LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO22822WMA .M
Title : VOC Analysis

Signal : TIC: VV@24922.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 75 83 102 rVB 333093 412233 15.19%  2.885%
2 1.568 156 164 186 rVB 202856 289384 10.66% 2.025%
3 2.085 314 325 338 rBV 645354 918581 33.84% 6.428%
4 2.317 393 397 400 rBvV3 535 432 0.02% 0.003%
5 2.372 412 414 418 rVvB3 458 276 0.01% 0.002%
6 2.439 429 435 437 rBV3 556 532 0.02% 0.004%
7 2.963 594 598 601 rBv2 279 283 0.01% 0.002%
8 3.031 615 619 622 rvw2 301 248 0.01% 0.002%
9 3.632 803 806 811 rBV2 262 234 0.01% 0.002%
106 3.687 816 823 826 rVB2 231 236 0.01% 0.002%
11 3.764 843 847 851 rBV2 270 294 0.01% 0.002%
12 3.902 878 890 947 rBV 112218 494555 18.22% 3.461%
13 4.343 1010 1027 1064 rVB 412384 1056273 38.91% 7.391%
14  4.651 1120 1123 1131 rVV4 357 443 0.02% 0.003%
15 4.703 1135 1139 1144 rBV3 249 258 0.01% 0.002%
16 4.899 1196 1200 1204 rVB2 258 238 0.01% 0.002%
17 5.037 1224 1243 1272 rBV2 1094048 2714479 100.00% 18.995%
18 5.342 1327 1338 1347 rBV6 4613 11673 0.43% 0.082%
19 5.494 1382 1385 1389 rVB3 382 310 0.01% 0.002%
20 5.513 1389 1391 1397 rVB 384 263 0.01% 0.002%
21 5.542 1397 1400 1403 rBV 498 454  0.02% 0.003%
22 5.616 1412 1423 1446 rBV 65498 142541 5.25% 0.997%
23 5.902 1501 1512 1532 rBV 46400 101338 3.73% 0.709%
24  6.066 1549 1563 1602 rVB 567279 1201665 44.27%  8.409%
25 6.246 1617 1619 1623 rVB3 452 307 0.01% 0.002%
26  6.294 1631 1634 1638 rBV3 332 237 0.01% 0.002%
27 6.339 1642 1648 1652 rBV 371 366 0.01% ©0.003%
28 6.375 1656 1659 1667 rVB2 343 244  0.01% 0.002%
29 6.420 1667 1673 1677 rBV2 244 374 0.01% 0.003%
30 6.542 17062 1711 1716 rBV3 265 461 0.02% 0.003%
31 6.641 1735 1742 1747 rBV7 2399 3970 0.15% 0.028%
32 6.741 1771 1773 1776 rVB2 458 299 0.01% 0.002%
33 6.850 1799 1807 1812 rBV 237 314 0.01% 0.002%
34 6.982 1836 1848 1882 rBV 302446 609937 22.47% 4.268%
35 7.140 1896 1897 1904 rVvB3 364 238 0.01% 0.002%
36 7.198 1908 1915 1917 rW 988 1053 0.04% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO22822WMA .M
Title : VOC Analysis
37 7.211 1917 1919 1927 rVB3 1113 823 0.03% 0.006%
38 7.313 1936 1951 1970 rBV 1270439 2272584 83.72% 15.902%
39 7.619 2033 2046 2087 rBV2 177028 396848 14.62% 2.777%
40 7.937 2137 2145 2147 rBV2 604 664 0.02% 0.005%
41  7.979 2152 2158 2166 rVB3 2108 2720 0.10% 0.019%
42 8.095 2183 2194 2196 rBV 178711 240192 8.85% 1.681%
43 8.407 2289 2291 2297 rBV2 405 354 0.01% 0.002%
44  8.609 2348 2354 2355 rBV 412 291 0.01% 0.002%
45  8.857 2420 2431 2458 rBV 94263 190106 7.00% 1.330%
46 9.120 2509 2513 2515 rBv2 539 429 0.02% 0.003%
47  9.149 2515 2522 2526 rBV5 848 963 0.04% 0.007%
48  9.262 2553 2557 2561 rvv2 235 275 0.01% 0.002%
49 9.455 2612 2617 2620 rBV2 349 251 0.01% 0.002%
50 9.561 2645 2650 2654 rvB3 260 229 0.01% 0.002%
51 9.683 2681 2688 2693 rBvV3 501 552 0.02% 0.004%
52 9.805 2720 2726 2728 rBV2 227 242 0.01% 0.002%
53 9.841 2734 2737 2746 rW 156 233 0.01% 0.002%
54 10.127 2816 2826 2835 rBvV3 8826 13712 ©0.51% 0.096%
55 10.223 2839 2856 2874 rBV 620102 1125275 41.45% 7.874%
56 10.455 2925 2928 2929 rBV 528 301 0.01% 0.002%
57 10.577 2956 2966 2985 rvveé 4249 9706 0.36% ©0.068%
58 10.664 2985 2993 2997 rvv4 920 1257 0.05% 0.009%
59 10.776 3024 3028 3029 rBv2 369 285 0.01% 0.002%
60 10.876 3053 3059 3062 rBV4 580 697 0.03% 0.005%
61 10.915 3063 3071 3081 rVV3 7170 11378 0.42% ©0.080%
62 11.037 3098 3109 3117 rBV3 1475 2326 0.09% 0.016%
63 11.143 3134 3142 3154 rVB4 3775 6272 0.23% 0.044%
64 11.252 3166 3176 3193 rBV 113250 181149 6.67% 1.268%
65 11.323 3193 3198 3206 rVB5 1638 2383 0.09% 0.017%
66 11.384 3206 3217 3224 rBV4 3677 6550 0.24% 0.046%
67 11.426 3224 3230 3241 rVB3 5554 8298 0.31% 0.058%
68 11.567 3271 3274 3280 rBV5S 467 534 0.02% 0.004%
69 11.625 3280 3292 3313 rBV 1157624 1826775 67.30% 12.783%
70 11.786 3335 3342 3350 rVB6 2524 3936 ©0.15% 0.028%
71 11.847 3352 3361 3371 rVV7 1340 2743 0.10% 0.019%
72 11.998 3405 3408 3413 rVB3 360 298 0.01% 0.002%
73 12.046 3416 3423 3426 rBv4 469 634 0.02% 0.004%
74 12.085 3430 3435 3436 rBV 906 656 0.02% ©0.005%
75 12.249 3479 3486 3493 rVW4 854 1189 0.04% 0.008%
76 12.294 3495 3500 3504 rVB2 478 461 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO22822WMA .M
Title : VOC Analysis
77 12.349 3511 3517 3519 rVVv3 249 261 0.01% 0.002%
78 12.390 3526 3530 3534 rBV2 287 300 0.01% 0.002%
79 12.487 3552 3560 3562 rBV3 543 578 0.02% 0.004%
80 12.529 3570 3573 3579 rVB3 443 450 0.02% 0.003%
81 12.596 3585 3594 3603 rVV5 1379 2316 0.09% 0.016%
82 12.644 3603 3609 3613 rVB2 295 332 0.01% 0.002%
83 12.789 3651 3654 3658 rVB 392 274 0.01% 0.002%
84 13.040 3725 3732 3735 rBV2 249 300 0.01% 0.002%
85 13.072 3735 3742 3746 rBV 361 393 0.01% 0.003%
86 13.172 3769 3773 3776 rBV2 212 235 0.01% 0.002%
87 13.448 3854 3859 3868 rBV 442 619 0.02% 0.004%
88 13.548 3887 3890 3893 rVB2 362 232 0.01% 0.002%
89 13.911 3999 4003 4008 rBV3 383 422 0.02% 0.003%
90 14.024 4036 4038 4040 rBV 339 232  0.01% 0.002%
91 14.040 4041 4043 4047 rVB2 465 264 0.01% 0.002%
92 14.271 4111 4115 4121 rBV 365 448 0.02% 0.003%
93 14.400 4149 4155 4158 rBV2 372 459 0.02% 0.003%
94 14.422 4159 4162 4169 rVV3 301 429 0.02% 0.003%
95 14.741 4257 4261 4263 rBV2 349 277 0.01% 0.002%
96 15.230 4411 4413 4420 rVB2 484 452 0.02% 0.003%
97 15.631 4534 4538 4540 rBV2 495 411 0.02% 0.003%
98 15.683 4550 4554 4560 rBV3 694 792 0.03% 0.006%
99 16.117 4687 4689 4693 rBV2 482 299 0.01% 0.002%
100 16.271 4735 4737 4739 rBV 593 386 0.01% 0.003%
Sum of corrected areas: 14290755
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV024922.D\data.ms
1200000

5.037

1000000

800000

2.085
600000 6.066

4.343
400000 1.307

200000 1.68
3.902

739 2.96B1 335387/64k 46303.89 53486840 6 GERBIRE

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\\ R

T T I I T I
Time--> 1.20 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

Abundance TIC: VV024922.D\data.ms

1200000 7413 11.625

1000000

800000

10.223
600000

400000
6.982

200000 7.619 8.095
8.857 11.252
.BL7a850 \7. 7097 8.4078.609 /\ DITAP62D.45501683B%1 10.1 1o.aam?mmmuﬁlmaﬁsje 1LY 8RII208
s T P e R e

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV024922.D\data.ms
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o
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200000

BA7891 B3R 72 13131848  13.94110241 4. 40P 14.741 15.230 155883 16.116.271
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 1 Furan, tetrahydro-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.342 4.09 ug/L 11673 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 78
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 64
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 64
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 9
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 9

Abundance Scan 1338 (5.342 min): VV024922.D\data.ms (-1327) (-) m/z 71.00 100.00%

71.0
43.0
5000
55.9 86.1 et
‘ ‘ 5.00 5.20 5.40 5.60
Ol Ul m/z a3.00  66.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
an I
5000 L L L L R
21.0 5.00 5.20 5.40 5.60
56.0 m/z 41.00 53.91%
15.0 ‘ ‘ 86.0
O\\\‘\\\\‘\}‘\\‘\\1!i‘\\\‘1l\1\\i‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘!\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
S R 1 R
5.00 5.20 5.40 5.60
5000 27.0 m/z 42.00 41.85%
15.0 ‘ 560 86.0
0\\\‘2?9\\‘\l‘u‘\\!!i‘\\wll\1\\iw‘M‘\m‘lm‘u‘u‘\u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl-  RRREEE e
71.0 5.00 5.20 5.40 5.60
41.0 m/z 55.90 21.57%
5000
27.0
‘ 56.0 86.0
0 R RRRE T
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.902  35.55 ug/L 101338 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4-fluoropyridine 131 CS5H3CIFN 1000484-44-8 38
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 37
4 4-Chloro-3-fluoropyridine 131 CSH3CI1FN 002546-56-7 27
5 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 27

Abundance Scan 1512 (5.902 min): VV024922.D\data.ms (-1501) ()  m/z 95.90 100.00%

95.9 130.9
5000 61.0
PP TR
37. O‘ ‘ | 5.60 5.80 6.00 6.20
O bt e bl ey m/z 130.90  92.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine
96.0 131.0
5000 L L B R B R
5.60 5.80 6.00 6.20
# m/z 132.90  83.15%
O\\\\‘\\‘\\H‘\‘\‘H\\‘\H‘\‘\‘\\\ “\\\\’\\\‘\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
PP e
5.60 5.80 6.00 6.20
5000 m/z 97.90 59.52%
26.0 H
oH‘wJ‘H‘u_w”_”wm‘l‘m,‘m,‘m_m_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester e R i Ranns
59.0 96.0 5.60 5.80 6.00 6.20
m/z 61.00 41.57%
5000 131.0
15.0
0 ‘ 136.0 ‘\ ) 1550 190.0

m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.127 3.78 ug/L 13712 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 78
2 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 64
3 Heptane, 2,2,3,5-tetramethyl- 156 C1l1H24 061868-42-6 59
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 50
Abundance Scan 2826 (10.127 min): VV024922.D\data.ms (-2816) (- m/z 57.00 100.00%
57.0
5000
‘ 98.1 10.00 10.50
oH_HJ\m“_‘””_‘”“MHH_HWHH_ m/z 56.00  42.10%
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 . ‘_‘{\M‘/\
410 10.00 10.50
m/z 43.00 27.67%
85.0
ol 290, Al |4 11830 1410
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 200 40 60 80 100 120 140 160
Abundance #45516: 2,2,7,7-Tetramethyloctane
57.0
10.00 10.50
5000 m/z 71.00 27.37%
41.0
85.0
obrrd bl ]y u20 1550
miz--> 20 40 60 80 100 120 140 160 ﬁ
Abundance #33109: Heptane, 2,2,3,5-tetramethyl- —— Al -
57.0 10.00 10.50
m/z 41.00 24.15%
5000
41.0
98.0
o UL ymeo | 141.0157.0 M(\N
“““““‘ b1 ——H
m/z--> 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.577 2.68 ug/L 9706 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 78
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 64
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
4 Octane 114 C8H18 000111-65-9 45
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 42
Abundance Scan 2966 (10.577 min): VV024922.D\data.ms (-2956) (-  m/z 57.10 100.00%
57.1
5000 85.0 MA/\ /\
PR APRNAY
ol A e m/z 43,00 76.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59074: Undecane, 2,4-dimethyl-
43.0
85.0 [\(\
5000 T MJT/\/M\ T T (‘\\ Mﬂ T ‘ﬂ
10.50
m/z 71.10 47.76%
ol \‘M les0_ |, 1260 169.0
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
Ll
10.50
5000 m/z 40.90 46.14%
85.0
oh,,lzg'o,lﬁ,l-o,
m/z--> 20 40 60 80 100 120 140 160 180 J\m ﬂ
Abundance #93821: Oxalic acid, isobutyl pentyl ester ‘ M — " ‘ ‘
57.0 10.50
m/z 85.00 38.62%
5000
29.0
o bl L Lsro mso aee il 0y
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_V\Data\VVv031022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.915 3.14 ug/L 11378 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
2 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
3 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 47
4 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 40
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 40
Abundance Scan 3071 (10.915 min): VV024922.D\data.ms (-3063) (- m/z 57.05 100.00%
57.0
5000 /\ /\
e\ AN
39 85.0 ‘ 11.00
0o Lt L m/z s6.10 43.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000 (\\ \N T /\ \n T ﬂ/v
11.00
m/z 105.00 28.57%
29.0
85.0 1120
0\\\\‘\‘\‘\\‘i“\\\‘u'u’\\“\\‘\‘\\\"\\}‘\‘\\\\‘\]\_5\5\.‘0\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45521: Heptane, 2,2,4,6,6-pentamethyl-
b
—
11.00
5000 m/z 40.90 26.70%
290‘
85.0 1120
obr ol 880 1120 1s50
miz--> 20 40 60 80 100 120 140 160 | n M
Abundance #45516: 2,2,7,7-Tetramethyloctane s L
57.0 11.00
m/z 42.95 14.80%
5000
29.0 85.0 PA /\ /’V
oAl b T mzo asso gl g [l A
m/z--> 20 40 60 80 100 120 140 160 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024922.D

Acqg On : 10 Mar 2022 17:43

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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|
Furan, tetrahyd... 5.342 4.1 ug/L 11673 1 5.619 142541 50.0
unknown-01 5.902 35.5 ug/L 101338 1 5.619 142541 50.0
(DEL) Alkane: S... 10.127 3.8 ug/L 13712 3 11.252 181149 50.0
(DEL) Alkane: S... 10.577 2.7 ug/L 9706 3 11.252 181149 50.0
(DEL) Alkane: S... 10.915 3.1 ug/L 11378 3 11.252 181149 50.0
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