LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22 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\SFAMVLMO82721WMA.M
Title : VOC Analysis

Signal : TIC: VV@21982.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 75 82 91 rBV 195158 194016 14.86% 1.510%
2 1.564 157 163 176 rVB 152767 167384 12.82% 1.303%
3 2.165 322 331 346 rVB 309306 457820 35.07% 3.563%
4 2.285 378 387 395 rvB2 4032 7307 0.56% 0.057%
5 2.497 442 453 466 rBV3 14374 28265 2.17% 0.220%
6 2.571 472 476 487 rVBS8 1806 2450 0.19% 0.019%
7 2.761 523 535 546 rVW4 5064 10887 ©0.83% 0.085%
8 2.944 586 592 594 rBV2 1141 924 0.07% 0.007%
9 3.275 690 695 697 rBV4 938 891 0.07% 0.007%
10 3.519 764 771 772 rBV3 1432 1254 0.10% 0.010%
11  3.542 773 778 783 rVWV5 1107 1493 0.11% 0.012%
12 3.670 805 818 833 rVB4 5396 14128 1.08% 0.110%
13 3.876 871 882 923 rBV 110438 302693 23.19%  2.356%
14  4.349 1013 1029 1062 rBV 208011 524378 40.17% 4.081%
15 4.674 1121 1130 1132 rBVS 3077 3817 ©.29% 0.030%
16 4.767 1143 1159 1175 rBV5 24657 63041 4.83% 0.491%
17 4.950 1194 1216 1230 rBV4 30495 79072 6.06% 0.615%
18 5.047 1230 1246 1274 rVV2 511534 1305510 100.00% 10.159%
19 5.178 1278 1287 1300 rVVv4 32488 75656 5.80% 0.589%
20 5.252 1300 1310 1322 rVB5 26450 57995 4.44% 0.451%
21 5.619 1408 1424 1459 rBV 410918 838215 64.21% 6.523%
22 5.912 1504 1515 1533 rBvVv7 7972 20676 1.58% 0.161%
23 6.072 1551 1565 1598 rBV2 288244 770413 59.01% 5.995%
24  6.201 1598 1605 1614 rBV1e0 4422 7632 0.58% 0.059%
25 6.313 1638 1640 1645 rVB6 1240 820 0.06% 0.006%
26 6.365 1650 1656 1657 rBV2 1147 858 0.07% 0.007%
27 6.465 1672 1687 1707 rVV2 65439 137296 10.52% 1.068%
28 6.632 1727 1739 1758 rVB2 44025 89098 6.82% 0.693%
29 6.709 1761 1763 1769 rVB3 1075 743 0.06% 0.006%
30 6.783 1774 1786 1795 rBV3 4556 11360 0.87% ©0.088%
31 6.989 1837 1850 1881 rBV 180263 360525 27.62%  2.806%
32 7.182 1898 1910 1923 rVB6 16940 40734 3.12% 0.317%
33 7.268 1925 1937 1943 rBV3 46238 86987 6.66% 0.677%
34 7.317 1943 1952 1970 rVB 622335 1087139 83.27% 8.460%
35 7.445 1984 1992 2006 rBV 45364 75641 5.79% 0.589%

36 7.625 2029 2048 2052 rBV 97497 166586 12.76% 1.296%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22 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\SFAMVLMO82721WMA.M
Title : VOC Analysis
37 7.789 2083 2099 2109 rBV3 41409 79662 6.10% 0.620%
38 7.850 2111 2118 2126 rVvV5 9127 14652 1.12% 0.114%
39 8.030 2166 2174 2176 rBV6 2072 2185 0.17% 0.017%
40  8.088 2183 2192 2224 rBV 335559 631300 48.36% 4.913%
41  8.352 2264 2274 2284 rBV 110970 201886 15.46% 1.571%
42 8.510 2312 2323 2335 rBV4 24297 46052 3.53% 0.358%
43  8.596 2336 2350 2366 rBV3 28540 62757 4.81% 0.488%
44  8.728 2383 2391 2399 rBvV8 4250 5951 0.46% 0.046%
45  8.780 2399 2407 2419 rBvV8 4587 11470 0.88% 0.089%
46 8.854 2419 2430 2445 rBV 616559 1002261 76.77% 7.799%
47  9.111 2501 2510 2514 rBV5 23989 41805 3.20% ©.325%
48 9.198 2533 2537 2556 rVB3 11947 25998 1.99% 0.202%
49 9.320 2564 2575 2592 rBV2 27439 52073 3.99% 0.405%
50 9.477 2604 2624 2642 rBvV7 44045 126758 9.71% 0.986%
51 9.558 2642 2649 2666 rVB4 10124 23775 1.82% 0.185%
52 9.706 2680 2695 2706 rBV3 37737 75739 5.80% 0.589%
53 9.805 2716 2726 2736 rBV5 28161 56875 4.36% 0.443%
54 10.130 2816 2827 2838 rBV4 26636 43684 3.35% ©0.340%
55 10.220 2843 2855 2875 rBV 413407 735341 56.33% 5.722%
56 10.673 2991 2996 2997 rBV5 2200 1549 0.12% 0.012%
57 10.738 3008 3016 3030 rvB8 13278 27990 2.14% 0.218%
58 10.873 3051 3058 3061 rBV4 6222 8510 0.65% 0.066%
59 11.024 3100 3105 3114 rBV10 5094 8699 0.67% 0.068%

60 11.252 3164 3176 3199 rBV 649508 1044038 79.97%  8.125%

61 11.545 3260 3267 3275 rBV8 5042 9257 0.71% 0.072%
62 11.625 3280 3292 3310 rVB 647206 1031042 78.98% 8.023%
63 11.747 3323 3330 3340 rBV4 13305 19047 1.46% 0.148%
64 11.940 3385 3390 3398 rBV8 2615 3759 ©0.29% 0.029%
65 12.021 3408 3415 3429 rVB2 13849 24423 1.87% ©.190%
66 12.124 3440 3447 3451 rBV4 4687 6308 0.48% 0.049%
67 12.201 3465 3471 3479 rVB5 8003 11405 ©.87% ©0.089%
68 12.265 3479 3491 3495 rBV5 4915 10745 ©.82% ©0.084%
69 12.300 3496 3502 3513 rVB3 17327 27369 2.10% 0.213%
70 12.387 3515 3529 3536 rBV6 9793 19307 1.48% 0.150%
71 12.477 3550 3557 3569 rVB5 9794 16741 1.28% ©.130%
72 12.554 3573 3581 3590 rVB6 9838 15147 1.16% ©0.118%
73 12.599 3590 3595 3596 rBvV4 930 813 0.06% 0.006%
74 12.644 3601 3609 3614 rBV3 6577 9338 0.72% 0.073%
75 12.689 3615 3623 3638 rVV3 17000 31408  2.41%  0.244%
76 12.757 3638 3644 3657 rVB3 7365 10981 ©.84% 0.085%

SFAMVLMO82721WMA.M Mon Aug 30 19:16:52 2021 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22 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\SFAMVLMO82721WMA.M
Title : VOC Analysis
77 12.828 3662 3666 3671 rBv4 2230 2826 0.22% 0.022%
78 12.886 3675 3684 3694 rVB2 42331 64713 4.96% 0.504%
79 13.005 3715 3721 3729 rBV2 4370 8001 0.61% 0.062%
80 13.185 3766 3777 3778 rBV9 2900 3901 0.30% 0.030%
81 13.275 3796 3805 3811 rBV3 20786 32767 2.51% 0.255%
82 13.487 3860 3871 3882 rBV8 9472 19520 1.50% 0.152%
83 13.548 3883 3890 3902 rVB4 9336 15303 1.17% 0.119%
84 13.615 3902 3911 3923 rVB9 7318 12556 0.96% 0.098%
85 13.712 3934 3941 3951 rBV1e 6137 12067 ©0.92% 0.094%
86 13.773 3953 3960 3971 rVV7 7056 12865 ©0.99% 0.100%
87 13.828 3971 3977 3985 rVB7 3603 4983 0.38% 0.039%
88 13.921 4001 4006 4008 rVV5 2706 2605 0.20% 0.020%
89 14.017 4028 4036 4037 rBV6 1243 1424 0.11% 0.011%
90 14.095 4051 4060 4075 rBV7 9267 19466 1.49% 0.151%
91 14.236 4097 4104 4111 rBV2 6031 8165 ©0.63% 0.064%
92 14.307 4116 4126 4138 rVB1o 6426 11060 0.85% 0.086%
93 14.365 4138 4144 4154 rBV8 3527 4941 0.38% 0.038%
94 14.435 4157 4166 4181 rBV5 15094 28104 2.15% 0.219%
95 14.503 4183 4187 4194 rVB5 842 829 0.06% 0.006%
96 14.570 4203 4208 4216 rBV8 1565 2326 ©0.18% 0.018%
97 14.612 4216 4221 4222 rBV4 2458 1624 0.12% 0.013%
98 14.693 4237 4246 4258 rVB1eO 2862 5946 0.46% 0.046%
99 14.828 4283 4288 4289 rBV4 1894 1665 0.13% 0.013%
100 15.017 4341 4347 4349 rVV3 890 949 0.07% 0.007%
Sum of corrected areas: 12850410
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021982.D\data.ms
600000
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500000

5.619

400000

2.105
300000 6.072

4.349
200000 1.304 1.564

3.876

100000 6.465

.9505.5782
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Abundance TIC: VV021982.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.767 3.76 ug/L 63041 1,4-Difluorobenzene 5.619

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 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
5 Heptane 100 C7H16 000142-82-5 47
Abundance Scan 1159 (4.767 min): VV021982.D\data.ms (-1143) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
,06ﬁobo
‘ | ‘ 85‘ 0 100.3 4.40 4 4 5
0“w“u,‘u‘,u‘\w“wh",H‘JM“WN‘H“H‘_“W m/z 43.00 75.51%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl-
43.0 58.0
5000 \‘uu‘uu‘\“u/\\,/\\u‘\
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 64.12%
N Y Y2
O\\\’\\\\’\\\\’\\\\’\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
‘,H‘W‘H“H‘W‘H‘_
4.40 4.60 4.80 5.00
m/z 41.00 56.61%
5000 71.0
29.0
Ll 0 000
Ot e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 56.0 4.40 4.60 4.80 5.00
m/z 71.00 42.14%
5000
29.0 71.0
150 | ‘ ‘ L | 80 1000 /\
0 | | | fl

m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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: Cyclic4.950 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.950 4.72 ug/L 79072  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
2 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 53
3 3-Heptene, (E)- 98 C7H14 014686-14-7 50
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38

Abundance Scan 1216 (4.950 min): VV021982.D\data.ms (-1194) (-) m/z 56.00 100.00%
56.0 69.0

83.0
41.0
5000
e ey
| ‘ 98.0 4.60 4.80 5.00 5.20
0Ll ol il s mz ee.0e  95.e7%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
568.0
41.0 69.0 N\/\
83.0
5000 \‘\A\\‘/\\\‘\\\\‘\\\\‘\\\\’\
27.0 4.60 4.80 5.00 5.20
m/z 55.00  89.46%
I
O \\\1‘.9\\‘1\4\).\0\‘\\{1‘\\\\}\‘\\\“\‘} \‘\\\‘}‘\\\\‘\}\\‘\\\L‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3598: 4-Pentenal, 2-methyl-
41.0
VRV Y
4.60 4.80 5.00 5.20
5000 m/z 83.00 84.02%
28.0
56.0 9.0
83.0
0 130 Ml il 970
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3721: 3-Heptene, (E)- L
41.0 4.60 4.80 5.00 5.20
m/z 41.00 55.53%
56.0
5000 69.0
21.0 98.0
ol reprrrrrerrrrle gl el 839
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.178 4.51 ug/L 75656  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methylene- 196 C14H28 019780-34-8 64
2 Octane, 3-methyl-6-methylene- 140 C1oH20 074630-07-2 53
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 53
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 52
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50

Abundance Scan 1287 (5.178 min): VV021982.D\data.ms (-1278) (-) m/z 70.00 100.00%

70.0
5000 43.0
“H‘W‘H“H‘W‘H“
M ‘ 97.9 4.80 5.00 5.20 5.40
bl el 0+ m/z 56.00 58.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71765: Tridecane, 3-methylene-
70.0
5000 410 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
4.80 5.00 5.20 5.40
m/z 55.00 53.72%
o 150” ‘ | 970 1260  167.0 196.0
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20725: Octane, 3-methyl-6-methylene-
70.0
’\"\‘\\\\‘\\\\‘\\\\‘\\\\‘\
4.80 5.00 5.20 5.40
5000 41.0 m/z 43.00 42.56%
A B
A el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0 4.80 5.00 5.20 5.40
41.0 m/z 40.95 42.14%
5000
90 L)L
O R N B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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: Cyclic5.252 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.252 3.46 ug/L 57995 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 83
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 80
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 64

Abundance Scan 1310 (5.252 min): VV021982.D\data.ms (-1300) (-) m/z 70.00 100.00%

56.0 70.0
41.0
5000
83.0
K
98.0 \\\\‘\\\\‘\\\\‘\\\\’\\\
M ‘ 5.00 5.20 5.40 5.60
0Lt bl st b msz se.ee 91.88%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000 /\\\\\‘\\\\‘\\\\‘\\\\’\\\
27.0 5.00 5.20 5.40 5.60
83.0 060 m/z 55.00  73.18%
w0 ) | A
O \\\‘\\\\‘\\‘\\‘\\\!‘\\\\l\‘\\\“\‘l\\‘\‘\‘\u ‘\\\‘\“w\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- /\
70.0
56.0
41.0 A\“‘,/\“ﬂ
5.00 5.20 5.40 5.60
5000 ITI/Z 41.00 64.42%
27.0 83.0
0 | e
0 H‘_‘H_‘H‘H:u‘uﬂﬂu‘w“L‘mﬂ‘u‘quuw‘u‘_‘u
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 5.00 5.20 5.40 5.60
41.0 m/z 68.95 42.21%
5000
27.0
98.0
15.0 ‘ 830 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Cyclic6.465 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.465 8.19 ug/L 137296 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72

Abundance Scan 1687 (6.465 min): VV021982.D\data.ms (-1672) (-) m/z 70.00 100.00%

70.0
55.0
5000
41.0

‘ | ‘ 84.0 97.0 1121 6.20 6.40 6.60 6.80
"wm‘,‘m_W‘NMWWH“‘w‘uwh“,w‘lm_ m/z 55.00  68.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0

5000 R LR SR EESeE TN
6.20 6.40 6.60 6.80
41.0

m/z 69.00  24.38%

SOOI L (R
1
\\\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\\\H‘\H\‘H\\’\\\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4

o

o

70.0

55.0 “‘,
6.20 6.40 6.60 6.80

5000 m/z 41.00 22.68%
41.0
0 ‘ 112.0
97.0 :

o0l Wl el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., I e A

70.0 6.20 6.40 6.60 6.80

m/z 42.00 18.41%

55.0
5000
41.0
27.0
o 140 || Ll e 5o 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\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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: Cyclic6.632 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.632 5.31 ug/L 89098 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 68
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64
Abundance Scan 1739 (6.632 min): VV021982.D\data.ms (-1727) (-) m/z 69.95 100.00%
55.0 70.0
84.1
R R
‘ ‘ 97"0 1121 6.40 6.60 6.80 7.00
Orerrreerrerepressle il sl ML nyz ss.00  87.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0 L
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
27.0 6.40 6.60 6.80 7.00
84.0 112.0 m/z 56.00 81.93%
‘ ‘ ‘ ‘ 97.0
O \H‘HH‘\H\’\\H‘\‘\H‘\H W‘H\H\ ‘\H\‘\‘H\‘\\1‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
J\\mpm‘\m‘ym‘m
6.40 6.60 6.80 7.00
5000 m/z 40.95 47.91%
41.0
84.0 112.0
20 G
b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., e e e AR
56.0 70.0 6.40 6.60 6.80 7.00
m/z 69.05 40.54%
5000 41.0
84.0
27.0 ‘ ‘ ‘ 970 112.0
0 H“H“_‘»M‘H‘_M‘wﬂl“HN\L‘H‘JH‘_‘JW‘H“M‘W‘ ST 1 M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 8 (DEL) Alkane: Cyclic7.445 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.445 3.77 ug/L 75641  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 95
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 95
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 72
5 1H-Pyrazole, 4,5-dihydro-3,5,5-t. 112 C6H12N2 003975-85-7 72

Abundance Scan 1992 (7.445 min): VV021982.D\data.ms (-1984) (-) m/z 97.05 100.00%
97.0

55.0
5000 69.0
41.0
83.0
| Ul ‘\ H 112.0 7.207.407.607.800
o‘H‘HH‘m‘,‘m_‘m‘mH‘H‘\‘kuwuwwmw m/z 55.00  62.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 690 U L LB B R
41.0 7.20 7.40 7.60 7.80

m/z 69.00 44.65%

i O O

\H‘HH‘\H\’\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl- A
97.0
55.0 J\/\N

7.20 7.40 7.60 7.80

o

5000 41.0 69.0 ITI z 56.00 36.74%
27.0 ‘
84.0
ob240 LMl 250 ) 1120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #7617: Cyclohexane, 1,1-dimethyl- PR ‘ 5
97.0 7.20 7.40 7.60 7.80
55.0 m/z 41.00 31.95%
5000 41.0 69.0
27.0
“ \‘ J ) 840 ) 1120 M ﬂm
0"w‘H‘_‘HW‘H;H‘w‘H‘_HMM‘H‘H‘W‘HW‘H‘M‘H“ R R ARaE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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: Cyclic7.789 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.789 3.97 ug/L 79662  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 97
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90

Abundance Scan 2099 (7.789 min): VV021982.D\data.ms (-2083) (-) m/z 97.10 100.00%

971
55.0
5000
112.1
41.0 69.0

‘ ‘ ‘ . 7.40 7.60 7.80 8.00 8.20
‘H‘HH‘H‘W‘H‘JMH‘M‘WHJWuHuNMHwJH‘H‘WJH‘_ m/z 54.95 77.99%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0

o

5000 41.0 [Tr T ot ot
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.10 35.59%
T
O\\\‘\\\f‘\\\\"\\\\‘!‘\\\“1‘\\‘1‘\\\‘Wl\\\\“}H\\‘\\Ll‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
A _“w“‘w“w“w‘,w
740760780800820
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
0"W‘Hw‘H‘V‘H‘»‘wNJW‘HWM‘H‘MH‘H\M‘H‘_MH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- ‘H“‘H“‘H“‘H“,H
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 40.95 24.50%
5000 41.0
112.0
27.0 69.0
[
obazo LUl

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Cyclic8.352 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.352 10.07 ug/L 201886  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
3 Cyclohexane, 1,1,3-trimethyl- 126 CO9H18 003073-66-3 76
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 76
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53

Abundance Scan 2274 (8.352 min): VV021982.D\data.ms (-2264) (-) m/z 111.05 100.00%

111.1
69.0
5000 55.0
41.0 83.0

“ | ‘ 670 1261 8.00 8.20 8.40 8.60
H_WWWWUHwM_HM‘Hm,wwm'_m\!”w;;w m/z 69.00  66.35%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0

5000 41.0 R e SRR S o
8.00 8.20 8.40 8.60

83.0 m/z 55.00  38.58%

270
I - 070 | 1260
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0 /\/\j

o

o

e
8.00 8.20 8.40 8.60
55.0 m/z 41.00 24.72%
5000 41.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- R EARERREE e
111.0 8.00 8.20 8.40 8.60
69.0 m/z 83.00  22.35%
5000 41.0 55.0
270
0 ‘ ALl 970 | 126.0
H_‘H‘H‘w‘H‘_‘H‘HH‘H‘w‘H‘M‘H‘HH‘H‘W‘H‘_‘H‘H‘ w“,w“‘w“‘w“‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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: Cyclic8.596 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.596 3.13 ug/L 62757  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 87
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87

Abundance Scan 2350 (8.596 min): VV021982.D\data.ms (-2336) (-) m/z 111.10 100.00%

111.1
69.0
5000 55.0
41.0 126.1
A e
‘ ‘ ‘ 84.0 8.20 8.40 8.60 8.80 9.00
0 m,mWwH‘Uw‘mHu‘s,mu‘w‘lHm_wlm,w,m m/z 68.95 81.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
410 111.0
5000 [TT T T[T T Tt
8.20 8.40 8.60 8.80 9.00
21.0 970 | 1260 m/z 54.95 50.27%
I il
O\\\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\‘\‘\\\M"\\\\‘w‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1. alpha ,3.alpha.
69.0 1.0 M/W
410 55.0 R R ARRRSRATS AL SR
: 8.20 8.40 8.60 8.80 9.00
5000 m/z 126.10  33.88%
27.0 126.0
‘ M | ‘ “ ‘\ ‘ 83.0 97\0 Il ‘ Il
o330 Al S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\]
Abundance #13256: Cyclohexane, 1,2,4-trimethyl- A e
55.0 69.0 8.20 8.40 8.60 8.80 9.00
111.0
41.0 m/z 41.00 31.00%
5000
27.0 126.0
‘ ‘ 84.0
0 m,mwm\_m}‘m‘“m‘w“l,‘mw‘“!wuu_m‘w,w,m e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Cyclohexene, 3-(1-methyleth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.320 2.60 ug/L 52073 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 62
2 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 50
3 2-n-Butyl furan 124 C8H120 004466-24-4 49
4 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 47
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 47
Abundance Scan 2575 (9.320 min): VV021982.D\data.ms (-2564) (-) m/z 81.00 100.00%
81.0
5000
96.0 MJ\W,
‘ ‘ ‘ ‘ 123.9 9.00 9.20 9.40 9.60
0 pmu“‘ Al “‘ ol L1899 s 95,00 34.19%
m/z--> 20 60 80 100 120 140
Abundance #12223:Cydohexene,3{14nethybthwy
81.0
5000 “M"MW
41.0 9.00 9.20 9.40 9.60
m/z 67.00 26.78%
o lo H 109.0124.0
0 \\\‘2\6‘.\9\ \‘i“\\ “\ T \‘U\ \“ T \‘\‘\‘ \\“\ | T T T
miz-> 20 40 60 100 120 140
Abundance #3286: Cyclopentane, 1—methyl—2—methylene—
81.0
 ERAEENE N s
9.00 9.20 9.40 9.60
5000 m/z 96.00 25.20%
39.0 55.0 ‘ 96.0
0 H m ‘ “““
m/z--> 20 80 100 120 140
Abundance #11984: 2-n-Butyl furan
81.0 9.00 9.20 9.40 9.60
m/z 55.00 22.65%
5000
53.0
21.0 124.0
m/z--> 20 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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: Cyclic9.477 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.477 6.32 ug/L 126758 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 93
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 81
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 81
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 81
Abundance Scan 2624 (9.477 min): VV021982.D\data.ms (-2604) (-) m/z 97.10 100.00%
97.1
55.0
5000
41.0 69.0 126.1 T T T T T
“ ‘ M FO H 111.2 ‘ 9.20 9.40 9.60 9.80
Obrrprrreprerepeeleptll b S L myz sa.9s 72.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 91.0
5000 L L B L BN LR
410 9.20 9.40 9.60 9.80
' 69.0 126.0 m/z 40.95 24.51%
27.0 ‘ ‘ ‘
O H‘HH‘H\‘\“\H\“UH\‘\‘\!\‘H\‘\‘\H\‘?\9’\\\1‘\\]\-\]-“]\"\\0\’\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
R AR R T
9.20 9.40 9.60 9.80
5000 m/z 69.00 23.76%
41.0 69.0 126.0
27.0 ‘ ‘
PN O Y -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) A ARAN B EE
55.0 97.0 9.20 9.40 9.60 9.80
' m/z 126.10 18.50%
5000
41.0 69.0 126.0
27.0
0 oS80 MO A,/\ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Pentalene, octahydro-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.706 3.78 ug/L 75739  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 58
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 55
3 3,3-Tetramethyleneglutaric anhyd... 168 C9H1203 005662-95-3 50
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
Abundance Scan 2695 (9.706 min): VV021982.D\data.ms (-2680) (-) m/z 66.95 100.00%
67.0
5000
96.0
41.0 #\/\\
H H ‘ 124.0 9. 50 10 00
om_m\w‘w“MHMMWWm_m_m m/z 80. 89.52%
miz--> 20 80 100 120 140 160
Abundance #12214. Pentalene, octahydro-2-methyl-
81.0
5000 41.0
9 50 10 00
m/z 81.9 64.15%
124.0
ol 63 1030 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0 AA
N
9.50 10 00
m/z 96.00 33.16%
5000 410 /
124.0
o150 630 | .103.0
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 M
Abundance #44183: 3,3-Tetramethyleneglutaric anhydride /\‘ [ty
67.0 9.50 10.00
m/z 41.00 21.90%
5000
96.0
41.0 124.0
ol 280 bl b T 1890 AR
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.805 2.84 ug/L 56875 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 52
2 Cyclohexanepropanol- 142 C9H180 001124-63-6 49
3 Cyclohexanepropanol- 142 C9H180 001124-63-6 49
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 46
5 1-Octadecyne 250 C18H34 000629-89-0 43
Abundance Scan 2726 (9.805 min): VV021982.D\data.ms (-2716) (-) m/z 83.05 100.00%
55.0 83.0
5000 41.0 97.0 /\
a1 sl Ul
‘ ‘ ‘ ‘ 9.50 10.00

o‘wHHwwHH‘!‘Hw‘\‘m_wk‘}”“‘:HNHMw“w‘uluw m/z 55.00  88.21%

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

Abundance #12214: Pentalene, octahydro-2-methyl-

81.0
67.0
41.0
5000 — s
96.0 9.50 10.00
m/z 82.05 86.92%
‘ 124.0
OH‘HH‘HH‘H\}}!‘\Hi‘}‘\\\‘\\\!‘\\\‘\u‘\H“H‘\‘\‘Hl\]\-“()\.?\‘\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23018: Cyclohexanepropanol-
55.0 81.0 &m
96.0 o
950 1000
41.0 m/z 81.00  74.34%
5000 . s %A
8
0\\_u\_uhwu\hh\wﬂhwﬂﬂwuw‘m\_u\_uﬁwu\wh\_u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23008: Cyclohexanepropanol- T T
55.0 82.0 960 9.50 10.00
m/z 67.00 54.87%
41.0
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.886 3.10 ug/L 64713 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 64
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 58
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 58
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 58
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 53
Abundance Scan 3684 (12.886 min): VV021982.D\data.ms (-3675) (- m/z 116.95 100.00%
117.0
5000
132.1
91.0 e pocpon, JL
39.0 64.9 ‘ ‘ 12.50 13.00
oH‘HH_‘H_m‘_m;‘wm‘!“w‘m‘u‘uw‘m‘mm,um‘H‘U;th m/z 119.00 70.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 [T e
12.50 13.00
m/z 132.05 35.01%
39.0 65.0 91.0 ‘ ‘
O\\‘\\\\%ﬂ..\p‘\H\““\\\\}‘UH\‘1‘“\\‘\i‘\‘}‘H\\“\H\‘W\\’HH‘\H‘M\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 M
o hadlan gl
12.50 13.00
5000 132.0 m/z 114.95  33.79%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 p/\
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- Mo h NS s N
117.0 12.50 13.00
m/z 134.00 31.42%
5000 132.0
39.0 65.0 91.0 ‘ ‘ /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021982.D

Acqg On : 27 Aug 2021 17:41
Operator : SY/MD

Sample : M3549-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 4.767 3.8 ug/L 63041 1 5.619 838215 50.0
(DEL) Alkane: C 4.950 4.7 ug/L 79072 1 5.619 838215 50.0
(DEL) Alkane: S 5.178 4.5 ug/L 75656 1 5.619 838215 50.0
(DEL) Alkane: C 5.252 3.5 ug/L 57995 1 5.619 838215 50.0
(DEL) Alkane: C... 6.465 8.2 ug/L 137296 1 5.619 838215 50.0
(DEL) Alkane: C... 6.632 5.3 ug/L 89098 1 5.619 838215 50.0
(DEL) Alkane: C 7.445 3.8 ug/L 75641 2 8.854 1002260 50.0
(DEL) Alkane: C 7.789 4.0 ug/L 79662 2 8.854 1002260 50.0
(DEL) Alkane: C 8.352 10.1 ug/L 201886 2 8.854 1002260 50.0
(DEL) Alkane: C. 8.596 3.1 ug/L 62757 2 8.854 1002260 50.0
Cyclohexene, 3-... 9.320 2.6 ug/L 52073 2 8.854 1002260 50.0
(DEL) Alkane: C... 9.477 6.3 ug/L 126758 2 8.854 1002260 50.0
Pentalene, octa... 9.706 3.8 ug/L 75739 2 8.854 1002260 50.0
unknown-01 9.805 2.8 ug/L 56875 2  8.854 1002260 50.0
1H-Indene, 2,3-... 12.886 3.1 ug/L 64713 3 11.252 1044040 50.0
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