

91.0
39.0 650 | M\ 143.0 178.0203.0 234.C
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9735: Indole
117.0 n

13.50 14.00
5000 90.0 m/z 91.10 12.76%

o

(| \‘\- I H
e et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72305: Benzene, (2-bromocyclopropyl)-

117.0 13.50 14.00

m/z 116.10 7.19%

o
w
[o¢]
o
[¢]
w
o

5000

91.0
51.0 ‘

P 0 Y T | 169.0 196.0 \
oo it ll o 169.01960

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

=

82N©32522W.M Mon Mar 28 19:25:34 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 o0-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.216  25.23 ug/1 11609400 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 2079 (14.215 min): VN071580.D\data.ms (-2074) (- m/z 119.10 100.00%
119.1
5000
391 65.1 91"1 14.00 14.50
O rrrprroefrcbrpib b b M 24812073 7 134,05  29.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
5000
14. 00 14.50
91.0 ITI z 15.94%
O 15041'065'01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
14 00 14 50
5000 m/z 120.1 9.96%
91.0
0150 39\0\650\ ‘ il H‘ I
A R e R R ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 14. 00 14.50
m/z 105. 8.93%
5000
91.0
650
ol280, 00 -
m/z--> 20 40 60 80 100 120 140 160 180 200 1400 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32622\
Data File : VN©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.927 25.19 ug/l 11588100 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
Abundance Scan 2200 (14.927 min): VN071580.D\data.ms (-2191) (-  m/z 117.10 100.00%
1171
5000
91.0 -
391 650 m ‘1481 208.0 1500
0 bbb M 298 2080 yp 132,05 38.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 1500
510 m/z 115.0 28.00%
2707 ‘ ‘
O\\\‘\\\\’\\‘U\““U\\h\‘\\\\“H\\\‘\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
1500
5000 m/z 131.0 18.78%
91.0
51.0
2 oo NN S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 1500
m/z 119. 16.78%
5000
T L
oH‘_‘H“,‘“‘“‘U"J_‘H_"1‘u!mw_m_m_m WYL
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32622\
Data File : VNO©71580.D

Acqg On : 26 Mar 2022 18:14
Operator : JC\MD

Sample : N2131-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32522W.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- 3.134 76.5 ug/l 9048540 1 8.081 5914290 50.0
Pentane 3.510 23.7 ug/l 2803690 1 8.081 5914290 50.0
Pentane, 2-methyl- 5.151 73.1 ug/l 8647710 1  8.081 5914290 50.0
Pentane, 3-methyl- 5.616 41.9 ug/l 4952120 1 8.081 5914290 50.0
Cyclopentane, m... 7.145 73.2 ug/l 8657450 1 8.081 5914290 50.0
Pentane, 2,3-di... 8.175 23.8 ug/l 2813700 1 8.081 5914290 50.0
Cyclopentane, 1... 8.575 23.4 wug/l 19427060 2  8.963 4149440 50.0
Benzene, 1,1'-(... 13.874 42.7 ug/l 19632100 4 13.668 23002900 50.0
o-Cymene 14.216 25.2 ug/l 11609400 4 13.668 23002900 50.0
Benzene, 2-ethe... 14.927 25.2 ug/l 11588100 4 13.668 23002900 50.0
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