LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 X\Method\82X102622W.M

Title : SW846 8260

Signal : TIC: VX@32867.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.343 199 206 216 rBv2 12183 23464 4.04% 0.424%
2 2.782 270 278 288 rBV2 10455 22973 3.95% 0.416%
3 2.977 299 310 325 rBV 86287 276348 47.55% 4.999%
4 3.111 325 332 346 rvB 42547 100375 17.27% 1.816%
5 3.757 429 438 456 rVB 38741 102579 17.65% 1.856%
6 4.202 495 511 512 rBV3 2146 5843 1.01% 0.106%
7 5.153 651 667 668 rBV7 3666 10362 1.78% 0.187%
8 5.385 694 705 719 rBV 65377 191906 33.02%  3.472%
9 5.550 721 732 743 rBV 104508 300596 51.72% 5.438%
106 5.958 788 799 808 rBV 71892 186833 32.15%  3.380%
11 6.044 808 813 818 rVB4 7400 16926 2.91% ©.306%
12 6.245 836 846 860 rBV2 77697 247727 42.62% 4.481%
13 6.361 860 865 875 rVB5S 7698 21660 3.73%  0.392%
14 6.763 920 931 941 rBV 164778 394298 67.84% 7.133%
15 6.854 943 946 956 rVV5 4950 10622 1.83% ©0.192%
16 7.177 991 999 1005 rBV5 7909 16479 2.84% 0.298%
17 7.366 1022 1030 1037 rVB6 2741 6182 1.06% ©.112%
18 7.562 1057 1062 1065 rVV3 3445 6340 1.09% 0.115%
19 7.775 1090 1097 1105 rVB3 6277 11950 2.06% 0.216%
20 7.885 1105 1115 1122 rBV6 5108 17023 2.93% 0.308%
21  7.982 1122 1131 1140 rVB4 18622 46300 7.97% ©0.838%
22 8.104 1144 1151 1162 rBV2 32724 73077 12.57% 1.322%
23 8.214 1162 1169 1173 rBV7 3589 9202 1.58% 0.166%
24  8.305 1179 1184 1192 rBV5S 6830 13194 2.27%  0.239%
25 8.427 1200 1204 1210 rVB2 7047 11968 2.06% 0.217%
26 8.506 1210 1217 1224 rVB4 10300 20533  3.53% 0.371%
27 8.647 1228 1240 1251 rBV 359480 581194 100.00% 10.514%
28 8.921 1281 1285 1289 rVB2 4804 6384 1.10% ©0.115%
29 8.976 1289 1294 1299 rVB4 5959 11384 1.96% 0.206%
30 9.104 1312 1315 1319 rVB 4926 6817 1.17% 0.123%
31 9.165 1319 1325 1335 rVB 36904 64486 11.10% 1.167%
32 9.427 1363 1368 1376 rBV4 16165 37691 6.49% 0.682%
33 9.500 1376 1380 1388 rVB4 10720 20395 3.51% 0.369%
34 9.659 1402 1406 1416 rVB2 5325 9443  1.62% 0.171%
35 9.762 1416 1423 1432 rBV4 15255 24501 4.22% 0.443%
36 10.012 1460 1464 1466 rVV 17729 25455 4.38% 0.460%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 X\Method\82X102622W.M
Title : SW846 8260
37 10.055 1466 1471 1476 rVV 333501 443777 76.36%  8.028%
38 10.104 1476 1479 1484 rVV5 6368 12318 2.12% 0.223%
39 10.153 1484 1487 1491 rVv4 4717 7427 1.28% 0.134%
40 10.195 1491 1494 1498 rVB 13922 16971 2.92% 0.307%
41 10.305 1509 1512 1518 rVB2 4636 7081 1.22% ©.128%
42 10.372 1518 1523 1528 rBv2 10814 17319 2.98% 0.313%
43 10.585 1551 1558 1564 rBv4 3602 6706 1.15% ©.121%
44 10.787 1581 1591 1593 rBV7 4511 8180 1.41% 0.148%
45 10.963 1615 1620 1625 rBvV 87000 111335 19.16% 2.014%
46 11.018 1625 1629 1632 rVV2 8294 12633 2.17% 0.229%
47 11.079 1634 1639 1645 rVV 292902 397922 68.47%  7.198%
48 11.158 1649 1652 1660 rVB7 4162 7624 1.31% 0.138%
49 11.305 1673 1676 1679 rBV 8687 10263 1.77% 0.186%
50 11.335 1679 1681 1686 rVB2 5182 6283 1.08% 0.114%
51 11.616 1723 1727 1731 rBV 19570 25175 4.33%  0.455%
52 11.713 1736 1743 1746 rBv2 9991 14312 2.46% 0.259%
53 11.750 1746 1749 1754 rVB 9719 12780 2.20% 0.231%
54 11.890 1765 1772 1779 rBV4 8696 15448 2.66% 0.279%
55 12.024 1788 1794 1802 rBV 317472 403692 69.46%  7.303%
56 12.091 1802 1805 1812 rVB3 4799 8648 1.49% 0.156%
57 12.177 1816 1819 1824 rVB 10739 12853  2.21% 0.233%
58 12.250 1824 1831 1836 rBV 67516 88071 15.15% 1.593%
59 12.317 1836 1842 1845 rBV 11827 15777 2.71% 0.285%
60 12.414 1853 1858 1863 rVB2 6897 9081 1.56% 0.164%
61 12.646 1892 1896 1900 rBV 34603 41247 7.10% 0.746%
62 12.701 1900 1905 1912 rVV 334994 422203 72.64% 7.638%
63 12.762 1912 1915 1921 rVB4 5264 6942 1.19% 0.126%
64 12.841 1921 1928 1933 rBV 11333 15879 2.73% 0.287%
65 13.036 1955 1960 1965 rVB 9223 11884 2.04%  0.215%
66 13.134 1965 1976 1978 rBV2 11282 16965 2.92% 0.307%
67 13.170 1978 1982 1989 rVB 62238 82905 14.26% 1.500%
68 13.237 1989 1993 1997 rVB2 4623 5940 1.02% 0.107%
69 13.292 1997 2002 2007 rBV 126101 156204 26.88% 2.826%
70 13.347 2007 2011 2015 rVB2 14908 18230 3.14% 0.330%
71 13.426 2020 2024 2031 rVB2 14477 19447 3.35% ©.352%
72 13.542 2039 2043 2047 rVV 26455 35517 6.11% 0.643%
73 13.585 2047 2050 2053 rVV 6958 8813 1.52% ©.159%
74 13.640 2053 2059 2060 rVW4 19900 28766  4.95% 0.520%
75 13.664 2060 2063 2068 rVB 29676 38057 6.55% ©.688%
76 13.780 2079 2082 2090 rVB4 2906 6045 1.04% 0.109%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX@32867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 X\Method\82X102622W.M

Title : SW846 8260

77 13.926 2102 2106 2110 rBV2 6822 8657 1.49% 0.157%
Sum of corrected areas: 5527887
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

Abundance TIC: VX032867.D\data.ms
350000

300000
250000
200000

150000

100000 '
2.977
5.958 6.24:
5.385 .

50000 3.111 3.757 k /\
2.343 2.782 A .044
. 5.153
0 A N 4.202 A

H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘r\H‘r*ﬁ\‘HH‘\H\‘r\r\’\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘H"\/PW_!_H‘\ T
Time--> 1.20 1.40 1.60 1.80 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

Abundance TIC: VX032867.D\data.ms
350000 8.647 10.055

300000 11.079
250000
200000
6.763

150000

100000 10.963

50000

8.104 9.165
7.982 10
201 Jassa 7477 3667.5027.77968. | o AAGHE00 @%@1& ® §250g 3402 1° ARG 10 seso 70711 0
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 T ‘ T T T T ‘ T T T T ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX032867.D\data.ms
350000 12.701

12.024

300000

250000

200000

150000

13.292

100000

50000

‘ T ‘ T T ‘ T
15.00 15.50 16.00 16.50

\
Time--> 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Amylene hydrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.245 31.41 ug/l 247727  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Amylene hydrate 88 C5H120 000075-85-4 56
2 3-Hexanol 102 C6H140 000623-37-0 53
3 2,4-Dimethyl-4-penten-2-ol 114 C7H140 019781-53-4 43

4 HEX-5-EN-3-0L 100 C6H120 000688-99-3 38
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 38

Abundance Scan 846 (6.245 min): VX032867.D\data.ms (-836) (-) m/z 59.10 100.00%

59.1
73.1
5000 43.0

‘ 6.00 6.20 6.40 6.60

99.1
‘w“u“H‘_‘waJHpﬂﬁi_‘wqﬁsw“u“u‘q“w‘ m/z 55.10  79.42%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2360: Amylene hydrate
59.0
73.0

5000 R e
31.0 43.0 6.00 6.20 6.40 6.60

m/z 73.10 63.29%

L],
TT ‘ TTTT ‘ TT \ T ‘ TTTT ‘ TTTT ‘ \ T \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4971: 3-Hexanol
59.0

6.00 6.20 6.40 6.60

o

o

5000 73.0 m/z 43.05 44.66%
31.0
43.0

0 15.0 H | iR 1 85.0 101.0

e R L T e

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8567 2,4-Dimethyl-4-penten-2-ol R L o R ARARAR
59.0 6.00 6.20 6.40 6.60

m/z 57.05 44.54%

5000 43.0 }A\
310 81.0
150 Ll 990

m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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, 2,3,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.982 5.87 ug/1 46300 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 78
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 72

Abundance Scan 1131 (7.982 min): VX032867.D\data.ms (-1122) (-)| | m/z 43.10 100.00%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40

43.1 71.1
5000
w“u,‘u‘_“w“u‘u
‘ ‘ 952 1120 7.60 7.80 8.00 8.20 8.40
0 bbb S m/z 71010 87.19%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L L L L L L B B I
7.60 7.80 8.00 8.20 8.40
27.0 57.0 m/z 70.10 65.07%
I | 0
O\H’HH’HH’HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl-
43.0
w“u,‘u‘_“w“u‘u
7.60 7.80 8.00 8.20 8.40
5000 70.0 m/z 41.10 35.51%
29.0
0 1.0 15.0 H \h‘ 85.0 100.0
R L ALARARAs s E o o e e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl- W?ﬂ“‘W“W“H“H“‘
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 27.27%
71.0
5000
57.0
290
ol 1s0 | 850 g9 1140 wr\/\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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, 2,3,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.104 9.27 ug/l 73077 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
4 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603 054911-85-2 43
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
Abundance Scan 1151 (8.104 min): VX032867.D\data.ms (-1144) (-) m/z 43.10 100.00%
43.1
71.1
5000
95.1 PNV VY. W
‘ I ‘ 110.0 7.80 8.00 8.20 8.40
0 ‘_m_m‘mm bl m/z 71.10 67.47%
miz--> 0 20 60 80 100 120
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
5000 L B U R IR I |
71.0 7.80 8.00 8.20 8.40
27.0 m/z 70.10 57.80%
I
O\‘\\\\‘\\\\‘\\\‘\‘\\\\‘1\\\"\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0 /
7.80 8.00 8.20 8.40
5000 71.0 m/z 41.10  49.32%
27.0
SR 0 I
miz--> 0 20 40 60 80 100 120 A
Abundance #8648: Hexane, 3,3-dimethyl- H e ey
43.0 7.80 8.00 8.20 8.40
m/z 57.10 48.18%
5000 71.0
270
olzo | 2201149
m/z--> 0 20 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX@32867.D

Acqg On : 16 Nov 2022 14:51

Operator JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : 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 4 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.165 7.27 ug/l 64486  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 91
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 80
5 1-(3H-Imidazol-4-yl)-ethanone 110 C5H6N20 061985-25-9 72
Abundance Scan 1325 (9.165 min): VX032867.D\data.ms (-1319) (-) m/z 95.10 100.00%
95.1
5000
67.1
110.1 ‘M/\‘,“
39.1 534 g ‘ 8.80 9.00 9.20 9.40
O eyt et OBl L1260 s 67 10 27.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000 \‘/\\/\\A?‘\\\\’\\\\‘\\\\‘\
8.80 9.00 9.20 9.40
27.0 . .40%
‘ 110.0 m/z 110.10 20.40
O \\‘H\\‘H\H‘H\H‘“H\i‘\‘“\‘\\‘\U‘\\\?\H‘\H\“\‘\1\‘\H\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
8.80 9.00 9.20 9.40
5000 67.0 m/z 39.10 11.74%
110.0
39.0 53.0
TP O S .. Y1 S N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬂmmKNﬂ
Abundance #6752: 1,3-Dimethyl-1-cyclohexene AR L R Y WAt
95.0 8.80 9.00 9.20 9.40
m/z 41.00 10.37%
5000
67.0
110.0
41.0
270 7 810 ‘
0"_H‘_HUMHJWH‘NH‘Mubwuwmu‘ﬁﬂ‘wu‘wu‘wu‘_‘ W“H‘H“W“W‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.250 10.91 ug/l 88071 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 90
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 87
4 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 83
5 Ethanone, 1-(4-methylphenyl)- 134 C9H1e0 000122-00-9 53
Abundance Scan 1831 (12.250 min): VX032867.D\data.ms (-1824) (| m/z 105.10 100.00%
105.1
5000 134.1 \
s ‘ /iz‘of)\ A 12:50
62 : :
0 H‘WHH‘HH‘,mHi“m,:ﬂ?w““wH‘,HH_“H“,H‘:Hw_ww m/z 119.16  94.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 — /\ ppre I\
12.00 12.50
77.0 m/z 134.05 46.05%
O H‘J-HSHO‘\H‘\“H\\"‘HH“EZ\R\H‘\H‘H‘H\\"U\H‘\‘\!\’\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 J‘L
ep A s
12.00 12.50
5000 134.0 m/z 117.10 31.23%
91.0
41.0 65.0
Ol 2890 0 200 e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl- e —
119.0 12.00 12.50
m/z 91.10 27.63%
5000 134.0
91.0
27.0 51.0 ‘
A IS O I . 0 Y R ) NAOSSUON P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 (E)-1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.646 5.11 ug/1 41247  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1leH12 000768-00-3 94
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 93
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93

Abundance Scan 1896 (12.646 min): VX032867.D\data.ms (-1892) (- m/z 117.10 100.00%

117.1
5000 132.1
—

91.0 T
39.0 63.1 ‘ ‘ 12.50 13.00
Ol rreeprerrreeereetbetp et il gz 132,05 4e.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 — e
91.0 132.0 12.50 13.00

m/z 115.10  37.00%

28.0 ‘ ‘
0 \\‘H\\‘\\\‘1‘H\\"\\H}}‘H\MH\\‘\M‘\‘H\\’}\H‘M\\’\H!‘\H‘““\‘\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
- e
12.50 13.00
5000 132.0 m/z 91.05 19.11%
91.0
0270,,760,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- S A
117.0 12.50 13.00

m/z 131.05 13.58%

132.0
5000
91.0
270 \ \\\ 7610 ‘ il ‘\ ‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50 13. 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.701 52.29 ug/l 422203  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
Abundance Scan 1905 (12.701 min): VX032867.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000 J
390 631 | 1332 12.50 13.00
0 b b L SRS T m/z 115,05 33.91%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 - — A
12.50 13.00
91.0 m/z 132.05 28.17%
270 | 10 74 ‘ 133.0
O\\\‘\‘\‘\\“\\“V\‘,W\\”.19‘\\‘\\‘H“\\H‘\M\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 ./\
— —
12.50 13.00
5000 m/z 91.10 13.97%
91.0
20 w0 M| o
| T |
miz--> 20 40 60 80 100 120 140 A
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- P = KA
117.0 12.50 13.00
m/z 118.10 9.53%
5000 Aj\
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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-ethenyl-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.170  10.27 ug/1l 82905 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
3 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 90
4 Benzene, (2-methyl-2-propenyl)- 132 C1leH12 003290-53-7 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
Abundance Scan 1982 (13.170 min): VX032867.D\data.ms (-1978) (- m/z 117.05 100.00%
117.1
5000 1321
ok
51.0 770 910 13.00 13.50
oH_m_HwwuHHUw‘wlm_HM,mW‘HHm”_‘HNU;M,‘ m/z 132.05  35.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 — J\A -
1320 13.00 13.50
o 910 m/z 115.10  28.15%
O\\‘HH‘%\?\RH\“HHi‘\\\\‘\‘\‘\\?ﬁ!p\’\\\\“HH‘U\‘H‘\\H‘H\M‘\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16120: Benzene, 2-butenyl-
117.0 M
i1
132.0 13.00 13.50
m/z 91.05 12.30%
5000 91.0
39.0 65.0 ‘
o"""""“""‘“""‘;‘m"‘J:‘H"‘“!,H""""u:H_‘Hw:u‘m,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #16143: Benzene, (2-methyl-1-propenyl)- ‘ A ot
117.0 132.0 13.00 13.50
' m/z 116.10  11.58%
5000
39.0 650 ‘ /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX@32867.D

Acqg On : 16 Nov 2022 14:51

Operator JC/MD

Sample : N5614-02

Misc 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : 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 9 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.292  19.35 ug/l 156204 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90

Abundance Scan 2002 (13.292 min): VX032867.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
91.1
51.1 13.00 13.50
74. .
R W I N wl““u‘l“”‘ L m/z 132.05  39.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
5000 T T J\ T j\"\
13.00 13.50
m/z 115.10 30.92%
39.0 65.0 l. ‘
0\‘\‘\ T \““\ \“U\ “H\ T \“ T \ T “\‘\ T H‘\ \\.‘o\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 JK/N
—A e
13.00 13.50
5000 m/z 131.05 17 .80%
390 450 1.
Y T O T S “!M A0
miz--> 20 40 60 80 100 120 140 160 /\ j\ M
Abundance #16106: 3-Phenylbut-1-ene DA e
117.0 13.00 13.50
m/z 91.10 13.63%
5000
91.0
oo T, Y
65.0
0‘“V"M"W"W"W“N;‘NV‘IM‘%N+?““““ A‘WA‘ Ay
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111622\
Data File : VX032867.D

Acqg On : 16 Nov 2022 14:51
Operator : JC/MD

Sample : N5614-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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|
Amylene hydrate 6.245 31.4 ug/l 247727 2 6.763 394298 50.0
Pentane, 2,3,4-... 7.982 5.9 wug/l 46300 2 6.763 394298 50.0
Pentane, 2,3,3-... 8.104 9.3 ug/l 73077 2 6.763 394298 50.0
1,4-Pentadiene,... 9.165 7.3 ug/l 64486 3 10.055 443777 50.0
Benzene, 1,2-di... 12.250 10.9 ug/l 88071 4 12.024 403692 50.0
(E)-1-Phenyl-1-... 12.646 5.1 wug/l 41247 4 12.024 403692 50.0
Benzene, 1l-ethe... 12.701 52.3 wug/l 422203 4 12.024 403692 50.0
Benzene, 1-ethe... 13.170 10.3 ug/l 82905 4 12.024 403692 50.0
1H-Indene, 2,3-... 13.292 19.4 ug/l 156204 4 12.024 403692 50.0
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