LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25741.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 23 26 32 rBV2 5602 9470 0.04% 0.015%
2 1.374 43 47 58 rBV 1886222 1857349 7.12% 2.939%
3  1.685 91 98 110 rVB2 103088 178944 0.69% 0.283%
4 2.319 194 202 216 rBV3 144213 304610 1.17% 0.482%
5 2.520 233 235 245 rVB 1195 1848 0.01% 0.003%
6 2.794 272 280 287 rBV 10589 20621 0.08% 0.033%
7 2.965 300 308 314 rVB5S 1404 3769 0.01% 0.006%
8 3.099 322 330 350 rVW 215533 470122 1.80% 0.744%
9 3.623 404 416 441 rBV 4589737 11077546 42.49% 17.526%
106 4.178 504 507 510 rBV 322 398 0.00% 0.001%
11 4.300 522 527 528 rBV 845 1107 ©0.00% 0.002%
12 4.507 546 561 597 rBV 9996901 26071182 100.00% 41.248%
13 5.068 643 653 669 rVB 43183 143025 ©.55% 0.226%
14 5.391 692 706 720 rBV 295040 917823  3.52% 1.452%
15 5.836 776 779 782 rBvV2 466 671 0.00% 0.001%
16 5.976 791 802 810 rBV2 109925 334660 1.28% 0.529%
17 6.245 842 846 847 rBvV2 816 961 0.00% 0.002%
18 6.397 868 871 874 rVB2 322 392 0.00% 0.001%
19 6.434 874 877 878 rBvV 357 345 0.00% 0.001%
20 6.769 923 932 945 rBV 83815 198875 ©.76%  0.315%
21 7.129 982 991 1010 rBV 654377 1421222 5.45%  2.249%
22 7.312 1013 1021 1029 rBV 66494 148934 0.57% 0.236%
23 7.482 1044 1049 1055 rVB3 621 1338 0.01% 0.002%
24 7.562 1059 1062 1064 rBV 244 387 0.00% 0.001%
25 7.665 1074 1079 1085 rVB3 1745 3301 0.01% 0.005%
26 7.909 1113 1119 1125 rVB3 1786 3801 0.01% 0.006%
27 7.976 1125 1130 1134 rVB3 1040 1482 0.01% 0.002%
28 8.330 1181 1188 1196 rBV 49384 81870 0.31% 0.130%
29 8.580 1224 1229 1235 rBV3 2035 3750 0.01% 0.006%
30 8.653 1235 1241 1247 rVW 173303 268188 1.03% 0.424%
31 8.720 1247 1252 1259 rVW 149266 232103 0.89% 0.367%
32 8.805 1262 1266 1275 rVB2 3486 6182 0.02% 0.010%
33 8.952 1284 1290 1298 rBV 39664 58604 0.22% 0.093%
34 9.153 1318 1323 1331 rBV 45051 66827 0.26% 0.106%
35 9.275 1334 1343 1354 rVB 148568 218146 ©0.84%  0.345%

36 9.384 1356 1361 1378 rBV 110370 163498 0.63% 0.259%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\SFAMXLM112221WMA.M
Title : VOC Analysis
37 9.561 1386 1390 1395 rvB2 2124 3072 0.01% 0.005%
38 9.616 1397 1399 1404 rVB3 843 1180 ©0.00% 0.002%
39 9.726 1416 1417 1423 rVB3 585 784 0.00% 0.001%
40 10.012 1460 1464 1466 rBV 400 490 0.00% 0.001%
41 10.055 1466 1471 1479 rBV 181494 246753 ©.95% 0.390%
42 10.195 1488 1494 1505 rBV 492117 636007 2.44% 1.006%
43 10.305 1506 1512 1524 rVB 898880 1239428 4.75% 1.961%
44 10.463 1535 1538 1542 rBV3 541 609 0.00% 0.001%
45 10.591 1555 1559 1562 rBV3 1003 1660 ©0.01% 0.003%
46 10.646 1562 1568 1581 rVB 1224505 1558521 5.98%  2.466%
47 10.780 1586 1590 1597 rVB3 4674 6199 0.02% 0.010%
48 10.854 1597 1602 1608 rBV5 1629 3057 0.01% 0.005%
49 10.963 1615 1620 1628 rBV 186801 232525 0.89% 0.368%
50 11.079 1634 1639 1640 rBvV2 1575 2688 0.01% 0.004%
51 11.128 1645 1647 1652 rvv3 3493 4243 0.02% 0.007%
52 11.195 1652 1658 1668 rvVv 139989 181897 0.70% 0.288%
53 11.305 1671 1676 1683 rVV 358916 447065 1.71% 0.707%
54 11.384 1683 1689 1696 rVV 1269715 2053480 7.88% 3.249%
55 11.457 1696 1701 1716 rVB 707508 894870  3.43% 1.416%
56 11.573 1716 1720 1722 rBV2 6331 8162 0.03% 0.013%
57 11.616 1722 1727 1736 rVB 983919 1199655 4.60% 1.898%
58 11.756 1745 1750 1755 rBV 3532978 4217255 16.18% 6.672%
59 11.866 1764 1768 1770 rBV 15080 19192 0.07% 0.030%
60 11.890 1770 1772 1778 rVB 34078 40063 0.15% 0.063%
61 11.975 1781 1786 1789 rBV 80072 98132 ©0.38% 0.155%
62 12.024 1789 1794 1799 rVB2 228127 300633 1.15% 0.476%
63 12.091 1799 1805 1810 rBV 1565120 1893583 7.26% 2.996%
64 12.183 1816 1820 1824 rVB 12378 16653 0.06% 0.026%
65 12.244 1825 1830 1834 rVV 562208 781163 3.00% 1.236%
66 12.323 1838 1843 1851 rVB3 397678 681084 2.61% 1.078%
67 12.408 1852 1857 1862 rBvV2 23852 30309 0.12% 0.048%
68 12.463 1862 1866 1872 rVB 67567 82188 ©.32% 0.130%
69 12.548 1873 1880 1887 rBV3 345922 607656 2.33% 0.961%
70 12.615 1887 1891 1894 rWV 153647 178862 0.69% 0.283%
71 12.646 1894 1896 1901 rVB 28311 31011 0.12% 0.049%
72 12.701 1901 1905 1914 rBV2 67269 123948 0.48% 0.196%
73 12.798 1916 1921 1925 rVV3 9253 17160 0.07% 0.027%
74 12.853 1925 1930 1935 rVB2 55612 71890 0.28% 0.114%
75 12.926 1935 1942 1945 rBV 71777 94330 0.36% 0.149%

76 12.963 1945 1948 1954 rVB 115121 137363 0.53% 0.217%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

12

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\

: VX025741.D
: 11 Dec 2021 14:25

JC/MD

. M4997-06

5.0mL/MSVOA_X/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

5

0 % of largest Peak

100
TOP
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13
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13.
13.
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13.

14.
14.
14.
14.
14.

14.
14.
14.
14.
15.

030
140
170
256

292
347

512
585

719
780
823
932
969

005
079
115
231
316

377
481
640
780
011

: VOC Analysis
1954 1959 1964 rBV4 6091 13258 0.05%
1974 1977 1978 rBV 4831 4774 0.02%
1978 1982 1986 rVB 26737 33793 0.13%
1992 1996 1997 rBV 5274 5964 0.02%
1997 2002 2007 rVV2 137791 196033 0.75%
2007 2011 2019 rVB5 11087 18732 0.07%
2019 2024 2033 rVB 41723 53361 0.20%
2033 2038 2041 rBV4 5587 9056 0.03%
2046 2050 2057 rVB5 7493 14470 0.06%
2068 2072 2076 rBV2 13878 17893 0.07%
2076 2082 2086 rVV 243376 305317 1.17%
2086 2089 2099 rVB 16278 25378 0.10%
2104 2107 2111 rVB3 2504 3315 0.01%
2111 2113 2116 rBV3 1167 1205 0.00%
2116 2119 2124 rVB2 2210 3323 0.01%
2128 2131 2134 rBV2 1348 1814 0.01%
2135 2137 2145 rVB3 2162 4251 0.02%
2150 2156 2159 rVB4 3352 6015 0.02%
2168 2170 2174 rVB2 1700 1819 0.01%
2176 2180 2183 rVVv2 1423 1554 0.01%
2192 2197 2201 rBV2 2590 3335 0.01%
2218 2223 2229 rBV 30480 36300 0.14%
2242 2246 2253 rVB 20475 26592 0.10%
2282 2284 2286 rBV 356 379 0.00%
Sum of corrected areas: 63206102
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: Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM112221WMA.M
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX025741.D\data.ms

8000000

6000000

3.623
4000000

2000000 1.374

1.246 1.685 23192 520 2.792.965099 4.1728300 5068 °391 5896976 6248
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Abundance TIC: VX025741.D\data.ms

o
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R AL 2oy B e 20y 26 10-0127\ J110. A8EAIIOREA I RIS A LU
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Abundance TIC: VX025741.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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

Concentration Rank 6

Peak Number 2 Benzene, propyl-

R.T. EstConc Area Relative to ISTD R.T.
11.305 74.35 ug/L 447065  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90

5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN

013622-43-0 72

Abundance Scan 1676 (11.305 min): VX025741.D\data.ms (-1671) (- m/z 91.10 100.00%
91.1
5000 A
1106 il%d |
39.1 12%1 . :
ol bl gt o 28L0 s 100,00 22.71%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 T \M‘ \/\\
11.00 11.50
m/z 65.10 10.69%
80 g
O\\‘\\‘i\‘\‘\\“\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
91.0 /\ j\
‘ R
11.00 11.50
5000 ITI/Z 92.10 10.34%
0 39.0 121.0
‘ - A A T
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- ‘ s
91.0 11.00 11.50
m/z 78.00 6.47%
5000
39.0 12L_o j\/\ f\
0‘thw‘w‘”““w”_ e —— A /\‘
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 341.53 ug/L 2053480 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 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1689 (11.384 min): VX025741.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1 A
— A
77.0 91.0
39.0 es0 10 11.00 11.50
O g rrpnpree el poed e IR e m/z 120.10  32.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M‘ /\
120.0 11.00 11.50
m/z 91.05 12.89%
39.0 77.0 91.0
OH‘\\\\‘\2\6\‘.\(‘)\\H"‘HHHVH\‘6’?\.‘(\)\‘\\\‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 }\
— r—
11.00 11.50
5000 m/z 77.00 11.90%
120.0
L 39.0 63.0 77.0 91.0
Ol e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\/\ }\
Abundance #10720: Benzene, 1-ethyl-3-methyl- — LA
105.0 11.00 11.50
m/z 106.10 8.71%
5000
120.0
77.0 91.0 j\/\ }\
39.0
YR S B OO R OO ASUUOOY O W 1 W
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.616 199.52 ug/L 1199660 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 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1727 (11.616 min): VX025741.D\data.ms (-1722) (| m/z 105.05 100.00%
105.1
5000
120.1 /\
A
39.0 63.0 77“1 91‘0 I 11.50 12.00
O g el poed b b e m/z 120.10  31.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\
120.0 11.50 12.00
m/z 91.05 12.06%

o

77.0 91.0
“&§9W”W‘§%?”Wh‘?%?W”JM‘”WM”WJN‘W”‘W‘”W
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0

11.50 12.00
5000 ITI z 77.10 11.61%
120.0
260390 63.0 77.0 91.0
Y EMSNSN -GN VISP SO0 B S | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 1150 1200
m/z 106.10 9.05%
5000
120.0
77.0 91.0
27.0 51.0 ] ‘
oH_mwwH‘,W;M‘,wwl‘_m_m_“M_mww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, (2-methylpropyl)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.866 3.19 ug/L 19192 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
Abundance Scan 1768 (11.866 min): VX025741.D\data.ms (-1764) (- | m/z 91.10 100.00%
91.1
5000
134.1
39.0 65‘-0 115.1 ‘ 11.50 12.00
O prrrrprrrr et bt e m/z 92.10 58.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0
5000 T A T \/\\ T A M
11.50 12.00
134.0 m/z 134.05  27.67%
43.0 65.0
P I I I 1150
H‘H\\‘H\\‘\H\‘\H\‘\H\‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
91.0 //\
— -
11.50 12.00
5000 ITI/Z 65.00 11.93%
134.0
43.0
65.0
0 27.0 115.0
T e T o e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 (\/\ j\ /\
Abundance #17042: Benzene, (2-methylpropyl)- i A ‘AV\
91.0 11.50 12.00
m/z 39.00 7.15%
5000
134.0
43.0 65.0
oA b o
R AaaE A R AARaA R e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, (1-methylpropyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.890 6.66 ug/L 40063 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 87
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 83
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 78
Abundance Scan 1772 (11.890 min): VX025741.D\data.ms (-1770) (| m/z 105.10 100.00%
105.1
5000 \ﬂ A A
— —
e1o 771 13?'1 11.50 12.00
O e ettt e Moo b m/z 134,05 15.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
5000 — AJ\A 4
11.50 12.00
m/z 77.10 10.60%
77.0 1340
270 510 | ‘
0\\‘H\\‘H\‘\“\H\“‘\H\“HH‘\‘\‘H‘H\}“\\H‘\\H‘\‘}1\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance ]k
105.0 }\
11.50 12.00
5000 m/z 103.00 10.24%
77.0
270 510 134.0
Olrrprrrrprrtrprretprrerlerrrpeere et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 \J\ A
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- — i
105.0 11.50 12.00
m/z 79.00 10.16%
5000
77.0
o B0 e Ly A
O et e e e e e e I e R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 o-Cymene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.183 2.77 ug/L 16653 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 90
2 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1l0OH14 003479-89-8 90
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 90
4 o-Cymene 134 CleH14 000527-84-4 90
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 90
Abundance Scan 1820 (12.183 min): VX025741.D\data.ms (-1816) (- m/z 119.10 100.00%
119.1
5000
91.0 134.0
Obrrerrrrrre et e b bl myz 134,00 27.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
5000 /[\/\/\ ' /\}\ :
12.00 12.50
910 134.0 m/z 91.00  26.04%
41.0 65.0
OH‘H\\‘HH‘\H\“‘HH‘\H‘H\‘\‘H‘\H‘\‘HH‘HH‘\WH‘H‘\‘\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.00 12.50
5000 m/z 117.10 16.34%
91.0
Olrrprrrr bl e pretrrre e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- ——rh —=
119.0 12.00 12.50
m/z 115.10 10.71%
5000
91.0 134-0
39.0 65.0 ‘
T o Y TN T R
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\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 9 Indane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.244 129.92 ug/L 781163 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Indane 118 C9H1e 000496-11-7 81
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74

Abundance Scan 1830 (12.244 min): VX025741.D\data.ms (-1825) (- | m/z 117.05 100.00%
117.1
5000
39.0 63.0 Lﬂf 12.00 12.50
134.1
0 HWHw_nwp‘mwm,”“‘wu‘” 99l n/z 118,10 56.51%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 A 1 T
12.00 12.50
91.0 m/z 115.10  33.42%
300 63.0 1‘
O\\\.‘\\\\‘\\H\\““\‘\\\"\\‘\\“\\\“\\\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
12.00 12.50
m/z 91.10 16.46%
5000 910 /
39.0 65.0
T
m/z--> 20 40 60 80 100 120 140 160 AV\
Abundance #10197: Benzene, cyclopropyl- R e e
117.0 12.00 12.50
m/z 119.10 10.47%
5000 91.0
Ll
ool me g Ll A
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMXLM112221WMA.M Wed Dec 22 16:40:20 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1,2-diethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.408 5.04 ug/L 30309 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 81
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 76
Abundance Scan 1857 (12.408 min): VX025741.D\data.ms (-1852) (- | m/z 105.10 100.00%
105.1
5000 134.1 /\
77.0 Lo,
51.0 ‘ m 12.50
Obeerrerrrrrreprertfereetbesig el et L nyz 119,10 75.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.50
77.0 m/z 134.05 46.72%
39.0 ‘
O \\%?\.\O‘H\‘\“H\\"‘\\H}‘EZ\.RM‘\\‘\HH‘HH"“\H‘}‘\1\’\\‘}‘\}\\\\‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance AA A
105.0 /\
ISLIVIIRILSiwiy
134.0 12.50
5000 m/z 91.00 32.12%
27.0 51.0 770
Ot ettt el et e e et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 12.50
m/z 115.10 27.67%
5000 134.0
91.0
39.0 65.0
L TRy N P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.463 13.67 ug/L 82188 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 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
Abundance Scan 1866 (12.463 min): VX025741.D\data.ms (-1862) (| m/z 105.10 100.00%
105.1
5000
134.1 Lo n
77.0 12.50
391 619 L Il ‘ p
O et e e e e e m/z 134.05  23.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 Q/\ T T /\A T \/\ /\
12.50
134.0 m/z 77.00  10.50%
77.0
0 27.0 | 5170 | ‘\‘ ‘ H I .
H‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0
PAVSUVEV.E
12.50
5000 m/z 106.10 10.09%
134.0
77.0
o150 390 620
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)- MAA =~
105.0 12.50
m/z 91.00 8.25%
5000
770 134.0
0 27.0 517'0 H |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 12 Cyclohexanone, 3,3,5-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.548 101.06 ug/L 607656 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 43
Abundance Scan 1880 (12.548 min): VX025741.D\data.ms (-1873) (|  m/z 83.10 100.00%
83.1
5000
55.1 119.1
391 140.1 Cep
“ 03,0 12.50
Obrrrr el el b 2 FORO L L hyz 6910 44.97%
miz-> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 \
55.0 12 50
140.0 119.05 32.76%
39*0 ‘
O T \1\5\.9 T H\ \‘i“\ T \‘ \“ \‘\‘\ T “! T H“ \1\1\2.\0‘ \‘\ T “\ T
miz-> 20 40 60 80 100 120 140
Abundance
83.0
12.50
5000 m/z 55.10 32.29%
55.0
39.0 140.0
107.0
o e L R
miz--> 20 40 60 80 100 120 140
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- ‘
83.0 12 50
m/z 56.10  29.00%
5000 55.0
39.0
15.0 140.0
| — ‘M‘ ‘ ;‘M L ‘ e ueo
m/z--> 20 40 60 80 100 120 140 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.616  29.75 ug/L 178862 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95
Abundance Scan 1891 (12.615 min): VX025741.D\data.ms (-1887) (- m/z 119.10 100.00%
119.1
5000
134.1
91.0
39.1 65.1 | | | 12.50 13.00
O prrrr et e b m/z 134,05 30.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
5000 A /\]\ LA A —
12.50 13.00
910 134.0 m/z 91.05  16.46%
41.0 65.0 | ‘
O\\‘HH‘H\‘\‘H\\“‘H\\“H\w‘\‘\‘H‘\HM“HH‘\‘H\‘\w\\‘H‘\‘\‘HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 M
WAl /\A/U\/\ ‘
12.50 13.00
5000 m/z 120.05 9.99%
134.0
91.0
o 15.0 41.0 65.0
T T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 L\}\ /\N\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- S B B e T
119.0 12.50 13.00
m/z 117.05 9.05%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 14 1-Phenyl-1-butene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.646 5.16 ug/L 31011 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 91
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
4 Benzene, 4-ethenyl-1,2-dimethyl- 132 C10H12 027831-13-6 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
Abundance Scan 1896 (12.646 min): VX025741.D\data.ms (-1894) (| m/z 117.10 100.00%
11y.1
5000 132.1
VY NS
390  63.0 91.0 | 12.50 13.00
Oberrremerrreereorieeerefertebrr sttt o m/z 132,65 51.e1%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 132.0
910 1250 1300
L m/z 115.05  32.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
ol aon
12.50 13.00
5000 m/z 131.00 12.83%
91.0 132.0
51.0
28.0 76.0
Obrrprerrprrthptrr prre b e e b el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16143: Benzene, (2-methyl-1-propenyl)- A‘ il Al
1 7.01320 12.50 13.00
' m/z 91.00 12.50%
5000
Lk
Obr 280 e e edbe bbbt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50 13. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 15 1Indan, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.701 20.61 ug/L 123948 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 Indan, 1-methyl- 132 C10H12 000767-58-8 83
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 81
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 80
Abundance Scan 1905 (12.701 min): VX025741.D\data.ms (-1901) (- m/z 117.10 100.00%
117.1
5000 AA
o RN -
39.0 63.1 I 133.2 12.50 13.00
Ol et bt SRS myz 115,05 36.65%
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 poefallaon
12.50 13.00
200 oo 910 m/z 132.05 27.31%
O\\\\‘\‘\\\“.\\“\\“‘\“.\\\“\\‘\\‘\\\\“\11‘\‘3\.?\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
: : ALy
12.50 13.00
5000 m/z 91.10 14.93%
91.0
0 270 0 740 133.0
T T T T e e
miz--> 20 40 60 80 100 120 140 M
Abundance #16103: Indan, 1-methyl- pAL VAR
117.0 12.50 13.00
m/z 119.10 10.92%
5000
39.0 91.0
15.0 63.0 |
Obri e U840
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\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 16 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.798 2.85 ug/L 17160 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 81
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 58
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 52
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 46

Abundance Scan 1921 (12.798 min): VX025741.D\data.ms (-1916) (| m/z 133.05 100.00%
133.1
91.0
J\ M«/\/\«
65 0 117 0 T T T T T T
B I I N R
om_mwmu‘mwmwhmwwwHm m/z 119.00 4%
m/z--> 20 40 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0
5000
910 12.50 13. OO
’ 117.0 m/z 91.05 .54%
65.0 ‘ ‘
0 \\\‘\\\4\1}\0\‘\ T “\‘\ T \“ T V\ ‘1 T \Hw T H\‘\ ‘l\\‘gwow
miz-> 20 40 60 80 120 140
Abundance
119.0 /\
e —
12.50 13.00
5000 m/z 120.00 51.52%
91.0 148.0
39.0 65.0
15.0
) B N T M 1 MRS
m/iz--> 20 40 60 80 100 120 140 \ /\f\
Abundance #26380: Benzene, 2,4-diethyl-1-methyl- P
133.0 12.50 13.00
m/z 148.05  29.48%
5000
91.0
117.0
39.0
so 0 R0 \‘ . 140
Ot “‘N““‘“W“‘w‘yw“\“vh“‘ J“ b o
m/z--> 20 60 80 100 120 140 12.50 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\

: VX025741.D
: 11 Dec 2021 14:25

JC/MD

: M4997-06
: 5.0mL/MSVOA_X/WATER
: 12 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

: VOC Analysis

: 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 17 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.853 11.96 ug/L 71890 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 1930 (12.853 min): VX025741.D\data.ms (-1925) (- m/z 119.10 100.00%
119.1
5000
91.0
30.1 65.0 | ‘ Ll 1351 12.50 13.00
O+t m/z 134.05 32.97%
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000 /\)\ L /\ —
12.50 13.00
91.0 m/z 91.05 18.54%
T 1350
0 \\\‘\‘\\\’\\‘\\”“\\\\”‘\\\‘\‘W\\\‘\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
A I,
12.50 13.00
5000 m/z 105.05 10.77%
91.0
5150 390 650 135.0
B
m/iz--> 20 40 6 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- - P
119.0 12.50 13.00
m/z 117.10 10.44%
5000
91.0
39.0 65.0 ‘
AP o R Y I~ -
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\VX121121\
Data File : VX@25741.D

Acqg On : 11 Dec 2021 14:25

Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.926  15.69 ug/L 94330 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97

Abundance Scan 1942 (12.926 min): VX025741.D\data.ms (-1935) (- m/z 119.05 100.00%

119.1
5000 134.1
91.0

39.0 65.0 13.00
0 L o w L li
SV PR P 1

m/z 134.05 48.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0 j\ J\
5000 A T

13.00
m/z 91.05 15.62%

91.0
\\’J-HSHO‘\H\‘\\ﬁ‘]ﬂ\\c}\\‘H\\‘6\?\\0‘\\\‘\“\H\‘H\\‘\H\‘\\‘\‘\l\\\\‘\‘\‘\\‘\\\ M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 j\

1300

o

5000 134.0 m/z 120.00 10.30%
390 91.0
o 15.0 65.0
T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/\\/\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- i
119.0 13.00

m/z 133.05 9.43%

134.0
5000

39.0 550

m/z-->

o

10 20 30 40 50 60 70 80 90 100110120130140
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.963  22.85 ug/L 137363 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 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1948 (12.963 min): VX025741.D\data.ms (-1945) (| m/z 119.10 100.00%
119.1
5000 134.1
91.1
Obrrrrrrrere e it ettt bl m/z 134,05 44.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 \ i /\ —
13.00
91.0 m/z 91.10 16.52%
39.0 65.0
O \\‘]_\\5\9\\\‘\‘H\\“‘\\H“HH’\‘\‘H‘\H‘\“\H\‘\H\‘HH‘H‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
13 OO
5000 134.0 m/z 120.18  9.23%
91.0
. 15.0 39.0 65.0
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\\f\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 115.10 8.57%
134.0
5000
41.0 91.0 /\)\
0‘wu‘wuﬁwuﬂuuwuﬁ%?_HWMHJHHNNWHMMHWNM_H L ‘ ﬂAJk
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX@25741.D

Acqg On : 11 Dec 2021 14:25

Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 20 Benzene, 1-methyl-2-(2-prop... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

13170 s.e2 ug/l 33793 1,4-Dichlorobenzene-dd  12.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 94

2 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 91
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 91
5 1-Phenyl-1-butene 132 C1OH12 000824-90-8 91

Abundance Scan 1982 (13.170 min): VX025741.D\data.ms (-1978) (- m/z 117.00 100.00%
117.0

5000 132.1 Jl
A NI
51.0 65.0 91.0 13.00 13.50
0 H_‘H‘HHuHHMmu‘NMWmwuu‘qh‘wwmw‘ﬂh‘uwwu‘_ m/z 132.05 42.03%
m/z--> 20 30 40 50 60 70 80 90 100 110120130 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0

132.0 /A

5000 poe I L s
13.00 13.50
91.0 m/z 115.10 27.64%
39.0 65.0 ‘ ‘ |
0\\‘H\‘\‘H\\“H\\i‘\‘\\\‘\‘H\\‘H\M“H\\“M\\‘\”‘\\‘H!!‘H\‘“‘\‘\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
117.0 ﬂMJk
Hloms for S b
132.0 ; 13.00 13.50
m/z 131.00 13.30%
5000 91.0
39.0 65.0
O Frr et e et et el et
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 A
Abundance #16134: 1-Methyl-2-phenylcyclopropane /\/\‘/\‘ o
117.0 13.00 13.50
m/z 91.00 11.74%
5000 132.0
91.0
51.0 65.0
Y SN /1 PN YOO OO AU | S AV APSE
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.292  32.60 ug/L 196033  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 60
2 o-Cymene 134 C1eH14 000527-84-4 60
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 60
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 60
5 p-Cymene 134 C1oH14 000099-87-6 60
Abundance Scan 2002 (13.292 min): VX025741.D\data.ms (-1997) (- | m/z 119.10 100.00%
119.1
5000 134.1
91.1
39.1 650 ‘ ‘ 13.00 13. so
ol etk b b Wl gz 11705 .89%
miz-> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0
5000 M\A ﬂ
13 00 13 50
134.0 9
290 91.0 m/z 134.05 1.40%
15.0 : 65.0 ‘
O\\\‘\ ‘ \‘\ T \“‘\ \‘\ \“‘\‘\ T \“ T \\’m\ \‘\‘l L \‘\’\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
_
13 00 13 50
5000 m/z 115.10 24 .34%
134.0
91.0
41.0 65.0
TR
miz--> 20 40 60 80 100 120 140 j\ M}\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e A
119.0 13.00 13. 50
m/z 91.10 2.15%
5000
134.0
91.0
ohaso 40 %0, L L S
m/z--> 20 40 60 80 100 120 140 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1-butynyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.347 3.12 ug/L 18732 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 81
2 2-Methylindene 130 C10H10 002177-47-1 81
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 81
4 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 81
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 76
Abundance Scan 2011 (13.347 min): VX025741.D\data.ms (-2007) (- | m/z 130.05 100.00%
130.1
115.0
5000 /\ A
T AN
40.0 ‘ ‘H ‘ H 13.00 13.50
0H‘HH_m_leu‘wm“_“H_!W‘Mm“mwlm,”!“w“ b m/z 115.00  82.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15027: Benzene, 1-butynyl-
115.0
130.0 }\A
5000 \ AMK R
13.00 13.50
m/z 129.05  74.88%
63.0
89.0
OH‘]T!\:_)\.\O‘HH‘\ﬁ%‘.\()\\\“\\\\‘\‘H‘H‘\M‘\‘H\‘\“H\\‘1‘\\\’\‘}!\‘H}‘\“HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
130.0
115.0 et DA
13.00 13.50
5000 m/z 128.00 39.95%
51.0
o 28.0 70 580
T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- — —
1150 130.0 13.00 13.50
' m/z 91.05 25.12%
5000
51.0
77.0
S Aol OO N 11 PO DAV OO ¥
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX@25741.D

Acqg On : 11 Dec 2021 14:25

Operator JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 23 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.426 8.87 ug/L 53361 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90

Abundance Scan 2024 (13.426 min): VX025741.D\data.ms (-2019) (- | m/z 104.10 100.00%
104.1
5000 1321
O
51.0 /7.0 ‘ 13.50
0b el AL 3878 135 05 se. 8a%
miz--> 20 40 60 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 T 8o
8.0 m/z 91.85 40.03%
28.0 51.0 ‘ ‘
0\\\‘\“\\“\\“ \H“H\““}" "\‘1“\‘\‘\\\\
m/z--> 20 40 80 100 120 140
Abundance
104.0
‘ ‘M/\ﬁﬁ/\/\?“‘
132.0 13 50
5000 m/z 115.0 19.95%
270 51.0 78.0
Ol ALl
miz--> 20 40 60 80 100 120 140 Mj\
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- P
104.0 1&50
m/z 117.05 13.12%
5000 132.0
78.0
270 0 1 LAyl
Y e O OO N OO S
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzaldehyde, 3,5-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.719 2.98 ug/L 17893 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dimethyl- 134 CS9H1e0 005779-95-3 95
2 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 94
3 Benzaldehyde, 3-ethyl- 134 C9H100 034246-54-3 93
4 Benzaldehyde, 2,4-dimethyl- 134 C9H100 015764-16-6 90
5 Benzaldehyde, 2,5-dimethyl- 134 CS9H1e0 005779-94-2 87

Abundance Scan 2072 (13.719 min): VX025741.D\data.ms (-2068) (- m/z 134.05 100.00%

134.1
105.1
5000
e
‘ ‘ ‘E ‘ ‘ ‘ 13 50 14. 00
o‘W‘HWH‘WHHlHHMh‘muw‘mwuuhmu_ih_uw‘uw‘LWH m/z 132.95  85.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17567: Benzaldehyde, 3,5-dimethyl-
105.0 133.0
| A
5000 77.0 P
390 13.50 14.00
m/z 105.05 68.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
134.0
b A A fln
13.50 14.00
5000 105.0 m/z 91.00  31.68%

510 77.0
27.0
O T T T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17545: Benzaldehyde, 3-ethyl- »N\WJVV\ Pt
134.0 13 50 14 00
m/z 77.10 31.02%

119.0
5000
77.0
51.0 10 .0
0 \‘ \‘ “ |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 25 Azulene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.780 50.78 ug/L 305317 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Azulene 128 C10H8 000275-51-4 90
4 Azulene 128 C10H8 000275-51-4 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 2082 (13.780 min): VX025741.D\data.ms (-2076) (| m/z 128.85 100.00%
128.1
5000
— —
51.0 74.0 102.0 13.50 14.00
O et e e e m/z 127,100 12.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13686: Naphthalene
128.0
5000 A ——
13.50 14.00
m/z 129.05 10.97%
51.0 75.0 102.0 |
OH\‘HH‘H\\‘HH‘\H\i‘\\\\‘\wH‘\M‘\’HH‘HH“HH‘HH‘H\ ‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
128.0
/\j\\ ‘ T T ‘ T
13.50 14.00
5000 m/z 102.00 8.20%
51.0 102.0
0 13.0 28.0 75.0
PP o T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13679: Azulene A T ——
128.0 13.50 14.00
m/z 126.10 7.32%
5000
51.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzaldehyde, 4-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.823 4.22 ug/L 25378 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dimethyl- 134 CS9H1e0 005779-95-3 94
2 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 91
3 Benzaldehyde, 3-ethyl- 134 C9H100 034246-54-3 91
4 Benzaldehyde, 2,4-dimethyl- 134 C9H100 015764-16-6 91
5 Benzaldehyde, 4-ethyl- 134 C9H1e0 004748-78-1 86
Abundance Scan 2089 (13.823 min): VX025741.D\data.ms (-2086) (- m/z 134.05 100.00%
134.1
105.1
5000
o Ao m VLA
51.0 ‘ ‘ 13.50 14.00
oH_m_m_HWW‘UHwMM‘HH_WHWWW‘w m/z 133.00  87.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17567: Benzaldehyde, 3,5-dimethyl-
105.0 133.0
5000 39.0 77.0 \MJ\\/\/\\ ! i /‘\ \/\\ /
13.50 14.00
m/z 105.05 64.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
133.0 (k
‘f\‘ PA AN,
105.0 13.50 14.00 .
5000 m/z 76.95 28.31%
510 77.0
27.0
O eyttt b el e el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Jk
Abundance #17545: Benzaldehyde, 3-ethyl- bl P
134.0 13.50 14.00
m/z 91.00 19.62%
119.0
5000
77.0
51.0 103.0
o"‘H"‘mw"‘H‘;“WM‘H""1“"HWWWWW‘w MV\ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00

SFAMXLM112221WMA.M Wed Dec 22 16:40:26 2021 Page: 28



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121121\
Data File : VX025741.D

Acqg On : 11 Dec 2021 14:25
Operator : JC/MD

Sample : M4997-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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|
Benzene, propyl- 11.305 74.3 ug/L 447065 3 12.024 300633 50.0
Benzene, 1l-ethy... 11.384 341.5 wug/L 2053480 3 12.024 300633 50.0
Benzene, 1l-ethy... 11.616 199.5 ug/L 1199660 3 12.024 300633 50.0
Benzene, (2-met... 11.866 3.2 ug/L 19192 3 12.024 300633 50.0
Benzene, (1-met... 11.890 6.7 ug/L 40063 3 12.024 300633 50.0
o-Cymene 12.183 2.8 ug/L 16653 3 12.024 300633 50.0
Indane 12.244 129.9 ug/L 781163 3 12.024 300633 50.0
Benzene, 1,2-di... 12.408 5.0 ug/L 30309 3 12.024 300633 50.0
Benzene, 1-meth... 12.463 13.7 ug/L 82188 3 12.024 300633 50.0
Cyclohexanone, ... 12.548 101.1 ug/L 607656 3 12.024 300633 50.0
Benzene, 1-meth... 12.616 29.8 ug/L 178862 3 12.024 300633 50.0
1-Phenyl-1-butene 12.646 5.2 ug/L 31011 3 12.024 300633 50.0
Indan, 1-methyl- 12.701 20.6 wug/L 123948 3 12.024 300633 50.0
Benzene, 1,3-di... 12.798 2.9 ug/L 17160 3 12.024 300633 50.0
Benzene, 4-ethy... 12.853 12.0 ug/L 71890 3 12.024 300633 50.0
Benzene, 1,2,3,... 12.926 15.7 ug/L 94330 3 12.024 300633 50.0
Benzene, 1,2,4,... 12.963 22.9 wug/L 137363 3 12.024 300633 50.0
Benzene, 1-meth... 13.170 5.6 ug/L 33793 3 12.024 300633 50.0
Benzene, 1,2,3,... 13.292 32.6 ug/L 196033 3 12.024 300633 50.0
Benzene, 1-buty... 13.347 3.1 ug/L 18732 3 12.024 300633 50.0
Naphthalene, 1,... 13.426 8.9 ug/L 53361 3 12.024 300633 50.0
Benzaldehyde, 3... 13.719 3.0 ug/L 17893 3 12.024 300633 50.0
Azulene 13.780 50.8 ug/L 305317 3 12.024 300633 50.0
Benzaldehyde, 4... 13.823 4.2 ug/L 25378 3 12.024 300633 50.0
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