LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45139.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 96 rVB 166320 195873 8.19% 0.290%
2 1.900 167 174 190 rVB 93521 124666 5.21% 0.184%
3 2.565 368 381 405 rBV 285103 480459 20.08% 0.711%
4 3,083 517 542 554 rBV 57350 129669 5.42% 0.192%
5 3.700 718 734 756 rVB 143487 314768 13.15% 0.466%
6 4.533 977 993 1010 rwV 91636 221923 9.27% 0.328%
7 4.633 1010 1024 1072 rVB 145133 393259 16.43% 0.582%
8 5.067 1143 1159 1178 rBV 236885 526693 22.01% 0.779%
9 5.382 1239 1257 1272 rBV4 149283 421049 17.60% 0.623%
106 5.465 1273 1283 1301 rVB3 38839 98433 4.11% 0.146%
11  5.594 1305 1323 1335 rBV 152131 332869 13.91% 0.493%
12 5.729 1346 1365 1388 rVB2 514794 1354820 56.62% 2.005%
13 5.851 1390 1403 1415 rVWV 97927 205015 8.57% 0.303%
14  5.925 1415 1426 1435 rVWV 78791 165460 6.91% 0.245%
15 5.993 1435 1447 1462 rVB2 150327 323609 13.52% 0.479%
16 6.137 1476 1492 1514 rBV 531103 1000589 41.81% 1.481%
17 6.253 1514 1528 1550 rBV 363692 743582 31.07% 1.100%
18 6.694 1651 1665 1674 rBV 322115 635234 26.55% 0.940%
19 6.764 1675 1687 1710 rVB 529665 1226058 51.24% 1.814%
20 6.983 1742 1755 1768 rBV 97526 178349 7.45% 0.264%
21 7.076 1768 1784 1799 rVB 118625 236732 9.89% 0.350%
22 7.237 1823 1834 1854 rVB 144059 298635 12.48% 0.442%
23 7.401 1872 1885 1890 rBV 61943 119214 4.98% 0.176%
24 7.501 1904 1916 1925 rBV 505670 874235 36.53%  1.294%
25 7.661 1957 1966 1975 rBV 222646 354753 14.83% 0.525%
26 7.761 1986 1997 2012 rVB6 83747 181687 7.59% 0.269%
27 7.858 2013 2027 2033 rBvV2 380238 712131 29.76% 1.054%
28 7.899 2033 2040 2053 rVB 740441 1306491 54.60% 1.933%
29 8.025 2070 2079 2087 rBVS5 99741 211826 8.85% 0.313%
30 8.134 2096 2113 2122 rBV 969181 1602309 66.96% 2.371%
31 8.182 2122 2128 2136 rVB 113395 164774 6.89%  0.244%
32 8.243 2136 2147 2162 rVB3 294315 632087 26.41% 0.935%
33 8.372 2175 2187 2194 rBV2 120883 222661 9.30% 0.329%
34 8.414 2194 2200 2213 rVB3 73938 133412 5.58% 0.197%
35 8.539 2230 2239 2250 rVB2 79480 135814 5.68% 0.201%

36 8.639 2250 2270 2283 rBV2 882994 1632577 68.22% 2.416%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis
37 8.761 2298 2308 2314 rBV 119234 212875 8.90%  0.315%
38 8.806 2315 2322 2332 rVB4 166381 270288 11.30% 0.400%
39 8.867 2332 2341 2351 rBV 366548 577514 24.13% 0.855%
40  8.928 2351 2360 2370 rBV 439872 717970 30.00% 1.062%
41  9.073 2391 2405 2413 rBV6 217975 470907 19.68% 0.697%
42 9.121 2413 2420 2427 rVWV 183441 265382 11.09% 0.393%
43 9.169 2427 2435 2441 rVV3 275251 470931 19.68% 0.697%
44  9.218 2442 2450 2460 rVV2 703804 1124905 47.01% 1.665%
45  9.337 2476 2487 2502 rVB 884258 1438038 60.10% 2.128%
46  9.420 2502 2513 2523 rBV 508335 827485 34.58% 1.224%
47  9.571 2550 2560 2573 rBV2 306729 548446 22.92% 0.812%
48 9.697 2575 2599 2609 rVv2 781887 2264599 94.64%  3.351%
49 9.748 2611 2615 2644 rVB4 607982 1284386 53.67% 1.901%
50 9.880 2644 2656 2671 rBV5 137727 343736 14.36%  0.509%
51 9.957 2671 2680 2689 rBv4 74107 126052 5.27% 0.187%
52 10.031 2690 2703 2715 rBv6é 375680 962368 40.22% 1.424%
53 10.124 2724 2732 2742 rBV7 134913 261107 10.91% 0.386%
54 10.253 2756 2772 2786 rBV3 1112119 2368133 98.96% 3.504%
55 10.359 2797 2805 2811 rBV3 593750 984936 41.16% 1.457%
56 10.394 2812 2816 2829 rVB 670513 1012984 42.33% 1.499%
57 10.481 2832 2843 2852 rBV3 185426 398535 16.65% 0.590%
58 10.562 2853 2868 2876 rBV4 356343 767961 32.09% 1.136%
59 10.626 2876 2888 2893 rBV 765233 1259670 52.64% 1.864%
60 10.700 2905 2911 2917 rBV3 90420 122149 5.10% 0.181%
61 10.761 2921 2930 2939 rVV2 1028825 1695311 70.85% 2.509%
62 10.812 2939 2946 2961 rVB6 403462 725281 30.31% 1.073%
63 10.909 2970 2976 2982 rBV 112584 150518 6.29% 0.223%
64 10.951 2983 2989 2995 rBV5 109920 159039 6.65% 0.235%
65 11.002 2997 3005 3017 rBV 409562 966405 40.39% 1.430%
66 11.066 3018 3025 3031 rBV2 455278 762517 31.87% 1.128%
67 11.192 3058 3064 3072 rBV8 67160 114162 4.77% 0.169%
68 11.246 3075 3081 3087 rVV5 109429 171910 7.18% 0.254%
69 11.295 3087 3096 3113 rVB4 394038 987659 41.27% 1.461%
70 11.375 3114 3121 3127 rVV5 191732 299408 12.51% 0.443%
71 11.420 3127 3135 3142 rVW 997624 1450514 60.62% @ 2.146%
72 11.468 3142 3150 3174 rVB 790070 1719664 71.86% 2.545%
73 11.574 3177 3183 3189 rBV 112475 178973 7.48% 0.265%
74 11.645 3198 3205 3216 rVB3 469296 802808 33.55% 1.188%
75 11.716 3218 3227 3233 rBV 724359 1167329 48.78% 1.727%

76 11.819 3250 3259 3271 rVB3 590727 1409814 58.92%  2.086%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis
77 11.906 3271 3286 3299 rVB3 736125 2096592 87.62% 3.102%
78 12.002 3309 3316 3335 rVB3 495545 930925 38.90% 1.378%
79 12.099 3336 3346 3350 rBV3 302633 504670 21.09% 0.747%
80 12.195 3365 3376 3390 rVB6 1245871 2392935 100.00%  3.541%
81 12.327 3413 3417 3428 rVB2 411420 586010 24.49% 0.867%
82 12.385 3429 3435 3450 rVB5 422742 872589 36.47% 1.291%
83 12.472 3455 3462 3464 rBV 174667 210672 8.80% 0.312%
84 12.671 3515 3524 3533 rBV3 477526 983007 41.08%  1.455%
85 12.931 3595 3605 3623 rBV6 661005 1840405 76.91% 2.723%
86 13.050 3624 3642 3652 rVB5 552707 1463131 61.14% 2.165%
87 13.134 3663 3668 3676 rVB3 279372 365949 15.29% 0.542%
88 13.452 3755 3767 3784 rVB5 871389 2252322 94.12%  3.333%
89 13.587 3802 3809 3816 rBV 438673 618957 25.87% 0.916%
90 13.732 3847 3854 3863 rBV7 117359 207197 8.66% 0.307%
91 13.787 3865 3871 3879 rVV 120449 177179 7.40%  0.262%
92 13.947 3915 3921 3933 rBV3 141299 323586 13.52% 0.479%
93 14.089 3960 3965 3971 rVB2 171651 193491 8.09% 0.286%
94 14.188 3987 3996 4010 rVB5 187507 392518 16.40% 0.581%
95 14.452 4071 4078 4085 rBV 188052 253979 10.61% 0.376%
96 14.671 4135 4146 4158 rVB5 159453 347594 14.53% 0.514%
97 14.880 4207 4211 4220 rVB3 96313 131205 5.48% 0.194%
98 15.024 4247 4256 4262 rBV6 75953 152271 6.36% 0.225%
99 15.221 4305 4317 4328 rBV2 204235 392797 16.41% 0.581%
100 15.410 4369 4376 4387 rVB3 95673 155045 6.48% 0.229%

Sum of corrected areas: 67579410
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU045139.D\data.ms

1200000
1000000
800000

600000 5729  6.137 6.7

400000 6.253

2.565
5.067
200000y  1.601 3.700 4.633 5.3825.594 | 5993

1.900 3.083 4.53]3\\ 46

R LA L N U L L L L L L L I L L L L B L L L B LA

Time--> 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 6.60
Abundance TIC: VU045139.D\data.ms

o

2.4

1200000 10.253 10.761 11.420

8.134
1000000 6639 9.337 : 11.46811.7161.906
: 9.697

800000 7.899 9.218 1003384
9,748
600000 7.501 8.928 9.420

8.867 :

400000 7.838 9.57 10-031
, 9. 19 4
7.661 8. Il 9@1 0.124 | [TI1']

200000 237 81180 8. 7 0. 80 ‘

6.98876 W/ r.7en (B0 ﬂ%”ss
7.40 ‘ ‘

4
Time--> 7.00 7.50 8.00 8 50 9 00 9.50 10 00 10.50 11.00 11.50 12.00
Abundance TIC: VU045139.D\data.ms

1200000
13.452

1000000
12.931

800000
2. 327 3.050 13.587

12.671

600000 1 -385
8.134

' b 4 ,,, 14.089
400000 Y 13 94 4 18814. 452

.: ‘ 1 4.671 15.221
200000 14889004 || 15.410
‘ N ‘ A

0 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_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 57
R.T. EstConc Area Relative to ISTD R.T.
3.083 8.72 ug/L 129669 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
Abundance Scan 542 (3.083 min): VU045139.D\data.ms (-517) (-) m/z 43.00 100.00%

43.0
5000 71.0 J\
“W‘H‘_“W‘H‘W“
57‘0 86.0 2.80 3.00 3.20 3.40

0Lttt b m/z 42.00  53.84%

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

Abundance #2048: Pentane, 2-methyl-

43.0
5000 710 L B R B L A B

2.80 3.00 3.20 3.40
m/z 71.00 45.28%

27.0 57.0
86.0
O\\\‘\\\\‘]\-\5\0\‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\L\\\\‘\\l\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
 EAEEraE R R
2.80 3.00 3.20 3.40
m/z 41.00 44.82%
5000 71.0 /
27.0 510 86.0
by 180 L 22
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl- e
43.0 2.80 3.00 3.20 3.40
m/z 39.00 20.70%
5000
27.0 71.0
15.0 ‘ 57.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
3.700  21.17 ug/L 314768 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 78
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
3 n-Hexane 86 C6H14 000110-54-3 64
4 n-Hexane 86 C6H14 000110-54-3 64
5 n-Hexane 86 C6H14 000110-54-3 58

Abundance Scan 734 (3.700 min): VU045139.D\data.ms (-718) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.0 e
71.0 3.40 3.60 3.80 4.00
Ol ettt gl e e m/z 41,00 73.40%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 LN L B B L
3.40 3.60 3.80 4.00
86.0 m/z 43.00 60.00%
15.0 71.0
O\\\‘\\\\‘\i‘\\‘\\1\‘\\\i}\}\\‘\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
R ARmE A
41.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 51.70%
29.0 86.0
71.0
0 15'0,
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane A
57.0 3.40 3.60 3.80 4.00
430 m/z 42.00 31.71%
29.0
5000
86.0
N
0 : | I \

m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 3 (DEL) Alkane: Cyclic4.533 Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
4.533 14.92 ug/L 221923 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 993 (4.533 min): VU045139.D\data.ms (-977) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 /\A
R RARREEaREE
“ ‘ 84.0 4.20 4.40 4.60 4.80
L 1 wm‘uw_“w‘ m/z 40.95 50.31%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 IR R R RN
4.20 4.40 4.60 4.80
m/z 69.00  44.94%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R ARARmamaEEE
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 27.34%
69.0
270
84.0
10 15\0 ‘ ‘H\ il ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- A A Raaaann
56.0 4.20 4.40 4.60 4.80
27.0 m/z 39.00 24.01%
5000
42.0
‘ ‘ ‘ 84.0
) S | | S S A A A RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
5.465 6.62 ug/L 98433  1,4-Difluorobenzene 6.253

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 86
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 53

Abundance Scan 1283 (5.465 min): VU045139.D\data.ms (-1273) (-) m/z 56.00 100.00%

56.0
43.0
5000 71.0 ]\A
520 5.40 5.60 5.80
85.0 : : . :
100.0
0 H‘_‘H‘HH,W_Hu‘\!m,uh"_mlmu,m‘w‘u‘iw, m/z 43.00  79.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 568.0
5000 \u‘uu‘uu‘uu%\ﬂﬁ
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.00 71.21%
Ll 100
0 \H‘HH‘\\H’HH‘HHiHH’\‘\ \‘HH‘HH\’HH‘HHiHH’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
R EARAREREE S ENEE TR
5.20 5.40 5.60 5.80
5000 ITI z 40.95 54.65%
L O O
Ot e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- R RREmA A Lo
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.00 43.34%
71.0
15.0 H 85.0
0 ‘H"HH"“H,ml_m;m,m‘:_Hu}m,uhwl‘g?ﬁpu, “/\‘,h
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
5.594  22.38 ug/L 332869 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53

Abundance Scan 1323 (5.594 min): VU045139.D\data.ms (-1305) (-) m/z 43.00 100.00%

43.0
71.0
5000
“H‘_‘H‘H“_‘H,H
M ‘ 850 100.0 5.20 5.40 5.60 5.80 6.00
ot e e e e e m/z 71.00 68.37%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 ‘uu‘uu‘uu‘uu,u
20.0 5.20 5.40 5.60 5.80 6.00
m/z 70.00 62.03%
15.0 M | 850 100.0
O \\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
e
710 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.00 58.43%
29.0
85.0
obrrrprrne 80 ol 220 900
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- ‘mwuwuwuu,u
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 57.72%
ol 10 15.0 “ L 85.0 100.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Cyclic5.851 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
5.851 13.79 ug/L 205015 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 94
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 93
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 70
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64

Abundance Scan 1403 (5.851 min): VU045139.D\data.ms (-1390) (-) m/z 70.00 100.00%

70.0 ' '
56.0
5000 41.0
83.0
H ‘ ‘ 98.0 5.60 5.80 6.00 6.20
Ot bl il L msz s5.95  68.86%
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
5.60 5.80 6.00 6.20
21.0 83.0 050 m/z 54.95 60.66%
50 | Wl
O\\’\\\\‘\\}}‘\\\\‘\\\\i‘\\ \‘H‘\H‘\H‘\“‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0 M
41.0 O RARAEERLESEEE T
5.60 5.80 6.00 6.20
5000 m/z 40.95 49.91%
270 83.0
T T T A
0",‘m‘uwmwuwu‘l “m‘;‘m“mwm!_m
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
m/z 38.90 28.86%
41.0
5000
83.0
27.0 ‘ ‘ 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Cyclic5.925 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
5.925 11.13 ug/L 165460 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 95
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90

Abundance Scan 1426 (5.925 min): VU045139.D\data.ms (-1415) (-) m/z 70.00 100.00%

56.0 7Q.0 ' '
41.0
5000
83.0
‘ 98.0 5.60 5.80 6.00 6.20
R ——— | N ‘wm bbb m/z se.e8  89.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7Q.0
41.0
5000
270 5.60 5.80 6.00 6.20
83.0 930 m/z 54.95 77.89%
O \\\‘\\\\‘\\‘\\‘\\\H‘\\\\l\‘\\\iu” ‘\‘\\‘\w ‘\\\‘\“\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 R N
5.60 5.80 6.00 6.20
5000 m/z 40.95 61.45%
27.0 83.0
98.0
140 || |
0 H“H‘W‘H“H:u‘u‘lﬁ‘qw‘ SR EE M R
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
410 56.0 70.0 5.60 5.80 6.00 6.20
' m/z 69.00 37.03%
5000
27.0
83.0
| T M M\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Cyclic5.993 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
5.993 21.76 ug/L 323609 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86
Abundance Scan 1447 (5.993 min): VU045139.D\data.ms (-1435) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
83.0 98.0
‘ ‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
Ol et sl m/z 55.00 76.29%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000 BEREEEEEEE RS N
21.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 70.00 76.06%
| ‘ mo
O\\\‘\\11‘\\\}}\‘\\\“\‘1‘\‘\\\w“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 40.95 60.11%
27.0 83.0 98.0
0‘H_HHWH‘;“mml ‘W‘mhuwm‘m!_m

miz--> 20 30 40 50 60 70 80 90 100

Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-

56.0 5.60 5.80 6.00 6.20 6.40

70.0 m/z 69.00  38.29%
41.0
5000
98.0
27.0 83.0 ‘

om_HH“:H:MHM “Wu:pmh_‘m_m_m S A

m/z--> 20 30 0 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.137 67.28 ug/L 1000590 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 78
4 Heptane 100 C7H16 000142-82-5 62
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59

Abundance Scan 1492 (6.137 min): VU045139.D\data.ms (-1476) (-) m/z 43.00 100.00%

3

71.0
57.0
5000
100.1 e
H ‘ 850 ‘ 5.80 6.00 6.20 6.40 o
0 b P e e e e m/z 71.00 67.84%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 T T T T T T T T T T T

5.80 6.00 6.20 6.40
m/z 41.00 65.07%

100.0
Lol ] o
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0 M

5.80 6.00 6.20 6.40

29.0

5000 57.0 71.0 m/z 57.00 57.80%
29.0
100.0
o aso |l || | ss0
R B R o AAARE Ram
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane R e R RRRRA R
43.0 5.80 6.00 6.20 6.40

m/z 56.00  36.45%

5000 29.0 57.0 71.0
100.0
15.0 H ‘
L2080 | ]l 850
""‘H""‘w""‘H""‘H""‘_WWWWWW

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Cyclic6.983 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.983 11.99 ug/L 178349 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 91
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 91
3 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 35

Abundance Scan 1755 (6.983 min): VU045139.D\data.ms (-1742) (-) m/z 69.00 100.00%

69.0
41.0
5000 55.0
R RERaARER T na e
‘ 83.0 980 6.60 6.80 7.00 7.20 7.40
Ob et lll L L njz es.ee  74.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0
5000 \‘\\\\’\\\\’\\\\‘\\\\‘\\
27.0 6.60 6.80 7.00 7.20 7.40
08.0 m/z 40.95 64.62%
15.0 ‘ 83.0
O\\\‘\\‘\\‘\\}!‘\\\\}\‘\\\“\u\‘\‘\\\‘\“\\\\’\‘\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0 6.60 6.80 7.00 7.20 7.40
5000 55.0 m/Z 70.00 57.51%
27.0 98.0
83.0
IR -1 P S e R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3728: 1-Pentene, 3-ethyl-
41.0 6.60 6.80 7.00 7.20 7.40
69.0 m/z 54.95 51.38%
5000 270
' 55.0
150 | ‘ ‘ 83.0
Oy et el ol
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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: Cyclic7.076 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.076  15.92 ug/L 236732 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86

Abundance Scan 1784 (7.076 min): VU045139.D\data.ms (-1768) (-) m/z 70.00 100.00%

70.0
55.0
5000
41.0
‘M | 840 97.0 112.0 6.80 7.00 7.20 7.40
0 bbb ettt b m/z 54,95 68.46%
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
5000
41.0 6.80 7.00 7.20 7.40
27.0 m/z 40.95 26.93%
| “ | ‘ g30 970 1120
O\\\‘\\\0\’\\\\“\\\\‘\‘\\\‘\H\‘\‘\\\\‘\\\\‘\H\.\\‘\\\‘\’\\\\‘!\\\‘\
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 6.80 7.00 7.20 7.40
5000 m/z 68.95  23.32%
41.0
270 \M\ \ ‘\ 830 970 1120
(O R e R T B S ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7J\V\
Abundance #7661: Cyclopentane, 1,2,4-trimethyl- “‘_“W“H“‘HfTAY
70.0 6.80 7.00 7.20 7.40
m/z 41.95 17.53%
55.0
5000
27.0 F “ 84.0 97.0 11‘2.0
o""H","m_wwwww S A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 (DEL) Alkane: Cyclic7.237 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.237 20.08 ug/L 298635 1,4-Difluorobenzene 6.253

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 93
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 87
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 68
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52

Abundance Scan 1834 (7.237 min): VU045139.D\data.ms (-1823) (-) m/z 69.95 100.00%

550 70.0
5000 410
84.0
‘ ‘ ‘ 97.0 112.0 7.00 7.20 7.40 7.60
O bl il el L mjz ss.e@  85.80%
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
270 7.00 7.20 7.40 7.60
' 84.0 112.0 m/z 55.95 77 .56%
I
O \\\]‘-:\3\.‘(\)\‘\Hl’\\\\i\‘\\\“\‘} W‘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
R AR AN
7.00 7.20 7.40 7.60
5000 41.0 m/z 40.95 49.46%
84.0
27.0 ‘ ‘ ‘ 970 112.0
0“W‘HW‘HHV‘H‘N‘WM W‘HWL‘H‘HH‘HJW‘H‘_‘H‘
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 7.00 7.20 7.40 7.60
m/z 68.95 37.33%
5000
41.0
210 ‘ i T ,ﬁk«
: 97.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 Cyclopentene, 1,5-dimethyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
7.401 8.02 ug/L 119214  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 87
4 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 74

Abundance Scan 1885 (7.401 min): VU045139.D\data.ms (-1872) (-) m/z 81.00 100.00%
81.0

5000
96.0
38"9 52‘ 9 67‘-0 ‘ 2o 7.00 7.20 7.40 7.60 7.80
0 HW‘H‘Hmemw”‘” AN TR 1 O N =08 m/z 96.00  26.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
5000 ‘\\\/\J‘\/\\\\\‘\\\\’\\\\‘\\
7.00 7.20 7.40 7.60 7.80
39.0 53.0 96.0 m/z 79.00 25.92%
15.0 ‘ ] eTo
O \\\‘\\‘\\‘\\}H‘\\\}i\\\\iu\‘\\‘\\\\‘\\\‘\“1\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 38.90  15.42%
‘ 53.0 7.0 9.0
0‘“_‘H‘H‘w‘HiJH‘qwm‘_H““Hwﬂ‘u‘uh‘_‘u‘u“
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene
81.0 7.00 7.20 7.40 7.60 7.80
m/z 67.00 14.09%
5000
32.0 53.0 670 96.0 j\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.501 58.79 ug/L 874235 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 90
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 59

4 2-Piperidinone 99 C5HI9NO 000675-20-7 59
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58

Abundance Scan 1916 (7.501 min): VU045139.D\data.ms (-1904) (-) m/z 57.00 100.00%
3.0 57.0

5000
70.0 99.0
‘ ‘ ‘ 850 ‘ 114.1 7.20 7.40 7.60 7.80
om_mwwH":H‘H11_‘HWH_m‘m!_www m/z 43.00 90.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570
5000 T T T T T T T T
7.20 7.40 7.60 7.80
290 70.0 99.0 m/z 41.00 47.29%
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
7.20 7.40 7.60 7.80
5000 m/z 41.95 39.56%
29.0 70.0
99.0
om0 | 180
0HWm‘mwm‘wH‘HHWHWH_m_m‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8641: Hexane, 2,5-dimethyl-
57.0 7.20 7.40 7.60 7.80
43.0 m/z 70.00 23.39%
5000 99.0
71.0
112.0
ol.150 300 || || | 850 T
T e e e e e
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_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.661  23.85 ug/L 354753 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 87
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Nonane, 5-methyl- 142 C1eH22 015869-85-9 72
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72

Abundance Scan 1966 (7.661 min): VU045139.D\data.ms (-1957) (-) m/z 43.00 100.00%

430 570
85.0
5000
‘ 70.0 080 114.0 7.40 7.60 7.80 8.00
Ol ettty 980 T m/z 57.00 85.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000
29.0 7.40 7.60 7.80 8.00
m/z 85.00 77.59%
114.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0 7.40 7.60 7.80 8.00
5000 m/z 41.00 58.63%
29.0
R A R e e e A AARARARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8644: Hexane, 2,4-dimethyl-
43.0 7.40 7.60 7.80 8.00
57.0 m/z 84.00 49.08%
5000
85.0
29.0
‘ ‘ 71.0
bl sso ma0 L )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 Cyclohexene, 1-methyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
7.761  12.22 ug/L 181687 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 91
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 64
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
5 2-Heptyne 96 C7H12 001119-65-9 60

Abundance Scan 1997 (7.761 min): VU045139.D\data.ms (-1986) (-) m/z 81.00 100.00%
81.0

55.0
5000
41.0 68,0 96.0
111.0
M ‘ ‘ 7.40 7.60 7.80 8.00
om_‘H,wwu\w“”!h sl AL mz ss.ee 62.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 L LA L N L A AR
96.0 7.40 7.60 7.80 8.00
39.0 530 m/z 67.00  56.68%
26 “ bl
O\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0
A A S
7.40 7.60 7.80 8.00
m/z 69.95 50.45%
5000 39.0 550 68.0 96.0
%0 0l
0 byt Bl
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl- Y
81.0 7.40 7.60 7.80 8.00
m/z 96.00  38.02%
5000 67.0 96.0
39.0 54’
oHw"","JR‘WHHH,M""HwHJ“‘lHw‘m,www AR WA S WAVIAV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 17 (DEL) Alkane: Cyclic8.025 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
8.025 12.80 ug/L 211826  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 90
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 74
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 64
4 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 50
5 1-Ethyl-2-(4-methylpentyl)cyclop... 182 C13H26 219726-60-0 47

Abundance Scan 2079 (8.025 min): VU045139.D\data.ms (-2070) (-) m/z 55.00 100.00%

58.0
83.0
5000 41.0
97.0
69.0
e EAANaRRRRS SR
H‘ M 1120 7.80 8.00 8.20 8.40
oHwH_HwH_m\w‘wH_H:‘mmpw‘wwwm_ m/z 83.60  78.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
5000 41.0
7.80 8.00 8.20 8.40
270 m/z 41.00 49.55%
‘ H 97.0 112.0
O\H‘\\H‘\\H‘\\H‘HH‘\‘\H‘\HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0
41.0 7.80 8.00 8.20 8.40
5000 m/z 97.00 36.04%
27.0
‘ “ ‘ H 97.0 112.0
0L et el e b el b
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0 83.0 7.80 8.00 8.20 8.40
41.0 m/z 56.00  34.92%
5000
27.0 69,0
‘ g7 1120
P USSP | N WYY 1SS ol
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 18 (DEL) Alkane: Cyclic8.243 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.243  38.19 ug/L 632087 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 90
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 74

Abundance Scan 2147 (8.243 min): VU045139. D\data ms (-2136) (-) m/z 97.00 100.00%
7.0

5[:
5000 410 69.0
112.1
83.0
‘ ‘ H 1960 8.00 8.20 8.40 8.60
oHwwm‘HH‘,“m,u‘l“wu”‘MHu‘wm_m\‘WNWH\CW m/z 55.00 97.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
553.0 97.0
41.0
5000 L L L I L B L B I IR
- 69.0 112.0 8.00 8.20 8.40 8.60
H 83.0 m/z 40.95 48.82%
O\\\‘\\\\‘\\\\‘\\\\’\‘\\\’\H\‘\‘\\\‘!‘\\\\‘\M\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 56.00 43,.89%
27.0 69.0 112.0
I
oHWH“HwHH,“‘H,M“‘M_H‘!_H‘_‘1‘WHl_wuwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.00 43.71%
41.0
5000
69.0 112.0
21.0 H ‘ 83.0
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_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 19 (DEL) Alkane: Cyclic8.372 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
8.372  13.45 ug/L 222661  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 95
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94

Abundance Scan 2187 (8.372 min): VUO45139[Ndaarns(2175)() m/z 97.00 100.00%
97.

55.0
5000
41.0 112.0
69.0
‘ ‘ ‘ 83.0 8.00 8.20 8.40 8.60
Ot el ol L w/z ss.ee 92.e4%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 410 LB L LR B B
112.0 8.00 8.20 8.40 8.60
270 69.0 m/z 112.00  36.77%
‘ ‘ 83.0
O \\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\‘\‘\\\“\1\\\\“\H\\‘\\‘\1‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7678: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
ST e e
8.00 8.20 8.40 8.60
m/z 40.95 35.57%
5000 410
112.0
270 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0 8.00 8.20 8.40 8.60
97.0 m/z 56.00  26.06%
5000 41.0
112.0
21.0 69.0
I .
O‘H%ﬂp‘HNW‘HMVHNVM_‘ML‘HNW‘_ﬂEMH‘_H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 20 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.

.14 s.06 ug/l 133412 Chlorobenzene-ds 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 87
»3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 87
icyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 86
yclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 72

uih wnN PR
Ui @R R

Abundance Scan 2200 (8.414 min): VU045139.D\data.ms (-2194) (-) m/z 95.00 100.00%

95.0
5000
67.0 110.0
41.0 ‘ 126.0 8.00 8.20 8.40 8.60 8.80
o‘_‘H‘H‘M““5‘3‘”,H‘m‘HWH,M“mm‘um,m;w m/z 67.00  28.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
93.0
41.0
67.0
5000 IR N R
8.00 8.20 8.40 8.60 8.80
27.0 110.0 m/z 110.00  22.12%
81.0
Lol SRR L Ll
O\‘\\\\‘\\\}‘\H\\i\1}\’\\‘\\‘\\\\‘\\\\"\‘\\\‘\\\\“‘\\\\’\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
A
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 41.00 9.81%
67.0 110.0
41.0 82.0 '
27.0
0"HJW‘HMhu‘ﬁﬁg,u‘M‘HUM‘HﬂMM‘H‘qMH‘W‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95.0 8.00 8.20 8.40 8.60 8.80
m/z 93.00 9.69%
67.0
5000
41.0 } 82.0 110.0 A j\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60 8.80

SFAMULM@92321WMA.M Mon Oct 11 18:21:09 2021

Page:

24



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.539 8.21 ug/L 135814  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 59
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58

Abundance Scan 2239 (8.539 min): VU045139.D\data.ms (-2230) (-) m/z 42.95 100.00%
3.0

85.0
5000
|l 1110 1260 8.20 8.40 8.60 8.80
o‘W‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HWH‘WH‘WH‘WH“ m/z 85.00  65.22%
miz—-> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8623: Octane
43.0
5000 L L B B R
570 8.20 8.40 8.60 8.80

290 ‘ 710 820 m/z 69.95 42.46%
\ |

| 1140
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl- W/\J\x
43.0

820840860880

o

57.0 710
290
oh.15.0 JL 0 L 99.0113.0128.0
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14533: Octane, 4-methyl-
43.0 8.20 8.40 8.60 8.80

m/z 40.95 40.71%

5000
29.0 57.0 710 850
0 I ‘M ﬂ 99.0 113.0 128.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
8.761 12.86 ug/L 212875  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Octane, 3-methyl- 128 C9H20 002216-33-3 90
4 Octane, 3-methyl- 128 C9H20 002216-33-3 86
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 86

Abundance Scan 2308 (8.761 min): VU045139.D\data.ms (-2298) (-) m/z 57.00 100.00%
57.0

5000
43.0
A
‘ 710 650 99.0 126.0 8.40 8.60 8.80 9.00
Obrperrrrerrrrrebl il 820 11801280 o s e 33.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000
43.0 8.40 8.60 8.80 9.00
m/z 41.00  29.66%
29.0 71.0 99.0
ol 150 “‘ |, 850 | 11301280
H’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
AR RBARRRE
8.40 8.60 8.80 9.00
5000 43.0 ITI/Z 56.00 22.36%
29.0
71.0 99.0
0 L 850 | 113.0128.0
e T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl- AR ARaEaRabEs ST
57.0 8.40 8.60 8.80 9.00
m/z 99.00 13.87%
5000
43.0
29.0 98.0
o150 | “‘ e | 113.0128.0
e e e e e e e e e R L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 23 (DEL) Alkane: Cyclic8.806 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
8.806 16.33 ug/L 270288 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, propyl- 112 C8H16 002040-96-2 64
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 58
3 Cyclopentane, propyl- 112 C8H16 002040-96-2 52
4 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 49
5 Cycloheptanone 112 C7H120 000502-42-1 46

Abundance Scan 2322 (8.806 min): VU045139.D\data.ms (-2315) (-) m/z 69.00 100.00%

69.0
55.0
41.0
83.0
5000
97.0
112.0 A e
H | ‘ ‘ 126.0 8.40 8.60 8.80 9.00 9.20
Ot et e e e e e e m/z 55.00 80.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7561: Cyclopentane, propyl-
41.0 69.0
55,0
5000 [TT i T[T T T T[T T[T T
83.0 8.40 8.60 8.80 9.00 9.20
27.0 9
112.0 m/z 41.00 73.40%
A Y
O H\‘\H\’HH‘HH‘\{H“HH‘\\‘H’HH‘\H\‘\\H’HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7564: Cyclopentane, propyl-
41.0 69.0
R R RS
550 8.40 8.60 8.80 9.00 9.20
' m/z 83.00 54.97%
5000 27.0 83.0
‘ ‘ ‘ 112.0
ob 30 Wl 8o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7568: Cyclopentane, propyl-
69.0 8.40 8.60 8.80 9.00 9.20
41.0 m/z 56.00 51.14%
55,0
5000 83.0
27.0 112.0
LAl
O Frrrrrrprei e et bt e e e P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 24 (DEL) Alkane: Cyclic8.867 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.867 34.90 ug/L 577514  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
Abundance Scan 2341 (8.867 min): VU045139.D\data.ms (-2332) (-) m/z 83.00 100.00%
83.0
55.0
5000
41.0 112.0

‘ GP.O 8.60 8.80 9.00 9.20
bl bl 999 L m/z 55.00  70.84%

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

Abundance #7537: Cyclohexane, ethyl-

83.0
55.0
5000 L L R B L LA LR
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.00 47.41%
27.0 69.0
O\H‘HH‘\H‘\"\\H““\H‘1‘}!\‘H\“WH\\\\‘\1\\‘\9\7\.(‘)\\\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0
8.60 8.80 9.00 9.20
5000 41.0 m/z 41.00 31.41%
27.0 112.0
“ ‘ 69.0
T T T [ O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl- M
55.0 83.0 8.60 8.80 9.00 9.20
m/z 112.00  24.58%
5000 41.0
112.0
27.0 ‘ 69.0 \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 25 (DEL) Alkane: Cyclic8.928 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.928 43.38 ug/L 717970  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72

Abundance Scan 2360 (8.928 min): VU045139.D\data.ms (-2351) (-) m/z 111.00 100.00%
111.0

69.0
5000 8.0
41.0
83.0
‘ ‘ 97.0 261 8.60 8.80 9.00 9.20
oH_HwHH_www“_mlHH_1‘wm‘wwluwmm m/z 69.00  79.46%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 55.0 ESEEERN R RN EEEE
8.60 8.80 9.00 9.20
270 83.0 m/z 55.00 49.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
AT AT LU
8.60 8.80 9.00 9.20
55.0 m/z 41.00  33.82%
5000 410
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- At
69.0 111.0 8.60 8.80 9.00 9.20
m/z 55.95  23.62%
55.0
5000 41.0
83.0
%
ob o M L) ezo | 1280 WL WL
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
o073 28.45 ug/L 476907 Chlorobenzene-ds 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nomene, (£)- 126 comis 006434-78-2 53

2 2-Nonene, (E)-
3 cis-3-Nonene

4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18

006434-78-2 53
020237-46-1 49
007667-55-2 46

5 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 43
Abundance Scan 2405 (9.073 min): VU045139.D\data.ms (-2391) (-) m/z 55.00 100.00%
55.0
69.0
41.0 97.0
5000
e
“ ‘ F H 10 126.1 8.80 9.00 9.20 9.40
oH_m_m_m;wmmMHMwMuH_Muwww m/z 69.00  68.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13176: 2-Nonene, (E)-
55.0
41
5000 " | 0 550560950 .40
126.0 e e
‘ 84.0 m/z 70.00 67.27%
98.0
OH‘HH‘\H\‘\H\‘\H\‘H\‘\‘H\‘M‘HH’\‘!H‘H?‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13179: 2-Nonene, (E)-
55.0
e
8.80 9.00 9.20 9.40
41.0 9
5000 70.0 m/z 56.00 66.21%
27-0 126.0
97.0
SN | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13168: cis-3-Nonene  REREaEES S e
41.0 55.0 8.80 9.00 9.20 9.40
m/z 40.95 55.69%
5000 69.0
126.0
Zﬁf H 83.0 97.0
oH‘HH_H\_MW‘MHH‘H“HHm,:HH_‘“Wm_www s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
9.121 16.04 ug/L 265382  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 70
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 64
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64

Abundance Scan 2420 (9.121 min): VU045139.D\data.ms (-2413) (-) m/z 43.00 100.00%
3.0

=

5000 84.0
57.0
“ ‘ 500 1280 8.80 9.00 9.20 9.40
Obprrrpreer el ot 990 1280 o sa.00  48.75%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 L L B R I B B |
84.0 8.80 9.00 9.20 9.40
57.0 m/z 85.00 40.57%
29.0
o280 - Ll | 99.0113.0128.0
H’HH’\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
A R
8.80 9.00 9.20 9.40
5000 850 m/z 41.00 33.12%
57.0 710
29.0
o250 || | 1 99.0113.0128.0
reprerprrrredie el et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl- R R AAREE S S
43.0 8.80 9.00 9.20 9.40
m/z 57.80 24.97%
5000
84.0
57.0
27.0
0 ULl M\ 99.0 113.0 128.0
reprrrrprrprreie el el e e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 28 (DEL) Alkane: Cyclic9.169 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.169  28.46 ug/L 470931  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 83
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 76

Abundance Scan 2435 (9.169 min): VU045139.D\data.ms (-2427) (-) m/z 111.00 100.00%
111.0

/o . .
55.0
5000
126.1
83.0 970 8.80 9.00 9.20 9.40
0 H_wam;mwu‘m_w‘”uu,u‘l‘wM‘W‘JMWW m/z 69.60 99.16%
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 L L L B LI LR B
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 71.74%
‘ ‘ ‘ 84.0
O \\‘\\\\‘\\\‘\“\\\\}“\\\“\‘\\\‘\\\‘\‘\\\‘\"wu\\‘\\\‘\‘\\\\‘1\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0 LA
8.80 9.00 9.20 9.40
5000 41.0 m/z 41.00 56.27%
126.0
97.0
27.0 ‘ 83.0 ‘
0 H_m_HHWH}“M“‘HMHMHuw,‘:‘mwlwm‘lm_m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl- e AAamaE A
69.0 8.80 9.00 9.20 9.40
1110 m/z 57.00 48.47%
55.0
5000 41.0
126.0
27.0 ‘ ‘ 84.0
0 H‘HH_HH_H‘}““HNMHMm,w‘!wu“_m‘lm‘w‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.218 67.97 ug/L 1124910 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 90
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
3 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 64
4 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59

Abundance Scan 2450 (9.218 min): VU045139.D\data.ms (-2442) (-) m/z 43.00 100.00%

43.0
5000 71.0
‘ ‘ “ 86.0 113.1128 1 8.80 9.00 9.20 9.40 9.60 }
O bbbl e - /2 57.00 51.00%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14530: Octane, 2-methyl-
43.0
5000 [T I oot
8.80 9.00 9.20 9.40 9.60
970 710 m/z 71.00 43.51%
H‘\\\\‘\\\\‘\\H‘\\H‘\H\‘\H\‘\\H‘H\\’HH‘HH’HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 41.00 41.60%
71.0
27.0
0 80 - 1280
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester R AR AR
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 31.77%
5000 71.0 J\JL
27.0
O L Lo o see )
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.337 86.89 ug/L 1438040  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 91
3 Octane, 3-methyl- 128 C9H20 002216-33-3 83
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80

Abundance Scan 2487 (9.337 min): VU045139.D\data.ms (-2476) (-)
57.0

m/z 57.00 100.00%

5000
41.0
98.0
‘ ‘ 71.0 1261 9.00 9.20 9.40 9.60
Ol il b 2302281 7 41,00 28.98%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 \9\‘0\0\\9\‘2\0\\9\‘\\\\‘\\\\’
3.0 .00 9.20 9.40 9.60
m/z 43.00 26.13%
29.0 710 98.0
k150 | “‘ “‘ i | 113.0128.0
\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
9.00 9.20 9.40 9.60
m/z 56.00 21.69%
5000 43.0
29.0
98.0
S A N [ E= 1.3
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14538: Octane, 3-methyl- R RRmE o R
57.0 9.00 9.20 9.40 9.60
m/z 98.00 17.39%
5000
43.0
29.0
98.0
oL TEO %80 11301280
miz--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.748 77.61 ug/L 1284390 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 81
4 Octane 114 C8H18 000111-65-9 64
5 4,4-Dimethyl octane 142 C10H22 015869-95-1 64
Abundance Scan 2615 (9.748 min): VU045139.D\data.ms (-2611) (-) m/z 43.00 100.00%
43.0 57.0
5000 85.0
71.0
e —
‘ ‘ ‘ 99.0 128.1 9.50 10.00
Oberprrrrrererreebe ey ek eyl m/z 57.0@  93.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
57.0
5000 —— e
29.0 9.50 10.00
71.0 85.0 m/z 41.00 47.83%
s |l || se0 oz
H‘H\\‘\\H‘HH‘\H\‘\WH‘HH‘\H\‘\H\‘H\\‘\H\’HH‘H\\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
e Y
57.0 9.50 10.00
5000 m/z 85.00 43.84%
29.0
710 850
I S T O Y T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 AVAAJXKJ
Abundance #14520: Nonane va“*‘
43.0 950 1000
57.0 m/z 71.00 31.50%
5000
200 71,0 85.0
990
SIEESNTI N - R N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 32 (DEL) Alkane: Cyclic9.880 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.880 20.77 ug/L 343736  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 50
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 49
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38
5 2-Decene, (E)- 140 C10H20 020063-97-2 35

Abundance Scan 2656 (9.880 min): VU045139.D\data.ms (-2644) (-) m/z 68.95 100.00%

69.0 ' '
410 95.0
5000
111.0
— e
I 4 \\ ) A A
o SN 1 | —F—~  m/z 55.e0 71.91%
miz--> 20 40 60 100 120 140
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
5000 - M
9.50 10.00
98.0 m/z 95.00 57.68%
O 15.0
miz--> 20 40 60 80 100 120 140
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
— —r
41.0 9.50 10.00
5000 ITI/Z 40.95 52.56%
84.0
olrzb Ml 2o 100
m/z--> 80 100 120 140
Abundance #7587.1—Hexene,33—dnnethW— r ]
69.0 9.50 10.00
m/z 70.00 49.98%
41.0
5000
97.0
m/z--> 20 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
9.957 7.62 ug/L 126052  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C1OH22 015869-93-9 43
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 38
3 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 38
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 38
5 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 38

Abundance Scan 2680 (9.957 min): VU045139.D\data.ms (-2671) (-) m/z 57.00 100.00%
57.0

.

5000 81.0
10.00
\\H i \1400 9
O+ ”\“‘u\‘H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H m/z 43.00 98.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22105: Octane, 3,5-dimethyl-
57.0
5000 IR
10.00
29.0 ‘ 85.0 m/z 40.95 68.22%
113.0
LT 1530 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester
57.0

:

10.00
5000 m/z 55.00 60.94%

85.0

29.0

o H‘ |10 1400 168.0 1960 241.c
e b 140.0 1680 196.0 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester
57.0 10.00

m/z 56.00 52.97%

S

112.0
5000

290‘ ‘
1 O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00

o
(o]
w
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 34 (DEL) Alkane: Cyclicl1e.031 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.031 58.15 ug/L 962368 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 62
3 2-Hexene, 3,4,4-trimethyl- 126 CO9H18 053941-19-8 58
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 58
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53

Abundance Scan 2703 (10.031 min): VU045139.D\data.ms (-2690) (-  m/z 97.00 100.00%
55.0 97.0

- M\N
39 126.1 1 7 T
(R B
ol bl Il 1421 55 60 99.57%
miz--> 20 40 60 80 100 120 140
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0
5000 MY ‘
112.0 10.00
390 m/z 40.95 47.59%
H 7?0
0\1\5\0’\\\\‘\\‘\H‘\‘H“\\“H\\\M‘\\\‘\‘\\\\‘\\\
m/z--> 60 80 100 120 140
Abundance #13289.Cydohexane,14ﬂhyh44neﬂwh,nan&
55.0 97.0
T \
10.00
5000 m/z 69.00 38.99%
27.0
126.0
H N ‘81.0
0 “‘,““ S O VS R R
m/z--> 60 80 100 120 140
Abundance #13233.2—Hexene,3/L44ﬂnKthL —— ‘
97.0
550 10.00 .
m/z 57.00 34.41%
5000
27.0
“ 126.0
om,mm m‘Hm‘mH‘_NHWH_H
miz--> 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.253 143.09 ug/L 2368130 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 94
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 90
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
5 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 87

Abundance Scan 2772 (10.253 min): VU045139.D\data.ms (-2756) (- m/z 57.00 100.00%
57.0

A= =
‘ 85.0 11‘3'1 1421 10.00 10.50
OH"""“\‘m“‘““:”1““‘1‘”‘““H!“HH‘CH m/z 71.00 64.20%
miz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 b Rl
10.00 10.50
113.0 m/z 43.00 51.30%
‘ ‘ ‘ 85.0 ‘
O\ \]-\5\.0‘\‘\ L “} T \“ “ T \“} T ‘ 1‘\ T \“ L ! T ‘ T \]\.4‘2\'9\
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
= e
10.00 10.50
41,0 o
5000 m/z 41.00 44.47%
1 85.0 113.0
SN Y N 3
m/z--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- o —
57.0 10.00 10.50
m/z 56.00 34.38%
5000 410
113.0
AL WY M - - I s VOV A PV
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 36 Cyclohexanone, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.359 59.51 ug/L 984936  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 86
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 83
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 80
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64

Abundance Scan 2805 (10.359 min): VU045139.D\data.ms (-2797) (- m/z 83.00 100.00%

83.0
55.0
5000
39/0 ‘ 126.1 o =5
10.00 10.50
98.0 ‘
I L 9RO 21 5500 79.55%
m/z--> 20 40 60 80 100 120 140
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0
5000 — —
126.0 10.00 10.50
98.0 m/z 82.00 58.00%
0 \\\’\\\\“\\“i“!“\‘H‘\\“‘l\\‘\“‘\M\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 = =
10.00 10.50
5000 m/z 41.00 47.08%
126.0
29.0
0 H‘,‘HHM”‘HW‘“:‘M‘M"9‘8"0‘”‘_“”_”
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- — T
53.0 83.0 10.00 10.50
m/z 67.00 24.33%
5000
39/0 126.0
0 \1\5(0,\‘\‘”‘{“\\‘M“\‘1“”‘1”9\"0\”\‘\‘\”‘\” A Y
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.394 61.21 ug/L 1012980 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 80
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 80
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 72
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 64
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 64

Abundance Scan 2816 (10.394 min): VU045139.D\data.ms (-2812) (- m/z 57.00 100.00%
57.0

5000
98.0
410 = S
10.00 10.50
125.1
) S N lu 1251420 L s ae 42.90%
m/z--> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 41.0 98.0 ‘ T T ‘ T
10.00 10.50
m/z 98.00 35.13%
0+ \1\4\0‘ \H\ \“‘i T Him??"o‘l‘\ T \“ T T \:!.“12\(\)\
m/z--> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl-
57.0
- o
10.00 10.50
5000 m/z 41.00 21.97%
41,0 98.0
0 L e “ 1140 1420
e
m/z--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl- — —
57.0 10.00 10.50
m/z 56.00 13.91%
5000 41.0
98.0
JL 150 | 0 ey | sie0 e
R e e e L T B A S — ——
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.562 46.40 ug/L 767961  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C10H22 000871-83-0 49
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 43
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
4 Octane, 2,7-dimethyl- 142 C1eH22 001072-16-8 43
5 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 43

Abundance Scan 2868 (10.562 min): VU045139.D\data.ms (-2853) (- m/z 57.00 100.00%

57.0
5000 4100
‘ 98.0 1 7 T
10.50
3.1
oH‘HwH“lm_u““_Hw}WHwH,‘mﬁm_ww‘lﬂ%‘l‘,‘ m/z 43.00 61.42%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl-
43.0
5000 io%d
71.0 '
27,0 050 m/z 41.00  39.38%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22071: Octane, 4-ethyl-
57.0
R \
10.50
5000 41)0 m/z 70.95 25.45%
85.0 112.0
M \H H ‘ | 142.0
oHWWWW""""""""""","H_ww_m,w,‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14578: Hexane, 2,3,5-trimethyl- o ‘
43.0 10.50
m/z 98.00 20.19%
5000
85.0
27 69.0
0 0 \M “ | 113.0128.0
reprrbdrer et el e e .
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.626  44.67 ug/L 1259670 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 74
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 72
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53

Abundance Scan 2888 (10.626 min): VU045139.D\data.ms (-2876) (- m/z 57.00 100.00%
57.0

-

5000
41)0
98'0 T ‘ T T ‘ T
10.50 11.00
.0 ‘ 125.0 142.1
) E— u‘l‘, AT AR5 m/z 43,00 59.79%
m/z--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
5000 1050  11.00
4110 . :
98.0 m/z 70.00  41.95%
O 1T ‘2\6‘\b\ \“‘} T \‘M" \3}.(\)‘ \“\ T \]\_1}\‘?’\-()‘ T \]\.4“2\.0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
——
10.50 11.00
5000 ITI/Z 71.00 41.75%
41.0
98.0
— =
m/z--> 20 40 60 80 100 120 140 )
Abundance #22118: Heptane, 2,3,4-trimethyl- P —=
57.0 10.50 11.00
m/z 41.00 35.24%
5000
4110
99.0
026.b’7.0 — ——
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 40 3-Octyne, 2-methyl- Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
10.700 4.33 ug/L 122149 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 58
2 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 52
3 4-Octyne, 2-methyl- 124 C9H16 010306-94-2 49
4 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 43
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 43
Abundance Scan 2911 (10.700 min): VU045139.D\data.ms (-2905) (- m/z 67.00 100.00%
67.0
82.0
5000
41.0 96.0 111.0 - -
H ‘ ‘ | H “ 1250056 10.50 11.00
0 Wwm,”H‘um_J\‘}H“\;‘w‘:“wm}:m,:l‘wW;W m/z 82.00  66.32%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12135: 3-Octyne, 2-methyl-
67.0
5000 41.0 U T T
270 820 10.50 11.00
o m/z 81.00  58.32%
0 Y O =
O \‘\H\“\\H“\Hi‘}M\‘\‘\M!“H\‘\‘i\‘\\\‘\‘\M‘HH‘HH’\lH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12213: Pentalene, octahydro-1-methyl-
67.0
— —
10.50 11.00
5000 m/z 69.00 39.09%
82.0
96.0
39.0 53.0 124.0
SN Y N .Y
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12138: 4-Octyne, 2-methyl- — —
67.0 10.50 11.00
m/z 55.00 32.38%
43.0
81.0
5000 124.0
95.0
T O
O bt el e ey e —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00

SFAMULM@92321WMA.M Mon Oct 11 18:21:23 2021 Page: 44



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.812 25.72 ug/L 725281 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonene, 3-methyl-, (Z)- 140 C10H20 063830-69-3 53
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
3 2-Octene, 2,6-dimethyl- 140 C1oOH20 004057-42-5 43
4 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-9 43
5 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 43

Abundance Scan 2946 (10.812 min): VU045139.D\data.ms (-2939) (- m/z 69.00 100.00%

69.0
125.1
41.0
5000
— ——
‘ ‘ ‘ | 9?-0 140.1 10.50 11.00
Orerrrrrreprreterrplher T wyz 7e.00 83.62%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20711: 4-Nonene, 3-methyl-, (2)-
53.0
5000 - -
70.0 10.50 11.00
29.0 m/z 125.10  79.65%
T ™
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20706: 2-Octene, 2,6-dimethyl-
69.0
- —
10.50 11.00
5000 m/z 55.00  62.10%
43.0 140.0
27.‘0 H ‘ ‘ 84‘1"0 111.0
0"‘“"“W‘HNH‘““"‘H“"HH‘m"Hm‘H‘““m‘uwmwmw
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20705: 2-Octene, 2,6-dimethyl- — —
41.0 69.0 10.50 11.00
m/z 41.00 59.57%
B WMM
84.0 140.0
ny 0 me M
Ot et e el el e el prerrprrre ey — ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 42 Benzene, propyl- Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
10.909 5.34 ug/L 150518 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 86
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CI1N 013622-43-0 78

Abundance Scan 2976 (10.909 min): VU045139.D\data.ms (-2970) (- m/z 91.00 100.00%

91.0
5000
120.0 T
65.0 11.00
38.9
Obrrerrrrrrrremortrrrep bbb 8359 m/z 120.00  21.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10702: Benzene, propyl-
91.0
5000 fk ‘ ]\
11.00
120.0 m/z 92.00 10.34%
390 680 |
O\\‘\\\\‘\H‘\‘H\\“‘\\Hi‘HH‘1‘\\\‘\\\‘1‘\H\"\\\\‘\\‘H‘HH“HH‘HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10701: Benzene, propyl-
91.0 HJ&W
ey
11.00
5000 ITI/Z 65.00 10.01%
120.0
39.0 65.0 |
O vyt e b e pee e e e g
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10699: Benzene, propyl- —
91.0 11.00
m/z 78.00 6.64%
5000
120.0
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 43 unknown-01 Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
10.951 5.64 ug/L 159039 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 38
2 1-Methyl-4-(1-methylethyl)-cyclo... 148 C1@H20 000099-82-1 38
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 35
4 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 35
5 m-Menthane, (1S,3S)-(+)- 140 C1oH20 013837-67-7 35
Abundance Scan 2989 (10.951 min): VU045139.D\data.ms (-2983) (- m/z 81.00 100.00%
558.0 81.0
97.0
5000
P
38‘ 0 1230 140.0 11.00
O el L Al T L myz ss.ee 98.33%
miz--> 20 40 60 80 100 120 140
Abundance  #108783: Oxalic acid, cyclohexylmethyl propyl ester
55.0 97.0
5000 T
11.00
8L.0 m/z 97.00  55.36%
39H1 L ‘\ \ 141.0
O\\\‘\‘\‘\\"‘\\\“\“\\‘\\‘\\\‘\‘\\\\‘\\\\“\\\
miz--> 20 40 60 80 100 120 140
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane
55.0
97.0 L
11.00
5000 m/z 69.00 44 .56%
81.0
390 ‘ 140.0
obaso I Ml ol b b
miz--> 20 40 60 80 100 120 140
Abundance #6705: Cyclohexene, 3-ethyl- T
81.0 11.00
m/z 41.00 34.71%
5000
41.0
‘ ‘ 110.0
oz Lol o | .
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 44 Benzene, 1-ethyl-2-methyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
11.002  34.27 ug/L 966405 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94

Abundance Scan 3005 (11.002 min): VU045139.D\data.ms (-2997) (-

m/z 105.00 100.00%

105.0
5000
120.0
39.0 55.0 77"0 | Lo 11.00
RSN S TSRS MNP [ Y S 5 m/z 120.00  29.47%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\‘ ‘ /\ |
1200 11.00
' m/z 77.00  12.46%
39.0 77.0
I 5 A ) [
O\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1100
5000 m/z 91.00 12.20%
120.0
o150 %90 0 0
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 1100
m/z 106.00 8.20%
5000
120.0
ol 180 59°Mw ol
m/z--> 20 40 60 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 45 (DEL) Alkane: Cyclic11.192 Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
11.192 4.05 ug/L 114162  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 60
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49
3 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 49
4 4-Octene, 2,6-dimethyl-, [S-(Z)]- 140 C1eH20 062960-77-4 46
5 trans-4-Decene 140 C10H20 019398-89-1 46
Abundance Scan 3064 (11.192 min): VU045139.D\data.ms (-3058) (- m/z 69.00 100.00%
69.0
41.0
5000 95.0 111.0
140.1 L LN
1
Y N SOVE 1| PR R R PR | e m/z 70.00  66.56%
m/z--> 20 40 60 80 100 120 140
Abundance #20759: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69.0
5000 s =
11.00 11.50
1110 1400 m/Z 55 . 09 63 . 19%
| ] g |
O\\‘\\\\‘\\\\‘\\\\‘\‘\\w“\\}\‘\‘\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 S —
41.0 11.00 11.50
5000 m/z 41.00 59.46%
ol 25J,) AL ﬁ%-%\u 0 h——
miz--> 20 40 60 80 100 120 140
Abundance #31459: Cyclopentane, 1-butyl-2-ethyl- T —
69.0 11.00 11.50
m/z 111.00 40.85%
5000 410
111.0
ob240 1l U A0l 1270 1540 S L
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.

11.246 6.10 ug/L 171910 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 64
2 4-Hexen-1-0l, 5-methyl-2-(1-meth... 154 C1@H180 000498-16-8 64
3 4-Hexen-1-o0l, 5-methyl-2-(1-meth... 154 C1@H180 000498-16-8 59
4 4-Hexen-1-o0l, 5-methyl-2-(1-meth... 154 C10H180 058461-27-1 56
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 53

Abundance Scan 3081 (11.246 min): VU045139.D\data.ms (-3075) (- m/z 69.00 100.00%

69.0
5000 1111
41.0
— —
| 93.0 1401 11.00 11.50
ol H,HH“,M el el J“HH_ m/z 111.05  48.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0
41.0 111.0
5000 — —
11.00 11.50
m/z 41.00 37.08%
u ‘ 140.0
O T \2’4\.\ T ’H‘\ \‘\“}" \“\‘\ \H"‘\g\l\?‘ T 1 T ‘ T T 1 L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #31252: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, (R)
69.0
41.0 — —
11.00 11.50
5000 ITI/Z 55.00 35.29%
111.0
93.0 ‘
0 “‘,‘mu‘U“ ‘MN,‘MMNHM‘HL“‘NW“W }§§P‘%ﬁ49‘
miz--> 20 40 60 80 100 120 140 160
Abundance #31250: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, (R) e —
69.0 11.00 11.50
m/z 123.00 31.10%
41.0
5000
111.0
93.0
ok ;?}Q‘Ju\‘ﬂh\ ,m, ol \HL\1§§}O\%$4T?\ e e
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 47 Benzene, 1-ethyl-4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.295 35.03 ug/L 987659 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 83
4 Mesitylene 120 C9H12 000108-67-8 76
5 Mesitylene 120 C9H12 000108-67-8 76

Abundance Scan 3096 (11.295 min): VU045139.D\data.ms (-3087) (-  m/z 105.00 100.00%

105.0
5000
77.0
121.0
S TP 0 N~ L 1 m/z 120.00  29.67%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 A&‘ : /\ ;

m/z 77.00 12.96%

77.
o150 30 509 P || 1210
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
—— —

11.00 11.50
5000 ITI/Z 91.00 12.53%
39.0 77.0
L4399 | ) 120
T e e e R
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- = =
105.0 11.00 11.50
m/z 97.00 12.25%
5000
79.0
o %80 0 | | 1210
“““‘ e r
miz--> 20 40 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.375 10.62 ug/L 299408 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 58
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 52
4 Decane, 3-methyl- 156 C11H24 013151-34-3 52
5 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 50

Abundance Scan 3121 (11.375 min): VU045139.D\data.ms (-3114) - m/z 57.00 100.00%
57.0

5000
85.0
389 ‘ ‘ ‘ [P 11E0
1121 11.00 11.50
139.1
o‘_m‘\‘m‘ _“:w“w\“,mlh_mui“l?’?"l“H m/z 43.00  75.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
5000 = —
29.0 85.0 11.00 11.50
m/z 71.00 54.84%
113.0
O T ‘ \‘\ T \‘M T \‘H“ T \“} T “\‘\ T ’ T H\ ‘ T \q-:\;g‘.\o\ T }\6\8-\()\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
= —
71.0 11.00 11.50
5000 m/z 41.00 52.43%
126.0
o280 | L Il | 990 1280 g0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 11.00 11.50
m/z 55.00 42.74%
5000
29.0 85.0
‘ 127.0
ob bl L T 1560 W
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.420 51.44 ug/L 1450510 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 86
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 78
4 Decane, 4-methyl- 156 C11H24 002847-72-5 76
5 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64

Abundance Scan 3135 (11.420 min): VU045139.D\data.ms (-3127) (- m/z 71.00 100.00%

43.0 71.0
5000
—
‘ “ 11‘3'1 156.1 11.50
ol Wl e o 1340 15610 43,00 85.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
m/z 57.00 76.63%
b ‘ 112.0
O \\\‘2\6‘.\\\“‘\\\h“\\‘}\““\\\‘\\!‘\‘\\\\‘\\15\6-‘()\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl-
43.0 71.0
—
11.50
5000 ITI/Z 41.00 39.92%
26‘ | ‘ 113.0
0 ““Hi"Hlumq“N“J“““J““““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl- ——
71.0 11.50
m/z 70.00 38.17%
5000 43.0
‘ 113.0
15.0 ‘
o280l R
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.

11.575 6.35 ug/L 178973 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
3 Decane, 3-methyl- 156 C11H24 013151-34-3 58
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 50
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50

Abundance Scan 3183 (11.574 min): VU045139.D\data.ms (-3177) (- m/z 57.00 100.00%

57.0
5000 410 85.0
— ‘
‘ 111.1127.1 11.50
ol e Bl Wl T L 1580 ny 7100 72.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 — :
41)0 85.0 11.50
m/z 43.00 65.60%
127.0
ol 249 i I L1110 | 156.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0
T \
11.50
5000 ITI/Z 41.00 49.08%
41.0 85.0
1120 1400
obzso A L M0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl- T ‘
57.0 11.50
m/z 85.00 41.21%
5000
127.0
0 2 LI ‘ min 1110 | 156.0

m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.645 28.47 ug/L 802808 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 81
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 49
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47
5 5-Nonanol, trimethylacetate 228 C14H2802 1000463-48-2 43
Abundance Scan 3205 (11.645 min): VU045139.D\data.ms (-3198) (- m/z 57.00 100.00%
57.0
105.0
127.1 S s
39‘ L” | ‘ ‘ 561 11.50 12.00
0 m_mi‘m“ m‘:W‘wmmw‘mmmm;'_ m/z 71.e0 73.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 s LTI
29.0 85.0 11.50 12.00
m/z 105.00 52.00%
126.0
0 \\\‘\‘i\\u{\\h \“1‘\\\““\\\\‘\‘\\\‘\\1\5\6.‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
11.50 12.00
5000 m/z 43.00 48.29%
85.0
39 ‘ 141.0
oottt 1180 AT
miz--> 20 40 60 80 100 120 140 160
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester — —5
57.0 11.50 12.00
m/z 41.00 47.69%
5000 85.0
29.0 113.0
OH“““‘H“‘Huﬂ‘;“‘1“wm“Hl“‘uu‘u”" —r —
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\

Data File : VU@45139.D

Library Search Compound Report

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 52 (DEL) Alkane: Cyclic11.716 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.716 41.40 ug/L 1167330 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 74
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 64
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
5 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 64

Abundance Scan 3227 (11.716 min): VU045139.D\data.ms (-3218) (-

m/z 83.00 100.00%

83.0
55.0
5000
140.1 LN T
‘ 112.0 11.50 12.00
b 380 L T m/z ss.e0  80.50%
mlz--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — e
11.50 12.00
20.0 140.0 m/Z 82.00 63.47%
| i ., 1110
O\\\\‘\}\ i\\\ \\“\\\\“\\\\‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20736: Cyclohexane, (2-methylpropyl)-
55.0 83.0
== —
11.50 12.00
5000 m/z 41.00  49.30%
270 ‘ ‘ 140.0
o L Wl b 2o T
miz--> 20 40 60 80 100 120 140 160
Abundance #20732:Cydohexqpe,(24neﬂwuwopy0— T —
55.0 83.0 11.50 12.00
m/z 69.00 37.50%
5000
27,0 ‘ H ‘ 140.0
S N N S
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 53 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.906 74.36 ug/L 2096590 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 92
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 90

Abundance Scan 3286 (11.906 min): VU045139.D\data.ms (-3271) (- m/z 104.95 100.00%
1

05.0
5000
4
39# FTO 12.00
o gt L L ) 418203410 100 6 41.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 U
12.00
770 m/z 57.00 36.17%
O 1T ‘2\7\.0\\“ T \‘M.‘\H“\‘\ T \‘H‘ T \‘\ T ‘h‘\ \J\.‘ 2\.\0\ T ‘ LU ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
—5
12.00
5000 ITI/Z 43.00 36.08%
9.0 77.0
o202 Ll 4o
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl- =5
105.0 12.00
m/z 71.00 23.09%
5000
39.0 77.0
0 ‘1‘5"?“1 | “‘H “‘159"9‘ ; ‘M‘ - ‘U‘ Ammma C ~
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.002 33.02 ug/L 930925 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Decane, 3-methyl- 156 C11H24 013151-34-3 78
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 59
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 59

Abundance Scan 3316 (12.002 min): VU045139.D\data.ms (-3309) (- m/z 57.00 100.00%
57.0

5000 85.0 MM
T 7 \
39 12‘61 L6 12.00
omw‘“Hwbﬂ‘H“mwu“‘197*‘0“_‘”‘_m_m m/z 71.60  66.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 —5 |
29.0 85.0 12.00
126.0 m/z 43.00 54.07%
O\\\‘\‘i\\“‘}\\h \“1\\\‘\\\\‘\‘\\\‘\\1\5\6‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
T \
12.00
5000 m/z 41.00 44 ,89%
20.0 85.0
127.0
‘ Ll J n H 156.0
0 H‘,““““““““H““““H““““‘
m/z--> 60 80 100 120 140 160
Abundance #59042: Dodecane, 3-methyl- T
57.0 12.00
m/z 85.00 41.48%
5000
29.0 85.0
‘ 113.0 155.0
0 m‘“m‘m ST N S Mt v N ~
m/z--> 20 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 55 Benzene, 2-propenyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.099 17.90 ug/L 504670 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 92
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 78
4 Deltacyclene 118 C9H1e0 007785-10-6 78
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70
Abundance Scan 3346 (12.099 min): VU045139.D\data.ms (-3336) (-  m/z 117.00 100.00%
117.0
5000
91.0
69.0 134.0
390 12.00 1250
0! 1981 m/z 104.95  60.73%
miz--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0
A
5000 —l )
91.0 12.00 12.50
39.0 65.0 m/z 119.00  58.70%
O\\\’\\\\“"\\“1\““i‘\\‘”\H‘\\M\“‘\\\M‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
12.00 12.50
m/z 118.00  54.40%
5000 910 /
39.0 63.0
o220 “‘,‘u “‘1‘ MH‘ R M S
miz--> 20 40 60 80 100 120 140 160
Abundance #10193: Benzene, 1-propenyl- Py ‘/\ ; ‘A
117.0 12.00 12.50
m/z 115.00 35.77%
5000
91.0
51.0 ‘
S A VL. Y Y |
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 56 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.327 20.78 ug/L 586010 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 60
2 Undecane 156 C11H24 001120-21-4 50
3 Undecane 156 C11H24 001120-21-4 49
4 Undecane 156 C11H24 001120-21-4 49
5 Undecane 156 C11H24 001120-21-4 46
Abundance Scan 3417 (12.327 min): VU045139.D\data.ms (-3413) - m/z 57.00 100.00%
57.0
97.0
5000
— —
38‘9 1261 154.1 12.00 12.50
Ol HA8L L ST TPV njz 43.00 86.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 — ——
12.00 12.50
85.0 o
29.0 ‘ ‘ m/z 55.00 73.66%
O\\\‘\‘\‘\\“‘}\\u’u‘\\“}\‘1\\\”‘\1\1“3\.0‘\‘\\\‘\\1\5}6.‘()\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
— —
12.00 12.50
m/z 97.00 70.79%
5000 85.0
29.0
L
YN SO Y N e
miz--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane - ——
43.0 12.00 12.50
m/z 41.00 62.73%
- T v“jkf\ﬁv/h\/wbjka
o 20l L0 w0 wwo VU
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 57 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.385 30.95 ug/L 872589 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 38
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 38
3 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 38
4 Cycloheptanemethanol 128 C8H160 004448-75-3 35
5 Methoxyacetic acid, 1-cyclopenty... 186 C10H1803 1000282-69-5 35

Abundance Scan 3435 (12.385 min): VU045139.D\data.ms (-3429) (-  m/z 105.00 100.00%

55.0 105.0
5000 125.1
83.0
“ ‘ ‘ 154.1 12.00 12.50
om_m“m A e L L mjz s5.00  88.66%
m/z--> 20 60 80 100 120 140 160 180
Abundance #41557 Cyclopentane, 1,1'-ethylidenebis-
55.0 97.0
5000 — —
12.00 12.50
m/z 97.00  74.89%
0 ‘\H I 77.0 L . 123.0 147.0166.0
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
8.0 97.0
= s
12.00 12.50
5000 m/z 69.60  71.99%
‘ | 126.0
N Y Y. O A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #51234: Cyclohexane, (bromomethyl)- “ —
97.0 12.00 12.50
55.0 m/z 125.10 49.61%
h W
o 270\‘ J | 1190 1480 1760
SaAaas -t "‘w““‘H““‘H““‘_“““ — —
m/z--> 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 58 o0-Cymene Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.

12.472 7.47 ug/L 210672 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3462 (12.472 min): VU045139.D\data.ms (-3455) (-  m/z 119.00 100.00%
0

119.
5000
91.0
43.0 71.0 ‘ liﬂ 1 12.50
(] R J‘H‘ sl el ) M‘l‘w Mt 2L myz 134,00 30.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
12.50
91.0 m/z 91.00 17.50%
41.0 65.0 ‘
0 \\\‘\‘\\\“‘\\‘1 \H“\‘H\‘”‘H‘i‘\“”\\‘i““\\\‘\‘\\\\‘\H\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
T
12.50
5000 ITI/Z 105.00 13.48%
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0 12.50
m/z 43.00 13.28%
5000
91.0
41.0 65.0 ‘
0 H\‘HH\“‘H‘H‘H‘\H““H1‘\“1‘”‘\““\”‘\‘””‘HH P
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 59 Indan, 1-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.671 34.86 ug/L 983007 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 53
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 46
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 46
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 46
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 43

Abundance Scan 3524 (12.671 min): VU045139.D\data.ms (-3515) (- m/z 57.00 100.00%
57.0

4

5000
— —
12.50 13.00
0! m/z 71.00 98.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16103: Indan, 1-methyl-
117.0
5000 T ——
12.50 13.00
910 m/z 43.00 87.13%
15.0 39.0 630 : ‘
O\H‘\‘\‘\\\“‘H“\‘\“‘m\\”\“‘H“\\“”H\M\MH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #45489: Undecane, 4-methyl-
43.0
— —
710 12.50 13.00
5000 m/z 117.00 64.88%
‘ ‘ 126.0
PN | N 0 .- )
m/z--> 20 40 60 80 100 120 140 160
Abundance #45494: Undecane, 5-methyl-
43.0 12.50 13.00
m/z 41.00 55.78%
71.0
5000
‘ ‘ 112.0
S A A N AT
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 60 (DEL) Alkane: Cyclic12.931 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.931 65.27 ug/L 1840410 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 62
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 53

Abundance Scan 3605 (12.931 min): VU045139.D\data.ms (-3595) (- m/z 83.00 100.00%

e
55.0 830
5000
——
| 110 g0 15‘4'1 13.00
0 b 330 L m/z 55.00  82.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 L
13.00
m/z 82.00 67.32%
29.0 ‘ 154.0
O\\\‘\‘\‘\\““\\\“!“\‘}H\\“1\\\“]\-]\-]\“9‘]\-\3]\“9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
——
13.00
5000 ITI/Z 41.00 55.34%
29.0 154.0
PN S O O P R W
m/z--> 20 40 60 80 100 120 140 160
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)- P
55.0 13.00
m/z 69.00 42.55%
83.0
5000
27.0 ‘ 111.0
0 “W‘H“M“WM‘ 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_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 61 1-Methyldecahydronaphthalene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.050 51.89 ug/L 1463130 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 95
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 46
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 42
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 38

Abundance Scan 3642 (13.050 min): VU045139.D\data.ms (-3624) (- m/z 57.00 100.00%
57.0
5000 85.0
152.1
39(0 e |
0 Al L1701 s 4300 97.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene
410  67.0
950 152.0
5000 ——
13.00
m/z 41.00 76.94%
“12&0
O' 1\‘1”\‘\\‘\\‘u\\\"\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
950 152.0 T w
13.00
5000 m/z 71.00 57.30%
“1230
0! 1 SO N
m/z--> 20 40 60 80 100 120 140 160
Abundance #45493: Undecane, 2-methyl- T
43.0 13.00
m/z 55.00 47.88%
5000 71.0
ol280 | L L %0 MO o

7
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_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
13.134 12.98 ug/L 365949 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 90
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 76
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 59
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 50
Abundance Scan 3668 (13.134 min): VU045139.D\data.ms (-3663) (- m/z 57.00 100.00%
57.0
5000 85.0 ﬂub/kJKJKAAyAJ\ka
e —
39 L 1q 4l 13.00 13.50
0 bl ll Al H“ S el 101, 7160 49.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45490: Undecane, 3-methyl-
57.0
5000 —r— =
85.0 13.00 13.50
29.0 m/z 43.00 47.92%
‘ 141.0
112.0 170.0
O\\\‘\‘\\\‘\\\uu‘\\‘H\‘w\\\“\\\\‘\\\\H\\\\‘\\\\‘
miz--> 20 60 80 100 120 140 160
Abundance #45512:Decane,&84ﬂmeﬂwh
57.0
e o
13.00 13.50
5000 85.0 m/z 85.00  45.48%
113.0 141.0
SR S A sl
miz--> 20 40 60 80 100 120 140 160
Abundance #45498: Undecane, 3-methyl- T T
57.0 13.00 13.50
m/z 41.00 42.56%
5000
85.0
29.0
0 \‘ “‘ I 1120 1410 1700
““““““ e P P
m/z--> 20 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 63 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.452 79.88 ug/L 2252320 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1eH14 000527-84-4 76
2 o-Cymene 134 C10H14 000527-84-4 70
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 70
4 p-Cymene 134 C10H14 000099-87-6 70
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70

Abundance Scan 3767 (13.452 min): VU045139.D\data.ms (-3755) (-  m/z 119.00 100.00%

119.0
5000
91.0 —
55.0 166.1 13.50
okl i b L 4400, 1661 134 00 44.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16991: 0o-Cymene
119.0
5000 T
91.0 13.50
m/z 117.00 43.62%
39.0 650 ‘
0\1\5\‘0\‘\\\“‘\\“\““\\\‘\\‘”\“H “l\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16997: o-Cymene
119.0
=
13.50
5000 ITI/Z 91.00 21.79%
91.0
41.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- ——
119.0 13.50
m/z 115.00 17.31%
5000
91.0
| 41\0‘630 L ‘ w ‘\
R L R e s
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.587 21.95 ug/L 618957 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 81
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 80
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72

Abundance Scan 3809 (13.587 min): VU045139.D\data.ms (-3802) (- m/z 57.00 100.00%
57.0

> MJJL
98.0 aen !
13.50
133.0
ow_‘??;‘H‘UMNW%-?H«“,H!“_Hu_‘“‘1‘6‘9"‘1_” m/z 71.00  42.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 - :
13.50
200 98.0 m/z 43.00 42.30%
O\\‘\u‘\\“‘\\\‘HU‘\\HV\Q‘.Q\\\“"\\U\‘\\}\4.‘1\.\0\\‘\\\?-‘8\4.;0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
T \
13.50
5000 ITI/Z 41.00 27.63%
29.0 85.0
bl R0 1550 gag
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 56.00 15.55%
5000
Obrb o 80 I 1410 1690 -
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: 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 65 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
13.732 7.35 ug/L 207197 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146
2 Benzene, (1-methyl-1-butenyl)- 146
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146
5 Benzene, 1-methyl-3-(1-methyl-2-... 146

C1l1H14
C1l1H14
C11H14
C11H14
C1l1H14

Abundance Scan 3854 (13.732 min): VU045139.D\data.ms (-3847) (-

000769-57-3 90
053172-84-2 64
017057-82-8 64
006682-71-9 50
052161-57-6 50

m/z 131.00 100.00%

131.0
55.0
5000 83.0
P Y
05.0 168.1 13.50 14.00
01 m/z 55.00 52.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 —— T
13.50 14.00
39.0 m/z 133.00 51.93%
O\\\‘\\\\‘H\\“}‘\‘HM}\\‘\\}\“H H‘ L‘M\’\M\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
e -
91.0 13.50 14.00 .
5000 ITI/Z 83.00 47 .04%
270 00 ‘
0 m_m“‘”“m Hd“‘M‘u‘;m!“_‘Hl‘,mwmw
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —— ——
131.0 13.50 14.00
m/z 41.00 36.82%
5000
39.0 o0
0 630 ‘
0 “W‘M““‘wﬂqhﬂ‘ﬂ“‘u‘ll b ‘M‘,N““H““‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 66 2,2-Dimethylindene, 2,3-dih... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.

13.787 6.28 ug/L 177179 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl1l1H14 079209-36-2 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 90

Abundance Scan 3871 (13.787 min): VU045139.D\data.ms (-3865) (-  m/z 131.00 100.00%

131.0 ' '
5000
13.50 14.00
03906491631%069 m/z 146.00  23.25%
miz—> 20 40 60 80 100 120 140 160 180 200
undance # : 2,2-Dimethylindene, 2,3-dihydro-
Abund 25018: 2,2-Dimethylindene, 2,3-dihyd
131.0
5000 Mo Ly ‘/
13.50 14.00
91.0 m/z 115.00  16.34%
51.0
0 L i \‘\ il h\ \H\‘ Il

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0

F

T
13.50 14.00

5000 m/z 129.00  14.49%
91.0

390 650 ‘

0 ‘w“M‘JL‘w“$‘Hw“w‘WM‘NW“M“““w““,‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25068: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcy ‘

B

131.0 13.50 14.00
91.0 m/z 91.00 13.36%
5000
Tl
0 “‘“J‘wﬂ““‘ﬂ“h“lh““ S —— —
m/z--> 20 40 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 67 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.

13.947 11.48 ug/L 323586 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 83
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 83

Abundance Scan 3921 (13.947 min): VU045139.D\data.ms (-3915) (-  m/z 131.00 100.00%

131.0
5000
91.0 T
390 1 H‘ ‘ 1661 14.00
[pmm—l} w‘ HH bl ‘wh bl L T m/z 146,08 24.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 T T T T J\\/\/\\
14.00
91.0 m/z 133.00  23.51%
39.0 ‘ ‘
64.0
O\’\‘\\\“‘\\“\‘\’W\\\“\\\\‘\\\é“ ‘\‘!\‘{“\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
T
14.00
5000 ITI/Z 91.00 16.40%
91.0
51.0 ‘
Ol ‘HMHwwwmhuwl“!w‘h”_”wm
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —
131.0 14.00
m/z 115.00 16.22%
5000
390 g4 910
O\,\‘\H“‘H“;H,‘”\H‘H‘H‘\luéﬂ \!\‘MH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 68 Azulene Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
14.089 6.86 ug/L 193491 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Naphthalene 128 C10H8 000091-20-3 81
3 Azulene 128 C10HS8 000275-51-4 81
4 Azulene 128 C10HS8 000275-51-4 81
5 Azulene 128 C10H8 000275-51-4 76

Abundance Scan 3965 (14.089 min): VU045139.D\data.ms (-3960) (-  m/z 128.00 100.00%

128.0
5000
43.0
‘71.0 102.0 14.00
o‘HWHu“umh‘:“‘\“mwum““m_‘“"\“““199"1_”‘2‘9‘?19 m/z 43.00  22.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 —— ‘
14.00
m/z 57.00 22.06%
O\\\\‘\\\\‘\S\J‘I\.\O‘w?\?}‘.“o\\\]‘\()“z\.\o\\‘\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
L \
14.00
5000 ITI/Z 127.00 14.34%
o220 IO O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene T
128.0 14.00
m/z 71.00 13.44%
5000
51.0 102.0
280 | 750 ||
Ob e e e e e 1
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 69 Sulfurous acid, 2-ethylhexy... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.188 13.92 ug/L 392518 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 68
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 59
Abundance Scan 3996 (14.188 min): VU045139.D\data.ms (-3987) (- m/z 57.00 100.00%
57.0
> M
104.0 T T
H ‘ ‘ H 13‘3 0 1620 1981 14.00 14.50
Ol ol el m/z 71.00  81.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
5000 i L
14.00 14.50
113.0 m/Z 43.00 57.63%
20.0 85.0
O H\‘H\\‘H\!“wh}\“H\H‘\\‘!\‘\\]\.\4‘1-\\0\\‘HH‘HH‘\\H‘\\Z\:B\?\(\:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
—— ——
14.00 14.50
5000 m/z 41.00 35.70%
29 o‘ ‘ 85.0 1130
0 m_M““‘H‘lu:“‘w‘wH!‘_uwm‘w_ww_m,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22107: Octane, 2,6-dimethyl- — —
57.0 14.00 14.50
m/z 56.00 26.20%
5000
29. O 113.0
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 70 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
14.452 9.01 ug/L 253979 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 94
4 Hexadecane 226 C1l6H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 4078 (14.452 min): VU045139.D\data.ms (-4071) (- m/z 57.00 100.00%
57.0
‘ 1450
112.0133.0 184.2 .
0 ‘H_m‘“;HH!‘_MH:wh‘!m”\mewmlﬁl“l”_” m/z 43.00 78.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 T
14.50
29.0 m/z 71.00 60.91%
] 120 sae s
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
——
14.50
5000 m/z 41.00 48.50%
20.0 85.0
| 120 smo 1m0
0 ““‘,,“
miz--> 60 80 100 120 140 160 180
Abundance #59029: Tridecane —
57.0 14.50
m/z 85.00 39.49%
5000
85.0
29.0
o Lm0 1m0 1sao
e C
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 71 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
14.671 12.33 ug/L 347594  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 64
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 62
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 60
Abundance Scan 4146 (14.671 min): VU045139.D\data.ms (-4135) (- m/z 131.00 100.00%
131.0
5000
97.0 s P
550 . H 601 14.50 15.00
0 i bl 1821 2069 0 133, 00 30.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 e oA
14.50 15.00
91.0 m/z 146.05 27.74%
390 630 ‘
O\‘\‘V\\“‘\\“U\“‘WH‘\“‘\H\“‘\‘H‘U‘\‘M\HM\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- /k
131.0 /K
C VT
14.50 15.00
5000 91.0 m/z 145.00 23.26%
39.0 65.0 ‘
e m“m oo
m/z-->
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- e —r—
131.0 14.50 15.00
m/z 115.00 22.87%
5000
91.0
390 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 72 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
14880 4.65 ug/L 131205  1,4-Dichlorobenzene-d4  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 Cl2H16 004175-54-6 81

005557-93-7 76
002613-76-5 76
040650-41-7 70
014679-13-1 64

2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16

Abundance Scan 4211 (14.880 min): VU045139.D\data.ms (-4207) (- m/z 145.00 100.00%

145.0
5000
115.0 ‘ S —
91.0 ‘ 14.50 15.00
50.9 174.1
o S o N I ‘m‘m“w_l‘?ﬁ‘lm m/z 131.00  44.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
5000 = ~
14.50 15.00
115.0 m/z 160.05 27.71%
150 39.0 91.0 ‘
O\\\\‘\”\\“‘\\‘\‘\‘m\‘\\‘”’\\\\‘\\\\h‘\ \“i‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145.0
H —r—
14.50 15.00
5000 m/z 128.00  20.41%
910 117.0
51.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- — —
145.0 14.50 15.00
m/z 115.00 19.98%
5000
50 910 %) |
o‘HwHH_HwHH,‘HwHH“H‘m_m_m_ww | |
m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 73 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
15.025 5.40 ug/L 152271 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
2 1H-Pyrrolo[2,3-b]pyridine, 2-ethyl- 146 C9H1@N2 023612-49-9 64
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 50
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 49
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 45

Abundance Scan 4256 (15.024 min): VU045139.D\data.ms (-4247) (- m/z 131.00 100.00%

- M
9 15. OO
0 b 224 gz 144,95 97.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 15 OO
105.0 ‘ m/z 146.00 35.71%
39.0 77.0
O\‘\\\\“‘\\‘\\“N\\\‘H‘\\‘\\‘\\\U‘i\‘”\\“u‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25718: 1H-Pyrrolo[2,3-b]pyridine, 2-ethyl-
145.0 M
) )
15.00
5000 ITI/Z 115.00 31.83%
39.0 4.0 104.0
A T T Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- — ‘
131.0 15.00
m/z 127.95 29.32%
5000
91.0
39.0 63.0 ‘
0 I N P 0 Y iy
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 74 Naphthalene, 2-methyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
15.221 13.93 ug/L 392797 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94

Abundance Scan 4317 (15.221 min): VU045139.D\data.ms (-4305) (-  m/z 142.00 100.00%

142.0
5000
115.0
T e
51.9 71.0 15.00 15.50
bt b 980 Ml 17611961 o 140 95 86.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— A
115.0 15.00 15.50
m/z 115.00 33.94%
0 51.0 10 o10 | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22148: Naphthalene, 2-methyl-
142.0
e e
15.00 15.50
5000 ITI/Z 70.95 12.54%
115.0
390 710
0““WM‘W‘Nmﬂw‘?%p"Hi“‘uhL“W““_““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl- —— ——
142.0 15.00 15.50
m/z 143.00 11.62%
5000
115.0
63.0
0 W?’?"?m Jp‘w‘uu‘?%]q‘Hu:WH“HHWH_HW ”J\/\A

: I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 75 Naphthalene, 1-methyl- Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
15.410 5.50 ug/L 155045 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 95
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94

Abundance Scan 4376 (15.410 min): VU045139.D\data.ms (-4369) (-  m/z 142.00 100.00%
142.0

-

5000
115.0
T
43.0 71.0 o 15.50
Obrrerih s A9 4 M 1731 2069 1y 141 00 91.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22148: Naphthalene, 2-methyl-
142.0
5000 T
15.50
115.0 m/z 114.95  36.98%
39.0 71.0
O ‘\\\\“‘\\H\\“‘\‘\“‘\“\‘\9\2\.\0‘\\\}‘\\\\‘i‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
—r
15.50
m/z 143.00 12.00%
5000 115.0

390 630 89.0 Il

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl- —
142.0 15.50

m/z 71.00 11.76%

-

5000
115.0

-

30.0, 936 890 I
| AR AN B AR AN VRN SIS || —
miz—> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45139.D

Acqg On : 05 Oct 2021 13:00

Operator : SY/MD

Sample : M4000-07DL 10X

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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.. 3.083 8.7 ug/L 129669 1 6.253 743582 50.0
(DEL) Alkane: S.. 3.700 21.2 ug/L 314768 1 6.253 743582 50.0
(DEL) Alkane: C.. 4.533 14.9 ug/L 221923 1 6.253 743582 50.0
(DEL) Alkane: S.. 5.465 6.6 ug/L 98433 1 6.253 743582 50.0
(DEL) Alkane: S.. 5.594 22.4 ug/L 332869 1 6.253 743582 50.0
(DEL) Alkane: C.. 5.851 13.8 ug/L 205015 1 6.253 743582 50.0
(DEL) Alkane: C.. 5.925 11.1 ug/L 165460 1 6.253 743582 50.0
(DEL) Alkane: C.. 5.993 21.8 ug/L 323609 1 6.253 743582 50.0
(DEL) Alkane: S.. 6.137 67.3 ug/L 1000590 1 6.253 743582 50.0
(DEL) Alkane: C.. 6.983 12.0 ug/L 178349 1 6.253 743582 50.0
(DEL) Alkane: C.. 7.076 15.9 ug/L 236732 1 6.253 743582 50.0
(DEL) Alkane: C.. 7.237 20.1 ug/L 298635 1 6.253 743582 50.0
Cyclopentene, 1.. 7.401 8.0 ug/L 119214 1 6.253 743582 50.0
(DEL) Alkane: S.. 7.501 58.8 ug/L 874235 1 6.253 743582 50.0
(DEL) Alkane: S... 7.661 23.9 ug/L 354753 1 6.253 743582 50.0
Cyclohexene, 1-... 7.761 12.2 ug/L 181687 1 6.253 743582 50.0
(DEL) Alkane: C... 8.025 12.8 ug/L 211826 2 9.420 827485 50.0
(DEL) Alkane: C... 8.243 38.2 ug/L 632087 2 9.420 827485 150.0
(DEL) Alkane: C... 8.372 13.4 ug/L 222661 2 9.420 827485 50.0
1,4-Hexadiene, .. 8.414 8.1 wug/L 133412 2 9.420 827485 50.0
(DEL) Alkane: S.. 8.539 8.2 ug/L 135814 2 9.420 827485 50.0
(DEL) Alkane: S.. 8.761 12.9 ug/L 212875 2 9.420 827485 50.0
(DEL) Alkane: C.. 8.806 16.3 ug/L 270288 2 9.420 827485 50.0
(DEL) Alkane: C.. 8.867 34.9 ug/L 577514 2 9.420 827485 50.0
(DEL) Alkane: C.. 8.928 43.4 ug/L 717970 2 9.420 827485 50.0
(DEL) Alkane: S.. 9.073 28.4 ug/L 470907 2 9.420 827485 50.0
(DEL) Alkane: S.. 9.121 16.0 ug/L 265382 2 9.420 827485 50.0
(DEL) Alkane: C.. 9.169 28.5 ug/L 470931 2 9.420 827485 50.0
(DEL) Alkane: S.. 9.218 68.0 ug/L 1124910 2 9.420 827485 150.0
(DEL) Alkane: S.. 9.337 86.9 ug/L 1438040 2 9.420 827485 150.0
(DEL) Alkane: S.. 9.748 77.6 ug/L 1284390 2 9.420 827485 50.0
(DEL) Alkane: C.. 9.880 20.8 ug/L 343736 2 9.420 827485 50.0
(DEL) Alkane: S.. 9.957 7.6 ug/L 126052 2 9.420 827485 50.0
(DEL) Alkane: C.. 10.031 58.1 wug/L 962368 2 9.420 827485 50.0
(DEL) Alkane: S.. 10.253 143.1 wug/L 2368130 2 9.420 827485 50.0
Cyclohexanone, 10.359 59.5 ug/L 984936 2 9.420 827485 50.0
(DEL) Alkane: S... 10.39%4 61.2 ug/L 1012980 2 9.420 827485 50.0
(DEL) Alkane: S... 10.562 46.4 ug/L 767961 2 9.420 827485 150.0
(DEL) Alkane: S... 10.626 44.7 ug/L 1259670 3 11.816 1409810 50.0
3-Octyne, 2-met... 10.700 4.3 ug/L 122149 3 11.816 1409810 50.0
(DEL) Alkane: S... 10.812 25.7 ug/L 725281 3 11.816 1409810 50.0
Benzene, propyl- 10.909 5.3 ug/L 150518 3 11.816 1409810 50.0
unknown-01 10.951 5.6 ug/L 159039 3 11.816 1409810 50.0
Benzene, 1l-ethy... 11.002 34.3 ug/L 966405 3 11.816 1409810 50.0
(DEL) Alkane: C... 11.192 4.0 ug/L 114162 3 11.816 1409810 50.0
(DEL) Alkane: S... 11.246 6.1 ug/L 171910 3 11.816 1409810 50.0
Benzene, 1l-ethy... 11.295 35.0 ug/L 987659 3 11.816 1409810 50.0
(DEL) Alkane: S... 11.375 10.6 ug/L 299408 3 11.816 1409810 50.0
(DEL) Alkane: S.. 11.420 51.4 ug/L 1450510 3 11.816 1409810 50.0
(DEL) Alkane: S.. 11.575 6.3 ug/L 178973 3 11.816 1409810 50.0
(DEL) Alkane: S.. 11.645 28.5 ug/L 802808 3 11.816 1409810 50.0
(DEL) Alkane: C.. 11.716 41.4 ug/L 1167330 3 11.816 1409810 50.0
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Benzene, 1,2,3-... 11
(DEL) Alkane: S... 12.
Benzene, 2-prop... 12.
(DEL) Alkane: S... 12.
unknown-02 12.
o-Cymene 12.
Indan, 1-methyl- 12.
(DEL) Alkane: C... 12.
1-Methyldecahyd... 13
(DEL) Alkane: S... 13.
Benzene, 1,2,3,... 13
(DEL) Alkane: S... 13.
Benzene, (1,2-d... 13
2,2-Dimethylind... 13
1H-Indene, 2,3-... 13
Azulene 14.
Sulfurous acid,... 14.
(DEL) Alkane: S... 14.
1H-Indene, 2,3-... 14.
Naphthalene, 1,... 14.
Benzene, 1,3,5-... 15
Naphthalene, 2-... 15.
Naphthalene, 1-... 15
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099
327
385
472
671
931
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.452
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.732
.787
.947

089
188
452
671
880

.025

221

.410

74.
33.
17.
20.
30.

34.
65.
51.
13.
79.
21.
11.
13.

12.

13.
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ug/L
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ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L

2096590
930925
504670
586010
872589
210672
983007

1840410

1463130
365949

2252320
618957
207197
177179
323586
193491
392518
253979
347594
131205
152271
392797
155045
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.816
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.816
11.
11.
11.
.816
11.
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11.
.816
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11.
11.
.816
11.
11.
11.
.816
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816
816
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816
816
816

816
816
816

816
816
816
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816
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