LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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@46120.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 92 rBV 96922 104769 10.66% 0.866%
2 1.880 162 168 171 rBV 4125 4579 0.47% 0.038%
3 1.912 171 178 190 rVB 58845 73196 7.45% 0.605%
4 2.205 266 269 273 rvB2 337 261 0.03% 0.002%
5 2.391 325 327 333 rBV2 315 251 0.03% 0.002%
6 2.510 360 364 370 rVB4 520 512 0.05% 0.004%
7 2.568 370 382 407 rBV 169892 281692 28.67% 2.328%
8 2.793 445 452 461 rBV2 567 877 0.09% 0.007%
9 2.951 495 501 502 rBvV 576 441 0.04% 0.004%
10 3.047 521 531 543 rVB2 5978 10929 1.11% 0.090%
11  3.192 563 576 589 rBV 3591 7622 0.78% 0.063%
12 3.459 654 659 664 rBvV2 200 213 0.02% 0.002%
13 3.957 809 814 818 rVB2 195 197 0.02% 0.002%
14 4.401 949 952 959 rVB2 275 271 0.03% 0.002%
15 4.633 1008 1024 1059 rBV 76542 204830 20.85% 1.693%
16 5.067 1143 1159 1181 rBV 136807 316744 32.24% 2.618%
17 5.150 1181 1185 1189 rVB3 371 314 0.03% 0.003%
18 5.176 1189 1193 1197 rVB2 287 263 0.03% 0.002%
19 5.279 1221 1225 1226 rBV 352 195 0.02% 0.002%
20 5.542 1304 1307 1310 rVB2 342 289 0.03% 0.002%
21 5.587 1318 1321 1324 rVB2 274 192 0.02% 0.002%
22 5.726 1342 1364 1393 rBv2 302670 813877 82.85% 6.726%
23 5.903 1411 1419 1428 rVB5 1227 2364 0.24% 0.020%
24  5.967 1435 1439 1443 rBV4 765 730 0.07% 0.006%
25 6.131 1486 1490 1497 rVB4 820 777 ©0.08% 0.006%
26 6.250 1512 1527 1546 rBV 258951 480382 48.90% 3.970%
27 6.533 1605 1615 1628 rVB3 4492 8813 0.90% 0.073%
28 6.694 1649 1665 1680 rBV 184479 354478 36.08%  2.929%
29 6.806 1695 1700 1705 rVB4 705 933 0.09% 0.008%
30 6.829 1705 1707 1712 rVB2 215 210 0.02% 0.002%
31 6.861 1712 1717 1719 rBvV2 297 234 0.02% 0.002%
32 7.050 1767 1776 1783 rBV 420 834 0.08% 0.007%
33 7.185 1816 1818 1822 rW 349 225 0.02% 0.002%
34 7.259 1833 1841 1850 rVvB3 1440 2618 0.27% 0.022%
35 7.385 1873 1880 1885 rvvs 1258 1689 0.17% 0.014%
36 7.433 1890 1895 1900 rVB3 513 463 0.05% 0.004%

SFAMULM112921WMA.M Thu Dec 09 16:15:55 2021 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 7.501 1910 1916 1924 rBV3 1153 1629 0.17% 0.013%
38 7.568 1924 1937 1957 rVB 105071 183074 18.64% 1.513%
39 7.658 1959 1965 1966 rBV4 1186 1207 0.12% 0.010%
40 7.742 1986 1991 1994 rBV 222 286 0.03% 0.002%
41  7.796 2004 2008 2011 rVB4 489 393 0.04% 0.003%
42 7.845 2020 2023 2026 rBV3 422 301 0.03% 0.002%
43  7.899 2027 2040 2053 rVV 377063 659966 67.18% 5.454%
44  7.970 2054 2062 2075 rVB 42951 72369 7.37% ©.598%
45  8.131 2105 2112 2117 rBV5 2507 3457 0.35% 0.029%
46 8.179 2117 2127 2142 rVB 70872 116961 11.91% 0.967%
47  8.292 2159 2162 2167 rVB3 300 309 0.03% 0.003%
48  8.533 2231 2237 2242 rVV3 496 646 0.07% ©0.005%
49 8.636 2256 2269 2295 rBV 237057 426237 43.39% 3.522%
50  8.867 2334 2341 2349 rVB5 1380 2058 0.21% 0.017%
51 8.925 2349 2359 2366 rBV7 2448 4319 0.44% 0.036%
52 9.054 2384 2399 2410 rBVe6 2421 5593 0.57% 0.046%
53 9.124 2415 2421 2429 rW7 2607 4766 0.49% 0.039%
54 9.173 2429 2436 2441 rVWV6 3659 5683 ©.58% 0.047%
55  9.218 2442 2450 2460 rvVB3 8396 15068 1.53% 0.125%
56 9.337 2478 2487 2497 rBv4 8338 13491 1.37% 0.111%
57 9.417 2499 2512 2530 rBV 360289 597272 60.80% 4.936%
58 9.571 2547 2560 2575 rBV 205048 326880 33.27% 2.701%
59 9.693 2585 2598 2609 rBV 600066 982373 100.00% 8.118%
60 9.745 2610 2614 2635 rVB2 39904 60288 6.14% 0.498%
61 9.867 2649 2652 2654 rBV2 354 250 0.03% 0.002%
62 9.954 2674 2679 2686 rBV6 883 1406 0.14% 0.012%
63 10.021 2691 2700 2712 rBV6 10102 21452 2.18% 0.177%
64 10.102 2714 2725 2739 rVW 165336 273171 27.81%  2.258%
65 10.208 2754 2758 2759 rBV 935 628 0.06% 0.005%
66 10.253 2759 2772 2785 rVV7 18412 34668 3.53% 0.287%
67 10.317 2786 2792 2794 rBV5S 2053 2316 0.24% 0.019%
68 10.356 2796 2804 2811 rBv4 13589 23046  2.35% 0.190%
69 10.484 2829 2844 2854 rBV 38165 65192 6.64% 0.539%
70 10.562 2854 2868 2876 rBV7 17696 37853 3.85% 0.313%
71 10.758 2918 2929 2940 rBV 286943 451919 46.00%  3.735%
72 10.906 2967 2975 2984 rBV 28297 40537 4.13% 0.335%
73 10.999 2994 3004 3020 rBV2 93542 206527 21.02% 1.707%
74 11.115 3027 3040 3057 rVB2 157885 326620 33.25%  2.699%
75 11.295 3087 3096 3112 rBV 40283 82996 8.45% 0.686%
76 11.378 3116 3122 3127 rVV2 11735 16937 1.72% 0.140%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 11.417 3127 3134 3141 rVV3 37323 53148 5.41% 0.439%
78 11.468 3141 3150 3167 rVB 183429 295608 30.09%  2.443%
79 11.574 3177 3183 3190 rBV3 11284 17394 1.77% 0.144%
80 11.709 3215 3225 3231 rBV5 22308 46909 4.78% ©0.388%
81 11.812 3246 3257 3270 rBV 421108 684623 69.69% 5.658%
82 11.899 3271 3284 3295 rBV3 53506 122181 12.44% 1.010%
83 12.095 3335 3345 3351 rBV2 46371 79170 8.06% 0.654%
84 12.195 3364 3376 3391 rVB 453503 783679 79.77% 6.476%
85 12.327 3404 3417 3427 rBV2 192279 334568 34.06% 2.765%
86 12.468 3453 3461 3465 rBV 16141 26007 2.65% 0.215%
87 12.671 3518 3524 3531 rBV6 8514 13748 1.40% 0.114%
88 12.934 3599 3606 3608 rBV5 10452 13719 1.40% 0.113%
89 13.137 3663 3669 3678 rVB3 13174 17170 1.75% 0.142%
990 13.356 3730 3737 3746 rBV9 6492 10547 1.07% 0.087%
91 13.433 3753 3761 3783 rVB3 94024 172737 17.58%  1.428%
92 13.587 3804 3809 3816 rVB2 15835 19150 1.95% 0.158%
93 13.841 3880 3888 3903 rBV8 10402 20279 2.06% 0.168%
94 14.086 3955 3964 3984 rVB 244409 399306 40.65%  3.300%
95 14.192 3987 3997 4013 rVB4 31302 63937 6.51% ©.528%
96 14.452 4070 4078 4086 rBV 108021 139440 14.19% 1.152%
97 15.221 4305 4317 4329 rBV 277258 451528 45.96% 3.731%
98 15.404 4365 4374 4386 rBV2 249286 387513 39.45%  3.202%
99 16.265 4635 4642 4645 rBV 33141 49816 5.07% 0.412%
100 16.294 4646 4651 4661 rVB 113060 150925 15.36% 1.247%

Sum of corrected areas: 12100510

SFAMULM112921WMA.M Thu Dec 09 16:15:55 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\

: VU046120.D

: 06 Dec 2021 18:42

: SY/MD

: M4942-07DL 10X

: 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 20 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.745 5.05 ug/L 60288 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 90
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
4 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 64
5 4,4-Dimethyl octane 142 C1eH22 015869-95-1 64

Abundance Scan 2614 (9.745 min): VU046120.D\data.ms (-2610) (-) m/z 43.00 100.00%

43.0 57.1
5000 85.1
| M ‘ | 99.1 128.2 10.00
Obeprrerprerrprele el el e e e /2 57 10 97.89%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
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29.0 71.0 850 85 10 47.64%
T I e
OH’\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘H\HHH‘HH‘HH‘\\H
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0 /\
‘ L L]
57.0 50 10.00
5000 m/z 41.00  39.83%
29.0
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Jaso |l ||| eso o
L N O M A
miz--> 10 20 30 40 50 60 70 80 90 100110120130 /\ /\ /\m J
Abundance #14555: Heptane, 2,4-dimethyl- o Y
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0,99011301280 (SR A Y
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.253 2.90 ug/L 34668 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
4 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
Abundance Scan 2772 (10.253 min): VU046120.D\data.ms (-2759) (- m/z 57.05 100.00%
57.0
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113.1 o R
| ‘ 85‘-1 “ 10.00 10.50
oH‘wmw“\Hu‘_‘“m‘”mm‘m_m_” m/z 71.05 61.32%
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Abundance #22091: Octane, 2,6-dimethyl-
i ﬂJ\
5000 k e ‘W\%\ ‘
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gs.o 130
0\\]-\5\.0‘\‘\‘\\“M\\‘\“\\H}\‘}‘\\\[\\1\‘\\\1\-4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0 %
R e
10.00 10.50
5000 41,0 m/z 56.00 41.56%
113.0
85.0
ol 2ol M b R a0
miz--> 20 40 60 80 100 120 140 /\ ﬂ\
Abundance #22103: Octane, 2,6-dimethyl- — /M‘ e
57.0 10.00 10.50
m/z 41.00 36.73%
41,0
5000
b e ph
ol 25 1 | 1420 A

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\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.562 3.17 ug/L 37853  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 35
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 35
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 35
4 Hexane, 1-(hexyloxy)-4-methyl- 200 C13H280 074421-20-8 27
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 27

Abundance Scan 2868 (10.562 min): VU046120.D\data.ms (-2854) (- m/z 57.10 100.00%

57.1
5000
39 98.1
80. T
‘ 10.50
0! N 1 — m/z 43.00  64.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
10.50
39 m/z 41.00 44.52%
O \]-\4-\0‘\‘\‘\ \“‘i T \L \‘im??.‘q}‘\ T \“ T \‘\ ‘ T \174"2\.\0\ T ‘ L
m/z--> 200 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0 fw
A
10.50
5000 ITI/Z 67.00 36.83%
84.0
0 B0 || 1130 1500
e et e e
miz--> 20 40 60 80 100 120 140 160 /\ N\A NV
Abundance #163251: Oxalic acid, isobutyl nonyl ester RN TR ‘M“
57.0 10.50
m/z 54.10 32.34%
5000
29.0
85.0
b bl b Lo o amo | g
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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, propyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.906  2.96 ug/L 40537  1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 com2 000103-65-1 93

2 Benzene, propyl-
3 Benzene, propyl-

120 C9H12

4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S

Abundance Scan 2975 (10.906 min): VU046120.D\data.ms (-2967) (-
1

91.

000103-65-1 87
000103-65-1 87
013622-43-0 72
144615-94-1 64

m/z 91.10 100.00%

5000
120.1 AVAVIEi
11.00
51.0 )
Oeprrediotieghecd e testborer e 285 m/z 126,10 23.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
11.00
120.0 m/z 65.00 11.67%
39.0
0\H‘\‘\H“‘H“H"\‘H\“’H‘L\‘\‘\H“H\\‘HH‘HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10699: Benzene, propyl-
91.0 /\ A
A AV L
11.00
5000 ITI/Z 92.00 10.37%
120.0
39.0
Olrrr st sbedre e
m/z--> 20 40 60 80 100120140160180200220240260280

n L

Abundance #10701: Benzene, propyl- P

91.0 11.00

m/z 78.00 6.48%
5000
120.0
39.0 |

Ol e e e e e e i oL

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@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.999 15.08 ug/L 206527 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-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU046120.D\data.ms (-2994) (-  m/z 105.10 100.00%
105.1
5000
120.1 . il /\ |
91.0
51.0 771 ‘ 11.00
O e e e m/z 120.10  29.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\M i A‘ \
m/z 91.05 12.85%
77.0 91.0
O\\‘HH.‘\\\‘\‘\??"‘\O\H“\\\\‘6‘%\.‘\0\‘\Hm‘uH‘MH\‘\Mlqu‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
AVAVAGD AL
11.00
5000 m/z 77.10 10.76%
120.0
39.0 77.0 91.0
NN O OO O N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #10723: Benzene, 1-ethyl-3-methyl- \ e
105.0 11.00
m/z 106.10 8.43%
5000
120.0
39.0 77.0 91.0 /\
B T 0 N O O O Y A1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.295 6.06 ug/L 82996 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 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 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3096 (11.295 min): VU046120.D\data.ms (-3087) (-  m/z 105.05 100.00%
105.1
5000
120.1 /\
270 910 — e
39.0 a0 [0 11.00 11.50
Ol ettt e bt e m/z 120.05 32.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A M AT
1200 11.00 11.50
m/z 91.00 13.63%
39.0 77.0 91.0
0H‘\H\‘\2\6\}\?\\1\“HHH\\\\G‘%\‘\O\‘H\‘H‘HH“HH‘\‘\l\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
‘ /\
11. 00 11 50
5000 m/z 76.95 11.90%
120.0
1 39.0 63.0 77.0 91.0
AN e B A N ) RV R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11 00 11 50
m/z 79.00 11.57%
5000
120.0 j\/\
77.0 91.0 /\
39.0
- .- Y Y v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 15
R.T. EstConc Area Relative to ISTD R.T.
11.417 3.88 ug/L 53148 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 80
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
Abundance Scan 3134 (11.417 min): VU046120.D\data.ms (-3127) (-  m/z 71.10 100.00%
71.1
43.0
5000 M
113.1 e
1.0 156.2 '
SN | w‘lp“m‘u‘!““HH‘HH“‘ m/z 43.00  73.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 : \”*“TNVMf
11.50
112.0 m/z 57.05 66.33%
O T \‘2\6‘1\ T \‘i‘} T \‘M“ T \M T “}B\l\-(\)‘ T !‘\ ‘ T T 1T ‘ T \1\E)i6-‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
—
11.50
5000 43.0 m/z 70.05 34.08%
113.0
oo | U omo [
miz--> 20 40 60 80 100 120 140 160 M
Abundance #22100: Octane, 3,3-dimethyl- R R S
43.0 71.0 11.50
m/z 41.00 32.02%
5000
26‘ | ‘ 113.0
ol M e L
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\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 (DEL) Alkane: Cyclic11.709 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.709 3.43 ug/L 46909 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 68
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 62
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 59
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 59
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 53

Abundance Scan 3225 (11.709 min): VU046120.D\data.ms (-3215) (- m/z 83.05 100.00%

83.0
55.0
5000
39 140.2 I I
‘ ‘ h” ‘ 111.1 11.50 12.00
NSRS A AN R P R E m/z 55.00  69.45%
m/z--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — ——
11.50 12.00
29.0 140.0 m/Z 82.05 56.69%
0 \1\4\0’ \M\ \‘i”\ T \M“ \‘1“\ \“ 1 TT \“ \1:\'-]\.\0‘ T “\ T
m/z--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0 ﬂ
/\ ‘Ml’\‘ﬂ A ‘fj\"‘“vxr‘\mm .
55.0 11.50 12.00
5000 m/z 41.00 43.29%
29.0 140.0
N R N . T I
m/z--> 20 40 60 80 100 120 140
Abundance #20733: Cyclohexane, (2-methylpropyl)- 7 —
55.0 11.50 12.00
83.0
m/z 57.00 34.28%
5000
2i.0 140.0
BN 0 O Y™ Y L C
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMULM112921WMA.M Thu Dec 09 16:16:04 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 Benzene, 1-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.899 8.92 ug/L 122181 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3284 (11.899 min): VU046120.D\data.ms (-3271) (- m/z 105.10 100.00%
105.1
: 5
430 5709 70 910 11.50 12.00
o‘wHH_‘H_HWH‘i‘;uw‘w”pm‘:hmn“uH_‘elwm“mw m/z 120.10  40.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 /\
5000 e
11.50 12.00
m/z 77.00 11.54%
77.0
OH‘\H.\‘\H‘\‘\\3\?‘.‘\0\Hi‘i‘\\\6‘:\3‘\"9\‘H\‘H‘\\\9\1‘1.\()\\‘\M!\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 A/\
‘ T T T ‘ T \A
120.0 11.50 12.00
5000 m/z 106.10 9.15%
77.0
39.0 91.0
L1 N vl S i T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 /\ /\
Abundance #10724: Benzene, 1-ethyl-2-methyl- — —— ‘/\ A
105.0 11.50 12.00
m/z 91.00 9.10%
5000
120.0
77.0 91.0 ‘
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 11 Benzene, 1-ethenyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.095 5.78 ug/L 79170  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
Abundance Scan 3345 (12.095 min): VU046120.D\data.ms (-3335) (-  m/z 117.10 100.00%
1171
5000
91.0 1 A ‘
38.9 63.0 ‘ ‘ ‘ 134.1 12.00
Ol bbbl L myz 118,10 54.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
5000 [\/\ T \/\\ T ]
12.00
39.0 63.0 m/z 115.10  33.58%
O\\‘l\\5\\0‘\\\‘\‘H\}i‘\\HH}\\‘\“\‘H\\‘\MH‘\H\“H\\‘1‘\\\‘\\!\"\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
RN \
12.00
m/z 119.10  19.08%
5000 91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂA /\
Abundance #10181: Indane = A ptmin
117.0 12.00
m/z 91.00 18.64%
5000
91.0
390 630 /\)\/\ M
0 15.0 | TR \‘ ‘ o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.327  24.43 ug/L 334568 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 87
3 Undecane 156 C1l1H24 001120-21-4 70
4 Undecane 156 C1l1H24 001120-21-4 70
5 Undecane 156 C11H24 001120-21-4 62

Abundance Scan 3417 (12.327 min): VU046120.D\data.ms (-3404) (-
57.1

m/z 57.10 100.00%

5000
851 1151
= el
3.9H H | 156.2 12.00 12.50
e L SRS [ m/z 43.00  74.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 1= N
85.0 12.00 12.50
29.0 m/z 71.18  55.24%
|l | 113.0 156.0
O\\\‘\‘\\\‘}\\h“\‘\‘}\“!‘\\\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 39.36%
5000 85.0
29.0
‘ | H | 113.0 156.0
) SN N NS Y S et
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane = =
57.0 12.00 12.50
m/z 85.10 34.08%
5000
85.0
29.0
| L 113.0 156.0 M
o e i N paced Ay Sl
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@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.433  12.62 ug/L 172737 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Dodecane 170 C12H26 000112-40-3 96
3 Dodecane 170 C12H26 000112-40-3 91
4 Dodecane 170 C12H26 000112-40-3 91
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 3761 (13.433 min): VU046120.D\data.ms (-3753) (- m/z 57.10 100.00%

57.1
5000
85.1
—F
39“3 Uﬂ | | 11211341 1702 13.50 )
Ot _;1‘ph“w“ﬁ“‘h‘w“““‘u‘ m/z 43.00 70.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45480: Dodecane
57.0
5000 U
85.0 13.50
29.0 m/z 71.05 59.62%
112.0 170.0
O\\\‘\‘\‘\\‘\\\UU‘\\“}\“1‘\\\H‘\\1‘\‘\”\\1\4.‘1\.0\\\‘\\‘\\‘
m/z--> 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
—
13.50
5000 ITI/Z 41.00 40.75%
85.0
29.0
L0 o o
0““‘H“‘H “w“u‘u‘“m““w“‘w“‘w
m/z--> 20 40 60 80 100 120 140 160
Abundance #45481: Dodecane T
57.0 13.50
m/z 85.10 37.13%
5000
85.0
29.0
| ‘ 1130 1419 1700 NM
0 ‘H“M“_“m‘HM"\‘HH“UW‘M“‘H““A“ e
m/z--> 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@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 14 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.086 29.16 ug/L 399306 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 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3964 (14.086 min): VU046120.D\data.ms (-3955) (-  m/z 128.05 100.00%
128.1
5000
14.00 |
51.0 74.0 102.0 .
Ob e it 1494 ) 10710 12.44%
m/z--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 e ‘
14.00
m/z 129.00 10.19%
51.0 75.0 102.0 ‘ ‘
O‘\\\\‘\\“\\’W\\H‘\M‘\\\\“‘\\\\’\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13678: Azulene
128.0
T \
14.00
5000 m/z 102.00 8.55%
102.0
51.0
<X B A I —
m/z--> 20 40 60 80 100 120 140
Abundance #13683: Naphthalene 1 ‘
128.0 14.00
m/z 126.05 6.89%
5000
51.0 102.0
2 e e NN —al, A,
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.192 4.67 ug/L 63937 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
2 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 64
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 59
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 53
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 53

Abundance Scan 3997 (14.192 min): VU046120.D\data.ms (-3987) - m/z 57.10 100.00%
57.1

5000
41)0
113.1 et 7=
H | 84.0 H 134.0 1561 14.00 14.50
0“””““‘u“‘u‘:“‘u“‘Um:“Humuu u“““wu"m m/z 71.05 92.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 - S
14.00 14.50
4100 113.0 m/z 42.95 53.70%
0 A L
O\‘\\\\“‘\\\ ‘\\‘}\“}\\\‘\\\‘\‘\\\\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33103: Octane, 2,3,6-trimethyl-
57.0
—— S
14.00 14.50
5000 ITI/Z 41.00 30.03%
41,0
113.0
026 L %0 M0 aooueo
m/z--> 20 40 60 80 100 120 140 160
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester T 7
57.0 14.00 14.50
m/z 56.00 21.26%
5000
41)0
83.0 112.0
157.0
OLBZ-O
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.452 10.18 ug/L 139440 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 Tridecane 184 C13H28 000629-50-5 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Dodecane 170 C12H26 000112-40-3 90
Abundance Scan 4078 (14.452 min): VU046120.D\data.ms (-4070) (- m/z 57.10 100.00%
57.1
1450
1121 1412 184.2 :
0 ‘H_m‘“;H‘H‘_“‘WIHJ\m‘u“uH‘ml‘??"l‘wm m/z 43.00  71.20%
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 71.05 64.13%
Ll ] 120 aao st
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
5
14.50
5000 m/z 85.10 39.66%
29.0 85.0
Ll 120 a0 1840
0 ““‘,,“
miz--> 60 80 100 120 140 160 180
Abundance #59029: Tridecane Jkafﬁ e
57.0 14.50
m/z 41.00 35.50%
5000
85.0
29.0
o Lm0 1m0 1sao
e e
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\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.404  28.30 ug/L 387513 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tetradecane 198 C14H30 000629-59-4 84
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 70
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 62
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 60
Abundance Scan 4374 (15.404 min): VU046120.D\data.ms (-4365) (- m/z 57.85 100.00%
57.0
142.0
5000 85.0
115.1
=
15.50
198.3
0 MWMMH 4 “:u ot bl e 2892 50T m/z 142,00 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 : J\ :
15.50
29.0 m/z 71.05 70.10%
0 \‘ | 1130 1410 1690 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
=
15.50
5000 m/z 141.05 68.09%
85.0
29.0
bl 190 1010 1690 1990
‘H“H“H“_“w“u“u‘,H“_“w“u“u“u“_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬁL
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- i
141.0 15.50
m/z 43.00 67.75%
5000 115.0
39.0 Gﬁo 89.0 ‘
o"‘_m‘_wmuw_umm‘,www_ww_m_

e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 19 Naphthalene, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.265 3.64 ug/L 49816 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4642 (16.265 min): VU046120.D\data.ms (-4635) (-  m/z 156.10 100.00%
1

56.1
5000 /\
e
760 1151 16.00 16.50
43.0 193.2 281.. 5
0 e eosy m/z 141,05 65.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 et : ‘/L
16.00 16.50
770 115.0 m/z 155.10 32.46%
39.0
O' ‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 A
i ‘ ‘I\A‘ — /\'\‘/\r
16.00 16.50
5000 ITI/Z 115.05 15.03%
76.0 115.0
m/z--> 20 40 60 80 100120140160180200220240260280 /\q
Abundance #33129: Naphthalene, 2,3-dimethyl- Yunf A —5
141.0 16.00 16.50
m/z 128.05 13.40%
) MM
e A
39.0
1100
A VOV AL 1T N g PO A WL '

—
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.294 11.02 ug/L 150925 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 78
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 78

Abundance Scan 4651 (16.294 min): VU046120.D\data.ms (-4646) (- m/z 57.10 100.00%

57.1
1600 1650
oHWWH‘“Hm‘luHm”E‘%m,‘wl‘??‘z_u“2‘1‘%,3"”””_”‘ m/z 71.18 70.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 s s
85.0 16.00 16.50
29.0 m/z 43.00 67.31%
0 \‘ L\ H \‘\ Il \11\\30\14401690 2120
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
T .
16.00 16.50
5000 85.0 ITI/Z 85.10 48.49%
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HV‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane T “
57.0 16.00 16.50
m/z 41.00 31.94%
85.0
5000
29.0
0 \‘ \\ \\‘\ HH\ \H\ ‘11\\\3 0\141 0169 01970 268(
‘H‘HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘W‘HW‘HW‘HW‘H‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120621\
Data File : VU@46120.D

Acqg On : 06 Dec 2021 18:42

Operator : SY/MD

Sample : M4942-07DL 10X

Misc : 7.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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|
(DEL) Alkane: S... 9.745 5.0 ug/L 60288 2 9.417 597272 50.0
(DEL) Alkane: S... 10.253 2.9 ug/L 34668 2 9.417 597272 50.0
(DEL) Alkane: S... 10.562 3.2 ug/L 37853 2 9.417 597272 50.0
Benzene, propyl- 10.906 3.0 ug/L 40537 3 11.812 684623 50.0
Benzene, 1l-ethy... 10.999 15.1 ug/L 206527 3 11.812 684623 50.0
Benzene, 1l-ethy... 11.295 6.1 ug/L 82996 3 11.812 684623 50.0
(DEL) Alkane: S... 11.417 3.9 ug/L 53148 3 11.812 684623 50.0
(DEL) Alkane: C... 11.709 3.4 ug/L 46909 3 11.812 684623 50.0
Benzene, 1l-ethy... 11.899 8.9 ug/L 122181 3 11.812 684623 50.0
Benzene, 1l-ethe... 12.095 5.8 ug/L 79170 3 11.812 684623 50.0
(DEL) Alkane: S... 12.327 24.4 ug/L 334568 3 11.812 684623 50.0
(DEL) Alkane: S... 13.433 12.6 ug/L 172737 3 11.812 684623 50.0
Azulene 14.086 29.2 ug/L 399306 3 11.812 684623 50.0
(DEL) Alkane: S.. 14.192 4.7 ug/L 63937 3 11.812 684623 50.0
(DEL) Alkane: S.. 14.452 10.2 ug/L 139440 3 11.812 684623 50.0
(DEL) Alkane: S.. 15.404 28.3 ug/L 387513 3 11.812 684623 50.0
Naphthalene, 2,.. 16.265 3.6 ug/L 49816 3 11.812 684623 50.0
(DEL) Alkane: S.. 16.294 11.0 ug/L 150925 3 11.812 684623 50.0

SFAMULM112921WMA.M Thu Dec 09 16:16:12 2021

23



