LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM111121WMA.M
Title : VOC Analysis

Signal : TIC: VX@25225.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.27e 26 30 41 rBV2 40211 52858 5.50% 0.297%
2 1.368 41 46 52 rW 417976 402052 41.83% 2.260%
3 1.660 89 94 102 rBV 65391 86920 9.04% 0.489%
4 1.740 102 107 120 rVB 675979 961125 100.00% 5.403%
5 1.947 137 141 154 rVB 128722 201082 20.92% 1.130%
6 2.063 156 160 167 rVV 31015 46348 4.82% 0.261%
7 2.136 167 172 180 rVV2 129639 211568 22.01% 1.189%
8 2.209 180 184 194 rVB 30811 47297 4.92% 0.266%
9 2.307 194 200 211 rBV 104585 200016 20.81% 1.124%
10 2.709 258 266 269 rVV5 19781 45796 4.76% 0.257%
11  2.776 273 277 280 rVW2 47018 99950 10.40% 0.562%
12 2.825 280 285 287 rvwV 154536 292367 30.42% 1.644%
13 2.861 287 291 302 rW 352723 746791 77.70% 4.198%
14 2.965 302 308 319 rVB2 23893 54587 5.68% 0.307%
15 3.099 319 330 343 rVB 140141 313364 32.60% 1.762%
16 3.733 427 434 443 rVB 9585 22735 2.37% 0.128%
17 3.904 455 462 470 rVWv2 13023 31363 3.26% 0.176%
18 4.306 517 528 542 rVB 293902 842625 87.67% 4.737%
19 4.459 542 553 568 rBvV 56571 173702 18.07% 0.976%
20 5.062 638 652 665 rvw 70217 232592 24.20%  1.308%
21 5.196 667 674 687 rVB2 22823 70498 7.33% 0.396%
22 5.477 707 720 733 rBV 253494 797229 82.95% 4.482%
23 5.617 733 743 763 rVB6 27190 106958 11.13% 0.601%
24 5.842 766 780 791 rBV4 78474 276380 28.76% 1.554%
25 5.977 791 802 807 rBv2 178742 534249 55.59% 3.003%
26 6.044 807 813 825 rVB 370904 949981 98.84%  5.340%
27 6.166 825 833 838 rBv2 74878 228668 23.79%  1.285%
28 6.361 857 865 877 rVB 81938 235644 24.52%  1.325%
29 6.763 921 931 942 rBV 162617 418023 43.49% 2.350%
30 7.171 993 998 1007 rVB3 15855 36398 3.79% 0.205%
31 7.312 1013 1021 1026 rBV 109985 248221 25.83% 1.395%
32 7.379 1026 1032 1039 rVB4 112261 274923 28.60% 1.546%
33 7.659 1071 1078 1086 rVB 32430 63906 6.65% ©.359%
34 7.781 1090 1098 1104 rBV 23227 47879 4.98% 0.269%
35 7.854 1104 1110 1113 rBV 19960 41000 4.27% ©0.230%
36 7.958 1121 1127 1133 rVB 25122 44436 4.62% 0.250%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM111121WMA.M
Title : VOC Analysis
37 8.147 1144 1158 1163 rBV 141977 270000 28.09% 1.518%
38 8.196 1163 1166 1176 rVB2 19807 36206 3.77% 0.204%
39 8.324 1176 1187 1194 rBV 107231 199384 20.74% 1.121%
40 8.427 1199 1204 1210 rVV2 28522 50650 5.27% 0.285%
41  8.507 1211 1217 1225 rVB 120298 198356 20.64% 1.115%
42 8.604 1225 1233 1236 rBV2 129047 242695 25.25% 1.364%
43  8.653 1236 1241 1249 rVV 305209 551602 57.39% 3.101%
44  8.775 1255 1261 1266 rVV 61601 110439 11.49% 0.621%
45  8.842 1266 1272 1281 rVB2 69864 138377 14.40% 0.778%
46 8.976 1281 1294 1306 rBV3 120264 356289 37.07% 2.003%
47 9.104 1306 1315 1320 rBV 64722 114868 11.95% 0.646%
48 9.165 1320 1325 1335 rVB2 65978 115275 11.99% 0.648%
49 9.385 1356 1361 1366 rBV 250761 355820 37.02% 2.000%
50 9.433 1366 1369 1377 rVWW3 22277 55767 5.80% 0.313%
51 9.513 1377 1382 1386 rvv2 39371 65191 6.78% 0.366%
52 9.561 1386 1390 1395 rVWV 259385 375684 39.09% 2.112%
53 9.610 1395 1398 1404 rVB3 46743 81401 8.47% 0.458%
54 9.769 1417 1424 1431 rBV4 43799 88017 9.16% ©.495%
55 9.836 1431 1435 1444 rVB5 12714 27338 2.84% 0.154%
56 9.951 1448 1454 1461 rBv4 37887 81662 8.50% 0.459%
57 10.025 1461 1466 1468 rBV 69104 101219 10.53% 0.569%
58 10.055 1468 1471 1476 rVB 333127 419342 43.63% 2.357%
59 10.104 1476 1479 1481 rBv2 26846 36434 3.79% 0.205%
60 10.134 1481 1484 1490 rVB2 50394 101732 10.58% 0.572%
61 10.195 1490 1494 1497 rBV 68750 86787 9.03% 0.488%
62 10.244 1497 1502 1506 rBV2 109228 197548 20.55% 1.111%
63 10.305 1510 1512 1518 rVB3 38801 58757 6.11% ©0.330%
64 10.421 1526 1531 1533 rBV 46452 66795 6.95% ©.375%
65 10.592 1552 1559 1565 rVB4 23809 54669 5.69% 0.307%
66 10.646 1565 1568 1574 rVB2 20600 27448 2.86% 0.154%
67 10.787 1583 1591 1597 rBV2 55648 106103 11.04% 0.596%
68 10.848 1597 1601 1606 rBV3 48083 87740 9.13% 0.493%
69 10.903 1606 1610 1613 rBV 48194 57879 6.02% 0.325%
70 10.939 1613 1616 1617 rBV 29297 30691 3.19% 0.173%
71 10.963 1617 1620 1629 rVB 112623 151105 15.72% 0.849%
72 11.177 1650 1655 1656 rBV 235891 290484 30.22% 1.633%
73 11.305 1672 1676 1681 rVB 79479 104159 10.84% 0.586%
74 11.390 1687 1690 1694 rBV2 40612 54174 5.64% 0.305%
75 11.439 1694 1698 1700 rBV 53672 77590 8.97% 0.436%

76 11.616 1718 1727 1735 rBV 208759 289945 30.17% 1.630%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM111121WMA.M
Title : VOC Analysis
77 11.7e1 1735 1741 1745 rVV3 23444 55329 5.76% 0.311%
78 11.744 1745 1748 1751 rVV3 19533 27112  2.82% 0.152%
79 11.799 1752 1757 1764 rVV 370157 445905 46.39% 2.507%
80 11.890 1764 1772 1778 rVV3 67175 145132 15.10% 0.816%
81 11.969 1778 1785 1789 rVBS5 30927 67859 7.06% 0.381%
82 12.024 1789 1794 1800 rBV 382428 470897 48.99% 2.647%
83 12.116 1806 1809 1813 rVvv4 14718 29346 3.05% 0.165%
84 12.177 1817 1819 1825 rVB 22644 32527 3.38% 0.183%
85 12.250 1825 1831 1834 rBV2 44641 70499  7.34%  0.396%
86 12.323 1838 1843 1848 rVB 359908 480740 50.02% 2.703%
87 12.414 1855 1858 1863 rVB4 21329 34384 3.58% 0.193%
88 12.518 1869 1875 1880 rVB 27159 39539 4.11% 0.222%
89 12.701 1901 1905 1912 rVV 111426 171269 17.82% 0.963%
99 12.762 1912 1915 1919 rVvVv 29850 42457 4.42% 0.239%
91 12.841 1923 1928 1935 rVV3 21485 51358 5.34% 0.289%
92 12.908 1935 1939 1945 rVV5 12676 28739 2.99% 0.162%
93 12.963 1945 1948 1955 rvv2 29220 44272 4.61% 0.249%
94 13.030 1955 1959 1965 rVB3 21954 34100 3.55% 0.192%
95 13.341 2006 2010 2020 rVB5 22440 39729 4.13% 0.223%
96 13.426 2020 2024 2029 rVB3 16344 22126 2.30% 0.124%
97 13.494 2032 2035 2040 rVV3 13826 25782 2.68% 0.145%
98 13.542 2040 2043 2047 rVWV 19502 27155 2.83% 0.153%
99 13.872 2091 2097 2100 rBV2 12603 23414 2.44% 0.132%
100 14.786 2242 2247 2252 rBV2 14423 23716 2.47% 0.133%
Sum of corrected areas: 17788539
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance
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o

Time-->
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100000361

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\

: VX025225.D
: 18 Nov 2021 21:31

JC/MD

. M4677-14
: 5.0mL/MSVOA_X/WATER
: 15  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M

: VOC Analysis

: C:\Database\NIST20.L

1.368

1.66

1.27

.T40

LSCINT.P

TIC: VX025225.D\data.ms

6.044
2.861

4.306
5.477

5.9

1.9472.136
2.307

6.1
4.459 5.062 5.84

2.063.20 3.738.904 /\5,/136 5.617
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TIC: VX025225.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
1.270 6.32 ug/L 52858 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 53
2 Isobutane 58 C4H1e 000075-28-5 53
3 Isobutane 58 C4H1e 000075-28-5 53
4 Isobutane 58 C4H1e 000075-28-5 53
5 Isobutane 58 C4H1e 000075-28-5 42
Abundance  Scan 30 (1.270 min): VX025225.D\data.ms (-26) (-) m/z 43.10 100.00%
3.1
5000
AN
64.0
‘ 50,057.0"" 120 140 1.60 -
O brrrrrrrprerrrrre e e m/z 41,10 48.08%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #267: Isobutane
43.0
5000 \‘\\\\‘\\\\\\\\
270 1.20 140 1.60
' m/z 42.10 36.01%
oL 10 180 “m 36,0 |, 50057.0
\\\H\H‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #270: Isobutane
43.0
“““““‘ —
1.20 1.40 160
5000 m/z 39.10 21.21%
27.0
0 15.0 \‘ 36.0 ||, 51.0580
P e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #268: Isobutane e
43.0 1.20 1.40 160
m/z 64.00 11.92%
5000
27.0
15.0
A i L e e R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60

SFAMXLM111121WMA.M Tue Nov 30 07:36:48 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.740 114.96 ug/L 961125 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 33
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
Abundance Scan 107 (1.740 min): VX025225.D\data.ms (-102) (-) m/z 43.05 100.00%
43.0
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
Ol et L 909 sz 41,10 94.88%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 89.21%
o | |7
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
1.40 1.60 1.80 2.00
27.0 570
5000 : m/z 57.10 67 .49%
15.0
72.0
0 H‘%Q‘W‘m"Hl1_‘H}‘M‘”mdu“uplu‘_“W“u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane A A
43.0 1.40 1.60 1.80 2.00
m/z 39.05 35.73%
5000
27.0 57.0 720
0 m‘H\\‘%\559‘\\1‘1“\m‘im\‘m‘l‘wm‘!m‘\m‘\m
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.947  24.05 ug/L 201082 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 80
5 Butane, 2-methyl- 72 C5H12 000078-78-4 64
Abundance Scan 141 (1.947 min): VX025225.D\data.ms (-137) (-) m/z 43.10 100.00%
43.1
5000
‘ 511 721 1.60 1.80 2.00 2.20
0 ‘H““W“"_“‘M“;gm“‘mw“‘u‘,!H““H m/z 42.05 60.93%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 55.63%
27.0 570 _ 4 /
0 H\‘\\\\‘:\L\S\.(\)‘H1“’\\\1‘i\‘\\\‘\‘\“\\‘\\\\’!H\‘HH
miz--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
AR A RANaRRREES
1.60 1.80 2.00 2.20
5000 m/z 39.10 22.39%
27.0
570 720
150 | ]
L0 L L L0 2 e B e
miz--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0 1.60 1.80 2.00 2.20
m/z 57.10 15.99%
5000 27.0
15.0 ‘ ‘ 570 720
0 ““Z:QHW“‘Wl1,“”;‘\”_“\“_”‘,Mwm S Y, S
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic2.063 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
2.063 5.54 ug/L 46348 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 2-Methyl-1-butene 70 C5H10 000563-46-2 86

Abundance Scan 160 (2.063 min): VX025225.D\data.ms (-156) (-) m/z 55.05 100.00%

54.0
5000
421 01

‘ 1.80 2.00 2.20 2.40
Ol 830 7 7e.10 39.43%

83.0
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 HH‘HH‘\\H’HH‘\\H
70.0 1.80 2.00 2.20 2.40

41.0
‘ m/z 42.1@  33.84%
L 1L ‘\

29.0 ‘
\\\‘\\\\’\\\\‘\\\‘}“\\\}}\\\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #639: 2-Pentene, (Z)-
55.0

1.80 2.00 2.20 2.40

o

5000 420 m/z 39.05 33.20%
) 70.0
29.0
o ||

O v b
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #651: 2-Butene, 2-methyl-

55.0 1.80 2.00 2.20 2.40

m/z 41.10  25.80%

5000
41.0 70.0
27.0
15.0
o 10 |
O e MH‘HHWH‘HH_

m/z--> 0 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 Ethyl ether Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.136  25.31 ug/L 211568 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H1e0 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 90

4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 50
5 Ethyl ether 74 C4H1e0 000060-29-7 50

Abundance Scan 172 (2.136 min): VX025225.D\data.ms (-167) (-) m/z 59.05 100.00%

59.0
45.1 74.1
5000
 RRRREEEE e
“ 1.80 2.00 2.20 2.40
Ol el o A8 s 7410 77.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #972: Ethyl ether
31.0
59.0
74.0
5000 450 UL L B I IR B R |
1.80 2.00 2.20 2.40
m/z 45.10 74.39%
15\'0 I “ It
O\H‘HH‘HH‘\\H‘\H\‘\H\‘H\\‘HH’\\H‘\H\‘\H\‘H\\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #970: Ethyl ether
31.0
AR AR AR
1.80 2.00 2.20 2.40
5000 59.0 m/z 43.05 23.61%
48.0 74.0
0‘HMHWl‘u‘m‘H‘mWH“m“mH,‘m“m‘uwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #973: Ethyl ether
31.0 1.80 2.00 2.20 2.40
59.0 m/z 41.10 15.42%
5000 45.0 74.0
190 Ll ‘
Ottt et e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 1.80 2.00 2.20 2.40

SFAMXLM111121WMA.M Tue Nov 30 07:36:53 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic2.209 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
2.209 5.66 ug/L 47297 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 91
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 2-Methyl-1-butene 70 C5H10 000563-46-2 78
Abundance Scan 184 (2.209 min): VX025225.D\data.ms (-180) (-) m/z 55.10 100.00%

55.1
5000 70.0
39.0

‘ 1.80 2.00 2.20 2.40 2.60

0b eyt uhl o T8O 9L g6 65 43.43%
miz--> 20 30 40 50 60 70 80 90
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 70.0 ‘Hj\\j\\‘\\\\‘\\\\‘\u\’u
41.0 1.80 2.00 2.20 2.40 2.60
290 ‘ m/z 39.05 32.54%
O
miz--> 20 30 40 50 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.10 30.63%

70.0

T ‘ T “\ T ‘ T T ‘ T T

miz--> 20 30 40 50 60 70 80

Abundance #660: Cyclopropane, 1,1-dimethyl- e T
55.0 1.80 2.00 2.20 2.40 2.60

m/z 42.05 22.64%

o
TN
J—©
1 o
S N
"
T o

5000 39.0 70.0

—

0 ‘_‘1‘1‘_““”“HMwm‘mw”w” S | CNS——
m/z--> 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60

SFAMXLM111121WMA.M Tue Nov 30 07:36:54 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.

2.709 5.48 ug/L 45796  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 81
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 49
3 Cyclohexane 84 C6H12 000110-82-7 46
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 38
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38

Abundance Scan 266 (2.709 min): VX025225.D\data.ms (-258) (-)
41.0

56.0
69.0
5000
84.1
0 by
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0 69.0
84.0
15.0
0 \H‘\1‘\\‘\\H‘\\Hl\‘\\\“i‘} ‘\‘r\\‘\i\\\\‘\\‘\w\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
5000
27.0 690 540
15.0 ‘
o) Y ] 11 L ] OO PR R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
560 84.0
5000 410
69.0
27.0 H
ol 220l
m/z--> 10 20 30 40 50 60 70 80 90

SFAMXLM111121WMA.M Tue Nov 30 07:36:55 2021

m/z 41.05 100.00%

S

2.40 2.60 2.80 3.00
m/z 43.10 91.37%

-

2.40 2.60 2.80 3.00
m/z 56.00  74.99%

2.40 2.60 2.80 3.00
m/z 69.00 62.11%

—

M\
T T A

2.40 2.60 2.80 3.00
m/z 55.10 49.32%

—

2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
2.776  11.96 ug/L 99950  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78
3 Butane, 2,3-dimethyl- 86 Ce6H14 000079-29-8 78
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 59
Abundance Scan 277 (2.776 min): VX025225.D\data.ms (-273) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.0 ‘ 86.1 2.40 2.60 2.80 3.00
o a1 e L m/z 42.10  79.25%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 L L L L NI BN I
71.0 2.40 2.60 2.80 3.00
27.0 m/z 41.10 34.72%

55.0 86.0
0 15.0 | AL | 63.0 ‘
T ‘ TTTT ‘ L \ ‘ T T ‘ T T ‘ TTTT ‘ TTTT ‘ T 1T ‘ TTTT ‘ TTT
m/z--> 10 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0

240260280300

270 71.0
ol 180 [ ]l 550630 86.0
R A B
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl- i R R ‘ .
43.0 2.40 2.60 2.80 3.00

m/z 86.10 6.85%

5000
27.0 10
: 86.0
0 15'0 ‘ ‘ | 55‘.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00

SFAMXLM111121WMA.M Tue Nov 30 07:36:56 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.825 34.97 ug/L 292367 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
Abundance Scan 285 (2.825 min): VX025225.D\data.ms (-280) (-) m/z 43.10 100.00%
5000 71.1
57.0
‘ ‘ | 86.1 2.60 2.80 3.00 3.20
obr e e e e el e m/z 420100 51.68%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L B B I LA L
2.60 2.80 3.00 3.20
270 57.0 m/z 71.10 47.72%
' 86.0
O\\\‘\\\\‘]\-\5\-(\)‘\\\‘\“\\\\‘i\}\\‘\\H‘\‘\\\\L}\\\‘\\l\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
SR /S W A W—
2.60 2.80 3.00 3.20
5000 m/z 41.10 40.10%
27.0 71.0

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

Abundance #2047: Pentane, 2-methyl-

43.0 2.60 2.80 3.00 3.20

m/z 39.10 20.65%

5000 71.0
57.0
27.0
86.0
PSR 1NN N S o
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMXLM111121WMA.M Tue Nov 30 07:36:58 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic2.861 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.861 89.32 ug/L 746791 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 78
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
3 Cyclopentane 70 C5H10 000287-92-3 78
4 1-Pentene 70 C5H10 000109-67-1 56
5 1-Pentene 70 C5H10 000109-67-1 56
Abundance Scan 291 (2.861 min): VX025225.D\data.ms (-287) (-) m/z 42.10 100.00%
42.1
5000 1201 J\
AT AREEmERR S
‘ 2.60 2.80 3.00 3.20
ol el 8L myz 55010 48.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane
42.0
5000 T[T [T T[T T
550 700 2.60 2.80 3.00 3.20
' m/z 70.10  41.67%
0 150 *1° \“
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0
R aE  RAREEEERE S
2.60 2.80 3.00 3.20
5000 m/z 41.10 29.28%
55.0
27.0 ‘ 70.0
0 H‘_“W‘H‘_‘JM‘HJ}Mu‘uu‘_‘ulu“_‘u‘u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0 2.60 2.80 3.00 3.20
m/z 39.10 24.31%
5000
55.0 70.0
27.0
1.0 150 ‘
0 ““‘}““‘

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

SFAMXLM111121WMA.M Tue Nov 30 07:36:59 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 11 2-Propanol, 2-methyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
2.965 6.53 ug/L 54587 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 64
2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 40
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 40
4 1,2-Butanediol 90 C4H1e02 000584-03-2 9
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 308 (2.965 min): VX025225.D\data.ms (-302) (-) m/z 59.05 100.00%

59.0
5000 j\
T RAmaa s e R
41"1 2.60 2.80 3.00 3.20
O 902 sy 4110 15.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #990: 2-Propanol, 2-methyl-
59.0
5000 L LA AL B BN B
2.60 2.80 3.00 3.20
810 1o m/z 43.00 12.53%
s
0\\\‘\\\\‘\\\\‘\\\1"1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #985: 2-Propanol, 2-methyl-
59.0
2.60 2.80 3.00 3.20
5000 m/z 57.05 11.11%
31.0
41.0
15.0 ‘
0\\\‘\1‘\\‘\\M‘\\\\‘,\‘\\\‘\\1‘\{””‘7\4\'\0\‘””‘””
miz--> 10 20 30 40 50 60 70 80 90
Abundance #992: 2-Propanol, 2-methyl-
59.0 2.60 2.80 3.00 3.20
m/z 39.00 5.83%
5000
31.0 410
0 15\'0 \\‘ \H Ll
— e

m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMXLM111121WMA.M Tue Nov 30 07:37:00 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.099 37.48 ug/L 313364 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
Abundance Scan 330 (3.099 min): VX025225.D\data.ms (-319) (-) m/z 57.10 100.00%
57.1
41.0
5000
“ 711 g1 2.80 3.00 3.20 3.40
0 e e el e m/z S6.10 89.13%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 41.0
A
29.0 2.80 3.00 3.20 3.40
m/z 41.05 60.62%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0 2.80 3.00 3.20 3.40
5000 m/z 43.10 23.76%
Ot e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0 2.80 3.00 3.20 3.40
m/z 39.10 17.03%
290 41.0
5000
15.0 “ | 710 86.0
Ot e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

SFAMXLM111121WMA.M Tue Nov 30 07:37:01 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
3.733 2.72 ug/L 22735 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
2 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
3 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 83
4 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 83
5 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 83
Abundance Scan 434 (3.733 min): VX025225.D\data.ms (-427) (-) m/z 69.05 100.00%
69.0
41.0
5000 84.0 /\
“_‘H‘H“_‘H‘H‘w
53.0 | 3.40 3.60 3.80 4.00
oH_m_m_Hm‘m‘,“M‘_m}ww_m_‘ m/z 41.85 77.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 UL L R R I B |
84.0 3.40 3.60 3.80 4.00
270 55.0 m/z 84.05 39.07%
O\\‘\\\\‘\\\\‘“\\\}}M\\\i‘\‘\“\‘\\‘\‘\"\\\\‘\\‘\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1709: Cyclopropane, 1,1,2-trimethyl-
41.0 /\'/b\ /\
e
69.0 3.40 3.60 3.80 4.00
5000 m/z 39.05 26.82%
84.0
27.0 55.0 ‘
oHWHWMHH‘H‘H‘,J“!‘_m;mwuw‘
miz--> 10 20 30 40 50 60 70 80 90 /\ /\
Abundance #1668: 2-Pentene, 4-methyl- H A
41.0 3.40 3.60 3.80 4.00
m/z 67.10 13.62%
69.0
5000
27.0 84.0
15\0 \‘\\ | ‘ LI \\5‘5‘\0 L1y
L0 o e L e s T T T
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SFAMXLM111121WMA.M Tue Nov 30 07:37:03 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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 15 (DEL) Alkane: Cyclic4.306 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4,306 100.79 ug/L 842625 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
Abundance Scan 528 (4.306 min): VX025225.D\data.ms (-517) (-) m/z 56.05 100.00%
56.0
5000 411 69.0 /\¥
AR EamERRESs
‘ ‘ 84.1 4.00 4.20 4.40 4.60
1 L u_muw_“w‘ m/z 41.18  50.75%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 T T i T[T T[T [TTTT]
4.00 4.20 4.40 4.60
m/z 69.05 46.04%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
AR mama s
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.05 26.00%
69.0
270
84.0
0 "‘1"9"_1?‘9‘HH,HW“W‘A:M_H‘:,HH_!HW
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- ST T
56.0 4.00 4.20 4.40 4.60
m/z 39.10  22.15%
5000 41.0
84.0
270
180 “ ‘ 68.0 ‘
0 ""H‘“‘m“m‘uwmwu‘Wu‘l“‘uu‘mwu ST T
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 16 Cyclopentene, 1-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
5.196 8.43 ug/L 70498 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
5 Cyclopentane, methylene- 82 C6H10 001528-30-9 80
Abundance Scan 674 (5.196 min): VX025225.D\data.ms (-667) (-) m/z 67.05 100.00%
67.0
5000
82.0
391 R AR AR
‘ 53.0 ‘ 4.80 5.00 5.20 5.40 5.60
0 m_m‘m‘_m“”mm‘lH_‘M\‘_HMMHW‘ m/z 82.85 29.91%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1400: Cyclopentene, 1-methyl-
67.0
5000 | L AL R
82.0 4.80 5.00 5.20 5.40 5.60

m/z 81.00 17.42%

150 °7° H AN A

O T ‘ T ‘ T ‘ L \ TTT i‘\ ‘\ T ‘ L ‘ T ‘ T ‘ T
m/z--> 10 20 30 50 60 70 90
Abundance #14009: Cyclopentene, 1-methyl-
67.0
I}

4.80 5.00 5.20 5.40 5.60

5000 m/z 39.10 16.78%
39.0 82.0
53.0
gt Ll
miz--> 10 20 50 60 70 80 90
Abundance #1398.Cyclopentene,4—methyl— TR
67.0 4.80 5.00 5.20 5.40 5.60

m/z 41.05 12.75%

5000
39.0 82.0

15.0 ol
Ot e e ‘HH‘ T [T T T T T

m/z--> 10 20 30 40 50 60 70 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.617 12.79 ug/L 106958 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 64
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 64
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 58
Abundance Scan 743 (5.617 min): VX025225.D\data.ms (-733) (-) m/z 56.10 100.00%
56.1
41.1
5000
71.1
M ‘ ‘ 810  og1 5.20 5.40 5.60 5.80 6.00
e 1L ‘_‘m“mm,“m,ms_m m/z 41.10 75.10%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 5.20 5.40 5.60 5.80 6.00
m/z 57.10 72.83%
85.0
RN O O

o

T ‘ T T ‘ TTTT ’ T T ‘ 1‘1 \ ‘ TTTT ‘ \ TTT ’ TTTT ’ TTTT ‘ TTTT ‘
m/z--> 20 30 40 50 60 80 90 100
Abundance #4476: Pentane, 2,3—d|methyl—
43.0 56.0

5.20 5.40 5.60 5.80 6.00

m/z 43.05 63.50%
5000 71.0
29.0
RN
Ot e e e
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3742: 1-Hexene, 2-methyl- Ramaa e RRARAREE B
56.0 5.20 5.40 5.60 5.80 6.00
m/z 71.10 37.14%
41.0
5000
27.0 70.0
ooyl 30, %80 N V)L
m/z--> 20 30 40 50 60 70 80 90 100 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\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 18 (DEL) Alkane: Cyclic5.842 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.842 33.06 ug/L 276380 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 74
2 1-Nonanol 144 C9H200 000143-08-8 64
3 3-Heptene, (E)- 98 C7H14 014686-14-7 46
4 3-Heptene, (E)- 98 C7H14 014686-14-7 46
5 Isopropylcyclobutane 98 C7H14 000872-56-0 43
Abundance Scan 780 (5.842 min): VX025225.D\data.ms (-766) (-) m/z 56.10 100.00%
56.1
41.1 83.1
5000
‘ | | 98.1 5.60 5.80 6.00 6.20 .
O e e e e m/z 55.10 80.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
41.0
5000
83.0 5.60 5.80 6.00 6.20
27.0 m/z 41.10 73.14%
‘ ‘ ‘\ “ Iy ‘ 1 ‘ | 98\0
O H\‘HH‘HH‘HH‘HH“H \’HH’HH‘HH‘HH‘\H\‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24381: 1-Nonano
41.0 56.0
700 5.60 5.80 6.00 6.20
5000 27 m/z 69.10  69.74%
84.0 950
o130 I P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3721: 3-Heptene, (E)-
41.0 5.60 5.80 6.00 6.20
m/z 83.10 67.08%
56.0
5000
27.0 98-0
Lo A
0 Hwmww“w;1“H‘u‘lm,uJ:,‘HH‘um_m‘wwwww S R LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 19 (DEL) Alkane: Cyclic6.166 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.166  27.35 ug/L 228668 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 92
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 76
Abundance Scan 833 (6.166 min): VX025225.D\data.ms (-825) (-) m/z 70.10 100.00%
70.1
56.1
41.1
5000
83.1
VPt
‘ ‘ 98.0 5.80 6.00 6.20 6.40
ool ML nyz se.1e 76.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7Q.0
41.0
5000 L L L L L LN I
27.0 5.80 6.00 6.20 6.40
830 o930 m/z 55.10 66.01%
15.0 ‘ ‘ '
O\\‘\\‘\\‘\\\!‘\\\\l\‘\\\iu” ‘\‘\\‘\w ‘\\\‘\“\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 e
5.80 6.00 6.20 6.40
5000 m/z 41.10 54.04%
27.0 83.0
150 M ‘ 98.0
0 ‘w““_‘ll‘u“lﬂu‘wJ1M“uﬂlh“up““u““u‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis- NN EamEREEE
56.0 70.0 5.80 6.00 6.20 6.40
m/z 39.00 28.94%
41.0
5000
83.0
270 ‘ ‘ 98.0
oH_m_m_m_‘m_‘l ‘\‘m\‘i ‘mwmwml_m R ANER R
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 20 (DEL) Alkane: Cyclic6.361 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.361 28.19 ug/L 235644  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 90
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 86
Abundance Scan 865 (6.361 min): VX025225.D\data.ms (-857) (-) m/z 56.05 100.00%
56.0
70.1
41.1
5000
g3.0 980 S/ WA
‘ | ‘ 6.00 6.20 6.40 6.60
0Ll ol i b m/z 55.05 72.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 \
5000 L LA B B B LA LR B
21.0 6.00 6.20 6.40 6.60
98.0 m/z 70.10 71.94%
| s
0 \\\‘HH‘\\\\‘\\11‘\\\}"\\\\"‘\” \‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0 \
410 SR/E S WA
: 70.0 6.00 6.20 6.40 6.60
5000 m/z 41.10 59.83%
27.0 98.0
L) Sl
S N Y A
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- T
56.0 6.00 6.20 6.40 6.60
m/z 69.10 35.88%
41.0 70.0
5000
27‘-0 ‘ 83.0 98.0 N
0 m_m‘Hle“w‘,“m,u‘l ‘wn:“HH_“HW“_HW e AL A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 21 Diethyl sulfide Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
7.171 4.35 ug/L 36398 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 91
2 Diethyl sulfide 90 C4H1es 000352-93-2 64
3 Diethyl sulfide 90 C4H1es 000352-93-2 64
4 Diethyl sulfide 90 C4H1es 000352-93-2 64
5 Acrolein, 2-chloro- 90 C3H3ClOo 000683-51-2 17
Abundance Scan 998 (7.171 min): VX025225.D\data.ms (-993) (-) m/z 81.10 100.00%
81.1
5000
47.0 61.0
960 LI AL L L L B BN I
]4 ‘ ‘ ‘ 6.80 7.00 7.20 7.40
0 H“H“_"w“H‘MMMﬁmlw‘wwﬂw‘ﬂﬂl‘uﬂuuj‘u“ m/z 75.00 55.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2623: Diethyl sulfide
75.0
47.0 90.0
5000 610 \‘\\\\‘\\\\‘\\\\’\\\\‘\
29.0 6.80 7.00 7.20 7.40
m/z 90.05 54.20%
O\\\‘\\\\‘\\\\‘\}‘\\“\\H\‘\\\Hl\\\\‘\\“\‘\\\\“w\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2626: Diethyl sulfide
=
47.0 7.0 90.0
T
27.0 61.0 6.80 7.00 7.20 7.40
5000 m/z 46.95 36.82%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2624: Diethyl sulfide 1NN U 0 5 A
470 75.0 6.80 7.00 7.20 7.40
' 90.0 m/z 79.80  33.21%
27.0
61.0
5000
15\0 “ il \‘H 11 i MM 14|
om‘u‘Wm‘HH"m‘u‘Wm_m_m_m_m L R o A A
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 22 (DEL) Alkane: Cyclic7.659 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
7.659 7.64 ug/L 63906 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 95
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
3 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 43
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 43
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43

Abundance Scan 1078 (7.659 min): VX025225.D\data.ms (-1071) (-) m/z 69.10 100.00%

69.1
41.1
55.1
5000
H‘W‘H‘W“W‘H‘_“
| 83.1 98"1 7.40 7.60 7.80 8.00
bt sl L myz es.10 83.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
LA
5000 LI L L L L B BN B
27.0 7.40 7.60 7.80 8.00
08.0 m/z 70.10 62.42%
15.0 ‘ 83.0
0\\\‘\\‘\\‘\\}!‘\\\\}\‘\\\“\u\‘\‘\\\‘\“\\\\’\‘\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
R REEEREER LSS A S
41.0 740760780800
27.0 98.0
83.0
SN0 VN e o
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3797: 2-Hexene, 4-methyl-, (E)- R BRREE AR
41.0 69.0 7.40 7.60 7.80 8.00
m/z 55.10 52.97%
5000
27.0 55.0
98.0
83.0
15.0
0 H“HMW“HM‘H“W‘WMML“Hulu“wt‘W“u,u“ H“_‘H,f¥/¥quw(A
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 23 (DEL) Alkane: Cyclic7.781 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.781 5.73 ug/L 47879 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 81
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72

Abundance Scan 1098 (7.781 min): VX025225.D\data.ms (-1090) (-) m/z 70.10 100.00%

70.1
55.1
5000
41.0

‘“ ‘ 841 97.1 112.2 7.40 7.60 7.80 8.00 8.20
Obrrrerrerrererrle el 1T T nyz 5510 67.69%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 NN
5000 T T T T[T T T T T

7.40 7.60 7.80 8.00 8.20
41.0 m/z 41.05  26.59%

i ‘\‘ ] s30 970 120
1 1
\\\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\\\H‘\H\‘H\\’\\\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0

7.40 7.60 7.80 8.00 8.20

o

5000 ITI/Z 69.10 22.72%
41.0
0 ‘ 112.0
97.0 :

ob 180 Wl e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl- RRRRTEaT e e ]
70.0 7.40 7.60 7.80 8.00 8.20

m/z 42.10 19.33%

55.0
5000
27.0 F ‘ 84.0 97.0 112.0 /\
0 L ‘ ‘ ‘ il | | M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 24 Cyclohexene, 1-methyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
7.854 4.90 ug/L 41000 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 91
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 91
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90

Abundance Scan 1110 (7.854 min): VX025225.D\data.ms (-1104) (-) m/z 81.10 100.00%

81.1
5000
67.1 96-1
39.1 950 ““A
‘ ‘ H 7.60 7.80 8.00 8.20
bt el sl Ll myz 67.10 40.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0 A
55.0 96.0 7.60 7.80 8.00 8.20
39.0 9
270 m/z 96.10 36.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3235: Cyclohexene, 4-methyl-
81.0
R
54.0 7.60 7.80 8.00 8.20
m/z 68.00 32.73%
5000 39.0
67.0 96.0
27.0 ‘
0\\‘\\\\,\\\‘1“\\\\{‘1\\\1‘1‘\\\‘\\‘1\‘\H‘\“MH‘H‘H_H
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3229: Cyclohexene, 3-methyl- T et
81.0 7.60 7.80 8.00 8.20
m/z 55.05 24.48%
5000
39.0 55.0 67.0 96.0
27.0 ‘ ‘
oH‘“5‘9‘””_"W‘HH‘HH"_wmm““mwm‘m R RREaEavANES SREELe
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 (DEL) Alkane: Cyclic7.958 Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
7.958 5.32 ug/L 44436  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
2 Cyclopentane, 1,2,3-trimethyl-, 112 C8H16 015890-40-1 91
3 Cyclopentane, 1,2,3-trimethyl-, 112 C8H16 015890-40-1 90
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 72
5 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 50

Abundance Scan 1127 (7.958 min): VX025225.D\data.ms (-1121) (-) m/z 70.05 100.00%

70.0
55.1
5000 41.1
84.1
“H‘W‘H‘_“w‘u‘_
| g7.1 1121 7.60 7.80 8.00 8.20
0 b “Hw‘mwm‘www‘_ m/z 55.10 78.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
5000 L L L R B LA LR B
41.0 7.60 7.80 8.00 8.20
84.0 112.0 m/z 56.10 77.24%
27.0 ‘ ‘ ‘ 97.0
O\\\‘\\\\‘\\\‘\"\\\\“\‘\\\‘\w\‘\\\M\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0 A M
e S RR SRS e
41.0 7.60 7.80 8.00 8.20
5000 m/z 41.10 38.15%

27.0
‘ 84.0 112.0
L

“ 97.0 ‘ '
\
‘H‘H“_‘H,‘H‘_“w““H““H“H‘_“w‘u“u‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,

o

56.0 70.0 7.60 7.80 8.00 8.20
m/z 69.10 37.64%
5000 41.0
84.0
T LA M
e R RN R s e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 26 Cyclobutane, (1-methylethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.147  32.29 ug/L 270000 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78

Abundance Scan 1158 (8.147 min): VX025225.D\data.ms (-1144) (-) m/z 81.10 100.00%

81.1
5000
96.1

371 531 67.1 ‘ 7.80 8.00 8.20 8.40
Ob ool et bl nyz 9610 28.40%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 \‘/\\\\\\‘\\\\’\\\\‘\\/\\\‘\
7.80 8.00 8.20 8.40

96.0 m/z 79.10  23.75%

39.
27.0 ‘ 53.0 ¢7.
O\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0

780800820840

27.0 39.0 96.0
15.0 ‘ “ 570 670 | ‘
0 \H‘u‘ww‘wwH“wu1iwwui‘}1‘\w‘ww‘?‘i‘wu‘wlwu‘u‘u‘uw
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- ‘ R A RARE
81.0 7.80 8.00 8.20 8.40

m/z 67.10 12.72%

5000
41.0
53.0
270 ‘ “ 670 ‘ 96.0
| , Wl m | \‘
et e

m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 27 Cyclopentene, 3-ethyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
8.196 4.33 ug/L 36206 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 80
2 1-Ethylcyclopentene 96 C7H12 002146-38-5 80
3 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 80
4 1-Ethylcyclopentene 96 C7H12 002146-38-5 72
5 Cyclobutane, 1-ethyl-3-methylene- 96 C7H12 056335-70-7 72

Abundance Scan 1166 (8.196 min): VX025225.D\data.ms (-1163) (-) m/z 67.10 100.00%

67.1
5000
96.1

411 551 790 7.80 8.00 8.20 8.40 8.60
Ol e bt et e m/z 96.18 23.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3231: Cyclopentene, 3-ethyl-
67.0
5000 \mwww”w]‘\*w

7.80 8.00 8.20 8.40 8.60
m/z 55.10 11.71%

39.0 96.0
\\‘]\.\5\0\‘\\\\‘\\\}‘i‘\\\\“??\(\)‘\\ul‘\\\‘%‘]T\.(\]\\‘\\!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3216: 1-Ethylcyclopentene
67.0

780800820840860
5000 41.10 11.36%

410 96.0
270 0 550 81.0 ‘
80 el
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3225: Cyclopentene, 3-ethyl-
67.0

7.80 8.00 8.20 8.40 8.60
m/z 39.00 10.67%

5000
41.0 96.0
27.0 ‘ ‘ 55.0 81 0 ‘
0 | Lyl il

m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40 8.60

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 29 2-Butanol, 2,3-dimethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.427 6.04 ug/L 50650 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 78
4 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50

Abundance Scan 1204 (8.427 min): VX025225.D\data.ms (-1199) (-) m/z 59.05 100.00%
59.0

5000
411 8r1
‘ ‘ " ‘ 8.20 8.40 8.60 8.80
Ol et MLl myz 87.10 27.86%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 \\\\‘\\\\‘\\\\‘\\\\’/\\\\
8.20 8.40 8.60 8.80
41.0 87.0 m/z 69.10 24.63%
15.0 28.0
0 \\\‘\1‘\\‘\\\‘!“‘1\\\‘11\‘\\’H‘\‘W\\\ﬂ\:‘ln\-(\)u’u‘u‘u;‘\()‘]\“\()\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0 /\
T
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 24.46%
87.0
41.0
0 H“H“_%Zﬁ“H\“m‘,u‘wp“L“H,‘H“H“_“w
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #5041 2-Butanol, 2,3-dimethyl- R ARARRERRRES
59.0 8.20 8.40 8.60 8.80
m/z 43.00 21.60%
5000
41.0 87.0
7o ] \
o180 F8 L ome | aee TN L
m/z--> 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_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 30 2-Pentanol, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.507  23.65 ug/L 198356  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 53
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 50

Abundance Scan 1217 (8.507 min): VX025225.D\data.ms (-1211) (-} m/z 59.05 100.00%

59.0
5000
45.1 87.0
‘ ‘ 8.20 8.40 8.60 8.80
O b RO L MLO 0 4510 28.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 ’f\’
45.0 8.20 8.40 8.60 8.80
87.0 . .85%
310 m/z 87.05 25.85%
O\\‘]\-?\-(\)‘\\\M“‘\\\\“‘}‘\\\‘\\‘iwi\\\?e‘\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0 A
R A
8.20 8.40 8.60 8.80
5000 m/z 41.10 21.23%
87.0
41.0
0‘W‘H“EZM‘HHAHH‘ku‘HJM‘H‘H“_‘H‘H‘W‘H‘_
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5025: 2-Pentanol, 2-methyl- TR
59.0 8.20 8.40 8.60 8.80
m/z 43.10 19.35%
5000
45.0 87.0
31.0
150 | | ‘ |
O e e e R RLARARREE SRR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 31 (DEL) Alkane: Cyclic8.775 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.775 13.17 ug/L 110439  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 76
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 74
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 64
5 Cyclopropane, 3-chloro-1,1,2,2-t... 132 C7H13Cl 014123-41-2 47
Abundance Scan 1261 (8.775 min): VX025225.D\data.ms (-1255) (-) m/z 97.05 100.00%
97.0
55.0
5000 41.0 69.0
83.1
‘ H o 1121 8.40 8.60 8.80 9.00
0Frrrrrr el el o e e m/z 55.85  64.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 41.0 69.0
8.40 8.60 8.80 9.00
27.0 m/z 56.10 52.86%
112.0
O \H‘]-ﬂ.r\o\‘\H‘l"\\H‘il‘\H‘WM\‘1‘H\H\l\\\\‘8\4}"\(\)‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
8.40 8.60 8.80 9.00
5000 41.0 69.0 ITI/Z 41.05 42.94%
27.0
0 | ‘w\ Al 240 ) 1120
T i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl- e A AREESEERE S SR
97.0 8.40 8.60 8.80 9.00
55.0 m/z 69.05 40.13%
5000 69.0
41.0
70 | mo | o
O+t et et e e M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 32 3-Pentanol, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.842 16.50 ug/L 138377  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 72
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 59
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 53
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 45

Abundance Scan 1272 (8.842 min): VX025225.D\data.ms (-1266) (-) m/z 73.10 100.00%

5000 5.1 /\
P
41‘-‘]1 87‘-1 1121 8.60 8.80 9.00 9.20
bbbl il il SR m/z s5.10 0 49.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5030: 3-Pentanol, 3-methyl-
73.0
5000
550 8.60 8.80 9.00 9.20
m/z 43.10 23.38%
29.0 HJ 87.0
O\\‘\\\\‘\\\‘}“‘\\\\4‘2\\\\‘\‘\N\‘\\\\"\‘\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5008: 3-Pentanol, 3-methyl-
73.0
R s s eaerar
550 8.60 8.80 9.00 9.20
5000 ' m/z 45.10  20.39%
87.0
27.0 41H
O, < S N N S RS N R RS —
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5029: 3-Pentanol, 3-methyl-
73.0 8.60 8.80 9.00 9.20
m/z 41.10 14.62%
5000 55.0
27.0 41'ﬁ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 33 (DEL) Alkane: Cyclic9.104 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.104 13.70 ug/L 114868 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 93
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91

Abundance Scan 1315 (9.104 min): VX025225.D\data.ms (-1306) (-) m/z 97.10 100.00%
97.1

55.1
5000 112.1
41.0
69.0
‘ ‘ 83.0 8.80 9.00 9.20 9.40
0ottt ol i b myz ss.1e 78.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0
112.0 8.80 9.00 9.20 9.40
270 69.0 m/z 112.10  37.99%
H 83.0
O\\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\‘\‘\\\“\1\\\\“\H\\‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
R A RBRRRRRALE
8.80 9.00 9.20 9.40
5000 41.0 ITI/Z 41.05 30.37%
112.0
27.0 69.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl- R RARwREE T
55.0 97.0 8.80 9.00 9.20 9.40
m/z 56.05 21.93%
5000
41.0 112.0
27.0 ‘ 690 830
om‘lu9_HH,"HH“H‘M‘HHH‘Hw“l‘w\!www TPV VAN S VA ALl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 34 1,3-Dimethyl-1-cyclohexene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

o165 13.74 ug/L 115275 Chlorobenzene-ds 16.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 91
lopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 90
-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 87
-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 86

uipHh wWN R
RROR PR
..
P wWwon phw

Abundance Scan 1325 (9.165 min): VX025225.D\data.ms (-1320) (-) m/z 95.10 100.00%
95.1

5000
67.1 110.1
39.0 550 81‘ 0 8.80 9.00 9.20 9.40
Ol e il et el e m/z 67.10 27.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 LI L N L LA LA R
67.0 8.80 9.00 9.20 9.40
410 550 82.0 110.0 m/z 110.05  25.31%
70 ) ol
O\\‘\\\\‘\\\‘\“\\\\‘i\‘\\\“\‘}}\‘\\\!“\\\‘\“‘\\\\‘\\1\‘\\\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0 /\
I NAWAN A VAN B VA
41.0 67.0 8.80 9.00 9.20 9.40
5000 m/z 81.05 14.04%
55.0
270 110.0
‘ ‘ 81.0 ‘
Y — m:}!‘m“m,‘ 1P Y R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl- ﬁ“ﬁﬁw“_“‘W“‘_“‘_
95.0 8.80 9.00 9.20 9.40
m/z 39.05 10.63%
5000 67.0
27.0 390 550 79.0 o
0‘w%ﬁgw‘ﬁqu‘hk‘HMﬁLW‘M‘_‘ﬁWH‘WWJ‘_‘H‘H‘w e RAREEEE b
miz--> 10 20 30 40 50 60 70 80 90 100 110 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 35 (DEL) Alkane: Cyclic9.513 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
9.513 7.77 ug/L 65191 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 96
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 93
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 87
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 74

Abundance Scan 1382 (9.513 min): VX025225.D\data.ms (-1377) (-)

55.0

m/z 55.05 100.00%

97.1
41.0
69.1 83.0
5000 1121
‘QEO‘
126.1
om_m_m‘HHi“wu‘:“wm!,”H‘HW:JWH‘Mww m/z 97.10  82.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0 /\
5000 41.0 83.0 ‘950 ‘
salo 112.0 9.50
70 ‘ ‘ m/z 41.05 59.64%
OH\‘\H\‘HH‘HH‘\‘\H‘\H\‘\‘H\”’HH‘HH‘H\}‘HH‘\H\‘\\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
T T
41.0 97.0 9.50
m/z 83.05 49.97%
5000 83.0
270 salo 112.0
o,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans) — 1
55.0 97.0 9.50
' m/z 69.10  49.34%
5000 41.0
70.0 112.0
T
0“w‘H‘_‘H‘H‘wwuwﬂmhw‘ﬂ,u‘wlﬁ‘_‘JM‘H‘H‘W‘H‘_“ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 36 (DEL) Alkane: Cyclic9.561 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.561 44.79 ug/L 375684 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50
5 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 38

Abundance Scan 1390 (9.561 min): VX025225.D\data.ms (-1386) (-) m/z 71.05 100.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

71.0
83.1
43.0 550
5000
112.1
‘ | | 1000 ‘ 950
Ol et sl el 220 L msz 83.10 80.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
y
5000 —
e 112.0 920
' 55.05  59.94%
27.0 ‘ 67.0 ‘
0\\‘J\-\S\.\O‘\\\‘\“\\\\‘!‘\\\“\w!\‘\\\‘\‘i\\\\‘\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7537 Cyclohexane, ethyl-
83.0
55.0 950
5000 43.05 57.13%
41.0
112.0
27.0 67.0 ‘
ol 20l STO L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7535: Cyclohexane, ethyl-
83.0 9.50
m/z 58.05 50.21%
55.0
5000
41.0
112.0
67.0 ‘
0 H H\ H‘ “\ ‘ 97.0 =y
9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 37 Methyl ethyl cyclopentene Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.610 9.71 ug/L 81401 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 60
2 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 43
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 43
4 1-Methyl-2-aminomethylimidazole 111 C5H9N3 124312-73-8 38
5 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 38
Abundance Scan 1398 (9.610 min): VX025225.D\data.ms (-1395) (-) m/z 111.05 100.00%
1111
81.1
5000 41.1 55.1 95.0 Aw
— =
‘ H ‘ ‘ 196.1 9.50 10.00

o‘wHH_m_um‘!‘HwwHmlHMl‘uwmmHJ‘JWW‘CW m/z 81.10  74.45%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #6734: Methyl ethyl cyclopentene

81.0
95.0 j\A
5000 67.0 T U
110.0 9.50 1&02y
39.0 ¢35, ‘ m/z 69.10 64.60%
0\\‘]\.\5\.\0‘\\\M“HHHHHmm\\‘\‘\‘\1“\\\‘H!H\“\‘\}\‘HH“‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6696: 3-Heptyne, 5-methyl-
81.0
— i
9.50 10.00
5000 95.0 110.0 ITI/Z 55.10 38.59%
41.0
67.0
S AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6705: Cyclohexene, 3-ethyl- e =
81.0 9.50 10.00
m/z 41.10 38.34%
5000
41.0 67.0
110.0
il | e
0\\‘u\\‘\\w“u\\i;\u“1‘“\‘\‘\\‘1!“uM\u\‘m‘\Wm‘\m‘\m‘m C P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.769  10.49 ug/L 88017 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 49
2 2-Heptene, 2,6-dimethyl- 126 C9H18 005557-98-2 46
3 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 45
4 1-Octene, 2-methyl- 126 C9H18 004588-18-5 43
5 Cyclopropane, 1-methyl-2-(1-meth... 140 C10H20 062238-06-6 35

Abundance Scan 1424 (9.769 min): VX025225.D\data.ms (-1417) (-)  m/z 56.10 100.00%
5

6.1
41.0
69.1
5000
95.0 109.1
h— M
L0 O T
0 W‘H‘W‘HJLHMM SRR PR 1 S P R m/z 55.10  62.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13223: 1-Heptene, 2,6-dimethyl-
56.0
41.0
5000 o SAVAN,
69.0 9.50 10.00
27.0 m/z 41.05 59.70%
O T ‘ T ’ TTT i } ! TTT “\M ‘\ ’ T \M\ T \8‘?,\-\0\ ’ \\9\8‘\-‘0\\]\_\1‘1\\0\\ ’]_\2\‘\6\‘0\ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13214: 2-Heptene, 2,6-dimethyl-
41.0
—— =
56.0 69.0 9.50 10.00
5000 m/z 69.10 52.00%
2.0 126.0
ooy 530 smomo PP
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13224: 1-Heptene, 2,6-dimethyl- = T
56.0 9.50 10.00
m/z 66.95 42.51%
5000 41.0
69.0
27.0 126.0
0 H ‘\ I ‘ I ‘\ 83:0 98\'0 11':]"0 ‘
e e e e — —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 39 (DEL) Alkane: Cyclic9.836 Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
9.836 3.26 ug/L 27338 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 91
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 90
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
5 Cyclohexane, 1,3,5-trimethyl- 126 CSH18 001839-63-0 90

Abundance Scan 1435 (9.836 min): VX025225.D\data.ms ( 1431) (-) m/z 111.05 100.00%
111.

69.1
5000 58.0
41.0 126.1 /k NN
Pttt lad,
‘ ‘ 83.1 97.1 9.50 10.00
Ol il I L m/z 69.10 84.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
55.0
5000 — AV,
9.50 10.00
410 126.0 m/z 55.85 50.53%
20l ) 80er0 |
O \\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
r— e
55.0 9.50 10.00
5000 41.0 ITI/Z 126.10 27.27%
126.0
70 0l e
0“_H‘_‘H_‘H}Hupuu‘u‘¢Huwﬂ‘wuﬂw‘uwlu‘wu‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. P VAR, Pl
69.0 111.0 9.50 10.00
m/z 41.00 26.38%
5000 58.0
41.0 126.0
PO N OO O T W YL P LY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.951 9.74 ug/L 81662  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, 2,6-dimethyl- 126 CSH18 005557-98-2 93
2 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 72
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 49
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 49
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49

Abundance Scan 1454 (9.951 min): VX025225.D\data.ms (-1448) (-) m/z 69.10 100.00%
9.1

6
41.1
55,0
5000
126.1
T
83.0 97.1
ol 5 T g 1 g0.15
O rrprrrrprrrr et e e A ettt m/z 41.10 80.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13214: 2-Heptene, 2,6-dimethyl-
41.0
69.0
10.00
27.0 m/z 56.10 69.83%
126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13213: trans-2-Methyl-3-octene
69.0
.
21.0 55.0 10.00
5000 m/z 55.05 62.01%
27.0 126.0
83.0
oyl ] i gm0 320 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. 7
69.0 10.00
111.0 m/z 43.10 53.84%
55.0
5000 41.0
126.0
MG £ Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 41 Pentalene, octahydro- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.134  12.13 ug/L 101732  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 72
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 72
3 1-Cyclobutanone,2-(2-methyl-1-pr... 124 C8H120 091531-45-2 64
4 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 64
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 64
Abundance Scan 1484 (10.134 min): VX025225.D\data.ms (-1481) (- 67.10 100.00%
67.1
82.1
5000
41.1
“ ‘ 54‘0 | 91 1901 1940 10.00 1050
oH‘H‘WH‘;mHMWH1‘_‘mu‘WMW‘JW,‘:HW m/z 82.10  66.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6709: Pentalene, octahydro-
67.0
82.0
5000 — ——
10.00 10.50
41.10 17.69%
410 54.0
27.0 ‘ ‘ ‘ 95.0 110.0
0\\‘\\\‘\“\\\\“\\H‘\‘\‘\\‘\\\\‘\\H“‘\‘\\\‘\\‘\\‘\\H}\\\\’\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6754: Pentalene, octahydro-, cis-
67.0
82.0 1000 1050
5000 m/z 45.05 17.44%
41.0
54.0 110.0
e el 980 ]
Ol ettt et et pebe e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 /\ /\
Abundance  #12084: 1-Cyclobutanone,2-(2-methyl-1-propenyl) A
1 1000 1050
82.0 m/z 73.10  16.35%
39.0
5000
53.0
96.0
ool 1020, 1280
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10 00 lO 50

SFAMXLM111121WMA.M Tue Nov 30 07:37:40 2021 Page: 43



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 42 1,2-Dimethylcyclopentanol Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.421 7.96 ug/L 66795  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dimethylcyclopentanol 114 C7H140 019550-45-9 91
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 64
3 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 64
4 2,4-Dimethyl-1-penten-3-ol 114 C7H140 019781-54-5 49
5 3-Butyl-2-heptanone 170 C11H220 000997-69-3 47
Abundance Scan 1531 (10.421 min): VX025225.D\data.ms (-1526) (-  m/z 71.00 100.00%
71.0
43.0
5000
85.0
57\1 LT
Wl L] %80 e 1050
Obrrprrrrrrrer et e e e e e e m/z 43.00 54.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8555: 1,2-Dimethylcyclopentanol
71.0
43.0
5000 U
10.50
28.0 57l0 85.0 m/z 58.05 35.70%
| H\ | \“ H 990 114.0
0H‘HH‘\H\‘\\H’H\\‘\\H‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8542: Cyclohexanol, 1-methyl-
L1
10.50
5000 m/z 84.95 23.04%
43.0
99.0
7‘ 5.0 114.0
oH_m_H""H‘,‘H""“H"""1H""Mwwwwluww
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8543: Cyclohexanol, 1-methyl- A\“
71.0 10.50
m/z 72.00  21.45%
5000 43.0
99.0
270 || 570 fSO ‘ 114.0 f\ /\
0‘W‘Hw‘Jﬁu‘wmuwmu‘uu‘HH‘HHM‘HM‘HMH‘_H‘_ Mgl e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 43 (DEL) Alkane: Cyclicl1@.592 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

10.592 6.52 ug/L 54669 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 64
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 58
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 52
4 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 50
5 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 47

Abundance Scan 1559 (10.592 min): VX025225.D\data.ms (-1552) (- m/z 97.05 100.00%
97.0

55.1
5000 AJ&AMM
41.1 69.1 126.1 T T
“ H 83.0 111.0 10.50
owHwWm‘UH‘MH_m}ww,u‘wauw,mw m/z 95.05  72.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000 ‘10\50‘ \
41.0 .
69.0 m/z 55.10 71.70%
126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
U \
10.50
5000 ITI/Z 67.00 20.28%
41.0 69.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4- methwcydohexane T
55.0 97.0 10.50
m/z 69.10 18.01%
5000
41.0 69.0 126.0
27.0
ol im0 [ | a¥i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 45 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.787 12.65 ug/L 106103  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1l-cyclohexyl- 140 CS9H160 000103-78-6 42
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 35
3 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 35
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 35
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 32

Abundance Scan 1591 (10.787 min): VX025225.D\data.ms (-1583) (- m/z 59.10 100.00%

59.1
5000 81.0
41.1
_———
‘ 911 1151 10.50 11.00
oww_m_m“”w wl‘w‘;hHM“‘H“‘MMW m/z 67.10 47.46%
miz--> 20 40 60 80 100 120 140
Abundance #21547: 2-Propanone, 1-cyclohexyl-
59.0
5000 e —
10.50 11.00
82.0 m/z 81.05 42.77%
27.0 ‘
O\\\\‘\\\\“‘\\\“\i\}\\“‘\\\9\$‘0\\\]\_2‘2\0\\1\4'?\0\
m/z--> 60 80 100 120 140
Abundance #9491.2—Hexanm,24neﬂwh
59.0
— —
10.50 11.00
5000 ITI/Z 82.10 38.01%
43.0
27.0 101.0
il 83.0
[ J— ‘\\\\M\\\mﬂ\\H\‘H S N —
m/z--> 20 60 80 100 120 140
Abundance #9521: 2-Pentanol, 2,3-dimethyl- T T
59.0 10.50 11.00
m/z 41.10 29.40%
5000
43.0
Dy sso L0
1 NN MRS 7 5
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 46 unknown-02 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.848 10.46 ug/L 87740  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 2,4,4-trimethyl- 128 C8H160 056470-83-8 40
2 2H-Pyran, tetrahydro-2-(12-penta... 308 C20H3602 056666-38-7 38
3 Succinic acid, tridec-2-yn-1-yl ... 380 C23H4004 1010390-65-7 35
4 trans-2-Hexenyl isovalerate 184 C11H2002 068698-59-9 33
5 1,2,6-Hexanetriol 134 C6H1403 000106-69-4 32

Abundance Scan 1601 (10.848 min): VX025225.D\data.ms (-1597) (-~ m/z 85.00 100.00%
85.0

-

5000
43.1
A
126.1 10.50 11.00
0 b m/z 43.10  34.51%
m/z--> 50 100 150 200 250 300 350
Abundance #14482: Cyclopentanol, 2,4,4-trimethyl-
85.0
5000 T

41.0 — ‘
10.50 11.00
m/z 55.10 29.55%
b T M‘L \“ - }:‘szﬁ(\) I —— I —— T T I —— T
50 I ! I 1 | 1

0 T
miz--> 100 150 200 250 300 350
Abundance #209665: 2H-Pyran, tetrahydro-2-(12-pentadecynyloxy)-
85.0
= —5
10.50 11.00
5000 m/z 95.85  27.30%
41.0
o bl lL 80 1830 2302900
miz--> 50 100 150 200 250 300 350
Abundance #287825: Succinic acid, tridec-2-yn-1-yl 3-methylpentyl et F e
85.0 10.50 11.00
m/z 67.00 25.92%
5000
43.0
oL~ \‘ [T ‘\‘\‘]\T\ZW\J-.O 18\50 278.0 351.
A bl S A — —
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 47 Cyclohexanol, 1-methyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.903 6.90 ug/L 57879  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 91
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 90
3 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 90
4 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 87
5 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 47

Abundance Scan 1610 (10.903 min): VX025225.D\data.ms (-1606) (-  m/z 71.10 100.00%

71.1
5000
431 g9

99.0
114.1 1050 11.00

,861, m/z 43.10  32.47%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8543: Cyclohexanol, 1-methyl-
71.0

o

5000 43.0 58.0 1050 1100
990 m/z 58.85 28.11%
5.0 114.0
0“M‘PM%WEH”w“”w”hh”‘w‘”wﬁ”w‘”ww”‘wh‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8542: Cyclohexanol, 1-methyl-
71.0
VIV
1050 11.00

43.0
58.0
99.0
. L | F&O ‘ 114.0
e | S NS A M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

#8528: Cyclohexanol, 1-methyl-
71.0 1050 1100

m/z 99.05 19.03%

5000
43.0
58.0
‘ 50 99.0
10 210 L | $80 1 a0 A A4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 50 11. 00

o

SFAMXLM111121WMA.M Tue Nov 30 07:37:48 2021 Page: 48



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 48 Benzene, propyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.305 11.06 ug/L 104159 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 64
Abundance Scan 1676 (11.305 min): VX025225.D\data.ms (-1672) (-  m/z 91.05 100.00%
91.0
5000
120.1
11.00 11.50
890 L] 281.( ;
O et e e e e e e m/z 120.10  24.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0
5000 K /\ —
11.00 11.50
120.0 m/z 92.10 10.57%
39.0 ] ‘
0\H‘\‘H\“\\“M"‘HHH“\\‘H‘\‘\H“H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0
M pao—h
11.00 11.50
5000 m/z 65.00 8.91%
120.0
39.0 | |
O rrprer et b b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl- T Y
91.0 11.00 11.50
m/z 78.10 6.44%
5000
120.0
39.0 ‘ ‘
Ottt e b e e o M pad
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 49 Cyclohexanol, 1,3-dimethyl-... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.

11.390 5.75 ug/L 54174 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1,3-dimethyl-, cis- 128 C8H160 015466-94-1 87
2 2,6-Octadiene-4,5-diol, 4-methyl- 156 C9H1602 056335-74-1 38
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 32
4 2H-Pyran, tetrahydro-2-[(tetrahy... 186 C10H1803 000710-14-5 32
5 Thiazole 85 C3H3NS 000288-47-1 30

Abundance Scan 1690 (11.390 min): VX025225.D\data.ms (-1687) (-~ m/z 85.05 100.00%

85.0
5000 43.0
1131

‘ H ] 1380 11.00 11.50
“““NH il ‘W“ ool e m/z 95.18 46.87%

m/z--> 20 100 120 140 160 180
Abundance #14484. Cyclohexanol, 1,3-dimethyl-, cis-
85.0
43.0

5000
11,00 1150
113.0 m/z 71.00 46.13%
| ‘ |

\ “H \‘H MH . , “‘
T ‘ \ =TT T T ‘ T T ‘ T T T ‘ T T 1T ‘ T T T ‘ T T T T ‘ T T 17T ‘ T
miz--> 20 80 100 120 140 160 180
Abundance #33838. 2,6-Octadiene-4,5-diol, 4-methyl-
85.0

o

o

11. 00 11 50
5000 41.0 ITI z 43.05 43.91%
0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #188716: Sulfurous acid, hexyl nonyl ester
85.0 11. 00 11 50

m/z 113.05  27.46%

43.0
5000
127.0
0 1 \‘\ ‘64(P HFH I 161.0179.0 /\ I f\M /‘/\M

m/z--> 20 40 80 100 120 140 160 180 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 50 Pentanoic acid, 2-methyl-, Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
11.439  8.24 ug/l 77590 1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, L-methyl- 114 c7Hi40 000590-67-0 64

2 Butanoic acid, 2-(2-cyanoethyl)-..
3 Pentanoic acid, 2-methyl-, anhyd...

4 Hexanoic acid, 2-propenyl ester
5 Pyrrolidine-2,4-dione

. 297 C15H23NO5

214 C12H2203
156 C9H1602
99 C4H5NO02

Abundance Scan 1698 (11.439 min): VX025225.D\data.ms (-1694) (-

1010460-88-7 50
063169-61-9 50
000123-68-2 47
037772-89-7 47

m/z 71.10 100.00%

71.1
5000
Co
391 | 13.1 11.50
0’ O — m/z 43.05 53.47%
miz--> 50 100 150 200 250
Abundance #8528: Cyclohexanol, 1-methyl-
71.0
5000 T
11.50
m/z 99.10 50.94%
70) ||| e
O\\‘\‘\”““\‘\‘\‘\‘\‘\\\’\\\\\\\\‘\\\\‘
miz--> 50 100 150 200 250
Abundance #195141: Butanoic acid, 2-(2-cyanoethyl)-2-(2-ethyl-1-oxc
43.0
Lot
11.50
5000 m/z 81.05 34.85%
99.0
oLl ‘L Ll 157.0 200.0  252.0 297.
B e s e I e el
m/z--> 50 100 150 200 250
Abundance #91850: Pentanoic acid, 2-methyl-, anhydride ——
99.0 11.50
43.0 m/z 41.05 21.67%
S O T X I
miz--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 51 Benzene, 1-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.616  30.79 ug/L 289945 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Mesitylene 120 C9H12 000108-67-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1727 (11.616 min): VX025225.D\data.ms (-1718) (- m/z 105.10 100.00%
105.1
5000
120.1 f\
A ——
77.0 91.1
291 es0 [0t 11.50 12.00
O et et e e m/z 120.10 32.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 j\ T T
m/z 91.10 11.41%
77.0 91.0
O\\%\5\.9\\\‘\‘\?%‘.\0\\\“\H?%\.‘\()\‘\HM“HH“M\\‘\Ml\’\\‘\‘\“‘\H\’HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.50 12.00
5000 m/z 77.00 11.07%
120.0
39.0 63.0 77.0 91.0
o - N R Wl R NP R N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene = N
105.0 11.50 12.00
m/z 106.10 8.91%
120.0
5000
77.0
39.0 91.0 f\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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 52 unknown-03 Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
11.701 5.87 ug/L 55329 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 4,4-dimethyl- 128 C8H160 019550-14-2 43
2 Cycloheptane, methoxy- 128 C8H160 042604-04-6 43
3 Sulfurous acid, 2-pentyl pentyl ... 222 C10H2203S 1000309-15-4 38
4 1,7-Octadiene, 3-methoxy- 140 C9H160 020202-62-4 38

5 2-Ethoxytetrahydrofuran

116 C6H1202

Abundance Scan 1741 (11.701 min): VX025225.D\data.ms (-1735) (-

013436-46-9 38

m/z 71.05 100.00%

71.0
5000
431 101.1
‘ ‘ 11‘9 0 1150 12.00
O b+ “;MW‘:H;M ‘Mﬂm“w i L “‘w L, e m/z 43.10  30.17%
miz--> 20 40 60 80 100 120 140
Abundance #14437: 3-Hexanone, 4,4-dimethyl-
43.0 71.0
5000
1150 1200
L m/z 101.85 26.68%
100.0 128.0
miz--> 20 40 60 80 100 120 140
Abundance #14368: Cycloheptane, methoxy-
71.0 AM\
X ‘ AvIVAY
11.50 12.00
5000 m/z 59.00  24.31%
96.0
41‘-0 | ‘ ‘ 128.0
0 """""Muu,“me_m_m_m
miz--> 20 40 60 100 120 140
Abundance #100832:Sumﬂousacm,Zpenwlpenwleﬁer — —
71.0 11.50 12.00
m/z 41.05 19.90%
5000 43.0
S L somso 1m0 o
miz--> 20 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 54 2-Heptanol, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.799  47.35 ug/L 445905 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol, 2-methyl- 130 C8H180 000625-25-2 72
2 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 56
3 2-Decanol, methyl ether 172 C11H240 1000333-83-9 45
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 45
5 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 40

Abundance Scan 1757 (11.799 min): VX025225.D\data.ms (-1752) (-~  m/z 59.05 100.00%

59.0
5000
‘ 1150 12,00
39 129.0 : :
o‘m_‘H\\‘EHMm‘8‘3;‘1‘“1‘0‘9;?_“”_‘H_m m/z 69.05 25.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15706: 2-Heptanol, 2-methyl-
59.0
5000 e =
11.50 12.00
m/z 43.10 17.41%
27.0 H 83.0 115.0
0\\\‘\‘\‘}“\\“‘\‘\\“'“”\\“\\‘\.\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24453: 6-Methyl-2-heptanol, methyl ether
59.0
s —
11.50 12.00
5000 m/z 41.10 14.80%
29.0 | 97.0 1290
Ot e
m/z--> 20 40 60 80 100 120 140 160
Abundance #47389: 2-Decanol, methyl ether = Y
59.0 11.50 12.00
m/z 55.10 10.02%
5000
ol 290 . 830 1110 1400 1710
AR A e B A —= —
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 55 Benzene, 1-methyl-4-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.890  15.41 ug/L 145132  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 93
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 93
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
Abundance Scan 1772 (11.890 min): VX025225.D\data.ms (-1764) (- m/z 105.10 100.00%
105.1
5000
134.1 e A RAVIS
43.1 59.0 77“0 | 11.50 12.00
ol L WL m/z 134,05 22.95%
m/z--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 T T \/\ T T j\/\ T A
11.50 12.00
134.0 m/z 91.00 16.34%
77.0
0 1T ‘2\7‘\'0\\“ \5\]‘_\-0\"\‘\ T \m‘ T \‘i T ‘h‘\ \‘\“ T \‘\ ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
— .
11.50 12.00
5000 m/z 77.00 13.05%
77 134.0
oL 2o so TP
e e e
miz--> 20 40 60 80 100 120 140
Abundance #17047: Benzene, (1-methylpropyl)- = S
105.0 11.50 12.00
m/z 106.00 9.75%
5000
134.0
77.0
270 510 | ‘ /\
) S S VS VS A U W BN R DR A -V
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 56 o-Cymene Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
11.969 7.21 ug/L 67859 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 81
4 p-Cymene 134 C10H14 000099-87-6 81
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 81

Abundance Scan 1785 (11.969 min): VX025225.D\data.ms (-1778) (- m/z 119.10 100.00%
119.1

S

5000
91.0 jk
430 710 \/\\\\‘\ /\\
‘ ‘ ‘ 51 12.00
0 ““““M“M\WMmﬁ\MH\mewm \MJ‘&”J‘V“ m/z 134.05 31.90%
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
12.00
91.0 m/z 91.00 26.04%
miz--> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
.
12.00
5000 ITI/Z 43.05 18.02%
91.0
0, 5o I 145-0
o SR S Y W RO TSN i
miz--> 20 40 60 80 100 120 140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- =
119.0 12.00
m/z 109.05 16.39%
5000
91.0
39.0 65.0
15.0 el L1l 1380
oH"w;",‘mu"‘H‘kummumu‘m —
miz--> 20 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 59 Benzene, 1,4-diethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.250 7.49 ug/L 70499  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 90

Abundance Scan 1831 (12.250 min): VX025225.D\data.ms (-1825) (- m/z 105.10 100.00%
105.1

5000 134.1 M
771 L T T T T T /\J\‘
‘ ‘ 12.00 12.50
0 H_‘Hw_‘H‘wM:Hu,m‘”_Hl‘_Hmm_HWm“}um,”hw m/z 119.10  99.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
fa
5000 R e
134.0 12.00 12.50
77.0 m/z 134.05 49.93%
27.0 ‘
O \\‘H\\‘\H\‘H\\“‘\\H}‘“\\\HHH‘\HH‘\\\\“}‘H\‘\H1\‘\\‘\‘\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
110.0 A/\ M\
e : :
12 12. 50
5000 134.0 m/z 117.10 30.82%
91.0
39.0 65.0 ‘ ‘
Obrerrrerprbrreb bty b bl eyl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 12.00 12.50
m/z 91.10 28.87%
5000 134.0
91.0
65.0
T T T O
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\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 62 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.701 18.19 ug/L 171269 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 91
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
Abundance Scan 1905 (12.701 min): VX025225.D\data.ms (-1901) (- m/z 117.10 100.00%
11y.1
5000 ﬁ
91.0
39.0 65.0 1330 12.50 13.00
O B L B o L e m/z 115.00 30.87%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 o /\ T
12.50 13.00
91.0 m/z 132.05  29.36%
51.0 1
0 \\\‘2\7‘\.9\“ T \“V \“‘1‘ \7\4”.19" T \“\ T ‘H“\ T H‘ T }‘?"\‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
T ‘ T \/\\ ‘ T
12.50 13.00
5000 m/z 91.00 13.90%
1.
390 650 10 ‘ 133.0
) Tl NN S |~
miz--> 20 40 60 80 100 120 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- e —
117.0 12.50 13.00
m/z 118.10 10.62%
5000
91.0
39.0 65.0 ‘ 133.0 }\/\
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\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 63 1,3-Dioxolane-4,5-dimethano... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.

12.762 451 g/l 42457  1,4-Dichlorobenzene-da  12.024

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Dioxolane-4,5-dimethanol, 2,... 162 C7H1404

2 3-Heptanol, 4-methyl-

3 Propane, 1-ethoxy-2-methyl-
4 2-Butanol, 3-methoxy-

5 2-Octanol, 2,6-dimethyl-

130 C8H180
102 C6H140
104 C5H1202
158 C10H220

073346-74-4 59
014979-39-6 50
000627-02-1 47
053778-72-6 47
018479-57-7 45

Abundance Scan 1915 (12.762 min): VX025225.D\data.ms (-1912) (- m/z 59.05 100.00%

59.0
5000
131.1 T ‘ T T T ‘ T
41”0 0| 83"0 a1 ‘ 12.50 13.00
bl L B L WL mz 131,05 24.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38298: 1,3-Dioxolane-4,5-dimethanol, 2,2-dimethyl-, (4F
59.0
5000 147.0 T 7 T
12.50 13.00
31.0 m/z 69.00 18.77%
0
O T \‘\ ‘ \‘\“\ \“‘w‘\ T \hi‘\ \‘ \‘\ ‘ \“\ T \].‘0\5\.(\)‘\ ’1\2\ \(\)‘ T ‘1 T ’ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #15727: 3-Heptanol, 4-methyl-
59.0
—— —
12.50 13.00
5000 ITI/Z 83.05 15.12%
41.0
‘ H 830 101.0
o150yl Wl o | T 1e0
m/z--> 20 40 60 80 100 120 140 160
Abundance #5056: Propane, 1-ethoxy-2-methyl- T —
310 59.0 12.50 13.00
m/z 41.05 14.78%
h /«MvMJ\&VAﬁAJMJVVWVWMMJ
‘\ | 1020
o S | N s N .
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

SFAMXLM111121WMA.M Tue Nov 30 07:38:02 2021 Page: 59



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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 64 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
12.841 5.45 ug/L 51358 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 87
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 86

Abundance Scan 1928 (12.841 min): VX025225.D\data.ms (-1923) (- m/z 131.05 100.00%

131.1
5000
91.0
64.1 1151 12550 13.00
91 84 L o
Ot b b L m/z 91.00 17.76%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6- d|methyl-
131.
5000
12. 50 13 00
1150 m/z 146.05 15.68%
91.0 .
TR LA R | 1‘470
O\\\\‘\\\\“\\‘f‘\‘w\‘\\“\\\\“\‘\\\‘\‘\‘1\‘1‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
I A L AT
12.50 13.00
5000 ITI/Z 115.05 12.40%
91.0
115.0
N i NN W .2
miz-> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3—dihydr0—
131. 12. 50 13 00
m/z 116.00  11.22%
5000
51.0 10 uso 147.0
0 \.w Il 751\0 \‘\ il M\ \U\‘ il ' \ — ‘/\‘ /\‘/\ ‘/\ )

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\VX111921\
Data File : VX@25225.D

Acqg On : 18 Nov 2021 21:31

Operator JC/MD

Sample : M4677-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
: VOC Analysis

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 66 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
12.963 4.70 ug/L 44272  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111921\
Data File : VX025225.D

Acqg On : 18 Nov 2021 21:31
Operator : JC/MD

Sample : M4677-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM111121WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.270 6.3 ug/L 52858 1 6.763 418023 50.0
(DEL) Alkane: S.. 1.746 115.0 wug/L 961125 1 6.763 418023 50.0
(DEL) Alkane: S.. 1.947 24.1 ug/L 201082 1 6.763 418023 50.0
(DEL) Alkane: C.. 2.063 5.5 ug/L 46348 1 6.763 418023 50.0
Ethyl ether 2.136 25.3 wug/L 211568 1 6.763 418023 50.0
(DEL) Alkane: C.. 2.209 5.7 ug/L 47297 1 6.763 418023 50.0
(DEL) Alkane: S.. 2.709 5.5 ug/L 45796 1 6.763 418023 50.0
(DEL) Alkane: S.. 2.776 12.0 ug/L 99950 1 6.763 418023 50.0
(DEL) Alkane: S.. 2.825 35.0 ug/L 292367 1 6.763 418023 50.0
(DEL) Alkane: C... 2.861 89.3 wug/L 746791 1 6.763 418023 50.0
2-Propanol, 2-m... 2.965 6.5 ug/L 54587 1 6.763 418023 50.0
(DEL) Alkane: S... 3.099 37.5 ug/L 313364 1 6.763 418023 50.0
(DEL) Alkane: S... 3.733 2.7 ug/L 22735 1 6.763 418023 50.0
(DEL) Alkane: C... 4.306 100.8 wug/L 842625 1 6.763 418023 50.0
Cyclopentene, 1... 5.196 8.4 ug/L 70498 1 6.763 418023 50.0
(DEL) Alkane: S... 5.617 12.8 wug/L 106958 1 6.763 418023 50.0
(DEL) Alkane: C... 5.842 33.1 wug/L 276380 1 6.763 418023 50.0
(DEL) Alkane: C... 6.166 27.4 ug/L 228668 1 6.763 418023 50.0
(DEL) Alkane: C... 6.361 28.2 ug/L 235644 1 6.763 418023 50.0
Diethyl sulfide 7.171 4.3 ug/L 36398 1 6.763 418023 50.0
(DEL) Alkane: C... 7.659 7.6 ug/L 63906 1 6.763 418023 50.0
(DEL) Alkane: C... 7.781 5.7 ug/L 47879 1 6.763 418023 50.0
Cyclohexene, 1-... 7.854 4.9 ug/L 41000 1 6.763 418023 50.0
(DEL) Alkane: C... 7.958 5.3 ug/L 44436 1 6.763 418023 50.0
Cyclobutane, (1... 8.147 32.3 wug/L 270000 1 6.763 418023 50.0
Cyclopentene, 3... 8.196 4.3 ug/L 36206 1 6.763 418023 50.0
2-Butanol, 2,3-... 8.427 6.0 ug/L 50650 2 10.055 419342 50.0
2-Pentanol, 2-m... 8.507 23.6 ug/L 198356 2 10.055 419342 50.0
(DEL) Alkane: C... 8.775 13.2 wug/L 110439 2 10.055 419342 50.0
3-Pentanol, 3-m... 8.842 16.5 wug/L 138377 2 10.055 419342 50.0
(DEL) Alkane: C... 9.104 13.7 ug/L 114868 2 10.055 419342 50.0
1,3-Dimethyl-1-... 9.165 13.7 wug/L 115275 2 10.055 419342 50.0
(DEL) Alkane: C... 9.513 7.8 ug/L 65191 2 10.055 419342 50.0
(DEL) Alkane: C... 9.561 44.8 ug/L 375684 2 10.055 419342 50.0
Methyl ethyl cy... 9.610 9.7 ug/L 81401 2 10.055 419342 50.0
(DEL) Alkane: S... 9.769 10.5 ug/L 88017 2 10.055 419342 50.0
(DEL) Alkane: C... 9.836 3.3 ug/L 27338 2 10.055 419342 50.0
(DEL) Alkane: S... 9.951 9.7 ug/L 81662 2 10.055 419342 50.0
Pentalene, octa... 10.134 12.1 ug/L 101732 2 10.055 419342 50.0
1,2-Dimethylcyc... 10.421 8.0 ug/L 66795 2 10.055 419342 50.0
(DEL) Alkane: C... 10.592 6.5 ug/L 54669 2 10.055 419342 50.0
unknown-01 10.787 12.7 wug/L 106103 2 10.055 419342 50.0
unknown-02 10.848 10.5 ug/L 87740 2 10.055 419342 50.0
Cyclohexanol, 1... 10.903 6.9 ug/L 57879 2 10.055 419342 50.0
Benzene, propyl- 11.305 11.1 ug/L 104159 3 12.024 470897 50.0
Cyclohexanol, 1... 11.390 5.8 wug/L 54174 3 12.024 470897 50.0
Pentanoic acid,... 11.439 8.2 ug/L 77590 3 12.024 470897 50.0
Benzene, 1l-ethy... 11.616 30.8 ug/L 289945 3 12.024 470897 50.0
unknown-03 11.7e1 5.9 ug/L 55329 3 12.024 470897 50.0
2-Heptanol, 2-m... 11.799 47.4 ug/L 445905 3 12.024 470897 50.0
Benzene, 1-meth... 11.890 15.4 ug/L 145132 3 12.024 470897 50.0
o-Cymene 11.969 7.2 ug/L 67859 3 12.024 470897 50.0
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Benzene, 1,4-di...
Benzene, 1l-ethe...
1,3-Dioxolane-4...
1H-Indene, 2,3-...
Benzene, 1,2,4,...

12.250
12.701
12.762
12.841
12.963

U phoo N
NuvuN G

ug/L
ug/L
ug/L
ug/L
ug/L

70499
171269
42457
51358
44272
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