LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X060722W.M

Title : SW846 8260

Signal : TIC: VX@29507.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 15 rVB 49639 42730  2.23% 0.251%
2 2.337 200 205 209 rBV2 10820 19191 1.00% 0.113%
3 2.782 268 278 292 rBV 48904 119392 6.24% 0.701%
4 3,099 320 330 338 rBV2 11122 25041 1.31% 0.147%
5 4.056 475 487 496 rBV2 7661 22242 1.16% 0.131%
6 4.214 500 513 524 rBV 91886 275231 14.38% 1.615%
7 4.458 543 553 564 rVB4 6625 23062 1.20% 0.135%
8 5.111 649 660 674 rBV7 15710 66452 3.47% 0.390%
9 5.391 691 706 719 rBV 209451 612161 31.98% 3.593%
10 5.556 719 733 740 rW 271241 808312 42.22% 4.744%
11 5.623 740 744 758 rVB2 118523 320618 16.75%  1.882%
12 5.958 788 799 812 rBV 225139 608123 31.77% 3.569%
13  6.251 825 847 860 rBV 553889 1689354 88.24%  9.915%
14 6.763 920 931 942 rBV 397921 953007 49.78%  5.593%
15 6.964 958 964 976 rBV2 9319 23482 1.23% 0.138%
16 7.128 981 991 1004 rVB4 15102 38858 2.03% 0.228%
17 7.366 1021 1030 1041 rVB4 16411 39967 2.09% 0.235%
18 7.500 1044 1052 1057 rBvV2 32032 69918 3.65% 0.410%
19 7.561 1057 1062 1066 rVvVv2 45711 98139 5.13% 0.576%
20 7.604 1066 1069 1077 rVB2 33662 63895 3.34% 0.375%
21 7.775 1090 1097 1106 rVB2 27163 57555 3.01% 0.338%
22 7.988 1123 1132 1143 rVB 451527 882625 46.10% 5.180%
23 8.110 1143 1152 1160 rBV 454007 886401 46.30% 5.203%
24  8.317 1179 1186 1192 rVB5 10815 21662 1.13% 0.127%
25 8.390 1192 1198 1202 rBV2 17373 31885 1.67% 0.187%
26 8.653 1225 1241 1249 rBV 1155524 1914415 100.00% 11.236%
27 8.982 1291 1295 1300 rVB3 18341 28624 1.50% 0.168%
28 9.104 1307 1315 1320 rVB3 11575 23991 1.25% 0.141%
29 9.165 1320 1325 1328 rVWV 19286 29739 1.55% 0.175%
30 9.201 1328 1331 1336 rVB2 18546 26760 1.40% 0.157%
31 9.512 1376 1382 1388 rBV5 13017 30014 1.57% 0.176%
32 9.835 1430 1435 1439 rBV2 12982 19556 1.02% 0.115%
33 10.055 1466 1471 1477 rBV 793608 1041696 54.41% 6.114%
34 10.280 1503 1508 1510 rvv3 16722 28586 1.49% 0.168%
35 10.305 1510 1512 1518 rVvB4 17220 22657 1.18% 0.133%
36 10.591 1548 1559 1566 rBV7 17916 47209 2.47% 0.277%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X060722W.M
Title : SW846 8260
37 10.780 1581 1590 1594 rBV4 20334 40174 2.10% 0.236%
38 11.085 1634 1640 1644 rBV 900603 1152277 60.19% 6.763%
39 11.122 1644 1646 1651 rVv2 26470 37896 1.98% 0.222%
40 11.219 1655 1662 1667 rVB2 29919 43923 2.29% 0.258%
41 11.622 1720 1728 1734 rBV6 11809 26186 1.37% 0.154%
42 11.865 1761 1768 1770 rBV 50569 74867 3.91% 0.439%
43 11.890 1770 1772 1776 rVV 47391 58735 3.07% 0.345%
44 12.024 1789 1794 1805 rBV 767662 971154 50.73% 5.700%
45 12.122 1805 1810 1813 rBv4 12415 20979 1.10% 0.123%
46 12.250 1827 1831 1835 rVB3 17024 20539 1.07% 0.121%
47 12.317 1835 1842 1849 rBV2 65036 128357 6.70% 0.753%
48 12.408 1853 1857 1863 rBV 32356 46664 2.44%  0.274%
49 12.475 1863 1868 1872 rVB 40666 53800 2.81% 0.316%
50 12.603 1882 1889 1893 rBV4 15999 31954 1.67% 0.188%
51 12.725 1902 1909 1913 rBV4 27769 56787 2.97% 0.333%
52 12.762 1913 1915 1920 rVB2 17965 21830 1.14% 0.128%
53 12.835 1920 1927 1933 rVB3 46652 95929 5.01% 0.563%
54 12.902 1933 1938 1939 rBV2 55049 66878 3.49% 0.393%
55 12.920 1939 1941 1947 rVB2 69692 93296 4.87% 0.548%
56 12.987 1947 1952 1955 rBv4 18973 23622 1.23% 0.139%
57 13.030 1955 1959 1966 rvB3 35855 62511 3.27% 0.367%
58 13.115 1966 1973 1974 rBV2 40145 61029 3.19% ©0.358%
59 13.140 1974 1977 1982 rVB 86665 107595 5.62% 0.632%
60 13.194 1982 1986 1991 rBV 32518 46088 2.41% 0.271%
61 13.249 1991 1995 1998 rBV3 14501 23776  1.24%  0.140%
62 13.292 1998 2002 2008 rVB4 35953 62197 3.25% 0.365%
63 13.420 2022 2023 2034 rVB5 22819 36422 1.90% 0.214%
64 13.518 2034 2039 2041 rBV3 31053 50624 2.64% 0.297%
65 13.579 2046 2049 2053 rBV3 85792 119495 6.24% 0.701%
66 13.621 2053 2056 2061 rVV2 49100 87295 4.56% ©.512%
67 13.664 2061 2063 2068 rVB2 42489 62997 3.29% ©.370%
68 13.755 2072 2078 2081 rBV 50259 70346 3.67% 0.413%
69 13.798 2081 2085 2090 rVB3 44629 64789 3.38% 0.380%
70 13.853 2090 2094 2099 rVB2 80282 113974 5.95% 0.669%
71 13.926 2099 2106 2110 rBV4 95607 178323 9.31% 1.047%
72 13.975 2110 2114 2118 rBV2 28917 41760 2.18% 0.245%
73 14.072 2126 2130 2133 rBV3 38046 54872 2.87% 0.322%
74 14.139 2138 2141 2143 rVV3 18090 23881 1.25% 0.140%
75 14.164 2143 2145 2149 rVv4 18315 28410 1.48% 0.167%

76 14.213 2149 2153 2164 rVB2 96782 159619 8.34%  0.937%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X060722W.M

Title : SW846 8260

77 14.322 2164 2171 2176 rBV 77599 121176 6.33% ©.711%
78 14.371 2176 2179 2184 rVB2 68970 91107 4.76% ©.535%
79 14.420 2184 2187 2193 rVB2 45761 59990 3.13% 0.352%
80 14.487 2193 2198 2202 rBV2 91947 154105 8.05% 0.904%
81 14.578 2210 2213 2216 rBV3 23941 29395 1.54% 0.173%
82 14.615 2216 2219 2225 rVV5 70112 106126 5.54% 0.623%
83 14.676 2225 2229 2233 rVB 77071 97194 5.08% 0.570%
84 14.725 2233 2237 2241 rBV2 29836 42841 2.24% 0.251%
85 14.792 2243 2248 2251 rBV2 50891 80992 4.23% 0.475%
86 14.847 2254 2257 2261 rVB3 51944 65284 3.41% 0.383%
87 15.048 2283 2290 2293 rBV7 19290 41461 2.17% 0.243%
88 15.182 2307 2312 2320 rVW3 66255 132478 6.92% ©.778%
89 15.255 2320 2324 2330 rVB5 27017 46660 2.44% 0.274%
990 15.377 2340 2344 2346 rBV4 18894 27383 1.43% 0.161%
91 15.407 2346 2349 2353 rVW2 32192 46725 2.44%  0.274%
92 15.481 2353 2361 2364 rVvV3 33358 57029 2.98% 0.335%
93 15.523 2365 2368 2374 rVW4 19120 37838 1.98% 0.222%
94 15.615 2378 2383 2386 rvVv2 52023 85529 4.47% 0.502%
95 15.651 2386 2389 2397 rVB6 31496 55561 2.90% ©.326%
96 15.731 2397 2402 2409 rBV3 19696 43971 2.30% 0.258%
97 15.810 2410 2415 2417 rVV4 17988 30278 1.58% ©.178%
98 15.846 2417 2421 2429 rVB4 25034 50432 2.63% 0.296%

Sum of corrected areas: 17037955
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3160-02
: 5.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
: VX029507.D
: 15 Jun 2022 14:38

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

o

TIC: VX029507.D\data.ms

6.25!

5.556
5.391 5.958

4214 623

2.337 3.099 4.056A 4.458 5111

142 2.782

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

1000000

800000

600000

400000

200000

0
Time-->

TIC: VX029507.D\data.ms
8.653

11.085
10.055

7.988110

6.763
6.96.128 7. 36’%%@‘7 775 88590 596RESL 9512 9835 || MDZWS 105010760 11 219

6.50 7. 00 7. 50 8. 50 9 OO 9 50 10 00 10 50 11 00

Abundance

1000000

800000

600000

400000

200000

Time-->

TIC: VX029507.D\data.ms

12.024

T ‘ T ‘ T T ‘ T T ‘ T
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_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.782 7.39 ug/1 119392  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 Pyrrolidine 71 C4HON 000123-75-1 16
5 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 12
Abundance Scan 278 (2.782 min): VX029507.D\data.ms (-268) (-) m/z 43.05 100.00%
43.0
5000
71.1
w“u‘u“_“w‘u“u
55.1 86.2 2.40 2.60 2.80 3.00 3.20
Ol et e b e m/z 42,10 83.85%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 U L UL B
71.0 2.40 2.60 2.80 3.00 3.20
m/z 41.10 38.63%

27.0 55.0

15.0 ‘\ ‘ | \‘ 86\’0

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

43.0

2.40 2.60 2.80 3.00 3.20

5000 m/z 71.10 28.97%
27.0 71.0
57.0

20 0 86.0

oS e e et e

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #763: Tetrahydrofuran “HHWHWH,HHW
42.0 2.40 2.60 2.80 3.00 3.20

m/z 39.10 16.31%

5000 72.0
27.0
o 150 ||l 510 )

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4,214 17.02 ug/l 275231  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59

Abundance Scan 513 (4.214 min): VX029507.D\data.ms (-500) (-) m/z 43.10 100.00%

431 57.1
5000
85.1
e A RaRTE
710 100.3 3.80 4.00 4.20 4.40 4.60
O o el e ST m/z 57.10 89.91%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0
5000 I L L R
3.80 4.00 4.20 4.40 4.60
27.0 85.0 m/z 41.10 49.82%
0 14.0 H \“‘ 710 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
43.0 SN0 S W,
3.80 4.00 4.20 4.40 4.60
5000 m/z 56.10 47.16%
15.0
0 1.0 70.0 100.0
T T e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4467: Hexane, 2-methyl- A NP VA NS
43.0 3.80 4.00 4.20 4.40 4.60
m/z 85.10 27.82%
5000
85.0
57.0
29.0
o 50 | 70 | 1000
e e e e e R ARERAREE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.623 19.83 ug/1 320618 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 1-Octanol, 2,7-dimethyl- 158 C10H220 015250-22-3 40
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
4 Heptane, 2,2,4-trimethyl- 142 C1eH22 014720-74-2 38
5 Octane 114 C8H18 000111-65-9 37
Abundance Scan 744 (5.623 min): VX029507.D\data.ms (-740) (-) m/z 56.10 100.00%
56.1
5000 J\
39 R
| ‘ 85.1 5.20 5.40 5.60 5.80 6.00
ol el 1102 mjz 57.10 75.27%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000 N RN R R
29.0 5.20 5.40 5.60 5.80 6.00
m/z 43.10 71.29%
L
O\’\\\‘\‘\‘\\\‘}1\\‘“\\‘\\‘\‘\\\i\\\\‘\\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance
43.0
R o R
5.20 5.40 5.60 5.80 6.00
5000 m/z 41.10 57.24%
69.0
0 26.0 97.0 1250
T e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #4471: Hexane, 3-methyl- R
43.0 5.20 5.40 5.60 5.80 6.00
m/z 71.10 47.17%
5000 71.0
0 15.0 ‘\ “ | 100.0
Tttt R A RREARERE
m/z--> 0 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.251 88.63 ug/l 1689350 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
Abundance Scan 847 (6.251 min): VX029507.D\data.ms (-825) (-) m/z 57.10 100.00%
57.1
5000 J\\
41-1 \\\\‘\\\\‘\\\\‘\\\\’\\\
| g3q 991 6.00 6.20 6.40 6.60
0l e o ek A2 m/z 56,10 33.70%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000
0 6.00 6.20 6.40 6.60
4l m/z 41.10  24.89%
27.0
o o \H 710 850 990 1140
\H‘\H\‘HH‘\H\‘HH’\H\‘HH’\H\‘HH’\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
6.00 6.20 6.40 6.60
5000 m/z 43.10 16.15%
41.0
27.0
0 . 71.0 85.0 99.0 114.0
R ARan B o e ARARRARRERUEN
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0 6.00 6.20 6.40 6.60
m/z 39.05 7.40%
5000
43.0
0 27\\.0 ‘\ il 83'0 99“0
e e e e e e e e e e EREREREEEEEE
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX@29507.D

Acqg On : 15 Jun 2022 14:38

Operator JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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 5 Pentane, 2,3,4-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.988 46.31 ug/l 882625 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
5 Diisoamyl ether 158 C10H220 000544-01-4 74
Abundance Scan 1132 (7.988 min): VX029507.D\data.ms (-1123) (-) m/z 43.10 100.00%
431 71.1
5000
57.0 R R R
‘ 7.60 7.80 8.00 8.20 8.40
Ot e 850 972 1182 g0 19 87.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 R R R
7.60 7.80 8.00 8.20 8.40
270 57.0 m/z 70.10  64.87%
0 \‘ ‘ | 84.0 97.0 114.0
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
R R o R E e
71.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 28.02%
57.0
29.0
oL 150 850 990 114.0
e e B e e e A AAAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 24.21%
5000 71.0
29.0
o150 || 570 850 1000
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.110 46.51 ug/l 886401 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1152 (8.110 min): VX029507.D\data.ms (-1143) (-) m/z 43.05 100.00%

43.0
71.1
5000

‘ 99.2 7.80 8.00 8.20 8.40
0— ‘“‘“‘“‘1“JM"NJ“JM“‘,““““‘ m/z 71.18  70.86%

m/z--> 0 20 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0

7.80 8.00 8.20 8.40
570 ‘ ‘ m/z 70.10  57.56%

0l20 ‘\ 99.0114.0
T ‘ 1T \ ‘ T 1T ‘ \ T \ T ‘ T \ \ T ‘ T T T ’ T T T ‘ L
m/z--> 0 40 60 80 100 120
Abundance

43.0

7.80 8.00 8.20 8.40

71.0 .
5000 m/z 57.10 50.61%
27.0 99.0
o el
miz--> 0 20 40 60 80 100 120 \h¥
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- “_“W“H,‘H“H“
57.0 7.80 8.00 8.20 8.40

m/z 85.10  43.30%

5000
410
99.0
0 260 || |, 720 1140

m/z--> 0 20 40 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\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.926 9.18 ug/l 178323 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 92
2 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 70
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64

Abundance Scan 2106 (13.926 min): VX029507.D\data.ms (-2099) (- m/z 131.15 100.00%

131.2
5000 91.1

a
391 650 ‘ 162.2 14.00
o‘HWHJMH“J“uu‘ww‘”” el 2825 sz 91,10 38.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 T
14.00

m/z 119.10  38.01%

50 B0 w0
0‘“‘\ﬂ"\‘JVWHM‘N\‘H‘w“‘jwdh‘\“ww““\w‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0

14.00
5000 910 m/z 133.15 36.12%
39.0 65.0
o ESSIMEMBINENINEN VS '3 AR WA A A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e
131.0 14.00

m/z 117.05 34.93%

B W
270 510 91.0
ol L L0 T e | ‘

m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.213 8.22 ug/1 159619 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 55
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55

Abundance Scan 2153 (14.213 min): VX029507.D\data.ms (-2149) (- m/z 131.15 100.00%

131.2
5000
o

91.0 A
510 ‘ | M A 162.2 14.00 14.50
1L I

b bl L1988 a3 1s 73, 01%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

5000 AN L
14.00 14.50

m/z 146.20  27.44%

B0 ezo MO
w“"M‘”‘WM“J\H“\H‘M\‘M‘v“w‘v“ww“ww“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
—

o

o

14.00 14.50
5000 m/z 115.05 23.10%
91.0
39.0 63.0
Ot T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- —— —
131.0 14.00 14.50

m/z 91.05 18.29%

h 1 MM\JWWM
39.0
65 0
‘\‘ \M H‘h i \H H‘ LM “

0\‘\H\‘\H\‘\H}‘\\H‘\\H‘\ 7 7
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_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.487 7.93 ug/1 154105 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 64
3 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 60
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 58
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 55
Abundance Scan 2198 (14.487 min): VX029507.D\data.ms (-2193) (- m/z 145.15 100.00%
145.2
5000
118.1
91.1 T 6
39.0 65.0 ‘ 145
oH‘w‘HJ‘uuhw‘wm‘m‘w‘wm Al 183 sz 131,05 61.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 T
14.50
105.0 m/z 146.20  38.45%
39.0 77.0 ‘
O\\\\‘\‘\\\“‘\ \‘\‘\‘w‘\\\‘”‘\\‘\\“\‘\ \M‘i \‘H‘\\“H‘\\\“\ \\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
=5
14.50
5000 m/z 118.10 30.26%
115.0
0 65.0 91.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl- T
145.0 14.50
m/z 115.10  29.19%
5000
270 510 91.0 11"5-0 !
OHm‘\‘m\‘H\‘m“i‘u\“\\‘H‘h\w‘H\H“‘mu‘uu‘uu‘ —
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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, 4-(2-butenyl)-1,2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.182 6.82 ug/l 132478 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 70
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 62
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 52
Abundance Scan 2312 (15.182 min): VX029507.D\data.ms (-2307) (- m/z 145.20 100.00%
145.2
5000
1151
—— i
390 772 ‘175 3 ) 15.00 15.50
0 33208 2808 m/z 160.20  35.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000 Saa MJ\N
15.00 15.50
1. m/z 128.05  27.45%
39.0 ‘
OH\‘\H\“‘\\‘\‘\"\‘\H‘HH“}“\\1““\‘!“\\“‘}‘\\\"\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
145.0
—— —
15.00 15.50
5000 m/z 115.10 27.14%
105.0
o 390 719
T T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- —— ——
145.0 15.00 15.50
m/z 129.05  23.36%
5000
91.0
39.0 ‘
om‘m“ﬂuhu,uwWu‘hMw”hNH‘,‘Wmwww,w,”w AN AV
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029507.D

Acqg On : 15 Jun 2022 14:38
Operator : JC/MD

Sample : N3160-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.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... 2.782 7.4 ug/l 119392 1 5.556 808312 50.0
Pentane, 2,4-di... 4.214 17.0 ug/l 275231 1 5.556 808312 50.0
Pentane, 2,3-di... 5.623 19.8 ug/l 320618 1 5.556 808312 50.0
Pentane, 2,2,4-... 6.251 88.6 ug/l 1689350 2 6.763 953007 50.0
Pentane, 2,3,4-... 7.988 46.3 ug/l 882625 2 6.763 953007 50.0
Pentane, 2,3,3-... 8.110 46.5 ug/l 886401 2 6.763 953007 50.0
Naphthalene, 1,... 13.926 9.2 wug/l 178323 4 12.024 971154 50.0
1H-Indene, 2,3-... 14.213 8.2 ug/l 159619 4 12.024 971154 50.0
Benzene, 1,3,5-... 14.487 7.9 ug/l 154105 4 12.024 971154 50.0
Benzene, 4-(2-b... 15.182 6.8 ug/l 132478 4 12.024 971154 50.0
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