LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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_ V\Method\SFAMVLMO50321WMA .M
Title : VOC Analysis

Signal : TIC: Vve21311.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 48 55 64 rBv2 230081 212381 ©0.43% 0.241%
2 1.307 75 83 91 rBV 1125439 1102698 2.25% 1.250%
3 1.349 92 96 104 rVB 40619 43803 0.09% 0.050%
4 1.568 157 164 175 rBV 169876 194597 0.40% 0.221%
5 1.635 175 185 205 rBV 3304478 4062938 8.28% 4.606%
6 1.809 233 239 247 rVB3 24448 33405 0.07% 0.038%
7 1.957 279 285 290 rVB9 12171 16107 ©0.03% 0.018%
8 2.024 300 306 315 rVB6 12194 18755 0.04% 0.021%
9 2.130 323 339 353 rBvV2 608249 1591999 3.25% 1.805%
10 2.500 439 454 471 rBV 1020249 2421007 4.93% 2.745%
11  2.577 472 478 494 rVB 280195 494947 1.01% 0.561%
12 2.770 498 538 582 rBV2 22877352 49059731 100.00% 55.617%
13 3.156 649 658 671 rVB6 20028 39262 0.08% 0.045%
14 3.275 683 695 711 rBV3 48675 104019 0.21% 0.118%
15 3.368 713 724 740 rVB5 26666 60679 0.12% 0.069%
16 3.545 761 779 801 rVW4 97476 332128 0.68% 0.377%
17 3.670 804 818 836 rVV3 443645 1127794 2.30% 1.279%
18 3.767 837 848 862 rVB3 80458 197298 0.40% 0.224%
19 3.912 882 893 924 rVB5 133127 452973 0.92% 0.514%
20 4.056 935 938 947 rVB8 4510 4396 0.01% 0.005%
21  4.140 960 964 968 rVV5 2724 2611 0.01% 0.003%
22 4.191 977 980 984 rVB4 2259 1978 0.00% 0.002%
23 4.233 984 993 995 rBv6 8790 11179 0.02% 0.013%
24  4.352 1015 1030 1041 rBV2 293184 759540 1.55% 0.861%
25 4.600 1097 1107 1117 rVV9 22135 48774 0.10% ©0.055%
26 4.677 1118 1131 1142 rVV5 87416 218166 0.44% 0.247%
27 4.767 1143 1159 1186 rVB 1316973 3302048 6.73% 3.743%
28 4.950 1191 1216 1232 rBV8 147537 488352 1.00% 0.554%
29 5.050 1232 1247 1273 rBV3 668645 1768387 3.60% 2.005%
30 5.182 1276 1288 1294 rBV3 435346 913337 1.86% 1.035%
31 5.487 1376 1383 1384 rBV6 11670 12231 0.02% 0.014%
32 5.622 1413 1425 1459 rBV 514370 1380040 2.81% 1.564%
33 5.783 1465 1475 1486 rBV9 23791 50906 0.10% ©0.058%
34 5.921 1506 1518 1537 rBV6 310389 768992 1.57% 0.872%
35 6.075 1553 1566 1593 rBV5 357459 1042220 2.12% 1.182%
36 6.204 1594 1606 1614 rBV4 167883 331566 ©.68% 0.376%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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_ V\Method\SFAMVLMO50321WMA .M
Title : VOC Analysis
37 6.262 1615 1624 1634 rVB3 212173 385526 ©.79% 0.437%
38 6.365 1651 1656 1657 rBV5 9953 8755 0.02% 0.010%
39 6.465 1672 1687 1701 rVB5 137515 318019 0.65% 0.361%
40 6.545 1701 1712 1714 rBV7 27336 38986 0.08% 0.044%
41 6.657 1732 1747 1765 rVB 638533 1415483 2.89% 1.605%
42 6.780 1768 1785 1798 rBV 603806 1261348 2.57% 1.430%
43  6.992 1832 1851 1861 rBV3 258939 639575 1.30% 0.725%
44  7.268 1925 1937 1944 rBV4 253914 496145 1.01% 0.562%
45  7.320 1945 1953 1967 rVB 838963 1483124 3.02% 1.681%
46 7.445 1985 1992 1998 rBV6 57957 92673 0.19% 0.105%
47 7.625 2043 2048 2067 rVB3 170930 361521 ©.74% 0.410%
48 7.792 2082 2100 2108 rBV5 142878 309591 0.63% 0.351%
49 7.847 2108 2117 2141 rVB 285721 567024 1.16% 0.643%
50 8.095 2184 2194 2204 rBV2 419940 750055 1.53% 0.850%
51 8.516 2313 2325 2337 rBV6 97760 203644 0.42% 0.231%
52 8.857 2422 2431 2442 rBV 793908 1257532 2.56% 1.426%
53 9.693 2679 2691 2692 rBV9 35841 51458 0.10% ©0.058%
54 10.220 2846 2855 2876 rVB 550914 885687 1.81% 1.004%
55 11.062 3109 3117 3124 rBV2 150475 228436 ©0.47% 0.259%
56 11.159 3141 3147 3154 rVBS8 24166 32743 0.07% 0.037%
57 11.255 3167 3177 3200 rVB 872845 1377066 2.81% 1.561%
58 11.532 3260 3263 3266 rBV5 6272 5558 0.01% ©0.006%
59 11.632 3283 3294 3308 rBV3 1171511 1945868 3.97% 2.206%
60 11.744 3325 3329 3331 rBV4 14243 11563 0.02% 0.013%
61 11.992 3398 3406 3408 rBV9 11649 14180 ©0.03% 0.016%
62 12.162 3457 3459 3462 rBV4 5257 3902 0.01% 0.004%
63 12.204 3466 3472 3479 rVB4 30478 39574 0.08% 0.045%
64 12.246 3480 3485 3487 rBV5 11652 11188 0.02% 0.013%
65 12.307 3496 3504 3512 rVB4 60223 87236 0.18% 0.099%
66 12.352 3513 3518 3523 rBV7 22028 25528 0.05% 0.029%
67 12.558 3575 3582 3590 rVV3 41162 66385 0.14% 0.075%
68 12.680 3606 3620 3636 rBV6 78646 195476 ©0.40% 0.222%
69 12.767 3640 3647 3654 rVB2 41625 56368 0.11% 0.064%
70 12.959 3698 3707 3716 rBV5 49266 85141 0.17% 0.097%
71 13.008 3717 3722 3731 rVB3 24477 29270 0.06% 0.033%
72 13.066 3737 3740 3748 rVB8 11286 9420 0.02% 0.011%
73 13.188 3766 3778 3783 rBV7 16204 39276 0.08% 0.045%
74 13.275 3799 3805 3811 rBV8 17917 25935 0.05% 0.029%
75 13.316 3811 3818 3834 rVB5 80956 153000 ©0.31% 0.173%
76 13.410 3841 3847 3855 rVB7 18497 25654 0.05% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 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_ V\Method\SFAMVLMO50321WMA .M
Title : VOC Analysis
77 13.554 3885 3892 3896 rBv4 15226 22737 ©0.05% 0.026%
78 13.622 3906 3913 3920 rBV1ie 13359 20768 0.04% 0.024%
79 13.712 3936 3941 3949 rBV1e 26779 42640 0.09% 0.048%
80 13.828 3974 3977 3978 rBV3 5905 3717 0.01% 0.004%
81 13.972 4018 4022 4023 rBV3 4331 2814 0.01% 0.003%
82 14.111 4053 4065 4072 rBV8 36640 80452 0.16% 0.091%
83 14.204 4090 4094 4095 rBV4 6412 4345 0.01% 0.005%
84 14.242 4098 4106 4116 rVV 64671 117437 ©0.24% 0.133%
85 14.307 4118 4126 4139 rVB5 59129 113046 ©.23% 0.128%
86 14.458 4164 4173 4180 rBV3 33655 51036 ©0.10% ©0.058%
87 14.619 4218 4223 4235 rVB5 19948 35156 0.07% 0.040%
88 14.802 4276 4280 4282 rBV4 4212 3630 0.01% 0.004%
89 14.824 4283 4287 4289 rBVS5 4902 4827 0.01% 0.005%
90 14.879 4300 4304 4306 rBV5S 6527 5473 0.01% 0.006%
91 15.056 4355 4359 4361 rBV5 3117 2223 0.00% 0.003%
92 15.078 4361 4366 4369 rVvVv7 3024 3013 0.01% 0.003%
93 15.156 4385 4390 4392 rBV6 2660 2514 0.01% ©0.003%
94 15.355 4448 4452 4460 rVB6 6321 7601 0.02% 0.009%
95 15.426 4467 4474 4477 rBV7 3588 4250 0.01% 0.005%
96 15.541 4506 4510 4513 rBV4 2516 2234 0.00% 0.003%
97 15.570 4513 4519 4521 rBV6 3118 3813 0.01% 0.004%
98 15.969 4640 4643 4647 rBV6 5667 4320 0.01% 0.005%
99 16.281 4738 4740 4743 rBV3 3735 2578 0.01% 0.003%
100 16.766 4889 4891 4895 rBVS5 4149 3121 0.01% 0.004%
Sum of corrected areas: 88209902
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\

: VWe21311.D

: 06 May 2021 16:49
: SY/MD

: M2320-01

: 5.0mL/MSVOA_V/WATER
: 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

¢ C:\DATABASE\NIST11.L
LSCINT.P

Abundance TIC: VV021311.D\data.ms
2.770
2e+07
1.5e+07
le+07
5000000
1.635
1.307 2.50
1.243491. 54\& 1.80095243° §§77j 3.1863368.5455 Y6x9 L asped $52 4.6067 /7& 4 BRFIB2 5 487622 78392806 RAG 45
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV021311.D\data.ms
2e+07
1.5e+07
le+07
5000000
5.667780 5 g 8. 095 8.857 10.220 m]Z]_ 11.632
ol 6 992 7 j 4? 62577627 8.516 A 9.693 : 11 58 11 53#1.74411.992
‘ ‘ ‘ ‘ T ‘ A A B e e e e e e
Time--> 700 750 &OO 8.50 9.00 9.50 10.00 10.50 1100 1150 12.00
Abundance TIC: VV021311.D\data.ms
2e+07
1.5e+07
le+07
5000000
0 '4!:%1';“:2'0"4.'1(.»::?135“. SEEEEM0  15.969 16.281 16.766
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
1.217 7.69 ug/L 212381 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 36
2 Propane, 2-nitro- 89 (C3H7NO2 000079-46-9 28
3 Isobutane 58 C4H1e 000075-28-5 9
4 Propene 42 C3He 000115-07-1 9
5 Isobutane 58 C4H1e 000075-28-5 9

Abundance  Scan 55 (1.217 min): VV021311.D\data.ms (-48) (-) m/z 43.10 100.00%

5000
1.20 140 1.60
C
bl 926 2108 L, 4100  67.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2166: Propane, 1-nitro-
43.0
5000
1.20 140 1.60
m/z 39.00 40.51%
15.0
O\’\\\“i‘\ ‘\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2165: Propane, 2-nitro-
43.0
1.20 140 1.60
5000 m/z 42.10 35.64%
15.0 ‘
o) S L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #237: Isobutane —S A IR
43.0 1.20 140 1.60
m/z 44.95 10.57%
5000
15.0 ‘ k
0 W‘Hi‘MM‘U‘HH‘H“H‘w“H“H‘_“W“H‘H“_“w P e P e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.635 147.20 ug/L 4062940 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 58
2 Butane, 2-methyl- 72 C5H12 000078-78-4 58
3 Butane, 2-methyl- 72 C5H12 000078-78-4 47
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 27
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 185 (1.635 min): VV021311.D\data.ms (-175) (-) m/z 41.10 100.00%
41.1 n
5000
72.1 1.40 1.60 1.80 2.00
Ol reeclbth L1271 2008 2528 . 43,05  82.60%

m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #714: Butane, 2-methyl-
43.0
5000

1.40 1.60 1.80 2.00
m/z 42.10 73.56%

iz
O \‘HH.‘()\‘H\‘“\‘\“\‘Hl\‘H\\’\\H‘H\\‘\H\‘\\H‘HH’HH‘HH‘HH’HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #713: Butane, 2-methyl-
43.0
““
140160180200
72.0
ot
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #712: Butane, 2-methyl- mwm‘mwm‘m
43.0 1.40 1.60 1.80 2.00

m/z 39.05 47.20%

Y

m/z--> 0 20 40 60 80 100120140160180200220240260 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.500 87.72 ug/L 2421010 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 43
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 40
4 1,2,3-Trimethyldiaziridine 86 C4H16N2 113604-56-1 28
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 454 (2.500 min): VV021311.D\data.ms (-439) (-) m/z 43.05 100.00%
3.0

~
=
[N

5000
‘ 2.20 2.40 2.60 2.80
0l L1298 1831wy 42,10 72.56%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.20 2.40 2.60 2.80
m/z 41.10 57.21%
0 \‘\\1\5\.‘0\‘\‘\\‘H\‘\“H\\M‘\‘\H‘HH‘HH‘HH‘H\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1830: Butane, 2,3-dimethyl-
42.0
2.20 2.40 2.60 2.80
5000 m/z 39.05 34.33%

15.0 “‘ ‘\ L L ‘ ‘

miz--> 0 20 40 60 80 100 120 140 160

Abundance #1823: Pentane, 2-methyl-
43.0 2.20 2.40 2.60 2.80

m/z 71.10 34.03%

o
~
iy
o

5000
71.0

>

15.0 M 1 \‘
Ot e e e e e e R AAREREEEAE R
m/z--> 0 20 40 60 80 100 120 140 160 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Cyclic2.577 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.577 17.93 ug/L 494947  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 60
2 Cyclobutane, methyl- 70 C5H1e 000598-61-8 52
3 Cyclopropane, ethyl- 70 C5H1e0 001191-96-4 52
4 Furan, 2,5-dihydro- 70 C4He0 001708-29-8 50
5 2-Pentene, (E)- 70 C5H1e0 000646-04-8 50
Abundance Scan 478 (2.577 min): VV021311.D\data.ms (-472) (-) m/z 42.10 100.00%
42.1
55.1 70.1
5000
| ‘ 84.0 2.20 2.40 2.60 2.80
ok e e - m/z 70010 58.93%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #580: Cyclopropane, 1,1-dimethyl-
55.0
5000 70.0 /\\“HH‘HH’HH‘HH‘\
39.0 2.20 2.40 2.60 2.80
290 m/z 55.10 56.71%
O\\\‘\\\\‘\\1‘1“\\\‘}i“\\\"\‘}1\‘\\\‘\“‘\\\\’\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #572: Cyclobutane, methyl-
42.0

220240260280

55.0
21.0 70.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #573: Cyclopropane, ethyl-
42.0 2.20 2.40 2.60 2.80

m/z 39.00 54.47%

5000 55.0

27.0 70.0
15.0

m/z--> 10 20 30 40 50 60 70 2.20 2.40 2.60 2.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Furan, 2,3-dihydro-3-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
3.275 3.77 ug/L 104019 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 80
2 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 72
3 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 72
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 72
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 72
Abundance Scan 695 (3.275 min): VV021311.D\data.ms (-683) (-) m/z 69.10 100.00%
69.
5000
39,0 \
e Y £ S
‘ 136.8 o8 3.00 3.20 3.40 3.60
(= ‘W*MJM‘N‘ 1 T m/z 40.95 75.88%
miz-> 50 100 150 200 250
Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69.0
5000 L B R B R L L
390 3.00 3.20 3.40 3.60
m/z 84.00  34.94%
o \M i m‘\‘\ [
O T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1520: Cyclopropane, 1,1,2-trimethyl-
41.0
ey e e
3.00 3.20 3.40 3.60
5000 m/z 39.00 33.74%
84.0
ow‘h‘:‘u‘“w:”_"_ I
m/z--> 50 100 150 200 250
Abundance #1517: 2-Pentene, 4-methyl-, (2)- N RARRNEEES S
69.0 3.00 3.20 3.40 3.60
m/z 67.00 17.32%
5000
39.0
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.545 12.03 ug/L 332128 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 72
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
3 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 64
4 Pyrrolidine, 1-methyl- 85 C5H11N 000120-94-5 53
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 779 (3.545 min): VV021311.D\data.ms (-761) (-) m/z 57.10 100.00%

57.1
85.1
5000
39
‘ Lﬂ 3.20 3.40 3.60 3.80
b el 2109 1528 0 8510 58.53%
miz--> 20 40 60 80 100 120 140
Abundance #3996: Pentane, 2,2-dimethyl-
57.0
5000 85.0 SNESNYA VI WA
3.20 3.40 3.60 3.80
290 m/z 41.10 55.79%
O\\\\‘\‘\‘\\“‘i\\H‘\\\\’\‘\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #7633: Hexane, 2,4-dimethyl-
43.0
3.20 3.40 3.60 3.80
5000 850 m/z 43.05 50.55%
15.0 H ‘ 114.0
omumH;‘:‘u‘uq?ﬂh,!uwmu_m_m
miz--> 20 40 60 80 100 120 140
Abundance #78608: Sulfurous acid, butyl hexyl ester R EEEELEES S
57.0 85.0 3.20 3.40 3.60 3.80
m/z 56.10 35.76%
5000
29.0
oo b oo w0 MU
m/z--> 20 40 60 80 100 120 140 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.670 40.86 ug/L 1127790 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 93
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
Abundance Scan 818 (3.670 min): VV021311.D\data.ms (-804) (-) m/z 57.05 100.00%
57.0
85'1 JL
R RRBRNERaRRS R
38 3.40 3.60 3.80 4.00
ol sl 1788 /7 43,05 98.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3988: Pentane, 2,4-dimethyl-
43.0
5000 L B R B R I B
850 3.40 3.60 3.80 4.00
m/z 41.05 76.03%
0'065'0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3989: Pentane, 2,4-dimethyl-
43.0
3.40 3.60 3.80 4.00
5000 m/z 56.05 55.56%
85.0
0 150 H ‘ | I bt
N B e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3983: Pentane, 2,4-dimethyl- P
43.0 3.40 3.60 3.80 4.00
m/z 39.10 39.53%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.767 119.64 ug/L 3302050 1,4-Difluorobenzene 5.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 50

Abundance Scan 1159 (4.767 min): VV021311.D\data.ms (-1143) (-) m/z 56.10 100.00%

56.1
5000
39

‘ ‘ ‘ 85.0 4.40 4.60 4.80 5.00
ol alll L 0L 1452 7 41010 79.15%
miz-> 20 40 60 80 100 120 140
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
5000 L L LN B B R I
29.0 4.40 4.60 4.80 5.00

m/z 43.10 66.05%

0+ ;\31\0‘ T \‘\“ T T ‘8?\0\]-\0i1\()\ LI L B
m/z--> 20 40 60 80 100 120 140
Abundance #3985: Pentane, 2,3-dimethyl-
56.0

4.40 4.60 4.80 5.00

5000 m/z 57.05 64.06%
29.0
O \*‘***‘i‘ *”‘ \**‘*‘ ?ﬁ 9*¥0}*Q L R N
m/z--> 20 40 60 80 100 120 140
Abundance #3993: Pentane, 2,3-dimethyl-
56.0 4.40 4.60 4.80 5.00

m/z 71.05 43.64%

m/z--> 20 40

5000
29.0
o L %0010

60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 4-Pentenal, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.950 17.69 ug/L 488352  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 50
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 49
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 49
4 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 38
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
Abundance Scan 1216 (4.950 min): VV021311.D\data.ms (-1191) (-) m/z 55.05 100.00%
55.0 83.1
5000
H ‘ 2014 255 ¢ 4.60 4.80 5.00 5.20
bl bl 2004 2950 s 83,10 93.52%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #3198: 4-Pentenal, 2-methyl-
41.0
5000 e P T
4.60 4.80 5.00 5.20
69.0 m/z 69.10  83.25%

O' ““‘\‘\“\\‘i‘\%?i\o\H‘\H\‘H\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #3320: 1-Hexene, 3-methyl-
53.0

460480500520

27.0
T W
S O O O OO
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #3328: 1-Hexene, 3-methyl-
55.0 4.60 4.80 5.00 5.20

m/z 40.95 64.59%

50001 27.0

‘ 83.0
Ii \‘H \\H\ b ‘ ‘

m/z--> 20 40 60 80 100120140160 180200220 240 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Cyclic5.182 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.182 33.09 ug/L 913337 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 58
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 52

Abundance Scan 1288 (5.182 min): VV021311.D\data.ms (-1276) (-) m/z 70.10 100.00%
7

0.1
41.1
5000
‘ 98.0 . 4.805.00 5.20 5.40 5.60
Ol 2895 7 5510 59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3406: Cyclopentane, 1,2-dimethyl-, cis-
70.0
41.0
5000
4.80 5.00 5.20 5.40 5.60
m/z 41.10 55.01%
98.0
15.0 ‘
O' ‘\““\\H‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
70.0
41.0 e aeaaa
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 56.00 52.36%
15.0 98.0
o} r e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3392: Cyclopentane, 1,3-dimethyl- R e R
70.0 4.80 5.00 5.20 5.40 5.60
41.0 m/z 43.05 41.18%
5000
150 98.0 //\/\
ol e L SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.204 12.01 ug/L 331566 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 70
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 43
4 Hexanoyl chloride 134 C6H11ClO0 000142-61-0 38
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 38

Abundance Scan 1606 (6.204 min): VV021311.D\data.ms (-1594) (-) m/z 57.10 100.00%

57.1
411
5000
99.2
‘ ‘M | ‘77'0 ‘ 1%4 1 5.80 6.00 6.20 6.40 6.60
O L Sl LA TR N m/z 43.00 78.03%
m/z--> 0 20 40 60 80 100 120
Abundance #7637: Hexane, 2,5-dimethyl-
57.0
5000 990 RN R R R
4110 : 5.80 6.00 6.20 6.40 6.60
m/z 41.10 68.03%
ol 10 | | zgzo | 1o
\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\\\\\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #7648: Hexane, 2,5-dimethyl-
57.0
S T
410 5.80 6.00 6.20 6.40 6.60
5000 ITI/Z 99.20 36.93%
99.0
wo | | ||
) St o | 1| NS Y s M
miz--> 0 20 40 60 80 100 120 /“\A
Abundance #7639: Hexane, 2,5-dimethyl- ﬁ4“‘_“‘_“‘ﬂﬁ“_‘
43.0 5.80 6.00 6.20 6.40 6.60
m/z 39.10 31.11%
5000
27.0 71.0 99.0
L ] o
O\‘HH‘\ MH“HH‘HH‘H;M‘H\ R R AR
m/z--> 60 100 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49

Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.262 13.97 ug/L 385526 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
4 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 59
5 2-Butene, 1,4-diethoxy- 144 C8H1602 007250-85-3 53

Abundance Scan 1624 (6.262 min): VV021311.D\data.ms (-1615) (-) m/z 85.10 100.00%

57.0 85.1
41,0
5000

SN Y
6.00 6.20 6.40 6.60
110.0

““,““‘L A 39 m/z 57.05  87.41%

m/z--> 20 40 100 120 140
Abundance #7633.Hexane,2A~dkneﬂwL
43.0
85.0
5000

6.00 6.20 6.40 6.60

o

27.0
700 m/z 43.05 80.18%
LA
O\\\‘\’\“\\\}}\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #7642: Hexane, 2,4-dimethyl-
43.0
R A ARARAREE TN
85.0 6.00 6.20 6.40 6.60
5000 m/z 41.05 77.87%
27,0
D 1140
O ““““ ““““““““‘
m/z--> 20 40 100 120 140
Abundance #12697.Hemane,z4{mnemyh R
43.0 6.00 6.20 6.40 6.60

m/z 56.00 42.13%

5000
85.0
27.0 70
0 L ‘ 113.0128.0

m/z--> 20 40 100 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 (DEL) Alkane: Cyclic6.465 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.465 11.52 ug/L 318019 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 64
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 58
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 58

Abundance Scan 1687 (6.465 min): VV021311.D\data.ms (-1672) (-) m/z 70.05 100.00%

70.0
55.0
5000
41.0
‘ H | H 850 1121 6.20 6.40 6.60 6.80
0brerrrrerrreerprerile et bl o8R0 L myz ss.es 75.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000 LB B I I B L I
6.20 6.40 6.60 6.80
41.0 m/z 41.05 37.34%
27.0 “ ‘ ‘ ‘ 840 97.0 112.0
O\\\‘\\\\‘\\\‘\"\\\\“\\\\‘\‘\\‘\‘\\\H\\\\\‘\‘H\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6836: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
R
55.0 6.20 6.40 6.60 6.80
m/z 69.10 24.09%
5000 41.0
h 84.0 112.0
obazo | L L eo MEO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 GO
70.0 6.20 6.40 6.60 6.80
55.0 m/z 39.00 23.79%
5000
41.0
2.0 ‘ 112.0
97.0 .
o B A OO O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.657 51.28 ug/L 1415480  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72

Abundance Scan 1747 (6.657 min): VV021311.D\data.ms (-1732) (-) m/z 43.05 100.00%

43.0
5000
‘ ‘ . 6.40 6.60 6.80 7.00
0 wHwH“Huh_m_H“1‘1“2“9”Hwwwaw?ﬁl“‘ m/z 71.05 96.84%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0
5000
6.40 6.60 6.80 7.00
m/z 70.10 76.92%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #7658: Pentane, 2,3,4-trimethyl-
43.0
6.40 6.60 6.80 7.00
5000 ITI/Z 41.10 54.52%
020, | 4 1720 1140
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #3981: Pentane, 3-ethyl- R T
43.0 6.40 6.60 6.80 7.00
m/z 55.10 32.31%
5000
5120 L 201010
P e e e e GO T
m/z--> 0 20 40 60 80 100120140160180200220240260 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.780 45.70 ug/L 1261350 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 59
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53
Abundance Scan 1785 (6.780 min): VV021311.D\data.ms (-1768) (-) m/z 43.05 100.00%
T 71.1
5000
99.1 6.40 6.60 6.80 7.00 7.20
0 e m/z 71010 79.57%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 EEEAEEREEEEEEEEE RS
6.40 6.60 6.80 7.00 7.20
m/z 70.05 75.14%
AR I Y
\‘\\\\‘\i\\‘}\\‘\‘\\‘}\‘}\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7657: Pentane, 2,3,3-trimethyl-
43.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 60.04%
71.0
NI 30 .
miz--> 0 20 40 60 80 100 120 140 160
Abundance #48907: Decane, 3,3,4-trimethyl- AR T
43.0 71.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 56.54%
5000
0 24.0 “\ “ 1 990 1290 1550
SN R s
m/z--> 0 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49

Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 (DEL) Alkane: Cyclic7.268 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.268 19.73 ug/L 496145  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 60
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 58
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 52
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 49
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 49

Abundance Scan 1937 (7.268 min): VV021311.D\data.ms (-1925) (-)

5000

o

55.0 97.1

\ HHH l 146.9

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

‘ ] 195.1
RRERRE R R R R RERRaE
20 40 60 80 100 120 140 160 180
#6805: Cyclohexane, 1,4-dimethyl-, cis-
53.0 97.0
27.0 ‘
\\\\‘\m\\\\‘\"\\‘\\“H\\!“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\
20 40 60 80 100 120 140 160 180
#6818: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
27.0
N 1 1 VA N
20 40 60 80 100 120 140 160 180
#6820: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
27.0

m/z 97.10 100.00%

-

7.00 7.20 7.40 7.60
m/z 55.00 86.52%

?

7.00 7.20 7.40 7.60
m/z 57.00 74.84%

|

7.00 7.20 7.40 7.60
m/z 41.10 70.94%

3

7.00 7.20 7.40 7.60
m/z 56.10 52.81%

-

m/z-->

20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Cyclic7.445 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.445 3.68 ug/L 92673 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 76
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 64
3 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 55
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 53
5 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 49
Abundance Scan 1992 (7.445 min): VV021311.D\data.ms (-1985) (-) m/z 55.00 100.00%
55.0
97.0
5000 391
70.0
 AREEER SRR
‘ ‘H ‘ 112.1 133.0 7.20 7.40 7.60 7.80
om_HWHwmuM“H‘w‘ul‘u:WHw,u““\m‘,JMHWWW m/z 41.00  77.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6698: Cycloheptane, methyl-
55.0
97.0
5000 L B I L LI LN B
7.20 7.40 7.60 7.80
39 790 m/z 97.05  75.03%
H ‘ ‘ 112.0
OH\‘\H\‘H.H‘HH“HH‘\‘\‘\‘\‘\H‘!“\H\‘HH’HH‘H\\’l\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6827 Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
83.0 PV R WAL W
7.20 7.40 7.60 7.80
5000 m/z 83.10 72.06%
39/0
‘ 112.0
0\\\‘1\?\'\0‘\\1!‘\uJM\\i‘;m‘\m‘l“\uw‘\\\\,uu‘\m,!m‘\m‘uw\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl- e
55.0 83.0 7.20 7.40 7.60 7.80
' m/z 56.00  58.72%
5000
39 ‘ ‘
112.0
O\\\‘\\\\‘2\4\'\\‘1u\“w‘\\\‘\‘M‘\‘\\\H‘Hu\‘um\,u\‘\‘\m,lm‘\m‘\m‘\ RN R R AERRE AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 (DEL) Alkane: Cyclic7.792 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.792  12.31 ug/L 309591 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 87
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 83
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 81

Abundance Scan 2100 (7.792 min): VV021311.D\data.ms (-2082) (-) m/z 97.10 100.00%
97.1

55.0
5000
e S e e
‘ ‘ 7.40 7.60 7.80 8.00 8.20
0 Ww;‘m‘h wHuww‘!m!‘m‘2‘4;9_”wwwww?‘??:]‘ m/z 55.05 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
553.0 97.0
5000 I L R B
7.40 7.60 7.80 8.00 8.20
29.0 m/z 112.10 44.32%
O\\\‘\H\\“\\\‘\\‘\\‘hh\\!“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 /\/
A VA U N
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 34.70%
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6808: Cyclohexane, 1,3-dimethyl-, cis- R AR S AR
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 69.00 25.28%
5000
27.0 ‘
0 H‘_M“‘md‘NMWW‘HHH“_‘H“H‘_“W‘H“H‘W“H,H e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 9

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

7.847  22.55 ug/L 567024  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 87
3 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 86
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86
5 Bicyclo[2.2.1]heptane, 2-(2-prop... 136 C1OH16 002633-80-9 72

Abundance Scan 2117 (7.847 min): VV021311.D\data.ms (-2108) (-) m/z 95.10 100.00%

95.1
5000
67.0
110.1
39.0 7.60 7.80 8.00 8.20
bl el L 12611412 0 67 09 33.48%
miz--> 20 40 60 80 100 120 140
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 L L B L B R B
67.0 7.60 7.80 8.00 8.20
390 110.0 m/z 110.10 18.77%
O \1\5\-0‘ T M‘ T w T \‘H“\ ‘ \‘ } T \“‘i‘ T ‘\‘ 1 ‘ T \‘ L ‘ T T T ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95.0
7.60 7.80 8.00 8.20
5000 ITI/Z 39.00 11.26%
67.0
110.0
41.0
o280 il gl
miz-> 20 40 60 80 100 120 140
Abundance #6037: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- R A Rm R
95.0 7.60 7.80 8.00 8.20
m/z 76.95 9.62%
5000 41.0 67.0
110.0
26|
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49

Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Cyclohexene, 3,3,5-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
Ca.s16 8.0 ug/L 203644 Chlorobenzene-ds 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 comts 006503-45-7 64

2 4-Octyne 110 C8H14 001942-45-6 46
3 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 43
4 1-Methylcycloheptene 110 C8H14 055308-20-8 43
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 42

m/z 109.00 100.00%

Abundance Scan 2325 (8.516 min): VV021311.D\data.ms (-2313) (-)
57

.0 109.0
5000 39.0
Aoyt ) W
8.20 8.40 8.60 8.80
il 267. a
0! My M/z 66,95 96.59%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10691: Cyclohexene, 3,3,5-trimethyl-
109.0
67.0
5000 390 LN L BRI B L R
8.20 8.40 8.60 8.80
m/z 95.05 65.11%
O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #5884: 4-Octyne
67.0
Cop
8.20 8.40 8.60 8.80
m/z 80.95 61.84%
5000 1100
39.0
:
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #5976: Cyclohexene, 1,2-dimethyl- R RaA EamaR R
67.0 8.20 8.40 8.60 8.80
95.0 m/z 55.00 49.03%
5000
39.0
0! H‘M_m_WHH‘mWm_Wwwww SR
m/z--> 20 40 60 80 100120140160180200220240260 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49

Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Benzene, (2-methylpropyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.063 8.29 ug/L 228436 1,4-Dichlorobenzene-d4 11.255
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 83
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 80
4 Benzene, butyl- 134 C1eH14 000104-51-8 72

5 Naphthalene, 1,2,3,4,4a,8a-hexah... 134 C10H14

Abundance Scan 3117 (11.062 min): VV021311.D\data.ms (-3109) (-
91.0

062690-62-4 59

m/z 91.00 100.00%

5000
134.1
T
391 20 11.00
Ot el 3208 L 1598 1904 s 92 10 50.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14850: Benzene, (2-methylpropyl)-
91.0
5000 cehs :
11.00
65.0 134.0 m/z 134.05  29.99%
39.0
O\]-\5\.’0\‘\\\"H\\“\\“M\\\h‘\\“\‘\\\‘\“\\\‘\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14849: Benzene, (2-methylpropyl)-
91.0 A
— Ly
11.00
5000 ITI/Z 65.00 14.33%
134.0
430 65.0
oH‘,mH‘,“Hmmm_‘u_mwuwm,‘m_m
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14847: Benzene, (2-methylpropyl)- asbssfoa ng Pl ‘A
91.0 11.00
m/z 63.00 7.15%
5000
134.0
43.0 65.0
o‘1‘5"?“”“,“‘m"u“‘m_m_m_m_m,mwm LT TR ‘“M/\‘
m/z--> 20 40 60 80 100 120 140 160 180 11.00

SFAMVLMO50321WMA.M Tue May 11 14:45:00 2021

Page:

25



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 2,2-Dimethylindene, 2,3-dih... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.307 3.17 ug/L 87236 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 83
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 83
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C1l1H14 052161-57-6 80
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 80
Abundance Scan 3504 (12.307 min): VV021311.D\data.ms (-3496) (-~ m/z 131.00 100.00%
131.0
1 e e
529 9‘0 N 70+ 12.00 12.50
Obeerrrr 2o b Al L2660 27050 9p.95  16.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
Il W\ﬂ/k
5000 ﬂ“”‘/\ ‘ \/\*
12.00 12.50
91.0 m/z 129.05 16.05%
51.0
O\H\‘\\H‘H‘\‘\‘m\H‘H‘L\“f“\\h“\‘M\‘\HH\‘\\H‘H\\’HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl- A
131.0
‘ ‘ﬂ ‘A‘/\‘.AA‘ ‘
12.00 12.50
5000 m/z 146.20 13.79%
91.0
39.0
o"‘M"M‘“"u“u“1“"‘H“""“1":‘1"“"""""m,w_m‘w_m,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl- — i
131.0 12.00 12.50
m/z 133.00 12.30%
5000
91.0 J\
0
o""""""hu‘wh"‘H""‘“1‘uM"“"""""m,wwwwm, /Y PR VLY.
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 unknown-02 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.680 7.10 ug/L 195476  1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 46
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 43
3 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 38
4 3,4-Dihydro-2-quinoxalinol 148 C8H8N20 1000332-36-8 38
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 35
Abundance Scan 3620 (12.680 min): VV021311.D\data.ms (-3606) (- m/z 119.10 100.00%
119.1
148.0 m&%\m«‘ oLl
39.1 ‘ 12.50 13.00
omwJMm‘”mH“ww‘”u‘M“ml‘llu_I‘mWHwwww‘z‘?’?ﬁj m/z 91.05 48.42%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 j \ﬁ¥ U
12.50 13.00
010 148.0 m/z 131.05 40.60%
B L]
OH\‘\‘H\“‘H‘\\“\‘\\\“‘HH“M\‘\“‘\\\‘\‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119.0 /\
e -
12.50 13.00
5000 9L.0 m/z 148.00  23.81%
41.0 148.0
Ot b gt ottty
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 A KJ\ /
Abundance #22660: Propiophenone, 2'-methyl- AT 4 ‘ I
119.0 12.50 13.00
m/z 115.00 15.07%
91.0
5000
39.0 148.0 /\
e vl L, (R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 1,4-Methanonaphthalen-9-0l1,... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.960 3.09 ug/L 85141 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methanonaphthalen-9-01, 1,2,... 160 C11H120 055255-94-2 53
2 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10OH10 006053-74-3 46
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 46
4 Propanedinitrile, (2,3-dihydro-1... 196 C13H12N2 069564-96-1 43
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43

Abundance Scan 3707 (12.959 min): VV021311.D\data.ms (-3698) (- m/z 131.05 100.00%
13[L.1

115.1
5000 /\\A Ajk
91.0 ARV !
389 651 ‘ 14?8,0 13.00
0“““MW‘W‘HWMMWMu‘HW‘M‘H‘wa LN‘WL\\V\\\ m/z 115.05 67.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30855: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro-
131.0 M
5000 I\A/L T T T /\\J\ T
13.00
m/z 129.00 52.04%
91.0 115.0 160.0
20 510 710 P10 ] || |
(OB T L \“‘\ \“i‘\ “i‘\‘\”\“‘ T “W T \“ \H\ T ‘H\ T "\ il
m/z--> 20 40 60 80 100 120 140 160
Abundance #13122: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene
129.0
. bl R e
13.00
5000 ITI/Z 105.00 42.35%
51.0
77.0
220 | |y g
Y VR Y | A
m/z--> 20 40 60 80 100 120 140 160 N&ﬂ W&
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- Mm‘ — 7L
131.0 13.00
m/z 130.00 37.73%
5000
91.0
115.0
39.0
“o ; L
Y W R P | N B 0 V¥ W AWAWY A S
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 trans-1-Phenyl-1-pentene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.316 5.56 ug/L 153000 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 74
2 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 72
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 72
4 Bicyclo[4.2.1]nona-2,4,7-triene,... 146 C11H14 1000164-42-6 53
5 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 52
Abundance Scan 3818 (13.316 min): VV021311.D\data.ms (-3811) (- m/z 117.05 100.00%
117.1
5000
146.1 o fropdind
62.9 | H , 13.00 13.50
Obrperbederbesttbepdeb dell ), 2068 2691 1) 115 10 43.09%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #21608: trans-1-Phenyl-1-pentene
117.0 M\J\M\
146.0 13.00 13.50
m/z 146.05 23.16%
39.0 770
O\’\h\‘\\“‘H“‘H"h“\\”\”‘\\H\“‘\‘\\!“\}H\\‘\‘\H‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #21628: Benzene, (1-ethyl-2-propenyl)-
117.0 /\A/UU\
AL 02 2 AL
13.00 13.50
5000 m/z 145.15 22.26%
39.0
LD \\77\'0“ \ 14\60
O Lottt e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 }\
Abundance #21601: Benzene, 1-pentenyl- N‘ ‘ ey
117.0 13.00 13.50
m/z 116.00 16.17%
5000
39.0 . 146.0
O‘,ﬂuwhﬂuﬂMmMuwwwHN_vm‘k‘W‘u‘_‘H‘H‘W‘H‘_‘HM‘H i NAQAA | WUWMWLAM
m/z--> 20 40 60 80 100120140160 180200220240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 unknown-03 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.111 2.92 ug/L 80452 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 45
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 43
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 43
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 43
Abundance Scan 4065 (14.111 min): VV021311.D\data.ms (-4053) (- m/z 131.00 100.00%
131.0
5000 W\//\AM J
90.9 ‘ ‘1622 ‘/‘L\‘ T L —
14.00 14.50
207.0 271.(
0“WHHWLM‘WMMHNWMW‘ “WHWLHWH‘WHH‘HHM‘HW‘H, m/z 133.05 63.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131.0
/Vjv\\/va N
5000 N A
91.0 14.00 14.50
30,0 m/z 127.95  36.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- j\
131.0
SRR
14.00 14.50
5000 m/z 146.20 31.57%
39.0 91.0
o S RN PR W Y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 14.00 14.50
m/z 129.00  29.40%
91.0
5000
A M»/
0150,, i MW JEa
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 Benzene, pentamethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.242 4.26 ug/L 117437 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 83
4 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 80
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 72
Abundance Scan 4106 (14.242 min): VV021311.D\data.ms (-4098) (- m/z 133.05 100.00%
133.1
5000
\\%M P
51.0 105.1 177.3206.8 ) 14.00 14.50
O bbbttt il A LTS 2008 2690 s 148,05 34.03%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22772: Benzene, pentamethyl-
138.0
5000 ,L \Af« Dag o ‘h"\
14.00 14.50
m/z 105.10 10.67%
41.0 91.0
O\H‘\‘\‘Hmu‘i“\ﬂ‘u\““\\i\“\‘\\w”i\M‘\‘\UH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22771: Benzene, pentamethyl- %UW
138.0 /\
UM
14.00 14.50
5000 m/z 134.15 8.33%
91.0
20, 11y
IO T P S
m/z--> 20 40 60 80 100120140160180200220240260 A M
Abundance #22770: Benzene, pentamethyl- bl b ﬂﬂ‘m‘ NAA
133.0 14.00 14.50
m/z 147.10 6.38%
5000
m L
41.0
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 Benzene, (2,2-dimethyl-1-me... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.307 4.10 ug/L 113046 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16 005676-29-9 55
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 46
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 46

5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16

Abundance Scan 4126 (14.307 min): VV021311.D\data.ms (-4118) (-

005557-93-7 46

m/z 145.15 100.00%

145.2
5000
115.1 A
91.0 i L Ll AV
389 652 ‘ B 1741 14.00 14.50
o Nl Y W Y Y m/z 131.85  80.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30922: Benzene, (2,2-dimethyl-1-methylenepropyl)-
145.0
WA
5000 ate o
91.0 14.00 14.50
57.0 117.0 m/z 146.20  43.39%
29.0
Ot T \‘\‘\ \““\ \“\H\‘ T WM\ y \‘“’ T \‘1 T “H“\ T \‘w‘\ T “\“\ T ‘H\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
14.00 14.50
5000 91.0 m/z 115.10  34.89%
39.0
‘ 65.0 ‘ ‘
o0l A p‘l“‘m‘“, TSR A | AN
miz--> 20 40 60 80 100 120 140 160 AM
Abundance #21633: Benzene, (2-methyl-1-butenyl)- T ey L
131.0 14.00 14.50
m/z 117.00 34.41%
5000 91.0
o o || WMo
o 20 S b L iU VLA
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021311.D

Acqg On : 06 May 2021 16:49
Operator : SY/MD

Sample : M2320-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 1.217 7.7 ug/L 212381 1 5.622 1380040 50.0
(DEL) Alkane: S... 1.635 147.2 ug/L 4062940 1 5.622 1380040 50.0
(DEL) Alkane: S... 2.500 87.7 ug/L 2421010 1 5.622 1380040 50.0
(DEL) Alkane: C... 2.577 17.9 ug/L 494947 1 5.622 1380040 50.0
Furan, 2,3-dihy... 3.275 3.8 ug/L 104019 1 5.622 1380040 50.0
(DEL) Alkane: S... 3.545 12.0 ug/L 332128 1 5.622 1380040 50.0
(DEL) Alkane: S... 3.670 40.9 ug/L 1127790 1 5.622 1380040 50.0
(DEL) Alkane: S... 4.767 119.6 ug/L 3302050 1 5.622 1380040 50.0
4-Pentenal, 2-m... 4.950 17.7 ug/L 488352 1 5.622 1380040 50.0
(DEL) Alkane: C.. 5.182 33.1 wug/L 913337 1 5.622 1380040 50.0
(DEL) Alkane: S.. 6.204 12.0 ug/L 331566 1 5.622 1380040 50.0
(DEL) Alkane: S.. 6.262 14.0 ug/L 385526 1 5.622 1380040 50.0
(DEL) Alkane: C.. 6.465 11.5 ug/L 318019 1 5.622 1380040 50.0
(DEL) Alkane: S.. 6.657 51.3 ug/L 1415480 1 5.622 1380040 50.0
(DEL) Alkane: S.. 6.780 45.7 ug/L 1261350 1 5.622 1380040 50.0
(DEL) Alkane: C.. 7.268 19.7 ug/L 496145 2 8.857 1257530 50.0
(DEL) Alkane: C... 7.445 3.7 ug/L 92673 2 8.857 1257530 50.0
(DEL) Alkane: C... 7.792 12.3 ug/L 309591 2 8.857 1257530 50.0
Cyclopentene, 1... 7.847 22.6 ug/L 567024 2 8.857 1257530 50.0
Cyclohexene, 3,... 8.516 8.1 wug/L 203644 2 8.857 1257530 50.0
Benzene, (2-met... 11.063 8.3 ug/L 228436 3 11.255 1377070 50.0
2,2-Dimethylind... 12.307 3.2 ug/L 87236 3 11.255 1377070 50.0
unknown-02 12.680 7.1 ug/L 195476 3 11.255 1377070 50.0
1,4-Methanonaph... 12.960 3.1 ug/L 85141 3 11.255 1377670 50.0
trans-1-Phenyl-... 13.316 5.6 ug/L 153000 3 11.255 1377070 50.0
unknown-03 14.111 2.9 ug/L 80452 3 11.255 1377070 50.0
Benzene, pentam... 14.242 4.3 ug/L 117437 3 11.255 13770670 50.0
Benzene, (2,2-d... 14.307 4.1 ug/L 113046 3 11.255 13770670 50.0
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