LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46121.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 97 rVB 94942 102283 12.91% 1.018%
2 1.916 176 179 191 rVB 58556 74140 9.36% 0.738%
3 2.301 297 299 304 rVB 285 146 0.02% 0.001%
4 2.568 369 382 402 rBV 167099 276918 34.96% 2.756%
5 2.700 420 423 427 rVB2 224 149 0.02% 0.001%
6 2.797 445 453 458 rVB 332 496 0.06% 0.005%
7 2.957 497 503 506 rVw 293 324 0.04% 0.003%
8 3.047 522 531 543 rVB4 5863 10800 1.36% 0.107%
9 3.192 563 576 593 rVB 3522 8005 1.01% 0.080%
106 3.568 691 693 695 rVB 254 138 0.02% 0.001%
11  3.658 719 721 726 rVB2 247 211 0.03% 0.002%
12 3.707 727 736 739 rBvV 233 423 0.05% 0.004%
13  3.967 812 817 821 rBV 201 260 0.03% 0.003%
14 4.012 828 831 834 rVB 180 143 0.02% 0.001%
15 4.134 868 869 874 rVB 239 134 0.02% 0.001%
16 4.163 875 878 882 rBV 250 226 0.03% 0.002%
17 4.472 968 974 980 rBV 204 250 0.03% 0.002%
18 4.633 1008 1024 1053 rBV 75752 194325 24.53% 1.934%
19 4.806 1076 1078 1081 rBv2 231 146 0.02% 0.001%
20 4.922 1110 1114 1116 rBV 175 136 0.02% 0.001%
21 5.067 1142 1159 1183 rBV 132448 309537 39.08%  3.081%
22 5.195 1192 1199 1202 rBv2 343 349 0.04% 0.003%
23 5.215 1203 1205 1209 rVB 318 176 0.02% 0.002%
24  5.282 1223 1226 1227 rBV2 218 142 0.02% 0.001%
25 5.375 1253 1255 1257 rBV 249 146 0.02% 0.001%
26 5.623 1329 1332 1335 rBV2 168 136 ©0.02% 0.001%
27 5.726 1343 1364 1387 rBvV2 293147 792148 100.00%  7.885%
28 5.922 1421 1425 1427 rBV 283 194 0.02% 0.002%
29 5.973 1435 1441 1448 rVB4 590 790 0.10% 0.008%
30 6.041 1458 1462 1464 rBV 407 302 0.04% 0.003%
31 6.250 1513 1527 1550 rBV 252612 475744 60.06% 4.735%
32 6.436 1583 1585 1590 rVB2 273 162 0.02% 0.002%
33  6.530 1606 1614 1627 rVB3 4241 8013 1.01% ©0.080%
34 6.594 1628 1634 1638 rBvV2 400 514 0.06% 0.005%
35 6.694 1650 1665 1685 rBV 183789 352054 44.44% 3.504%
36 6.806 1695 1700 1706 rVB4 458 521 0.07% 0.005%

SFAMULM112921WMA.M Thu Dec 09 16:16:37 2021 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM112921WMA.M
Title : VOC Analysis
37 6.845 1709 1712 1718 rVB2 207 167 ©0.02% 0.002%
38 6.922 1733 1736 1742 rVB 309 313 0.04% 0.003%
39 6.957 1743 1747 1749 rBV 263 214 0.03% 0.002%
40 7.044 1769 1774 1776 rBV2 392 342 0.04% 0.003%
41  7.169 1809 1813 1815 rBvV2 285 163 0.02% 0.002%
42 7.568 1924 1937 1953 rBV 105184 181907 22.96% 1.811%
43 7.787 1999 2005 2009 rVv3 447 728 0.09% 0.007%
44  7.899 2026 2040 2056 rBV 381135 654884 82.67% 6.518%
45  8.044 2082 2085 2088 rBV 172 152 0.02% 0.002%
46 8.134 2106 2113 2116 rBV3 761 681 0.09% 0.007%
47  8.182 2116 2128 2144 rWV 71240 117330 14.81% 1.168%
48  8.288 2155 2161 2167 rVB2 286 344 0.04% ©0.003%
49 8.513 2228 2231 2234 rBV 234 152 0.02% 0.002%
50 8.536 2234 2238 2242 rVB 216 192 0.02% 0.002%
51 8.636 2255 2269 2296 rBV 237096 421357 53.19% 4.194%
52 8.864 2336 2340 2348 rBVS 773 923 0.12% 0.009%
53 8.915 2348 2356 2358 rBV4 1493 1760 0.21% 0.017%
54 8.960 2366 2370 2378 rVB4 508 616 ©0.08% 0.006%
55 9.054 2394 2399 2410 rVB4 652 886 0.11% 0.009%
56 9.118 2412 2419 2422 rBvV 215 224 0.03% 0.002%
57 9.166 2426 2434 2440 rBV5 927 1360 0.17% 0.014%
58 9.214 2443 2449 2458 rVB5 1646 2237 0.28% 0.022%
59 9.253 2458 2461 2464 rBV2 322 218 0.03% 0.002%
60 9.295 2470 2474 2479 rVB2 214 162 0.02% 0.002%
61 9.343 2480 2489 2492 rBV5 1453 1913 0.24% 0.019%
62 9.420 2497 2513 2535 rBV 352552 588170 74.25% 5.854%
63 9.571 2546 2560 2575 rBV 106543 169578 21.41% 1.688%
64 9.693 2585 2598 2610 rBV 318732 528750 66.75% 5.263%
65 9.822 2634 2638 2641 rBV2 313 153 0.02% 0.002%
66 9.883 2653 2657 2662 rBV2 414 358 0.05% 0.004%
67 9.922 2666 2669 2673 rVB2 309 232 0.03% 0.002%
68 9.957 2673 2680 2683 rBV2 449 444 0.06% 0.004%
69 10.021 2688 2700 2713 rBV6 4831 10130 1.28% 0.101%
70 10.102 2713 2725 2742 rW 76290 127076 16.04% 1.265%
71 10.214 2755 2760 2761 rBV2 790 592 0.07% 0.006%
72 10.253 2761 2772 2785 rVB5 8881 17404 2.20% 0.173%
73 10.314 2785 2791 2796 rBV5 1389 2347 0.30% 0.023%
74 10.356 2796 2804 2812 rBVS8 5689 10684 1.35% 0.106%
75 10.484 2830 2844 2855 rBV 11769 19525 2.46% 0.194%
76 10.558 2856 2867 2874 rBV6 6736 12777 1.61% 0.127%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM112921WMA.M
Title : VOC Analysis
77 10.758 2913 2929 2946 rBV 278217 445859 56.28% 4.438%
78 10.906 2965 2975 2989 rVB 38231 59752 7.54% ©.595%
79 10.999 2994 3004 3021 rBV 93751 213081 26.90% 2.121%
80 11.089 3023 3032 3035 rBV 67083 91860 11.60% ©.914%
81 11.295 3086 3096 3112 rBV 48346 85609 10.81% 0.852%
82 11.417 3127 3134 3140 rBV 20527 28131 3.55% 0.280%
83 11.468 3140 3150 3170 rVB 253939 407436 51.43% 4.055%
84 11.574 3175 3183 3189 rBV4 9096 14606 1.84% 0.145%
85 11.703 3215 3223 3231 rBV6 13379 25881 3.27% 0.258%
86 11.812 3246 3257 3270 rBV 420217 659870 83.30% 6.568%
87 11.896 3271 3283 3295 rBV 74271 145237 18.33% 1.446%
88 12.095 3334 3345 3362 rBV 221149 387823 48.96%  3.860%
89 12.195 3364 3376 3390 rVB 428856 713717 90.10% 7.104%
90 12.327 3409 3417 3427 rVB 119787 165752 20.92% 1.650%
91 12.468 3455 3461 3464 rBv2 13255 16153 2.04% 0.161%
92 12.931 3598 3605 3610 rBV6 13340 21704 2.74% 0.216%
93 13.433 3753 3761 3782 rVB4 58861 119069 15.03%  1.185%
94 14.086 3955 3964 3984 rVB 257470 412992 52.14% 4.111%
95 14.452 4071 4078 4086 rBV 40131 51315 6.48% 0.511%
96 15.021 4246 4255 4262 rBV9 5590 10990 1.39% 0.109%
97 15.224 4307 4318 4329 rVB 146887 234136 29.56% 2.331%
98 15.407 4366 4375 4387 rBV2 129471 210970 26.63% 2.100%
99 16.262 4634 4641 4645 rBV3 14577 22498 2.84% 0.224%
100 16.410 4681 4687 4693 rBV2 11530 14182 1.79% 0.141%
Sum of corrected areas: 10046589
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046121.D\data.ms
400000
350000

300000 5.726

6.250

250000

200000 6.69¢
2.568

150000 5.067

1.601
100000 4.633
1.916

50000
2301 | 12.7092 9%94? 192 3568307 3MOBUDIB  4.472) | 4.80022 SEEBITS 5. 623| 528781 6.486:

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 260 280 300 3.20 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 520 5.40 560 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU046121.D\data.ms

o

11.812 124
400000 7.899

350000 9420
9.693

300000 10.758

11.468

250000 8.636 12.098

200000

150000

7.568 9.571
10.999
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Abundance TIC: VU046121.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, propyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.906 4.53 ug/L 59752 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 86

5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO

Abundance Scan 2975 (10.90

6 min): VU046121.D\data.ms (-2965) (-
1

000104-63-2 64

m/z 91.10 100.00%

91.
5000
120.1 —
11.00
51.0 .
Ot Al e e 208 m/z 120.10 23.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 A J\
11.00
120.0 m/z 92.10 11.29%
39.0
O\H‘\‘\\\“‘\\“\\"\‘H\“’\\“H‘\‘\H“HH‘HH‘HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0 A A
AL
11.00
5000 ITI/Z 65.00 10.65%
120.0
39.0
o‘H‘m"\um‘,uHu‘,"1"‘uH‘m‘wH‘w‘H‘,‘H‘,w_m‘www
m/z--> 20 40 60 80 100120140160180200220240260280 A A
Abundance #10699: Benzene, propyl- o A
91.0 11.00
m/z 78.00 6.52%
5000
120.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.999 16.15 ug/L 213081 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU046121.D\data.ms (-2994) (-  m/z 105.05 100.00%
105.1
5000
120.1
77.0 91.0
390 830 | 11.00
O e e e e e e m/z 120.10 30.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\M i /‘\ ™
m/z 77.00 11.54%
390 63.0 77.0 91.0
OH‘\\H.‘\H‘\‘\H\“‘HH“\\H“\‘\-‘H‘H\‘}“HH“}\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
UL AL
11.00
5000 m/z 91.05 11.39%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\m?%;“owu“1“””“1"W‘;me“mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl- 5 ‘
105.0 11.00
m/z 106.10 8.63%
5000
120.0
39.0 77.0 91.0 j\/\
Orgrrr 280 e el e U
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.295  6.49 ug/l 85609  1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1.ethyl-z-methyl- 120 com2 000611-14-3 95

2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 3096 (11.295 min): VU046121.D\data.ms (-3086) (-  m/z 105.10 100.00%
105

5.1
5000
120.1
— )
510 77.0 91.0 11.00 11.50
Orrrrrreprrreiinnipbbors it ke w7 120010 32.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M T /\\ T I T
1200 11.00 11.50
m/z 77.00 12.93%
o ) w0
OH‘HH‘HH‘H\![!!!\‘H\HHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 A
PRI o L
11.00 11.50
5000 ITI/Z 91.00 12.16%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene e =
105.0 11.00 11.50
m/z 79.00 10.33%
120.0
5000
77.0
)
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.896 11.01 ug/L 145237  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3283 (11.896 min): VU046121.D\data.ms (-3271) (-  m/z 105.05 100.00%
105.1
5000 120.1
77.0
39.0 630 '] 91‘-0 ' 11.50 12.00 ]
Ot e e e m/z 120.10 42.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0 S A —
11.50 12.00
770 m/z 76.95 11.37%
. 7 91.0
O \\‘\\\\‘\2\\7\.‘0\\H"HHM}‘HM\‘\‘\\‘\H‘H‘HH“HH‘\M}\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
AL Al
e R
120.0 11.50 12.00
5000 m/z 119.05 10.53%
39.0 77.0 91.0
e I PN Y Y R
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl- = ——
105.0 11.50 12.00
m/z 91.00 10.19%
5000 120.0
39.0 77.0 91.0
0“&%PMHMM‘HMHHNW‘ﬁ%PW‘Jm‘HWMH‘NA‘MMJw‘HM A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.095 29.39 ug/L 387823 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 87
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 87
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 83
Abundance Scan 3345 (12.095 min): VU046121.D\data.ms (-3334) (-  m/z 117.05 100.00%
117.1
5000
91.0 L ‘
39.0 63.0 1341 12.00
0 ekttt m/z 118100 56.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 - :
12.00
910 m/z 115.10 33.09%
39.0 63.0 '
O\\\‘\H-\‘H\‘\’HH“\H\i‘\\\1‘}‘\‘\\‘H\‘H\\H“HHH‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
12.00
5000 m/z 91.05 15.35%
39.0 55 91.0 ‘
ST T N R S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J&\
Abundance #10178: Indane ESLONA =
117.0 12.00
m/z 116.10 8.37%
5000
390 580 91.0
0‘HMHWHmwuﬁuuﬂH%WMZ%ﬂuumuwmuwwﬂwuwuuw‘ S L S S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.327 12.56 ug/L 165752 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 94
3 Undecane 156 C11H24 001120-21-4 93
4 Undecane 156 C11H24 001120-21-4 91
5 Undecane 156 C11H24 001120-21-4 91

Abundance Scan 3417 (12.327 min): VU046121.D\data.ms (-3409) (- m/z 57.05 100.00%

57.0
5000
85.1
= =
3?‘ Uﬂ || 1131 156.2 12.00 12.50
ol T m/z 43.00  76.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 = =
85.0 12.00 12.50
29.0 m/z 71.05 52.88%
|l | 113.0 156.0
O\\\‘\‘\\\‘}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
= e
12.00 12.50
m/z 41.00 42.07%
5000 85.0
29.0
‘ | ‘ | 113.0 156.0
ISR B R S Y B
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane o 7
57.0 12.00 12.50
m/z 85.10  31.73%
5000
85.0
29.0
| L 113.0 156.0 M
o e i N Ay S
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\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.433 9.02 ug/L 119069 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 94
3 Dodecane 170 C12H26 000112-40-3 94
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 3761 (13.433 min): VU046121.D\data.ms (-3753) (- m/z 57.05 100.00%
57.0
5000
85.1
—
38, L | 1120 1341 1702 13.50
ob el T T m/z 42.95 72.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 T
85.0 13.50
m/z 71.05 55.29%
29.0 170.0
0 \H‘\‘\‘H“‘{H”U‘u‘\\“}\“l‘m\”‘ \1?—}2‘-\0‘\”\ \1\4‘1\.(\)\\‘\\‘\.\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #45479: Dodecane
43.0
71.0 13.50
5000 m/z 41.00 36.28%
‘ ‘ 98.0 127.0 170.0
0““‘LHH1‘w S S N W N B
miz--> 20 40 60 80 100 120 140 160
Abundance #45480: Dodecane T
57.0 13.50
m/z 85.10 35.60%
5000
85.0
29.0 170.0
112.0 .
0‘“‘NM‘HMnM“m“W‘HW“W“M}ﬁ%Q“_‘M“ AMLAW‘WA“”%AM‘MH
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.086  31.29 ug/L 412992  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 93
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.086 min): VU046121.D\data.ms (-3955) (-  m/z 128.05 100.00%
128.1
5000
T 1
51.0 75.0 102.1 14.00
Obrrrrre 38 e i ot he el e m/z 127.05 12.52%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.05 11.07%
510 750 1020 |
O \‘\H\‘HH‘\H\i\\H‘\WH‘\“M‘HH’HH“\H\’HH‘H\ ‘HH’HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13678: Azulene
128.0
T \
14.00
5000 m/z 102.05 8.31%
102.0
o280 10 7o |
e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13683: Naphthalene e ‘
128.0 14.00
m/z 126.05 7.09%
5000
o oS0 o 190
e e e e —f
m/z--> 20 30 40 50 60 70 80 90 100110120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.452 3.89 ug/L 51315 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 4078 (14.452 min): VU046121.D\data.ms (-4071) (- m/z 57.05 100.00%
57.0
5000 85.0
14‘50
112.2 140.2 184.3 :
0 m_uWmhm“mp‘!um”_‘JM_u‘Wm‘wwwwm m/z 43.080  68.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 T
14.50
29.0 m/z 71.05 64.89%
“ ‘ ‘ “ | ‘112 .0 1210 184.0
O\\\‘\\\\‘}\\"\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
5_.0 M/L/\\/\
Wb mn
14.50
5000 m/z 85.05 42.37%
20.0 85.0
L1 om0
0 “‘,““,‘,‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #107220: Hexadecane ‘/5“‘ s
57.0 14.50
m/z 41.00 34.20%
5000 85.0
29.0
o by 1180 1410 1690 17,0 2260
H“H“_““‘H“H“H“_“W“H“H“H“M“W“H e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46121.D

Acqg On : 06 Dec 2021 19:04

Operator : SY/MD

Sample : M4942-08DL 10X

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, propyl- 10.906 4.5 ug/L 59752 3 11.812 659870 50.0
Benzene, 1l-ethy... 10.999 16.1 ug/L 213081 3 11.812 659870 50.0
Benzene, 1l-ethy... 11.295 6.5 ug/L 85609 3 11.812 659870 50.0
Benzene, 1-ethy... 11.896 11.0 ug/L 145237 3 11.812 659870 50.0
Indane 12.095 29.4 ug/L 387823 3 11.812 659870 50.0
(DEL) Alkane: S... 12.327 12.6 ug/L 165752 3 11.812 659870 50.0
(DEL) Alkane: S... 13.433 9.0 ug/L 119069 3 11.812 659870 50.0
Azulene 14.086 31.3 ug/L 412992 3 11.812 659870 50.0
(DEL) Alkane: S... 14.452 3.9 ug/L 51315 3 11.812 659870 50.0
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