LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVLM100121WMA .M
Title : VOC Analysis

Signal : TIC: VV@22513.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.201 45 50 61 rVB2 48518 62034 9.08% 0.856%
2 1.307 76 83 95 rBv 221131 223812 32.77% 3.088%
3 1.564 156 163 174 rBV 90123 102477 15.01% 1.414%
4 1.632 176 184 198 rVB 243469 298330 43.69% 4.116%
5 1.806 230 238 252 rvB3 59923 93852 13.74% 1.295%
6 1.899 262 267 277 rVB 24087 30171 4.42% 0.416%
7 2.024 299 306 317 rVB 59382 81795 11.98% 1.129%
8 2.1e8 321 332 360 rVB 191533 299769 43.90% 4.136%
9 2.494 427 452 456 rBV5 30296 70021 10.25% 0.966%
106 2.761 523 535 556 rVB2 54662 112380 16.46%  1.550%
11 2.896 573 577 579 rBv2 276 194 0.03% 0.003%
12 2.944 579 592 606 rVB4 5003 10578 1.55% 0.146%
13 3.040 608 622 637 rVB4 10749 23153 3.39% 0.319%
14 3.159 646 659 668 rBV7 2991 6502 0.95% 0.090%
15 3.436 736 745 757 rBV3 6263 13130 1.92% 0.181%
16 3.764 833 847 864 rBv2 63541 158712 23.24% 2.190%
17 3.889 877 886 914 rBV2 45564 124599 18.25% 1.719%
18 4.349 1014 1029 1058 rBV2 108360 285992 41.88%  3.946%
19 4.551 1089 1092 1095 rBv2 621 491 0.07% 0.007%
20 4.677 1114 1131 1145 rBV3 38784 99028 14.50% 1.366%
21  4.912 1188 1204 1219 rBV6 7573 23541 3.45% 0.325%
22 5.047 1229 1246 1254 rBV2 278763 682880 100.00% 9.422%
23 5.490 1377 1384 1396 rBV4 3201 5802 0.85% 0.080%
24  5.619 1412 1424 1461 rBV 265043 557393 81.62% 7.690%
25 5.918 1507 1517 1536 rVB 19445 51628 7.56% 0.712%
26 6.072 1550 1565 1578 rBV 152204 321035 47.01% 4.429%
27 6.259 1618 1623 1626 rBV6 1073 1212 0.18% 0.017%
28 6.301 1631 1636 1643 rBV6 1004 1511 0.22% 0.021%
29 6.368 1647 1657 1667 rBVS5 3823 7196 1.05% 0.099%
30 6.442 1676 1680 1681 rBvV2 515 320 0.05% 0.004%
31 6.458 1682 1685 1688 rBvV3 627 514 ©0.08% 0.007%
32 6.558 1702 1716 1719 rBV6 2956 5559 0.81% 0.077%
33  6.654 1733 1746 1761 rVB4 6665 15215 2.23% 0.210%
34 6.776 1771 1784 1800 rBV6 10049 23637 3.46% 0.326%
35 6.886 1816 1818 1820 rvB2 539 207 0.03% 0.003%
36 6.899 1820 1822 1825 rVB 437 196 0.03% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVLM100121WMA .M
Title : VOC Analysis
37 6.921 1827 1829 1832 rBV2 550 381 0.06% 0.005%
38 6.989 1837 1850 1872 rBV 81784 153963 22.55% 2.124%
39 7.262 1927 1935 1936 rBV4 1755 1926 0.28% 0.027%
40 7.317 1942 1952 1970 rBV 325207 558282 81.75% 7.703%
41  7.625 2039 2048 2068 rVB2 54341 94578 13.85% 1.305%
42 7.793 2095 2100 2108 rVB6 1902 2752 0.40% 0.038%
43 7.841 2109 2115 2125 rVVe6 3632 5472 0.80% 0.075%
44  7.892 2129 2131 2134 rBV2 461 298 0.04% 0.004%
45  7.937 2142 2145 2146 rBV 381 189 ©0.03% 0.003%
46 7.979 2149 2158 2170 rVV2 21145 36261 5.31% 0.500%
47  8.050 2177 2180 2183 rVB2 483 321 0.05% ©0.004%
48  8.092 2183 2193 2209 rBV 160613 286880 42.01%  3.958%
49 8.439 2300 2301 2305 rVvV 385 215 0.03% 0.003%
50  8.458 2305 2307 2314 rvwv3 286 257 0.04% 0.004%
51 8.510 2321 2323 2335 rBV4 713 911 0.13% 0.013%
52 8.628 2353 2360 2366 rBV2 939 1290 0.19% 0.018%
53 8.670 2371 2373 2375 rVB2 513 201 0.03% ©0.003%
54  8.728 2382 2391 2408 rvVB2 7870 13887 2.03% 0.192%
55  8.799 2409 2413 2417 rBV3 525 574 ©0.08% 0.008%
56 8.854 2418 2430 2452 rBV 387547 623883 91.36% 8.608%
57 9.018 2471 2481 2498 rVB 38276 61887 9.06% 0.854%
58 9.146 2510 2521 2533 rBV2 16662 28448 4.17% 0.392%
59 9.246 2548 2552 2555 rVB2 227 196 0.03% 0.003%
60 9.265 2555 2558 2560 rBV2 327 195 ©0.03% 0.003%
61 9.551 2638 2647 2660 rBV2 4364 6873 1.01% 0.095%
62 9.937 2759 2767 2777 rVB2 6683 10039 1.47% 0.139%
63 10.127 2820 2826 2837 rVB4 1811 2967 0.43% 0.041%
64 10.217 2838 2854 2876 rBV 204798 323655 47.40%  4.465%
65 10.358 2892 2898 2914 rVB3 5212 8386 1.23% 0.116%
66 10.452 2919 2927 2941 rBV3 6660 12623 1.85% 0.174%
67 10.542 2950 2955 2962 rBV5S 2863 3496 ©.51% 0.048%
68 10.699 3002 3004 3007 rVV 424 259 0.04% 0.004%
69 10.741 3008 3017 3029 rvv2 15663 23629 3.46% 0.326%
70 10.818 3037 3041 3043 rBV 330 278 0.04% 0.004%
71 10.918 3062 3072 3088 rVB 33986 52920 7.75% 0.730%
72 11.095 3122 3127 3136 rVB3 1061 1366 0.20% 0.019%
73 11.146 3136 3143 3144 rBV2 1193 1101 0.16% 0.015%
74 11.198 3153 3159 3165 rBV5S 1049 1217 0.18% 0.017%
75 11.249 3165 3175 3195 rVV 395238 598427 87.63%  8.256%
76 11.336 3198 3202 3213 rVB3 5450 8050 1.18% 0.111%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVLM100121WMA .M
Title : VOC Analysis
77 11.538 3254 3265 3275 rBV5S 5139 10703 1.57% 0.148%
78 11.625 3281 3292 3308 rVB 319009 506860 74.22%  6.993%
79 11.741 3326 3328 3330 rBV 381 214 0.03% 0.003%
80 11.786 3339 3342 3343 rBV2 820 469 0.07% 0.006%
81 11.818 3350 3352 3358 rBV2 752 656 0.10% ©0.009%
82 11.988 3399 3405 3406 rBV2 309 224 0.03% 0.003%
83 12.046 3421 3423 3426 rVB3 554 341 0.05% ©0.005%
84 12.088 3434 3436 3438 rBV 462 242 0.04% 0.003%
85 12.304 3499 3503 3506 rBV2 273 214 0.03% 0.003%
86 12.365 3517 3522 3526 rBV2 200 262 0.04% 0.004%
87 12.413 3531 3537 3538 rBV2 564 492 0.07% 0.007%
88 12.461 3549 3552 3554 rBV3 380 233  0.03% 0.003%
89 12.670 3615 3617 3619 rvv2 415 186 0.03% 0.003%
90 12.844 3668 3671 3675 rBV2 306 268 0.04% 0.004%
91 12.882 3679 3683 3685 rBV 700 581 ©0.09% 0.008%
92 13.300 3812 3813 3818 rBV 267 203 0.03% 0.003%
93 13.509 3874 3878 3881 rVV3 413 296 0.04% 0.004%
94 13.525 3881 3883 3886 rVv2 414 279 0.04% 0.004%
95 13.911 3999 4003 4006 rBV2 254 264 0.04% 0.004%
96 13.959 4014 4018 4024 rBV3 375 416 0.06% 0.006%
97 14.021 4033 4037 4038 rBV2 358 243 0.04% 0.003%
98 14.133 4067 4072 4073 rBV 268 194 0.03% 0.003%
99 14.458 4168 4173 4176 rBV2 481 440 0.06% 0.006%
100 14.529 4193 4195 4199 rBV2 368 349 0.05% 0.005%
Sum of corrected areas: 7248028
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\

: VWe22513.D

: 02 Oct 2021 16:07
: SY/MD

: M3996-13DL 10X

: 5.0mL/MSVOA_V/WATER
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1.201 5.56 ug/L 62034 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Urea 60 CH4AN20 000057-13-6 4
4 Thiirane 60 C2H4S 000420-12-2 4
5 Ethyne, chloro- 60 C2HC1 000593-63-5 4

Scan 50 (1.201 min): VV022513.D\data.ms (-45) (-)
61.0

m/z 61.00 100.00%

5000
46.0

120 140 160
39.0

e e e | M/Z 60,00 69.14%
5 10 15 20 25 30 35 40 45 50 55 60 65 70

#367: Methyl nitrite
30.0

o

5000 e ——
1.20 140 1.60

m/z 46.00  29.40%

15.0 46.0 61.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70
#358: 0-Ethylhydroxylamine

o

271.033.0
L e L B
61.0 120 140 1.60
5000 ITI/Z 43.00 4.,25%
43.0
o
0H“m_m}uu,uw!‘Hqm"11‘H"H“m,mimwmwu
5 10 15 20 25 30 35 40 45 50 55 60 65 70
#347: Urea L B o e e o NS
17.0 60.0 120 140 1.60
44.0 S
m/z 62.00 2.38%
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O e e e B e o o ML B R A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X
Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.632 26.76 ug/L 298330 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Pentane 72 C5H12 000109-66-0 47

4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 3-Buten-1-o0l 72 C4H80 000627-27-0 9

Scan 184 (1.632 min): VV022513.D\data.ms (-176) (-) m/z 43.05 100.00%
43.0
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
ol e et e b m/z 42,05 90.69%
0 10 20 30 40 650 60 70 80
#814: Butane, 2-methyl-
43.0
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29.0 1.40 1.60 1.80 2.00
m/z 41.10 90.50%
72.0
0\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\
0 10 20 30 40 50 60 70 80
#813: Butane, 2-methyl-
43.0
1.40 1.60 1.80 2.00
27.0 570
5000 : m/z 57.10 72.10%
15.0
72.0
0 H“279‘wmH“H1‘HH}‘Mw‘uu‘!c‘uw‘luwm
10 20 30 40 50 60 70 80
#809: Pentane R
43.0 1.40 1.60 1.80 2.00
m/z 39.05 32.06%
5000
27.0 57.0 720
0 H\‘H\\‘:\L?Tq‘\m“‘Hm‘i\M\‘m‘l‘wuu‘!uwu\
0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.806 8.42 ug/L 93852 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 64
5 Pentane 72 C5H12 000109-66-0 64
Scan 238 (1.806 min): VV022513.D\data.ms (-230) (-) m/z 43.10 100.00%
43.
5000 jlj\
57.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ H 721 1.40 1.60 1.80 2.00 2.20
0 el el 839 sz 42,05 63.47%

0 10 20 30 40 50 60 70 80
#809: Pentane
43.0
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1.40 1.60 1.80 2.00 2.20
27.0 57.0 m/z 41.05 58.04%

‘ 72.0
15.0 ‘ ‘ ‘
0\\\‘\\\\‘\\\\‘\\\ ‘\\\\i\}\\‘\‘\u\’\\\\‘\\\\‘\
0 10 40 50 60 70 80
#810.Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.05 22.86%
27.0
570 720
15.0 ‘ ‘ |
ottt e e
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#807: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.00 17.34%
5000
27.0
57.0
5o 150 ‘ | | 72.0
( SMSNNES SES MENEN 1 ENEMEESSSA SMBE S MY W N
0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.899 2.71 ug/L 30171 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 86
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 86
4 2-Methyl-1-butene 70 C5H10 000563-46-2 86
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 86
Scan 267 (1.899 min): VV022513.D\data.ms (-262) (-) m/z 55.05 100.00%
55.0
5000 70.0
42.0
R o
‘ 78.1 1.60 1.80 2.00 2.20
0 “‘_““H“‘H““Hwi‘H‘Mﬂlh‘uumqu“ﬁ““ m/z 70.05 45.37%
0O 10 20 30 40 50 60 70 80
#644: 2-Methyl-1-butene
55.0
90,0 390 70.0 1.60 1.80 2.00 2.20
m/z 42.05 35.61%
1.0 15\0 M‘\\ |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘1\\\‘\\\\
0O 10 20 30 40 50 60 70 80
#651: 2-Butene, 2-methyl-
55.0
1.60 1.80 2.00 2.20
5000 m/z 39.10 32.60%
41.0 70.0
27.0
ol Lo 190
0O 10 20 30 40 50 60 70 80
#663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.60 1.80 2.00 2.20
m/z 41.00 24.67%
5000 70.0
41.0
29.0 ‘
0
0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic2.024 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.024 7.34 ug/L 81795 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90
4 2-Pentene, (E)- 70 C5H1e 000646-04-8 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 86
Scan 306 (2.024 min): VV022513.D\data.ms (-299) (-) m/z 55.05 100.00%
55.0
5000 70.0 f\ A
39.0 A/\
‘ 1.60 1.80 2.00 2.20 2.40
o “‘Mﬂw““ﬂﬂu““ m/z 70.05 43.38%
0 10 20 30 40 60 70 80
#667: Cyclopropane, 1,2-d|methyl-, trans-
53.0
5000 70.0 /\/Ukj
41.0 1.60 1.80 2.00 2.20 2.40
29.0 ‘ ‘ m/z 39.00 30.09%
O\\\‘\\\\‘\\\\‘\\\‘\“\\\}i\‘\\\i‘\‘}}\‘\\\‘\“\\\\‘
0 10 20 40 50 60 70 80
#651: 2—Butene, 2-methyl-
55.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 41.10 29.34%
41.0 70.0
27.0
0 10150
10 20 30 40 50 60 70 80
#663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42.05 24.35%
5000 70.0
41.0
29.0 ‘ ‘
0 “‘“‘“_“‘“‘JJ“Hii‘u“pJ11W“‘uW““
0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.494 6.28 ug/L 70021 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 81
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
3 Butane, 2,3-dimethyl- 86 Ce6H14 000079-29-8 59
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 58
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 53
Scan 452 (2.494 min): VV022513.D\data.ms (-427) (-) m/z 43.10 100.00%
5000
71.0
‘ 6 o‘ ‘ 86.0 2.20 2.40 2.60 2.80
| o1 w":‘,HH“_W,‘:‘EWH m/z 42.10  89.06%
10 20 30 40 50 60 70 80 90
#2051: Butane, 2,3-dimethyl-
43.0
5000 LA L B I L A R
71.0 2.20 2.40 2.60 2.80
970 m/z 41.05 43.97%
55.0
86.0
O\\‘\J-\S\O\‘\\\‘\“\\\\‘i}\\‘\‘\‘\\’\\\\‘\\\\’\\1\‘\\\
10 20 40 50 60 70 80 90
#2056: Butane, 2,3-dimethyl-
43.0
T ARaAREE S e
2.20 2.40 2.60 2.80
5000 m/z 39.00 27.13%
27.0 o
86.0
N N e SN A
10 20 30 40 50 60 70 80 90
#2055: Butane, 2,3-dimethyl- ,H,“““‘H““‘,‘H‘
43.0 2.20 2.40 2.60 2.80
m/z 71.00  25.94%
5000
270 71.0
o150 ] 539630 86.0
H“‘H“H“‘H‘,““H“W“‘_“w“‘w“‘ R EREmmEEEET
10 20 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100221\
Data File : VV@22513.D

Acqg On : 02 Oct 2021 16:07

Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic3.764 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.764 14.24 ug/L 158712 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 83
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
Scan 847 (3.764 min): VV022513.D\data.ms (-833) (-) m/z 56.05 100.00%
56.0
5000 410 69.1 /\/\xf\
R A RAEmaRET
H ‘ 84.1 3.40 3.60 3.80 4.00
L wm‘uw_“w‘ m/z 41.85 50.67%
0O 10 20 30 40 50 60 70 80 90
#1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L DL LI B I B B
3.40 3.60 3.80 4.00
m/z 69.10  45.83%
28.0 “ ‘ 84.0
0 \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
0O 10 20 30 40 50 60 70 80 90
#1681: Cyclopentane, methyl-
56.0
NI
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.05 27.57%
69.0
270
84.0
0 "‘1"9"_1‘?‘9‘HH,HW“W‘A:‘_m:,uw!uw
0O 10 20 30 40 50 60 70 80 90
#1644: Cyclohexane “‘H“‘H“‘H“H“‘
56.0 3.40 3.60 3.80 4.00
410 84.0 m/z 42.10 21.75%
5000
27.0
69.0
w0 o
O e e e e e e e el
0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100221\
Data File : VV022513.D

Acqg On : 02 Oct 2021 16:07
Operator : SY/MD

Sample : M3996-13DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.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|
unknown-01 1.201 5.6 ug/L 62034 1 5.619 557393 50.0
(DEL) Alkane: S.. 1.632 26.8 ug/L 298330 1 5.619 557393 50.0
(DEL) Alkane: S.. 1.806 8.4 ug/L 93852 1 5.619 557393 50.0
(DEL) Alkane: S.. 1.899 2.7 ug/L 30171 1 5.619 557393 50.0
(DEL) Alkane: C.. 2.024 7.3 ug/L 81795 1 5.619 557393 50.0
(DEL) Alkane: S.. 2.494 6.3 ug/L 70021 1 5.619 557393 50.0
(DEL) Alkane: C.. 3.764 14.2 ug/L 158712 1 5.619 557393 50.0
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