LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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@46049.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 81 101 rVB 148420 163839 7.71% 0.726%
2 1.916 176 179 192 rBV 111612 140679 6.62% 0.623%
3 2.195 264 266 272 rVB2 329 214 0.01% 0.001%
4 2.568 369 382 417 rBV 243672 408213 19.21% 1.808%
5 3.047 525 531 540 rvB3 917 1451 0.97% 0.006%
6 3.165 546 549 552 rBV 163 160 0.01% ©0.001%
7 3.186 562 574 592 rVB2 6302 14195 0.67% 0.063%
8 3.523 676 679 682 rBV 166 161 ©0.01% 0.001%
9 3.668 720 724 727 rBV 130 157 0.01% 0.001%
10 4.636 1009 1025 1065 rBV 104423 294434 13.86%  1.304%
11 4.809 1073 1079 1080 rBV3 1232 981 0.05% 0.004%
12 5.067 1142 1159 1180 rBV 207279 460597 21.68% 2.040%
13 5.170 1187 1191 1193 rBV3 241 188 0.01% 0.001%
14 5.295 1228 1230 1235 rVB3 486 311 0.01% 0.001%
15 5.375 1252 1255 1259 rBB2 394 335 0.02% 0.001%
16 5.594 1320 1323 1328 rBB4 653 607 0.03% 0.003%
17 5.729 1342 1365 1389 rBV2 437610 1177415 55.42% 5.214%
18 5.829 1394 1396 1397 rBV 369 168 ©0.01% 0.001%
19 5.893 1414 1416 1418 rBv2 305 163 0.01% 0.001%
20 5.970 1437 1440 1446 rVV5 391 310 0.01% 0.001%
21 6.012 1450 1453 1457 rVB2 273 244 0.01% ©0.001%
22 6.047 1458 1464 1467 rBV2 433 427 0.02% 0.002%
23 6.131 1485 1490 1498 rVB5 1214 1601 0.08% 0.007%
24  6.253 1513 1528 1546 rBV 291518 546597 25.73% @ 2.421%
25 6.404 1571 1575 1580 rVB2 416 443 0.02% 0.002%
26 6.427 1580 1582 1587 rBB2 275 265 0.01% 0.001%
27 6.536 1598 1616 1630 rBVS8 8332 19715 ©0.93% 0.087%
28 6.694 1650 1665 1683 rBV 269950 525600 24.74%  2.328%
29 6.806 1695 1700 1708 rVB3 1435 2091 0.10% 0.009%
30 6.851 1710 1714 1717 rBV 128 162 0.01% 0.001%
31 6.870 1717 1720 1724 rBV2 195 176  0.01% 0.001%
32 7.041 1769 1773 1781 rVV 503 678 0.03% 0.003%
33 7.131 1797 1801 1805 rBB 161 178 0.01% 0.001%
34 7.186 1809 1818 1827 rBB 2957 4451 0.21% 0.020%
35 7.256 1834 1840 1850 rBB2 568 840 0.04% 0.004%
36 7.298 1850 1853 1857 rBV 136 159 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 7.382 1876 1879 1885 rBB3 434 478 0.02% 0.002%
38 7.430 1886 1894 1899 rBB3 692 1028 0.05% 0.005%
39 7.501 1909 1916 1922 rBV3 2792 3840 0.18% 0.017%
40 7.568 1922 1937 1957 rBV 156554 268376 12.63% 1.188%
41  7.658 1957 1965 1971 rBvV4 2699 4766  0.22% 0.021%
42 7.790 2000 2006 2014 rVB3 704 929 0.04% 0.004%
43 7.851 2014 2025 2026 rBV3 1791 1845 0.09% 0.008%
44  7.899 2027 2040 2053 rVV 560982 963604 45.36% 4.267%
45 7.970 2054 2062 2076 rVB 74864 129789 6.11% 0.575%
46  8.060 2087 2090 2094 rVB2 462 388 0.02% 0.002%
47  8.134 2103 2113 2117 rBV 7608 11169 ©.53% 0.049%
48 8.182 2118 2128 2141 rVB 108200 175109 8.24% 0.775%
49 8.237 2141 2145 2146 rBV2 897 575 0.03% 0.003%
50 8.304 2162 2166 2167 rBvV2 299 218 0.01% 0.001%
51 8.369 2178 2186 2197 rVvB3 1636 2682 0.13% 0.012%
52 8.414 2197 2200 2203 rBV2 462 228 0.01% 0.001%
53 8.443 2205 2209 2211 rBvV2 228 199 0.01% 0.001%
54  8.555 2228 2244 2253 rBV8 6056 11420 0.54% 0.051%
55 8.636 2256 2269 2299 rBV 329017 611190 28.77% 2.707%
56 8.867 2336 2341 2349 rVB 4870 6323 0.30% 0.028%
57 8.925 2349 2359 2366 rBV7 6401 11774 ©.55% 0.052%
58 9.057 2388 2400 2411 rBV7 3928 9095 0.43% 0.040%
59 9.121 2411 2420 2428 rBV6 5226 10328 0.49% 0.046%
60 9.218 2443 2450 2462 rVB2 27994 46044 2.17% 0.204%
61 9.292 2471 2473 2475 rVB2 593 292 0.01% 0.001%
62 9.340 2475 2488 2500 rBV3 25784 45074 2.12% 0.200%
63 9.420 2500 2513 2537 rVW 415450 697984 32.85% 3.091%
64 9.571 2549 2560 2574 rBV 231413 376232 17.71% 1.666%
65 9.693 2585 2598 2609 rBV 834163 1401568 65.97% 6.207%
66 9.745 2610 2614 2639 rVB 122651 196611 9.25% 0.871%
67 9.877 2646 2655 2656 rBV3 2707 2490 0.12% 0.011%
68 9.954 2668 2679 2688 rBV3 3666 7095 0.33% 0.031%
69 10.021 2689 2700 2714 rBV7 29898 71933 3.39% 0.319%
70 10.105 2715 2726 2741 rW 234729 428309 20.16% 1.897%
71 10.253 2756 2772 2785 rBv4 55537 117091 5.51% 0.519%
72 10.356 2797 2804 2812 rBV4 38466 65191 3.07% 0.289%
73 10.484 2831 2844 2854 rBV 96494 163449 7.69% 0.724%
74 10.558 2855 2867 2875 rBV6 36084 74880 3.52% ©.332%
75 10.758 2919 2929 2940 rBV 432519 685948 32.29%  3.038%
76 10.909 2968 2976 2985 rBV 52127 79186 3.73% 0.351%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 10.999 2995 3004 3019 rBV2 199472 430561 20.27% 1.907%
78 11.118 3036 3041 3056 rVB 427997 625205 29.43%  2.769%
79 11.298 3087 3097 3114 rBV3 84646 222257 10.46% 0.984%
80 11.420 3128 3135 3141 rBV 86108 111714 5.26% 0.495%
81 11.468 3141 3150 3175 rVB 436450 753575 35.47% 3.337%
82 11.574 3176 3183 3190 rBV2 35594 60975 2.87% 0.270%
83 11.709 3216 3225 3232 rBV5 72359 133294 6.27% 0.590%
84 11.816 3248 3258 3270 rVB 476334 801402 37.72%  3.549%
85 11.899 3271 3284 3295 rBV3 119041 301374 14.19%  1.335%
86 12.098 3339 3346 3350 rBV2 58640 85978 4.05% 0.381%
87 12.195 3364 3376 3391 rVB 733093 1291726 60.80% 5.720%
88 12.330 3409 3418 3427 rVB 395930 556762 26.21% 2.466%
89 12.468 3454 3461 3465 rBV 49266 71895 3.38% 0.318%
90 13.356 3732 3737 3744 rVB3 19712 23922 1.13% 0.106%
91 13.436 3754 3762 3782 rVB4 149274 348022 16.38% 1.541%
92 13.738 3848 3856 3862 rBV5 15983 27794 1.31% 0.123%
93 14.089 3954 3965 3984 rVB 1257864 2042061 96.12% 9.043%
94 14.452 4072 4078 4085 rVB 105152 126964 5.98% 0.562%
95 15.224 4306 4318 4330 rBV 1346957 2124579 100.00%  9.408%
96 15.407 4365 4375 4399 rVB2 656688 1156190 54.42% 5.120%
97 15.954 4539 4545 4559 rVB 139904 220869 10.40% 0.978%
98 16.150 4600 4606 4613 rBV 55383 72997 3.44% 0.323%
99 16.262 4633 4641 4648 rBV 173127 294354 13.85% 1.304%
100 16.410 4679 4687 4693 rBV 161778 244122 11.49% 1.081%

Sum of corrected areas: 22581521
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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: VU046049.D\data.ms

1200000
1000000
800000

600000

5.729
400000

6.253 6.69:

2.568 5.067

200000
1601 916 4.636

BUEB6  3.528668 /\ 4.809 | 5.150898755.59

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: VU046049.D\data.ms

o

1200000
1000000
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Abundance TIC: VU046049.D\data.ms

14.089 15.p24

—
12.00

1200000

1000000

800000

15.407
600000

400000

200000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T ‘ T T T
Time--> 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 9 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.218 3.30 ug/L 46044  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 78
2 Octane, 2-methyl- 128 C9H20 003221-61-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 59
4 Tetradecane 198 C14H30 000629-59-4 53

5 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 53

Abundance Scan 2450 (9.218 min): VU046049.D\data.ms (-2443) (-) m/z 43.00 100.00%
43.0
57.0 710
5000 85.1 IL
NPV VA
‘ ‘ ‘ “ 980 1110 128.2 8.80 9.00 9.20 9.40 9.60
et e e e m/z 57.05 0 57.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14524: Octane, 2-methyl-
43.0
710 8.80 9.00 9.20 9.40 9.60
29.0 ‘ : 85.0 m/z 71.05 53.43%
\‘\\\‘\“\\\\‘\\\\‘\\‘!\‘\\\\‘\\\\’\H\\‘\\9\\9‘.9\\]\-‘]-\:‘3\\(\)‘\]-\2\\8‘\0\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0 /\
ﬂﬁw‘/‘\wmw,”'
8.80 9.00 9.20 9.40 9.60
5000 57.0 m/z 41.0 43.77%
71.0
29.0 85.0
99.0 113.0 128.0
— e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14526: Octane, 4-methyl- R e e
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 43.14%
5000
85.0
290 57.0 71.0
L s s e AW
wH‘WHH‘HH‘HH‘HHM‘HW‘HM‘HMH‘_H‘_H‘_H‘ R RRRAE mE A S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 25
R.T. EstConc Area Relative to ISTD R.T.
9.340 3.23 ug/L 45074  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 64
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
4 Octane, 3-methyl- 128 C9H20 002216-33-3 53
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50

Abundance Scan 2488 (9.340 min): VU046049.D\data.ms (-2475) (-) m/z 57.10 100.00%

57.1
5000
98.1

39 9.00 9.20 9.40 9.60
126.1
S | - w‘WV?P‘“ﬁ_“‘,‘u“,““,‘w‘ m/z 41.00  31.58%

m/z--> 20 40 60 80 100 120 140 160
Abundance #14537: Octane, 3-methyl-
57.0

5000 S
9.00 9.20 9.40 9.60
29.0

m/z 56.00  23.79%

‘ 98.0
T ‘ T ‘\ T ‘ LI ‘ T \‘V? P\ T \h‘ UL ’1\2\8\0\ ’ L ’ L
mi/z--> 60 80 100 120 140 160
Abundance
A

9.00 9.20 9.40 9.60

5000 ITI/Z 43.00 23.27%
98.0
29.0
79.0 142.0
B B LA B
m/z--> 20 40 60 80 100 120 140 160 N/\
Abundance #45491: Undecane, 6-methyl- R AREEREL
57.0 9.00 9.20 9.40 9.60

m/z 98.10 18.03%

5000
98.0
29.0
X I 126.0143.0  170.0 ol 0

m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
: VU046049.D

: 02 Dec 2021 14:04

: SY/MD

¢ M4868-11 10X

: 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 9 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P

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

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.
10.021 5.15 ug/L 71933  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
3 Ether, heptyl hexyl 200 C13H280 007289-40-9 50
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 50
5 2-Undecene, 6-methyl-, (Z)- 168 C12H24 074630-43-6 47

Abundance Scan 2700 (10.021 min): VU046049.D\data.ms (-2689) (- | m/z 57.05 100.00%
57.0
43.0
5000 85.0
71.0 e ‘
L me T o
crrprerrprer bbbl b M/z 42,95 67.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 e A
10.00
290 710 m/z 55.60 50.51%
\H‘HH’H\\‘HH‘HH‘\H\‘HH’HH’\H\‘HH‘HH‘HH‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 57.0
T \
85.0 10.00
5000 41.00 47.15%
29.0 71.0
15.0 99.0 114.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 KJAJKWJ\ijR
Abundance #76029: Ether, heptyl hexyl L
7.0
43.0 10.00 .
m/z 85.05 46.93%
5000 85.0
290
Al ‘ 7ﬁ0 | 990 115.0129.0 A
HwHH,HHMH‘_HWH‘WHHW‘HWHW‘HWHH‘HHMH‘MH‘ A
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\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.253 8.39 ug/L 117091 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 93
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 90
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
Abundance Scan 2772 (10.253 min): VU046049.D\data.ms (-2756) (1 m/z 57.85 100.00%
57.0
113.1 T T
‘ 85.1 10.00 10.50
LI \‘i‘\\ \‘\“\‘\H\‘\“H\“\\ T \‘\ T \\]\-1‘12\.]\-\ m/Z 71.05 64.66%
miz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0 K
5000 red AL
10.00 10.50
113.0 m/z 43.00 47.28%
I
\1\5\.()‘\‘\\\“\\\“\‘ \\‘M\‘\“\\\‘\\!\‘\\\]\-4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
T -
10.00 10.50
41.0 o
5000 m/z 41.00 41.077%
85.0 113.0
26.0 ' 142.0
T T
m/iz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- T T
57.0 10.00 10.50
m/z 56.00 35.05%
5000
410
113.0
85.0
REX. BTN e s Y-8 N AV VAR 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\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 (DEL) Alkane: Cyclicl@.356 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.356 4.67 ug/L 65191 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
Abundance Scan 2804 (10.356 min): VU046049.D\data.ms (-2797) (- | m/z 83.05 100.00%
3.0
55.0
5000 410
126.1 . o
I H eﬁ.o 1091 10.00 10.50
H‘HH‘HH‘\H\“‘\H\‘\‘!H‘H‘H“HH\‘\"‘\\‘\\‘H‘H“\\\\“\HH\‘\\\‘\‘\\\ m/Z 55.00 68.7900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 — —
41.0 10.00 10.50
270 126.0 m/z 82.05 62.79%
g 69.0
H‘HH‘\HH‘HH“UH\‘\‘”\‘H\ﬁ}HH"\EH‘?Z\.‘()H]\-\].‘]\“\(\)\‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0 83.0 /\/\
PR TR LTS
10.00 10.50
5000 41.0 m/z 41.00 37.30%
27.0 69.0 126.0
97.0 112.0
T T e e I T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl- T T
55.0 83.0 10.00 10.50
m/z 67.00 26.14%
5000 41.0
27.0 126.0
69.0 ‘
H_‘H_HH_H“;UHwJHMHﬁ;HH,‘lH‘?Z(?wwwuw i ‘f\ﬂm AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 17
R.T. EstConc Area Relative to ISTD R.T.
10.558 5.36 ug/L 74880  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 49
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 47
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
5 Decane 142 C1eH22 000124-18-5 41

Abundance Scan 2867 (10.558 min): VU046049.D\data.ms (-2855) (- | m/z 57.00 100.00%
57.0

5000
98.1
R \
10.50
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22074: Nonane, 2-methyl-
43.0
5000 10 50
71.0
41.00 36.42%

98.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0

10 50
5000 m/z 71.10 30.28%
29.0 85.0
111.0 134.0 154.0
R B o I R e B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl- ‘
57.0 10 50

m/z 98.10  28.94%

5000
29.0 ‘ e 126.0
i h' 169.0 YA\

m/z--> 20 40 60 80 100 120 140 160 180 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 Benzene, propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.909 4.94 ug/L 79186 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
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 83
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2976 (10.909 min): VU046049.D\data.ms (-2968) (- | m/z 91.05 100.00%
91.0
5000
1201 A AVATAGLN
370 510 %30 780 | 1051 ‘ 11.00
reprrrrprrrrred e ettt e e e e m/z 120.05  22.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10700: Benzene, propyl-
91.0
5000 T j\
11.00
200 65.0 260 120.0 m/z 64.95 10.42%
260 0620 780 1050
H‘HH’HH’HH’HH‘\\H‘\\H‘\\H‘\\H‘\H\‘\\H‘\H\‘\\H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
91.0 A
™
1LOO
5000 m/z 92.05 10.05%
120.0
65.0
26.0 39.0 52.0 78.0 105.0
R RRaa e e AARARERaAE R A
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 /\ /\
Abundance #10702: Benzene, propyl- A
91.0 11.00
m/z 78.05 6.71%
5000
120.0
65.0
99 590 789 | 1050
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.999 26.86 ug/L 430561 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 3004 (10.999 min): VU046049.D\data.ms (-2995) (- | m/z 105.10 100.00%
105.1
5000
120.1 N /\
77.0 11.00
390
e 389, i M 1891 hs 120,10 30.48%
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ M A
120.0 11.00
m/z 91.05 15.94%

77
s ¥ se0
m/z--> 20 40 60 80 100 120 140
Abundance
105.0 Aﬂ

1100
5000 ITI/Z 77 .00 11.85%
120.0
39.0 77.0
59.0
. e e
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 11.00
m/z 106.10 8.77%
5000
120.0
77.0
150 390 590 |- \ i
e e e e e A
m/z--> 20 40 60 80 100 120 140 11.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\

: VU046049.D

: 02 Dec 2021 14:04

: SY/MD

¢ M4868-11 10X

: 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9 Sample Multiplier: 1

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

: VOC Analysis

: 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, 1l-ethyl-4-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.298 13.87 ug/L 222257 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90

Abundance Scan 3097 (11.298 min): VU046049.D\data.ms (-3087) (- | m/z 105.10 100.00%
105.1
5000
120.1
77.0
39.0 57.0 ‘ ‘ 139.1 1100 1150
b e e 1891 s 106, 05 30.13%
miz--> 200 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0
1100 1150
270 m/z 76.95 %
51.0
1T ‘2\7\()\ \“ T \“\ \“‘ ‘\‘\ T \““ T \‘\ T “\‘\ \‘\““\ LI ’ T
miz--> 20 40 60 80 100 120 140
Abundance
105.0
11.00 1150
5000 m z 91.05 . %
120.0
77.0
270 510
B o o e O B
miz-> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl- ‘ ﬁ\ ]MVAJ
105.0 1100 1150
m/z 103.10 10.25%
5000
770 120.0
51.0 ‘ A
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMULM112921WMA.M Mon Dec 13 ©3:15:12 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.574 3.80 ug/L 60975 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 78
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
4 Decane, 3-methyl- 156 C1l1H24 013151-34-3 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
Abundance Scan 3183 (11.574 min): VU046049.D\data.ms (-3176) (- | m/z 57.10 100.00%
57.1
5000
85.0
T \
3900 ‘ 111.1 11.50
138.2
H\‘HH““\HM“\“\ \‘m\‘\\‘\M“H“\“\‘\“\ \3\?\\\\“\\\ m/Z 71.10 60.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45503: Decane, 2,9-dimethyl-
43.0
5000 —Rs :
71.0 11.50
m/z 43.00 50.07%
99.0 127.0
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
1 \
11.50
m/z 41.00 38.43%
5000 85.0
29.0
141.0
112.0 170.0
T T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #45507: Decane, 3,8-dimethyl- e ‘
57.0 11.50
m/z 56.10 37.41%
5000
85.0
29.0
‘ ‘ 1130 1410
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMULM112921WMA.M Mon Dec 13 ©3:15:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 12 (DEL) Alkane: Cyclic11.709 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.709 8.32 ug/L 133294  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59

Abundance Scan 3225 (11.709 min): VU046049.D\data.ms (-3216) (- | m/z 83.10 100.00%

83.1
55.0
5000

140.2 T
| |l 11.50 12.00
I e m/z 55.85  70.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20677: Cyclohexane, butyl-
55.0 83.0

5000 7 —
11.50 12.00
29.0 140.0 m/z 82.10 64.78%
\H‘\HH‘N‘\HM"\‘}“H‘1\H“:L\]\-:\L\.‘OH\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
83.0
= —
55.0 11.50 12.00
5000 m/z 41.00 40.80%
29.0 140.0
111.0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl- 7 7
83.0 11.50 12.00

m/z 57.10 34.91%

55.0
5000
29.0
\ ‘ | MH | 1110 1540 238.

7 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\

: VU046049.D

: 02 Dec 2021 14:04

: SY/MD

¢ M4868-11 10X

: 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9 Sample Multiplier: 1

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

: VOC Analysis

: 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 Benzene, 1,2,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.899 18.80 ug/L 301374  1,4-Dichlorobenzene-d4  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 com2 000108-67-8 97

2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3284 (11.899 min): VU046049.D\data.ms (-3271) (-~ | m/z 105.10 100.00%
105.1
5000 120.1
-
39.0 57.0 77‘-0 w1l 11.50 12.00
\\\‘\\\\“H\\“i‘\““\‘\‘\\“‘\\‘\\‘M\\‘\““\\\\’\.\ m/Z 120.10 40.60%
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0 ‘ /\ r
11.50 12.00
m/z 76.95 11.76%
51.0 77.0
LI ‘2\7\.0\\“ T \“i‘\“‘ ‘\‘\ T \““ T \‘\ T ‘M‘\ \‘\““\ LI ’ T
miz-> 20 40 60 80 100 120 140
Abundance
105.0
‘ T
120.0 11.50 12.00
5000 ITI/Z 91.10 9.48%
77.0
150 0 590
T a2 R A e
miz--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene ‘ =
105.0 11.50 12.00
m/z 119.10 9.23%
120.0
5000
77.0
39.0
m/z--> 20 40 80 100 120 140 11.50 12.00

SFAMULM112921WMA.M Mon Dec 13 ©3:15:13 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 Benzene, 1-propenyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.099 5.36 ug/L 85978 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 55
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 55
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 55
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 55
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55

Abundance Scan 3346 (12.098 min): VU046049.D\data.ms (-3339) (- | m/z 117.10 100.00%
117.1

5000
91.0 134.1 A
390 630 ‘ 12.00 12.50
e b Wl L1842 08 10 53.54%
miz--> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 \A\A T ‘ T /\\ T /\/‘\ 1
12.00 12.50
91.0 m/z 105.05  51.00%
51.0 ‘
270 | | 74'R | \

N il
m/z--> 20 40 60 80 160 1%0 1&0
Abundance
117.0 A
A“ R L

12.00 12.50
5000 ITI/Z 119.10 48.25%
91.0
51.0
27.0 74.0
T B o e B A B A
miz—-> 20 40 60 80 100 120 140 M

Abundance #10202: Benzene, 1-ethenyl-4-methyl- e A b ]

117.0 12.00 12.50

m/z 115.05 37.48%

5000 91.0
39.0 63.0
‘15'0 i \‘ ul Ll R e

“} “ MH —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.
12.330  34.74 ug/L 556762 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 91
3 Undecane 156 C1l1H24 001120-21-4 87
4 Undecane 156 C1l1H24 001120-21-4 87
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
Abundance Scan 3418 (12.330 min): VU046049.D\data.ms (-3409) (- | m/z 57.05 100.00%
57.0
5000
85.1
= =
39/0 ‘ 12.00 12.50
113.2 156.2
om_H“H;Hw_“‘mu‘um”\Hsu_m_wl_ m/z 43.00  74.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
5000 P A
85.0 12.00 12.50
29.0 m/z 71.10 53.30%
156.0
T \“‘1 T \‘H“ T \“1 T “\‘\ T \H‘ \1\1}‘3\?\ L
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
- T
12.00 12.50
5000 m/z 41.00 38.28%
290 85.0
113.0 156.0
L o S LA A e e o
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane o T
57.0 12.00 12.50
m/z 85.10 32.83%
5000
85.0
29.0 ‘ ‘
S P N T AV ¥ WLV
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Library Search Compound Report

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 16 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.468 4.49 ug/L 71895 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 96
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95

Abundance Scan 3461 (12.468 min): VU046049.D\data.ms (-3454) (- | m/z 119.10 100.00%
119.1
5000 Aj\ J
91.0 ‘ ‘12\50‘ /‘\A/\‘
41.0 71. :
LA \“H\ \‘HH\“M\“\ ‘\ \H’ ‘\‘\‘i T “H“\ \M‘“ f \1\‘ \7‘.]\- T m/Z 134.05 29.83%
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\M ‘ /\
12.50
91.0 J m/z 91.05 17.90%
39.0 :
15.0 65.0
T \‘\ T \‘\ T “\ \“1‘\ “\‘\ T \‘H’ T \‘\ T “1“\ \M T \1\‘\6.‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
=
12.50
5000 m/z 105.10 12.08%
91.0
150 390 65.0
T B B
miz--> 20 40 60 80 100 120 140 A /\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- ‘ ‘”?Ar VNS
119.0 12.50
m/z 77.00 9.72%
5000
91.0
65.0 ‘
a0 B0 JUL
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.436 21.71 ug/L 348022 1,4-Dichlorobenzene-d4 11.816
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 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 81
5 Dodecane 170 C12H26 000112-40-3 80
Abundance Scan 3762 (13.436 min): VU046049.D\data.ms (-3754) (- | m/z 57.05 100.00%
57.0
5000
—F
H ‘ 112.1 134.1 170.2 13.50
el T m/z 43.00 69.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 T
85.0 13.50
m/z 71.10 55.57%
290 170.0
\\\‘\‘\‘\\“‘\\\H‘\\“\\“1\\\H‘]\-]\-}‘z\(‘)\\?‘\4.‘1\(\)\\‘\\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—F
13.50
5000 m/z 41.00 36.12%
85.0
29.0
112.0 141.0 170.0
N n
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane T
57.0 13.50
m/z 85.10 35.66%
5000
85.0
290
H L M30 1410 1600 1980
“W‘“‘_“‘_“"H‘“H““H“‘H““H“‘H“ P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMULM112921WMA.M Mon Dec 13 ©3:15:15 2021 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.089 127.41 ug/L 2042060 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3965 (14.089 min): VU046049.D\data.ms (-3954) (- | m/z 128.05 100.00%
128.1
5000 /\
14.00 |
51.0 102.1 .
Ol el Tﬁ‘}ﬂ 14921690 s 107 05 12.84%
miz--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 —1 :
14.00
m/z 129.00 10.77%
5]‘_.0 75.0 102.0 M
L 1| 1 L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
128.0
T
14.00
5000 m/z 102.05 9.07%
102.0
28.0 51.0 77.0
T T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #13683: Naphthalene 7 ‘
128.0 14.00
m/z 126.10 7.19%
5000
51.0 102.0
20 Y L
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.452 7.92 ug/L 126964 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
Abundance Scan 4078 (14.452 min): VU046049.D\data.ms (-4072) (- m/z 57.10 100.00%
57.1
- . /\AAVAKNJA¥V«/\ANA/
1450
112.1 1412 184.3 :
m_‘H‘H“!_“‘m,‘!”J\HH‘wwl‘??"lww_‘ m/z 43.00  69.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 LN
14.50
29.0 m/z 71.10 60.86%
120 qap 1840
| |
\\\‘\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—
14.50
5000 m/z 85.10 39.46%
85.0
29.0
113.0 141.0 184.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane T
57.0 14.50
m/z 41.00 36.29%
5000 85.0
29.0
\‘ |,y 1130 1410 1690 1980
H"H“‘H"_“‘W“W“‘W“H“‘H“H“‘H“H e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

: VU046049.D

: 02 Dec 2021 14:04

: SY/MD

¢ M4868-11 10X

: 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\

hod : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA .M

le : VOC Analysis

ry : 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 22 Naphthalene, 2-ethenyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.954 13.78 ug/L 220869 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H1e 000092-52-4 93
3 Biphenyl 154 C12H1e 000092-52-4 93
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 87
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 83

Abundance Scan 4545 (15.954 min): VU046049.D\data.ms (-4539) (- | m/z 154.10 100.00%
154.1
5000 /\
76.0 SN
510 " 1021 1281 M 188.1 16.00 ;
R L LR T (R Rt L R e m/z 153.05 41.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000 T T T \M
16.00
m/z 152.05 27.60%
76.0
51‘.0 ‘ 102.0 12§.0 M
‘\\\\‘\\‘\\‘W\\‘\‘\\\\“\\\‘\‘\H\\\‘\\‘ L L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
154.0 M
SNV
16.00
5000 ITI/Z 76.00 15.21%
510 76.0
27.0 ’ 102.0 128.0
I o e R mmm e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31482: Biphenyl = ‘A\ Y
154.0 16.00
m/z 155.10 12.52%
5000
76.0
51.0
27'0115'0Ju j\ :
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 23 Naphthalene, 1-ethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.150 4.55 ug/L 72997 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
Abundance Scan 4606 (16.150 min): VU046049.D\data.ms (-4600) (- | m/z 141.05 100.00%
141.1
5000
1600 1650
76.0 L) 174.2 : : :
390, [JINA080 | L uth220a3  28L0 16 50 42.86%
miz-> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 - /\ : _f
16.00 16.50
m/z 115.10  23.74%
210“6%0m 1024 A N\m
T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
141.0
— —
16.00 16.50
5000 m/z 142.05 12.57%
76.0
39.0 1100
——— e e
miz--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl- e —
141.0 16.00 16.50
m/z 128.05 11.39%
5000
z?ow\G%OM 102d || i
I O WO K R o R A
e — —
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 24 Naphthalene, 2,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.262 18.36 ug/L 294354  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
Abundance Scan 4641 (16.262 min): VU046049.D\data.ms (-4633) (- | m/z 156.20 100.00%
156.2
5000 M
—— —r—
770 111 16.00 16.50
51.0 | ‘ ‘ 193.2
‘H“H‘\Hm‘ﬂ‘whwwupw‘;_M‘ﬁhww‘u“_“q“w m/z 141.05 71.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 —— —
16.00 16.50
m/z 155.15 34.37%
51.0 71'0 115.0 ]
L i L 1l Ll I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0 A
e —r—
16.00 16.50
5000 m/z 115.10 15.98%
77.0 115.0
27.0 51.0
A B W AR RARAE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl- — —
156.0 16.00 16.50
m/z 128.00  15.54%
5000
26.0 115.0
51.0 .
2 i NN 1 NENSOOSOONY POV WL VL
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 25 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.410  15.23 ug/L 244122  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4687 (16.410 min): VU046049.D\data.ms (-4679) (- | m/z 156.15 100.00%
156.2
5000 M
o 115.1 ‘Aﬁ ‘ ‘%ﬁ¥
16.50
51.0 ‘ .
mWm‘m“‘JHH‘M‘MWHH“H‘!‘H“H‘w“m“‘19?""2‘”2“2‘4"?‘ m/z 141.05 88.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T
16.50
115.0 m/z 155.15 27.79%
6.0
270 510 " e |
\\\\‘\\\\‘\\\\“}\‘\“\“\\‘\\‘\\\\‘\‘\\\‘\\‘ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0 /\\4
ey
16.50
5000 ITI/Z 115.05 19.78%
970 510 76.0 115.0
R L R T R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl- —
141.0 16.50
m/z 128.05 16.94%
5000
115.0
7
B N i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46049.D

Acqg On : 02 Dec 2021 14:04

Operator : SY/MD

Sample : M4868-11 10X

Misc : 8.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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 9.218 3.3 ug/L 46044 2 9.420 697984 50.0
(DEL) Alkane: S... 9.340 3.2 ug/L 45074 2 9.420 697984 50.0
(DEL) Alkane: S... 10.021 5.2 ug/L 71933 2 9.420 697984 50.0
(DEL) Alkane: S 10.253 8.4 ug/L 117091 2 9.420 697984 50.0
(DEL) Alkane: C 10.356 4.7 ug/L 65191 2 9.420 697984 50.0
(DEL) Alkane: S... 10.558 5.4 ug/L 74880 2 9.420 697984 50.0
Benzene, propyl- 10.909 4.9 ug/L 79186 3 11.816 801402 50.0
Benzene, 1l-ethy... 10.999 26.9 ug/L 430561 3 11.816 801402 50.0
Benzene, 1l-ethy... 11.298 13.9 ug/L 222257 3 11.816 801402 50.0
(DEL) Alkane: S... 11.574 3.8 ug/L 60975 3 11.816 801402 50.0
(DEL) Alkane: C... 11.709 8.3 ug/L 133294 3 11.816 801402 50.0
Benzene, 1,2,3-... 11.899 18.8 ug/L 301374 3 11.816 801402 50.0
Benzene, 1-prop... 12.099 5.4 ug/L 85978 3 11.816 801402 50.0
(DEL) Alkane: S... 12.330 34.7 ug/L 556762 3 11.816 801402 50.0
Benzene, 2-ethy... 12.468 4.5 ug/L 71895 3 11.816 801402 50.0
(DEL) Alkane: S... 13.436 21.7 ug/L 348022 3 11.816 801402 50.0
Azulene 14.089 127.4 ug/L 2042060 3 11.816 801402 50.0
(DEL) Alkane: S... 14.452 7.9 ug/L 126964 3 11.816 801402 50.0
Naphthalene, 2-... 15.954 13.8 ug/L 220869 3 11.816 801402 50.0
Naphthalene, 1-... 16.150 4.5 ug/L 72997 3 11.816 801402 50.0
Naphthalene, 2,... 16.262 18.4 ug/L 294354 3 11.816 801402 50.0
Naphthalene, 2,... 16.410 15.2 ug/L 244122 3 11.816 801402 50.0
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