Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\

Data File : VV@21973.D

Acqg On : 27 Aug 2021 14:03

Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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

LSC Area Percent Report

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@21973.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1  1.307 75 83 97 rBV 207213 208792 15.09% 1.551%
2 1.564 156 163 175 rBV 155156 178070 12.87% 1.322%
3 2.108 322 332 361 rVB 321801 495483 35.80% 3.680%
4 2.281 376 386 400 rvB4 4972 11380 0.82% 0.085%
5 2.436 429 434 437 rBV4 792 704 0.05% 0.005%
6 2.497 437 453 469 rBV2 15285 32795 2.37% 0.244%
7 2.580 469 479 485 rBV7 2216 3551 ©@.26% 0.026%
8 2.622 486 492 503 rVB6 2422 4940 0.36% 0.037%
9 2.757 523 534 543 rBV6 5524 11345 0.82% 0.084%
106 2.937 582 590 591 rBV2 1011 822 0.06% ©0.006%
11 3.031 618 619 626 rVB3 1004 765 0.06% 0.006%
12 3.375 718 726 730 rVVé 959 1234 0.09% 0.009%
13 3.535 766 776 787 rBV6 2570 6700 0.48% 0.050%
14 3.674 805 819 835 rVB5S 5530 14741 1.07% 0.109%
15 3.876 868 882 920 rBV 113991 314280 22.71% 2.334%
16 4.162 968 971 976 rVB4 847 784 0.06% 0.006%
17 4.352 1010 1030 1066 rBV 218281 558005 40.32% 4.144%
18 4.658 1121 1125 1126 rBV2 1213 828 0.06% 0.006%
19 4.674 1126 1130 1131 rBvV3 2051 1348 0.10% 0.010%
20 4.767 1144 1159 1181 rVB3 27462 69155 5.00% 0.514%
21  4.950 1198 1216 1230 rBv2 31221 79373 5.73% 0.589%
22 5.050 1230 1247 1273 rBV2 542219 1384058 100.00% 10.279%
23 5.178 1277 1287 1299 rVV4 29132 63553 4.59% 0.472%
24  5.323 1325 1332 1347 rVB3 13818 30736  2.22% 0.228%
25 5.619 1410 1424 1453 rBV 432080 878757 63.49% 6.526%
26 5.912 1504 1515 1534 rVV3 13041 30471 2.20% 0.226%
27 6.072 1552 1565 1597 rVV2 306175 815980 58.96% 6.060%
28 6.259 1618 1623 1634 rVB6 6815 10816 ©0.78% ©0.080%
29 6.465 1673 1687 1705 rVvv2 65709 132896 9.60% 0.987%
30 6.632 1726 1739 1760 rBV3 39714 86742 6.27% 0.644%
31 6.780 1773 1785 1796 rBV1e 4579 12402 0.90% 0.092%
32 6.886 1811 1818 1831 rVB4 12211 22512 1.63% 0.167%
33  6.989 1838 1850 1879 rBV 194674 378763 27.37%  2.813%
34 7.178 1898 1909 1924 rVB6 16358 38480 2.78% 0.286%
35 7.272 1925 1938 1943 rBV3 43607 83021 6.00% 0.617%
36 7.317 1943 1952 1971 rVB 668779 1178974 85.18% 8.756%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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 7.448 1984 1993 2003 rBV2 43847 77092 5.57% ©.573%
38 7.625 2030 2048 2052 rBV 107775 177587 12.83% 1.319%
39 7.789 2084 2099 2110 rBV2 39966 75890 5.48% 0.564%
40 7.850 2111 2118 2128 rVB4 10077 16244 1.17% 0.121%
41  7.969 2146 2155 2168 rVB6 7256 15328 1.11% 0.114%
42 8.040 2168 2177 2183 rBV9 2640 3989 0.29% 0.030%
43 8.091 2183 2193 2224 rBV2 336695 655702 47.38% 4.870%
44  8.236 2231 2238 2249 rVB4 30351 49607 3.58% 0.368%
45  8.355 2264 2275 2284 rBV 104523 187123 13.52% 1.390%
46 8.509 2312 2323 2335 rBV5 21377 42127 3.04% 0.313%
47  8.596 2336 2350 2373 rVB5 26692 65328 4.72% 0.485%
48 8.731 2385 2392 2398 rVB6 3421 5272 0.38% 0.039%
49 8.783 2401 2408 2412 rBV8 3022 4406 0.32% 0.033%
50  8.854 2420 2430 2445 rBV 644733 1059323 76.54% 7.867%
51 9.114 2501 2511 2514 rBV6 25168 42145 3.05% ©0.313%
52 9.323 2565 2576 2588 rBV2 27102 48885 3.53% 0.363%
53 9.477 2607 2624 2641 rVV5 41465 115415 8.34% 0.857%
54 9.558 2642 2649 2669 rvB8 9713 24025 1.74% 0.178%
55 9.706 2681 2695 2704 rVB4 34949 68461 4.95% 0.508%
56 9.802 2717 2725 2736 rBV6 25106 49931 3.61% 0.371%
57 10.130 2819 2827 2842 rVB4 25957 42774 3.09% ©0.318%
58 10.220 2842 2855 2877 rBV 430506 753800 54.46% 5.598%
59 10.461 2922 2930 2939 rVB 10694 19643 1.42% 0.146%
60 10.870 3052 3057 3060 rBV2 4645 5463 ©.39% 0.041%
61 11.024 3101 3105 3112 rBVS8 4486 5734 0.41% 0.043%
62 11.252 3164 3176 3197 rBV 714698 1122134 81.08% 8.334%
63 11.548 3258 3268 3278 rBV 6341 15035 1.09% 0.112%
64 11.625 3280 3292 3314 rVB 691651 1127495 81.46% 8.374%
65 11.747 3323 3330 3339 rBvV2 13421 18810 1.36% 0.140%
66 11.931 3383 3387 3388 rBV3 1687 1037 0.07% 0.008%
67 12.021 3408 3415 3423 rBV 14642 21571 1.56% 0.160%
68 12.120 3439 3446 3450 rBV3 5158 6672 0.48% 0.050%
69 12.262 3479 3490 3494 rBV8 4098 8829 0.64% 0.066%
70 12.300 3495 3502 3516 rVB2 17379 29935 2.16% 0.222%
71 12.387 3516 3529 3535 rBV4 10204 19124 1.38% 0.142%
72 12.480 3549 3558 3567 rVBO 8377 15116 1.09% 0.112%
73 12.554 3570 3581 3591 rBV3 9288 16258 1.17% 0.121%
74 12.648 3603 3610 3615 rBV4 7086 9537 0.69% 0.071%
75 12.689 3616 3623 3635 rVV3 15900 30046 2.17% 0.223%
76 12.760 3639 3645 3653 rVB3 8679 12130 0.88% 0.090%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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 12.834 3663 3668 3672 rBv4 1739 2029 0.15% 0.015%
78 12.886 3672 3684 3693 rVWW2 42614 69221 5.00% 0.514%
79 13.008 3716 3722 3728 rBV4 3679 4522 0.33% 0.034%
80 13.053 3728 3736 3738 rBV9 1629 2344 0.17% 0.017%
81 13.162 3766 3770 3773 rBV5S 2239 2120 0.15% 0.016%
82 13.275 3795 3805 3812 rBV3 22772 36628 2.65% 0.272%
83 13.490 3863 3872 3884 rBV4 9532 20417 1.48% 0.152%
84 13.548 3884 3890 3902 rVB7 8172 13978 1.01% 0.104%
85 13.615 3903 3911 3918 rBV5 6877 10591 0.77% 0.979%
86 13.676 3928 3930 3934 rvwv4 955 764 0.06% 0.006%
87 13.712 3934 3941 3952 rVW4 6814 13195 ©0.95% 0.098%
88 13.914 3997 4004 4005 rBV6 3262 3119 0.23% 0.023%
89 14.091 4051 4059 4074 rBVS5 7786 16834 1.22% 0.125%
90 14.236 4096 4104 4115 rBV3 6563 10102 ©.73% 0.075%
91 14.300 4116 4124 4136 rVB1eO 4946 10268 0.74% 0.076%
92 14.361 4138 4143 4154 rVBO 2919 4226 0.31% 0.031%
93 14.435 4157 4166 4179 rBV5S 13939 27138 1.96% 0.202%
94 14.500 4183 4186 4188 rBV4 702 509 0.04% 0.004%
95 14.577 4203 4210 4216 rBVS8 1636 2156 ©0.16% 0.016%
96 14.625 4217 4225 4229 rBV9 2265 3653 0.26% 0.027%
97 14.683 4240 4243 4244 rBV3 1425 854 0.06% 0.006%
98 14.869 4299 4301 4304 rBV3 822 623 0.05% 0.005%
99 15.464 4483 4486 4490 rBV3 734 504 0.04% 0.004%
100 15.779 4582 4584 4589 rBV3 887 750 0.05% 0.006%
Sum of corrected areas: 13464824
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: VV021973.D\data.ms
700000

600000
5.050

500000
5.619
400000

2.108 6.072

300000

1.307 4.352
200000 1.564

3.876

100000 6.465

2. 282.%%822752 9BU3L  3.378.536674 4.162 5912/ |6.259

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TT 1T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L L L B L L I LN IR L L B R

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 240 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: VV021973.D\data.ms

700000 7.317 11.p52  11.625
8.854

600000

500000
10.220

400000
8.091

300000

200000 6.989

7.6 8.355
100000 448
.632 7 7 7789 779 ,
800

Time--> 7.00 8 50 9 OO 9 50 10 OO 10.50 11.00 11.50 12.00

Abundance TIC: VV021973.D\data.ms
700000

600000
500000
400000
300000
200000
100000

12886 .
o 12280 an0n 67 T 2 290123 914 0012 Attt 15.464 15779
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\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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 7
R.T. EstConc Area Relative to ISTD R.T.
4.767 3.93 ug/L 69155 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
5 Heptane 100 C7H16 000142-82-5 47
Abundance Scan 1159 (4.767 min): VV021973.D\data.ms (-1144) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.1
H | | 50 1001 4.40 4.60 4.80 5.00
0l e e e e ey m/z 42.95  75.58%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0 ]\
5000 ‘f\j‘\uu‘\m‘\‘uv\/\\’/\]\m‘\
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 68.44%
Ll Ll 50 a0
0 \H‘HH‘\\H’HH‘HHiHH’\‘\ \‘HH‘HH\’HH‘HHiHH’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0 /\ M
P
4.40 4.60 4.80 5.00
5000 29.0 m/z 41.00 59.00%
71.0
0 2.0 15\.0 H\ \‘\ “‘ 85\0 109'0
R R s e L RN SR
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 44.52%
5000
29.0 71.0
85.0
m/z--> 0 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 : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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 4.52 ug/L 79373  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 91
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
4 3-Methyl-2-hexene 98 C7H14 017618-77-8 43
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 43
Abundance Scan 1216 (4.950 min): VV021973.D\data.ms (-1198) (-) m/z 56.00 100.00%
56.0
69.0 83.1
41.0
5000
PP ey

H T 4.60 4.80 5.00 5.20
0t m/z 55.00  78.69%

mlz--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #3806: Cyclopentane, 1,1-dimethyl-

56.0
41.0 69.0 /\ /\
5000 \“\'j\\u‘uu‘uu‘uu,\
83.0 4.60 4.80 5.00 5.20
27.0 m/z 69.00 77.82%
M M‘ M‘ H‘ | 98\0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0 W
210 69.0 R RS
' ' 83.0 4.60 4.80 5.00 5.20
5000 ' m/z 83.10 71.53%
27.0
‘ | ‘ 98.0
ol 20 140 M WAl
miz--> 0 10 20 30 40 50 60 70 80 90 100 /\/\/\
Abundance #3798: Cycbpropane 1,1-diethyl- e REammaLE R
41.0 69.0 4.60 4.80 5.00 5.20
55.0 m/z 41.80 51.66%
5000
27.0 98.0
T O
0 m_‘H‘mWHHWH‘JHMH_m‘ww_‘m_ww
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 : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: Cyclic5.178 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.178 3.62 ug/L 63553 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 72
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
5 Aziridine, 2-ethyl- 71 C4HSN 002549-67-9 64

Abundance Scan 1287 (5.178 min): VV021973.D\data.ms (-1277) (-) m/z 70.00 100.00%

70.0
41.0 560
5000
83.0

H ‘ ‘ 98.1 4.80 5.00 5.20 5.40
et el L w2 se.e5 59.54%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0

5000 w“‘w“u“u“u“‘
4.80 5.00 5.20 5.40

27.0 83.0 m/z 41.00 52.82%

50 ‘ ‘ 98.0
\\’\\\\‘\\}}“\\\\l\‘\\\i‘\”\‘\‘\\‘\u ‘\\\‘\“‘\\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0

o

o

480500520540
27.0 83.0
s | [ o
0“,HM‘_‘1M“JlJH‘HM‘ prer e e e
miz--> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #3807: Cyclopentane, 1,3-dimethyl- w“‘W“H“H“‘H‘(¥
56.0 70.0 4.80 5.00 5.20 5.40
41.0 m/z 43.00 47.39%
5000
270 83.0
T s
0",‘m‘uu‘mwuwu‘l “m‘;‘m“mwm!“m P A P A
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: Cyclic6.465 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.465 7.56 ug/L 132896 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 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 83
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 83
Abundance Scan 1687 (6.465 min): VV021973.D\data.ms (-1673) (-) m/z 70.10 100.00%

70.1
55.0
5000 /\
41.0 j\

e e
‘M ‘ ‘ 84.0 97.0 112.1 6.20 6.40 6.60 6.80
| |

et et L m/z 55.00  66.85%

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 LEE e L AN
6.20 6.40 6.60 6.80
41.0

m/z 41.00 25.13%

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

6.20 6.40 6.60 6.80

o

o

5000 ITI/Z 69.10 23.90%
41.0
210 ‘ 112.0
97.0 :
o0l Wl el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Hexane, 2-methyl-4-methylene- RREEE R ‘/‘\‘ R
55.0 7Q.0 6.20 6.40 6.60 6.80
m/z 42.00 16.91%
41.
5000
27.0
83.0 1120
‘ | h il | 97\'0 J
o“w‘u‘w“w‘u‘_‘u‘u“_‘u e e
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 : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: Cyclic6.632 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.632 4.94 ug/L 86742  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 95

2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94

3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91

4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 74

5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 49

Abundance Scan 1739 (6.632 min): VV021973.D\data.ms (-1726) (-) m/z 70.10 100.00%

56.0 /0.1
5000 41.0
84.0
R ARAEENERREOLE SN
| ‘ ‘ 97.1 112 0 6.40 6.60 6.80 7.00
0 H‘_‘H‘H‘W‘HWJH‘MH“Hﬂl‘mqﬂu‘_‘u‘u‘wu‘w‘ m/z 56.00  86.73%
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
5000 L L I L LI L L B
270 6.40 6.60 6.80 7.00
‘ 84.0 112.0 m/z 54.95 81.25%
0

il e

\H‘HH‘\H\’\\H‘\‘\H‘\HW‘H\Hl‘\H\‘\‘H\‘\\1‘\‘\\\\‘\\\\‘\

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.,
56.0 70.0

6.40 6.60 6.80 7.00

5000 41.0 ITI/Z 69.10 43.46%
27.0 ‘ ‘ 84"0 970 112.0
0 *H\HH\*HHWHM‘WM” ARRN ‘*Hw”wm‘w”wmw
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 6.40 6.60 6.80 7.00

m/z 41.00 43.13%

5000
41.0
84.0 112.0
27.0 ‘ ‘ 97.0 ‘
0 “ ‘ | N n ‘ ‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

SFAMVLMO82721WMA.M Mon Aug 30 19:13:19 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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 7 (DEL) Alkane: Cyclic7.448 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.448 3.64 ug/L 77092  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
5 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 64

Abundance Scan 1993 (7.448 min): VV021973.D\data.ms (-1984) (-) m/z 97.00 100.00%
97.0

55.0
5000 69.0
41.0
‘ | 83‘.0 112.1 7.20 7.40 7.60 7.80
0Frrrrrrrerer et el m/z 55.00  64.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
T A,/\j\
5000 41.0 69.0 e e
7.20 7.40 7.60 7.80
27.0 m/z 69.05 40.14%
112.0
O\\\‘]-ﬂ.r\o\‘\\\‘1"\\\\‘}1‘\\\‘WM\‘1‘\\\M\l\\\\‘8\4}"\(\)‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
7.20 7.40 7.60 7.80
5000 41.0 69.0 m/Z 56.00 33.21%
27.0
Ol
. 111 PV | SO A el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0 7.20 7.40 7.60 7.80
55.0 m/z 41.60  29.81%
5000 69.0
41.0
i O 0 =
Ot et e et e S T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMVLMO82721WMA.M Mon Aug 30 19:13:20 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: Cyclic7.789 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.789 3.58 ug/L 75890  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 90

Abundance Scan 2099 (7.789 min): VV021973.D\data.ms (-2084) (-) m/z 97.05 100.00%

97.0
55.0
5000 1121
41.0 69.0

| ‘ ‘ 83.1 7.40 7.60 7.80 8.00 8.20
m_m_m,uHi!‘m‘u‘mwu“}uHum‘lwml‘wmw m/z 55.00  77.65%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0

o

5000 41.0 ‘uu‘uu‘uu‘uu,u
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.10 38.39%
T
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘WH \‘\ ‘ T \M\ “\ TTT ‘ \H TT ‘ TT ‘\ 1 ‘ TTTT ‘ \‘\ TT ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3- dwneﬂwL cis-

55.0 97.0 \ /\ /\/

7.40 7.60 7.80 8.00 8.20

m/z 41.00  28.36%
5000 41.0
112.0
27.0 69.0
83.0

0"&%QWHJLH‘WM‘WMLWHMMHH‘NH‘HN‘HHMMH_

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- Rmaa e
55.0 97.0 7.40 7.60 7.80 8.00 8.20

m/z 56.10  23.22%

5000

41.0 112.0
69.0
1

‘ 83.0
P | N WO ol N A _WW_MW,H
miz--> 10 20 30 40 50 60 70 80 90 100 110120  7.40 7.60 7.80 8.00 8.20

27.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: Cyclic8.355 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.355 8.83 ug/L 187123  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 C9H18 003073-66-3 92
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 72
5 Isocytosine 111 C4H5N30 000108-53-2 64
Abundance Scan 2275 (8.355 min): VV021973.D\data.ms (-2264) (-) m/z 111.10 100.00%
1111
69.0
5000 55.0
i it
97.0 126.1 : : ’ ’

oH_HwHH_H“u‘mm!hmslHm_:‘wHuwwgl”wmm m/z 69.05  65.44%

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

Abundance #13264: Cyclohexane, 1,1,3-trimethyl-

69.0 111.0
5000 550 L L L L R LA R B I
41.0 83.0 8.00 8.20 8.40 8.60
’ m/z 55.00 38.15%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69'0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
8.00 8.20 8.40 8.60
5000 41.0 950 m/z 40.95 25.75%
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- A e e R
69.0 111.0 8.00 8.20 8.40 8.60
m/z 83.00 22.31%
55.0
5000 410
83.0
w
ob o Ml L] ero | 1280 4 UL )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

SFAMVLMO82721WMA.M Mon Aug 30 19:13:21 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV@21973.D

Acqg On : 27 Aug 2021 14:03

Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.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 10 (DEL) Alkane: Cyclic8.596 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.596 3.08 ug/L 65328 Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 83
1,2,4-t

5 Cyclohexane, rimethyl-, (... 126 C9H18 007667-60-9 80

Abundance Scan 2350 (8.596 min): VVOZlQ?SEﬂdmalns(2336)() m/z 111.10 100.00%

69.0 111.
55.0
5000
41.0 126.1
A e
‘ ‘ 82.9 97.1 8.20 8.40 8.60 8.80 9.00
oberrrrrrele bl 2L s es.ee 9a.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 410 [TT T T[T i ot
126.0 8.20 8.40 8.60 8.80 9.00
’ m/z 54.95 56.83%
27.0 ‘ ‘ ‘ 84.0
O\\\’\\\\‘\\\‘\“\\\\‘“\\\“\‘\\‘\‘\\\‘\’\\\‘\“wu\\‘\\\‘\‘\\\\‘1\\\’\\\\’\\\
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
410 55.0 R A ARREARaES ST
: 8.20 8.40 8.60 8.80 9.00
5000 m/z 126.10  27.87%
27.0 126.0
83.0
ob 230 Lol T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A {\ /\/
Abundance #13256: Cyclohexane, 1,2,4-trimethyl- |
55.0 69.0 8.20 8.40 8.60 8.80 9.00
111.0
41.0 m/z 41.00 26.61%
5000
27.0 126.0
84.0
0 ,,,, AV AN A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00

SFAMVLMO82721WMA.M Mon Aug 30 19:13:22 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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: Cyclic9.477 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.477 5.45 ug/L 115415 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 87
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 68
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 68
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
Abundance Scan 2624 (9.477 min): VV021973.D\data.ms (-2607) (-) m/z 97.10 100.00%
97.1
55.0
5000
41.0 690 \ \ v I
126.1 R AR RNER SR aRRRE
“H | ‘ ‘ FO ‘H 111.0 9.20 9.40 9.60 9.80 )
0“_H‘_H‘_H‘_H‘phhwul‘Hw1u“u‘wuuwu‘wm‘wu m/z 55.00 67.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000 L L B L BN LR
9.20 9.40 9.60 9.80
41.0
69.0 m/z 40.95  25.82%
G O L O e
O \\‘HH‘H\‘\‘\H\‘“\H’\‘H\‘\HH’\H\“\HH‘H\1‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13283: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
et AN RERRER S
9.20 9.40 9.60 9.80
m/z 69.00  23.35%
5000 41.0
69.0 126.0
27.0 ‘ ‘ '
ISR | .M O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 N
Abundance #13274: us]_EﬁwlSrneﬂwlcydohexane e A
.0 9.20 9.40 9.60 9.80
55.0
m/z 126.10  15.83%
5000
41.0 69.0 126.0
27,0 ‘ ‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80

SFAMVLMO82721WMA.M Mon Aug 30 19:13:22 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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 Cyclooctene, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.706 3.23 ug/L 68461 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 87
2 Spiropentane, butyl- 124 C9H16 006191-90-8 59
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 53
4 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 53
5 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 52

Abundance Scan 2695 (9.706 min): VV021973.D\data.ms (-2681) (-) m/z 66.95 100.00%
671.0 81.0

5000 061
41.0 J\A R
H Ll 1241 9.50 10.00
Obrrereprrerrreetts el ol Wl T myz 8e.95  95.50%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12161: Cyclooctene, 3-methyl-
67.0 81.0

5000 9.0 950 10,00
m/z 82.05 68.76%

‘ ‘ 124.0
\\‘HH‘HH“HH}!‘\H‘\‘\!‘\‘Hw\lH\‘\MH\\“\‘\\‘\‘H:L\]\-l‘o\\()\\‘\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12145: Spiropentane, butyl-
67.0
41.0

27.0

o

81.0
950 1000
5000 920 m/z 96.10  39.13%
e
N0 i =Y 18
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 AWAA
Abundance #12214: Pentalene, octahydro-2-methyl- ﬂ\‘ P yend b N
81.0 9.50 10.00
67.0 m/z 41.00 23.22%
5000 0 96.0
‘ 124.0
0“\””\””\”“}1“”””“w“ww‘““www“w‘%]ﬂegw‘!ww SN T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00

SFAMVLM@82721WMA.M Mon Aug 30 19:13:23 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82721\
Data File : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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 1-Phenyl-1-butene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.886 3.08 ug/L 69221 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1OH12 002039-89-6 80
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 78
Abundance Scan 3684 (12.886 min): VV021973.D\data.ms (-3672) (-~ m/z 117.05 100.00%
117.1
5000
132.1
91.0 - S ”k
39.0 65.0 ‘ ‘ 12.50 13.00
0 HwWwmM‘Huuuwu‘\‘eu_;u‘mw_Mmm”!‘M‘Nuw m/z 119.00  73.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
11y7.0
5000 132.0 V\A‘A‘j‘\ A J‘\A
12.50 13.00
910 m/z 132.05  35.07%
1.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 /J\
AN Lo gl
12.50 13.00
5000 132.0 m/z 115.00  32.83%
91.0
IS/ T TR NP Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/j\
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- “f} ‘ ‘A‘ ‘ PM‘Wﬂ
117.0 12.50 13.00
132.0 m/z 134.00 31.96%
5000
91.0
51.0
27.0 | ‘ /\
0 "‘H"‘H"‘H"‘H"}U‘m‘:‘H""H"‘H"‘H"MH‘mlw!““uw N Y A
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 : VV021973.D

Acqg On : 27 Aug 2021 14:03
Operator : SY/MD

Sample : M3549-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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 3.9 ug/L 69155 1 5.619 878757 50.0
(DEL) Alkane: C.. 4.950 4.5 ug/L 79373 1 5.619 878757 50.0
(DEL) Alkane: C.. 5.178 3.6 ug/L 63553 1 5.619 878757 50.0
(DEL) Alkane: C.. 6.465 7.6 ug/L 132896 1 5.619 878757 50.0
(DEL) Alkane: C.. 6.632 4.9 ug/L 86742 1 5.619 878757 50.0
(DEL) Alkane: C.. 7.448 3.6 ug/L 77092 2 8.854 1059320 50.0
(DEL) Alkane: C.. 7.789 3.6 ug/L 75890 2 8.854 1059320 50.0
(DEL) Alkane: C.. 8.355 8.8 ug/L 187123 2 8.854 1059320 50.0
(DEL) Alkane: C.. 8.596 3.1 ug/L 65328 2 8.854 1059320 50.0
(DEL) Alkane: C.. 9.477 5.5 wug/L 115415 2 8.854 1059320 50.0
Cyclooctene, 3-... 9.706 3.2 ug/L 68461 2 8.854 1059320 50.0
1-Phenyl-1-butene 12.886 3.1 ug/L 69221 3 11.252 1122130 50.0
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