LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@48009.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 104 rVB 150946 273639 3.99% 1.062%
2 1.871 161 165 170 rBV 67942 74006 1.08% 0.287%
3 2.543 362 374 386 rBV 377124 647556 9.44% 2.514%
4 3,112 541 551 564 rvB2 13141 25510 ©0.37% 0.099%
5 3.427 645 649 658 rvB5 1310 2275 0.03% 0.009%
6 3.681 718 728 740 rVB5 3615 8265 0.12% 0.032%
7 4.514 977 987 997 rBV5S 1681 3311 0.05% 0.013%
8 4.629 1009 1023 1073 rBV 182391 572180 8.34%  2.221%
9 5.060 1139 1157 1184 rBV 360787 828398 12.08% 3.216%
16 5.575 1309 1317 1319 rBV5 2070 2390 0.03% 0.009%
11 5.719 1339 1362 1373 rBV2 821248 2153610 31.39% 8.361%
12 5.973 1437 1441 1443 rBvV2 1851 1387 0.02% 0.005%
13  6.125 1480 1488 1503 rVB5 3727 7329 0.11% 0.028%
14  6.247 1512 1526 1544 rBV 211526 419010 6.11% 1.627%
15 6.526 1602 1613 1626 rBV7 4305 8228 0.12% 0.032%
16 6.604 1629 1637 1647 rVB5 1279 2258 0.03% 0.009%
17 6.690 1647 1664 1680 rBV 472107 965914 14.08%  3.750%
18 6.977 1747 1753 1756 rBV3 2666 3224 0.05% 0.013%
19 7.051 1767 1776 1777 rBV3 1483 1704 0.02% 0.007%
20 7.182 1805 1817 1842 rVV3 13725 30829 0.45% 0.120%
21 7.497 1902 1915 1925 rBV3 26999 56461 ©0.82% 0.219%
22 7.565 1925 1936 1958 rVB 251441 483660 7.05% 1.878%
23 7.690 1967 1975 1990 rVB4 3980 8946 0.13% 0.035%
24 7.899 2017 2040 2054 rVV 987649 1765127 25.73% 6.853%
25 7.973 2055 2063 2085 rVB2 55655 140658 2.05% 0.546%
26 8.182 2116 2128 2144 rBV 169917 336701 4.91% 1.307%
27 8.362 2174 2184 2209 rVB6 20811 46189 0.67% 0.179%
28 8.475 2215 2219 2226 rVB4 2049 2376 0.03% 0.009%
29 8.578 2237 2251 2260 rBV3 22899 45846 0.67% 0.178%
30 8.649 2260 2273 2305 rVB 769929 1442208 21.02% 5.599%
31 9.025 2379 2390 2404 rBvV3 7955 15495 0.23% 0.060%
32 9.362 2488 2495 2501 rBV3 4748 7283 0.11% 0.028%
33 9.423 2501 2514 2518 rBV 337176 588679 8.58%  2.285%
34 9.575 2550 2561 2571 rBV3 11779 20481 0.30% ©0.080%
35 9.835 2636 2642 2644 rBV4 1229 1402 0.02% 0.005%
36 9.899 2655 2662 2669 rBv9 2918 4918 0.07% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis
37 10.102 2716 2725 2734 rBV5 7922 11990 0.17% 0.047%
38 10.224 2753 2763 2775 rW7 4514 8242 0.12% 0.032%
39 10.337 2788 2798 2805 rBvS8 2411 4135 0.06% 0.016%
40 10.411 2814 2821 2832 rVBS8 2818 5431 0.08% 0.021%
41 10.491 2837 2846 2854 rVV3 4242 6696 0.10% 0.026%
42 10.668 2891 2901 2905 rVv4 6009 9077 0.13% 0.035%
43 10.706 2905 2913 2919 rVV2 22007 39127 0.57% 0.152%
44 10.764 2919 2931 2952 rVB 845901 1459578 21.28% 5.667%
45 10.909 2967 2976 2989 rVB3 12567 22884 ©0.33% 0.089%
46 10.989 2992 3001 3010 rBV2 19954 32387 0.47% 0.126%
47 11.102 3027 3036 3048 rBV 12338 20083 0.29% 0.078%
48 11.295 3087 3096 3106 rBV2 16604 25169 ©0.37% 0.098%
49 11.420 3130 3135 3137 rBv4 1086 831 0.01% 0.003%
50 11.465 3141 3149 3159 rVV6 5377 9941 0.14% 0.039%
51 11.584 3179 3186 3191 rBV6 1903 2730 0.04% 0.011%
52 11.645 3198 3205 3213 rVB4 2568 3888 0.06% 0.015%
53 11.697 3213 3221 3232 rBV6 3018 5284 0.08% 0.021%
54 11.748 3232 3237 3243 rVB7 2337 2822 0.04% 0.011%
55 11.816 3243 3258 3274 rBV 432648 703690 10.26% 2.732%
56 11.893 3276 3282 3291 rVWW2 10057 16705 0.24% 0.065%
57 11.954 3292 3301 3314 rVV5 26124 46552 0.68% 0.181%
58 12.012 3314 3319 3324 rVB6 1080 1171 0.02% 0.005%
59 12.073 3331 3338 3339 rBV5 1750 1735 0.03% 0.007%
60 12.102 3341 3347 3360 rVB4 6479 11030 0.16% 0.043%
61 12.195 3360 3376 3404 rBV 1201641 1983089 28.91% 7.699%
62 12.382 3425 3434 3441 rBV 11344 18926 0.28% 0.073%
63 12.468 3454 3461 3467 rBV2 9486 14285 0.21% 0.055%
64 12.574 3485 3494 3504 rBV 16715 25160 ©0.37% 0.098%
65 12.629 3504 3511 3519 rVV9 4815 8368 0.12% 0.032%
66 12.684 3520 3528 3546 rVB4 11070 24918 0.36% 0.097%
67 12.771 3550 3555 3556 rBV 1212 987 0.01% 0.004%
68 12.838 3570 3576 3582 rBV4 6526 9003 0.13% 0.035%
69 12.880 3584 3589 3597 rVB3 6370 9275 0.14% 0.036%
70 12.970 3603 3617 3627 rBv4 42312 94320 1.37% 0.366%
71 13.028 3629 3635 3647 rVB2 10860 16833 0.25% 0.065%
72 13.272 3699 3711 3719 rBV1e 4038 9396 0.14% 0.036%
73 13.330 3721 3729 3735 rVWW2 30224 48295 0.70% 0.188%
74 13.378 3736 3744 3758 rVV2 89506 149270 2.18% ©.580%
75 13.449 3759 3766 3780 rVB2 26196 43538 0.63% 0.169%
76 13.632 3816 3823 3831 rVB7 4182 5680 0.08% 0.022%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@32422WMA .M
Title : VOC Analysis
77 13.790 3862 3872 3879 rBV4 5803 10078 ©0.15% 0.039%
78 13.838 3879 3887 3893 rBV1e 3866 5379 0.08% 0.021%
79 13.909 3902 3909 3918 rVB7 3243 5347 0.08% 0.021%
80 14.066 3950 3958 3970 rBV7 4253 9546 0.14% 0.037%
81 14.192 3991 3997 4006 rVB6 5223 7137 0.10% 0.028%
82 14.288 4019 4027 4037 rVB4 7645 12287 0.18% 0.048%
83 14.359 4038 4049 4061 rVV2 28926 45268 0.66% 0.176%
84 14.430 4062 4071 4081 rVV4 22914 37923 0.55% 0.147%
85 14.494 4082 4091 4104 rVB5 33723 54943 0.80% 0.213%
86 14.668 4142 4145 4156 rVB6 3245 4259 0.06% 0.017%
87 14.815 4181 4191 4195 rBV7 2850 4813 0.07% 0.019%
88 14.883 4205 4212 4222 rVB9 5198 9774 0.14% 0.038%
89 14.951 4228 4233 4239 rBVS5 2737 3320 0.05% 0.013%
90 15.018 4246 4254 4261 rBV7 5721 8555 0.12% 0.033%
91 15.111 4278 4283 4293 rVB8 3969 5598 0.08% 0.022%
92 15.311 4340 4345 4355 rVB4 32101 48973 0.71% 0.190%
93 15.407 4371 4375 4385 rVB9 7418 10525 0.15% 0.041%
94 15.545 4405 4418 4436 rBV 994965 1515154 22.09% 5.882%
95 15.886 4512 4524 4541 rBV5 62035 207618 3.03% 0.806%
96 16.092 4580 4588 4597 rBV2 19808 29442 0.43% 0.114%
97 16.391 4668 4681 4692 rBV 4426809 6860291 100.00% 26.634%
98 17.208 4927 4935 4942 rBV 66527 105660 1.54% 0.410%
99 17.259 4942 4951 4966 rVB 228161 372256 5.43% 1.445%
100 17.346 4968 4978 4993 rBV 279621 473049 6.90% 1.837%
Sum of corrected areas: 25757169

SFAMULMO32422WMA.M Tue Apr 19 15:24:40 2022 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048009.D\data.ms

4000000
3500000
3000000
2500000
2000000
1500000
1000000 5.719

500000 2543 5.060 6.69(

1597 4.629 6.247
o 297 1871 . 3.112  3.427 3.681 4518 i\ 5579 N\ 5978125\ 6.5
T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘T\ TT “r\ TT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TT 17 ‘ TTTT ’—Y_Y_r\ ‘ TTTT ‘ TT \T‘ T 1T ‘ TTTT ‘ TT T T ’—Y_r\ T ‘ T \‘Y_TTY_Y_V'\

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: VU048009.D\data.ms

4000000
3500000
3000000
2500000
2000000

1500000 e

1000000 7.899 8.649 10.764

500000 9.423 11.816
7.565 8.18
ol 697051182 7.497.690 1973 ?8.3521& 9.025  9.3629.575 9.8F990.1020/BBYI491D06 9.0P1.29M 20T BB
R e e T e e i e e e e e 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: VU048009.D\data.ms
16.891

4000000
3500000
3000000
2500000
2000000

1500000

1000000 15.545

500000 1715346
oM PRS00 3 3 }0PS 61275000 1AM craammImBII DAy | 1980092 [N FE

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 (DEL) Alkane: Cyclic3.112 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.112 3.04 ug/L 25510 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclopentane 70 C5H10 000287-92-3 86
3 1-Pentene 70 C5H10 000109-67-1 78

4 1-Pentene 70 C5H10 000109-67-1 72

5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 46
Abundance Scan 551 (3.112 min): VU048009.D\data.ms (-541) (-) m/z 42.00 100.00%
42.0
5000 %80 700
LAV VN H N ———
‘ 2.80 3.00 3.20 3.40
ol g m/z 55.00  51.20%
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #636: Cyclopentane
42.0
5000 L L L IR B
55.0 2.80 3.00 3.20 3.40
70.0 m/z 70.60  46.01%
27.0 ‘ ‘
O\\\‘\\\\‘\\\\‘\\\‘\“\\\\“‘\\\‘\\\\‘\\\1“\\\\‘
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #635: Cyclopentane
42.0

2.80 3.00 3.20 3.40

5000 m/z 41.00 33.91%
55.0 70.0
27.0
0 1.0 15\'0 \‘H \“ | .
R B O e B B A A e e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene
42.0 2.80 3.00 3.20 3.40
m/z 39.00 26.97%
55.0
5000 70.0
29.0
0 150 bt ey
m/z--> 0 10 20 30 40 50 60 70 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

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

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

Peak Number 2 unknown-01 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.182 3.68 ug/L 30829 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 23
2 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 23
3 Formamide, N-methylthio 75 C2H5NS 018952-41-5 17
4 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 9
5 Glycine 75 C2H5NO2 000056-40-6 9
Abundance Scan 1817 (7.182 min): VU048009.D\data.ms ( 1805) (-) m/z 91.00 100.00%
75.0 91.0
5000 450 °10
e
‘ | 6.80 7.00 7.20 7.40 7.60
O e el Ll e myz 75.00 89.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5393: Propane, 1,1-dimethoxy-
78.0
5000 r\\‘\H\‘\ﬂu\’\u\‘\u\“u
450 6.80 7.00 7.20 7.40 7.60
31.0 m/z 61.00 49.00%
15.0 .
0\\\‘\\\\‘\\\H“‘\\\\““\\\‘\?3}‘0\\\\“!}\\‘\\8\8\’()\\\\]-’0\3\\0\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
SMBBNY | Y 6 ESRNNN
6.80 7.00 7.20 7.40 7.60
5000 290 o) m/z 45.80  42.39%
0 \“ ‘ ‘ \‘ ‘ 57\9 i 87.0 103.0
A B L e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1019: Formamide, N-methylthio ‘Q‘H‘QW‘H,“R‘_““‘
75.0 6.80 7.00 7.20 7.40 7.60
m/z 41.90 23.33%
45.0
‘ ‘ 600
0 ALl H

m/z-->

10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : 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 3 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.497 6.74 ug/L 56461 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 95
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 86
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 83
4 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 64
5 1-Bromo-8-tetrahydropyranyloxyoc... 292 C13H25Br02 050816-20-1 64

Abundance Scan 1915 (7.497 min): VU048009.D\data.ms (-1902) (-) m/z 85.00 100.00%
85.0

5000 43.0

H‘ N 2070 7.20 7.40 7.60 7.80
H“H“\‘wq“H“H“H“_“w“u“u“u“_“‘ m/z 43.00 47.86%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0

5000 TSP AR SIS
7.20 7.40 7.60 7.80

m/z 41.00 47.37%

\1\5\(‘)\‘\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4435: 2H- Pyran tetrahydro-2-methyl-
8E

7.20 7.40 7.60 7.80

o

o

5000 m/z 56.00 28.25%
41.0
0 ?.‘5“.“0“”“”‘ “w\\‘!‘\‘“M"\“"‘\‘\‘H‘“‘H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl- R e RN R
21.0 85.0 7.20 7.40 7.60 7.80

m/z 55.00  22.53%

Tl L

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 2-Hexenal, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.362 3.92 ug/L 46189 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal, (E)- 98 C6H100 006728-26-3 70
2 2-Hexenal, (E)- 98 C6H100 006728-26-3 62
3 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 52
4 1H-Pyrazole, 4,5-dihydro-4,5-dim... 98 C5H1@N2 028019-94-5 46
5 1H-Pyrazole, 3-ethyl-4,5-dihydro- 98 C5H10N2 005920-29-6 43

Abundance Scan 2184 (8.362 mln) VU048009.D\data.ms (-2174) (-) m/z 83.05 100.00%

41.0 .0
5000
| 112.1 207.0 8.00 8.20 8.40 8.60 .
0° H‘,“HH_HWm,uu‘mwm_m m/z 40.95 97.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3571: 2-Hexenal, (E)-
5000 J\%\‘\\\\‘\\\\’\\\\‘\
8.00 8.20 8.40 8.60
m/z 98.00 70.27%
98.0
O\\\\‘\\\\ \“1\\“’\\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3574: 2-Hexenal, (E)-
69.0
8.00 8.20 8.40 8.60
5000 m/z 38.90 69.94%
98.0
L
0t — T
m/z--> 20 40 60 80 100 120 140 160 180 200 ,J\
Abundance #3802: 1-Butene, 2-ethyl-3-methyl- ‘,“““‘/\a“‘,“u“
41.0 69.0 8.00 8.20 8.40 8.60
m/z 42.00 66.98%
5000
98.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Propane, 1,3-dichloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.578 3.89 ug/L 45846  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 90
2 1-Propene, 2-chloro- 76 C3H5C1 000557-98-2 86
3 Propane, 1,3-dichloro- 112 C3He6C12 000142-28-9 83
4 1-Propene, 2-chloro- 76 C3H5C1 000557-98-2 78
5 1-Propene, 1-chloro- 76 C3H5C1 000590-21-6 78
Abundance Scan 2251 (8.578 min): VU048009.D\data.ms (-2237) (-) m/z 76.00 100.00%
76.0
41.0
5000
e
8.20 8.40 8.60 8.80 9.00
M |l 206.9 9
0 bttt e e e e e m/z 40.95 53.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6999: Propane, 1,3-dichloro-
76.0
41.0
5000 LI L B L B L B L I
8.20 8.40 8.60 8.80 9.00
m/z 78.00 29.05%
O\-:L\S\.‘O\H\Nhh\\“\\‘H‘\‘\\H’\\\\‘]\_]\-\2\-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1069: 1-Propene, 2-chloro-
41.0
\‘\\\\‘\\\\‘\{\\\\‘\\\\‘\
8.20 8.40 8.60 8.80 9.00
5000 76.0 m/z 38.95 19.72%
150\ Lo
0 el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7006: Propane, 1,3-dichloro- ““/\w“‘_““u“‘
76.0 8.20 8.40 8.60 8.80 9.00
m/z 48.90 13.14%
5000 41.0
0 15.0 “\ n“ ‘\ “\ i 112.0
Pt e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : 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 7 2-Cyclopenten-1-one, 2-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
10.706 2.78 ug/L 39127 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 94
2 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 91
3 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 90
4 2,4-Dimethylfuran 96 C6H80 003710-43-8 78
5 2,4-Dimethylfuran 96 C6H80 003710-43-8 78

Abundance Scan 2913 (10.706 min): VU048009.D\data. ms(2905)( m/z 67.00 100.00%

67.0 6.0
5000 53.0
39.0
H 80.9 1050 1100
Ol e el myz 95.95  94.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0
53.0
5000
1050 1100
41.0 m/z 52.95 43.33%
M ‘ 81.0
O\\\‘\\\\‘\\\\‘\\\\‘\‘\‘\\“}1‘}\““\‘1\‘\\\\“\\\\‘\\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3175: 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0 pay
1050 1100
. m/z 39.00 29.39%
5000 390 2390
27.0 H
. N T PO o N
miz--> 10 20 30 40 50 60 70 80 90 100 m W\
Abundance #3178: 2-Cyclopenten-1-one, 2-methyl- A At ‘ ‘
67.0 96.0 10. 50 11.00
m/z 68.00 19.83%
53.0
5000 39.0
27.0
P U Y A NS U IS T
m/z--> 10 20 30 40 50 60 70 80 90 100 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.954 3.31 ug/L 46552  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 43
2 1-Propene, 2,3-dichloro- 110 C3H4C12 000078-88-6 35
3 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 27
4 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 25
5 4-Ethylcyclohexene 110 C8H14 003742-42-5 22

Abundance Scan 3301 (11.954 min): VU048009.D\data.ms (-3292) (- m/z 41.00 100.00%

41.0 81.0
5000
09.9

e
0! A e m/z 81.00  88.73%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)-
41.0
81.0 ﬁ\
5000 4 ”(\W\‘ o f LAl (\
12.00
10.0 m/z 38.95 71.03%
15.
0' 50 \N\\‘\‘\M!H‘\\\\‘J\-\S\Z\.(‘)\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6371: 1-Propene, 2,3-dichloro-
75.0
%/\AA f\/\/w‘
390 1200
5000 : ITI/Z 75.00 63.90%
110.0
ol 140
m/z--> 0 20 40 60 80 100 120 140 160 180 200 p\
Abundance #6710: Cyclohexane, ethenyl- e
81.0 12.00

m/z 66.95 63.36%

41.0
5000
110.0
oy hd AL
ol el el e e e

m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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, 1-bromo-4-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.970 6.70 ug/L 94320 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 97

Abundance Scan 3617 (12.970 min): VU048009.D\data.ms (- 3603) (- m/z 191.90 100.00%

111.0
75.0
5000
49.9
134.0 ol
155.9 13 00
0! m/z 189.9 81.12%

19

111.0 13.00
5000 75.0 m/z 75.00 62.04%
50.0
270, . L asoasso N

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 19
75.0
5000
50.0 1300
m/z 111.0 76.64%
0\‘\\\\“‘\\‘\‘\ ‘h\\\M‘}‘\\‘1‘!\!‘\‘]\-:\3]\-\()‘\]\-5\5\‘0\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-

0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro- T
19 13.00
m/z 119.00  31.09%
750 1110
5000
50.0 Mﬂ
Ok 280 e 1 280 R0 i M\
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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-bromo-2-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.330 3.43 ug/L 48295 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98

Abundance Scan 3729 (13.330 min): VU048009.D\data.ms (-3721) (-  m/z 191.90 100.00%

191.9
111.0
5000 750
50.0 ‘
‘ “ | ‘ 131.1 154.9 13 OO 13 50 o
O b b S m/z 189.85  83.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 - e
75.0 13.00 13.50
50.0 m/z 111.00 68.84%
O\’2\7\(\)}H‘\\“\‘\‘\\\M“”\\w‘\\1‘\‘1\-:\3]\-\0‘\1\-5\5‘0\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65030: Benzene, 1-bromo-3-chloro-
111.0 192.0
— —r
13.00 13.50
5000 75.0 m/z 74.95 49.28%
50.0
0280, ||, o | 1310 1550
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65029: Benzene, 1-bromo-3-chloro- Qal i o
192.0 13.00 13.50
111.0 m/z 74.00  25.92%
5000 75.0
50.0
02800 oy ey gl 1310 1590 Ay S
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1-Hexene, 6-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.378 10.61 ug/L 149270  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 6-chloro- 118 C6H11C1 000928-89-2 76
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 72
3 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 72
4 cis-2-Hexen-1-0l, pentafluoropro... 246 C9H11F502 1000352-74-1 50
5 Cyclohexane, chloro- 118 C6H11C1 000542-18-7 50

Abundance Scan 3744 (13.378 min): VU048009.D\data.ms (-3736) (-  m/z 55.00 100.00%

55.0
82.0
5000
1300 1350
M «th_‘l‘lﬂ'?”_“1‘??:9“””2‘9?:9 m/z 41.e0  77.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9993: 1-Hexene, 6-chloro-
53.0
5000
1300 1350
82.0 o
270 m/z 69.00 68.47%
‘ ‘ ‘ 118.0
0\\\‘\\‘\1\1“‘\ ‘M\H\\w‘“‘\\!\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
55.0
82.0 13.00 13.50
5000 ITI z 67.00 54.94%
27.0
IRDPIEEY
o L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
55.0 1300 1350
m/z 81.95 54.71%
5000 82.0
27.0
0 ‘\‘ m \‘\H Il \‘ HH 1180

m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 o-Cymene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.449 3.09 ug/L 43538 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
3 o-Cymene 134 C1leH14 000527-84-4 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 3766 (13.449 min): VU048009.D\data.ms (-3759) (-  m/z 119.10 100.00%
119.1
5000 AA‘ MJX
91.0 ‘ 1250
390 649 | | 1350 13.50
o 1R I L R TR RS 1 m/z 134.00  43.00%
m/z--> 0 20 40 60 80 100 120 14
Abundance #16997: o-Cymene
119.0
5000 R
13.50
91.0 m/z 117.00 14.41%
qo s T amo
O\‘\\\\‘\‘\\\’\\‘\\H“\\\\”‘\\‘i‘\’w\\i“\\\‘\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 /\
N R R N
13.50
5000 m/z 91.00 13.61%
91.0
S 1 A PR I 1
miz--> 0 20 40 60 80 100 120 140 /\/\
Abundance #16991: o-Cymene n Ay “N‘ﬂmﬂmmﬂ
119.0 13.50
m/z 115.00 9.73%
5000 91.0
39.0 65.0 ‘ ﬂ A
o N O RO N 1T “M %0 AT ARANI W‘m
m/z--> 0 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Hexane, 1-bromo-6-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.359 3.22 ug/L 45268 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 86
2 Hexane, 1-bromo-6-chloro- 198 C6H12BrCl 006294-17-3 86
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 59
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 59
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 50
Abundance Scan 4049 (14.359 min): VU048009.D\data.ms (-4038) (- m/z 55.00 100.00%
55.0 83.1
5000
f\’\‘ T T ‘ T T M\
Wl 11‘79 164.0 14.00 14.50
0’ L m/z 83.10 96.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74117: Hexane, 1-bromo-6-chloro-
55.0 83.0
5000 b o
14.00 14.50
27.0 m/z 41.00 67.07%
1180
1 4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74118: Hexane, 1-bromo-6-chloro-
55.0 83.0
14.00 14.50
5000 m/z 39.00 34.10%
27.0
118.0
o Ll 0 1820 2000
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis- /\"“n ;
55.0 83.0 14. 00 14 50
m/z 67.00 28.52%
5000 270
112.0
o "VM‘HU"!w““_““u““u““ o
m/z--> 20 40 60 80 100 120 140 160 180 200 14. 00 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-@3 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.430 2.69 ug/L 37923 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 25
2 Chloroacetic acid, 2-ethylcycloh... 204 C10H17C102 1000279-89-1 22
3 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 18
4 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 16
5 3-Chloropropanoic acid, 2-ethylc... 218 C11H19Cl02 1000282-65-7 14
Abundance Scan 4071 (14.430 min): VU048009.D\data.ms (-4062) (- m/z 80.95 100.00%
81.0
102.9
39.0
5000 67.0
53.0
117.0
N T o
ot _WWM\_M le\“w e m/z 102.90  58.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0
95.0 i |
5000 T T T T T T
67.0 14.50
390 o 1100 m/z 39.00 54.03%
14.0 “ ‘ ‘
OH‘\lw\‘\H“\“\H‘\MH\M‘\‘}‘H‘\‘\“\1“\\\‘\’1\H“\‘\H‘\H\‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #79320: Chloroacetic acid, 2-ethylcyclohexyl ester
81.0 m
41.0 und Py ey Aty
14.50
5000 55.0 110.0 m/z 41.80 52.35%
27.0
95.0
0\\_u\\u\ﬁm1whﬂuyw 128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 WUA
Abundance #6725: Cyclohexane, ethylidene- ‘ ey
81.0 14.50
m/z 75.00 50.80%
67.0
5000
410 110.0
27.0 95.0 A
) SRR S AT {\ A A i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.494 3.90 ug/L 54943 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 38
2 Glutaric acid, 4-methoxy-2-methy... 344 C19H3605 1000359-41-7 27
3 3(2H)-Isothiazolone, 2-methyl- 115 C4H5NOS 002682-20-4 22
4 Silane, ethenylethoxydimethyl- 130 C6H140Si 005356-83-2 18
5 Imidazole, 2-methyl-4-trifluorom... 150 C5H5F3N2 033468-67-6 11
Abundance Scan 4091 (14.494 min): VU048009.D\data.ms (-4082) (-  m/z 115.00 100.00%
115.0
150.0
67.1
5000
il O
14.50
o! 35 \\“\ - \“H‘ H‘\ - ‘2‘06‘-9‘ : ‘25‘\3‘0‘ — m/z 101.00 79.88%
m/z--> 50 100 150 200 250 300
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 P
14.50
m/z 150.00 75.85%
63.0 H
0 T T T ‘” \“ \‘ T ‘M\ ‘ \“H\ T T “‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #253359: Glutaric acid, 4-methoxy-2-methylbutyl octyl es
115.0
—
14.50
5000 m/z 114.00 55.51%
45.0
‘85.0 2270
oladlbh L g dy tro0 1, 2o
miz--> 50 100 150 200 250 300
Abundance #8725: 3(2H)-Isothiazolone, 2-methyl- —
115.0 14.50
m/z 67.10 53.06%
58.0
5000
; I LU
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 Hexane, 1,6-dibromo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.311 3.48 ug/L 48973 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 59
2 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 53
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 45
4 Hexanal di-cis-3-hexenyl acetal 282 C18H3402 1000430-94-7 45
5 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 45
Abundance Scan 4345 (15.311 min): VU048009.D\data.ms (-4340) (- m/z 83.00 100.00%
83.0
41.0
5000
i
M ‘\ 12‘2 9 1629 269.0 15.00 15.50
ol “!\ \}hhhw\‘\m‘mh ]y Il M‘HH‘ — — m/z 55.00 89.79%
miz-> 50 100 150 200 250
Abundance #126508: Hexane, 1,6-dibromo-
83.0
5000( 410 . L IR

15.00 15.50
m/z 41.00 57.55%

163.0
T T M\ ‘ ‘ ‘”H\ H\ \H T ‘ ‘]‘\_2\‘1‘ 9 T ‘ \‘M T T T ‘ T T \24\'470\ T T T
miz--> 50 100 150 200 250
Abundance #38179: Cyclohexane, bromo-
83.0

o

1500 1550
41.0
ol i [ meo B
m/z--> 50 100 150 200 250
Abundance #20678: Cyclohexane, butyl-
83.0 1500 1550

m/z 67.00 19.47%

5000
41.0
140.0
H‘HHLJ\\\\ |

miz--> 50 100 150 200 250 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-05 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.545 107.66 ug/L 15151560 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 38
2 Acrolein, 2-chloro- 90 C3H3Clo 000683-51-2 37
3 Thiourea, methyl- 90 C2H6N2S 000598-52-7 35
4 Propane, 2-(methylthio)- 90 C4H1esS 001551-21-9 28
5 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25
Abundance Scan 4418 (15.545 min): VU048009.D\data.ms (-4405) (- m/z 90.00 100.00%
410 900
5000
# 15.50 |
0152.0 :
] u1“”mﬂﬁ‘w“u‘lu,‘H‘,‘“?‘99:?””_”‘%?‘,1‘:‘ m/z 66.95 87.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol
90.0
5000 — - :
55.0 15.50
m/z 40.95 85.12%
O\\%\a\'pw\\“\H;"\\‘\‘\“\\HH“\‘\]\-\2‘\4.\.\0\‘\\\\’\\\\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2526: Acrolein, 2-chloro-
90.0
T T
15.50
5000 m/z 103.00 84.13%
61.0
S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2515: Thiourea, methyl- o ‘
90.0 15.50
30.0 m/z 74.95 61.81%
5000 60.0
0\u‘\W‘\}‘L“‘HM“;\\“1‘\wl\‘u\\‘u\\‘\u\,\u\,\\u‘\m‘\m‘\m‘\m,u ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\

Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 18 Benzene, 1,3-dibromo-5-chloro-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.886 14.75 ug/L 207618 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl 014862-52-3 94
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO0 000344-20-7 46
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 46
4 3,4-Dibromo-5-nitro-2H-pyrazole 269 C3HBr2N302 1000444-21-3 38
5 4-Bromo-7-methylbenzo(b)thiophen... 270 C10H7Br02S 001467-90-9 25

Abundance Scan 4524 (15.886 min): VU048009.D\data.ms (-4512) (-  m/z 269.80 100.00%
269.8
5000 74.0 190.9
110.0 — . A
37.0 ‘ 29 | 15.50 16.00
o‘HW“J“;J“uwmmmH“!‘,m‘\‘HmHwwH_quhn_ m/z 271.85  71.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
5000 e - A
191.0 15.50 16.00
37.0 110.0 m/z 267.80 50.67%
O \\\\‘\\\H‘H‘\‘\ih\\HH“\‘HH\‘H‘Ll\’\\\‘H%??‘C\)H\‘\\\‘\‘\\\2\‘2\6\\(\)‘\\\\‘\\‘\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
‘ T T ‘ T \/\
15.50 16.00
5000 m/z 74.00 43.34%
81.0
160.0 19,
oo itprererrbegrrbreberep e 240
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide = Aot s
270.0 15.50 16.00
m/z 190.90 40.28%
5000 Jk
0 - PSS
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-06 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.391 487.45 ug/L 6860290 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 14
2 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 10
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 10
4 2-Furanacetaldehyde, .alpha.-pro... 152 C9H1202 031681-26-2 10
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 10

Abundance Scan 4681 (16.391 min): VU048009.D\data.ms (-4668) (-  m/z 81.05 100.00%

81.0
41.0 117.0
5000
T
JM‘ ‘ 1950 16.00 16.50
0 i /NS ”“H 20 2389 280 /7 117.00  69.38%
miz--> 50 100 150 200 250
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000 — —
16.00 16.50
41.0 m/z 41.00 68.72%
‘ ‘ 152.0
0 T T “\ “ H‘ H“ ‘H‘ \““‘ T \‘ T T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3213: 2-Hexyne, 4-methyl-
81.0
— e
410 16.00 16.50
5000 m/z 67.00 50.25%
m/z--> 50 100 150 200 250
Abundance #3229: Cyclohexene, 3-methyl- — —
81.0 16.00 16.50
m/z 39.00 43.30%
5000
390
0 -
m/z--> 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.208 7.51 ug/L 105660 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 38
2 Cyclohexane, 1,4-dibromo- 240 C6H10Br2 035076-92-7 38
3 1,5-Dibromo-3-methylpent-2-ene 240 C6H10Br2 133545-67-2 37
4 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 35
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35

Abundance Scan 4935 (17.208 min): VU048009.D\data.ms (-4927) - m/z 81.00 100.00%

81.0
41.0 117.0
5000
160.9

198.9 17.0017.2017.40

0’ w”ww‘“ iy H A 289 myz 117.00  65.16%

miz--> 50 100 150 200 250
Abundance #124039: Cyclohexane,1,2-dibromo-,trans-
81.0

5000 P e e P
17.0017.2017.40

m/z 40.95 64.38%

39.0 161.0
O ‘L\ ‘U Nh T h‘\ H | 1\1?(\) | \H L \24\2‘0\ L —
m/z--> 50 100 150 200 250
Abundance #124032: Cyclohexane, 1,4-dibromo-
81.0

17.0017.2017.40

5000 m/z 38.95 45.91%
39.0 161.0
obddd b meo | a0
miz--> 50 100 150 200 250
Abundance #124036: 1,5-Dibromo-3-methylpent-2-ene R e
81.0 17.0017. 2017 40
m/z 118.9 41.29%
161.0
5000 41.0
‘ ‘ 119.0 242.0
oL ‘W L“‘ TS| PR T DR
miz--> 50 100 150 200 250 17.0017.2017.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 21 unknown-08 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.250  26.45 ug/l 372256  1,4-Dichlorobenzene-dd  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,2-Dibromo-5-hexene 240 C6H10Br2 004285-48-7 47
,5-Dibromo-3-methylpent-2-ene 240 C6H1eBr2 133545-67-2 40
yclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 38
somyocorene 136 C1OH16 006876-07-9 35
-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 25

VA wWwN R
R HOR R

Abundance Scan 4951 (17.259 min): VU048009.D\data.ms (-4942) (- m/z 81.00 100.00%

81.0
41.0
5000 161.0
117.0

SR L VL S
197.9 17.0017.2017.40

. \M H HHH ‘MH Ll H““%“ — ‘MH“ . — ?8‘1‘ ITI z 41.00 68.15%

m/z--> 50 100 150 200 250
Abundance #124030: 1,2-Dibromo-5-hexene
81.0

50001  41.0 e
17.0017.2017.40

m/z 39.00 47.62%

T “‘\ s i‘M T “\ “H ™7 J\-ZHE‘L\O T ‘16\“3\0\ 2\0‘1\0 T \24\2 O\ I
miz> 50 100 150 200 250
Abundance #124036: 1,5-Dibromo-3-methylpent-2-ene
81.0

o

o

161.0 17.0017 2017 40
119.0
oLb— \‘h‘\‘ \L‘\ — U — ;h , — ‘24“2‘0‘ ,
miz--> 50 100 150 200 250
Abundance #124039: Cyclohexane,1,2-dibromo-,trans- R A RREREE TS
81.0 17.0017.2017.40

m/z 163.00  43.37%

5000
39.0 161.0
0 l “ m‘h A h‘\ 119.0 H 242.0

miz--> 50 100 150 200 250 17.0017.2017.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 22 unknown-09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.346  33.61 ug/L 473049  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 38
2 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 38
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 38
4 2(5H)-Furanone, 5-(2-furanylmeth... 178 C1@H1003 031969-27-4 32
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 32

Abundance Scan 4978 (17.346 min): VU048009.D\data.ms (-4968) (- m/z 81.00 100.00%

81.0
41.0
5000 1170

“ 153.0 17.00 17.20 17.40
] MHJ‘J‘ A 1949 2430 2798 Ly 6p  56.76%

miz--> 50 100 150 200 250
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0

5000 e
17.00 17.20 17.40

39.0 m/z 55.00 53.15%

\‘\ ”‘\ ‘M ““ T “\ “\ “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #11874: 2,3—D|azabicyclo[2.2.1]hept—2—ene, 1,4-dimethyl-
81.0

17.00 17.20 17.40

o

o

5000 m/z 116.95 37.71%
39.0
ob— ‘W“M»MW e ——
m/z--> 50 100 150 200 250
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- e A maaa
81.0 17.00 17.20 17.40

m/z 39.00 35.26%

5000
41.0
0 ‘ ‘\ \\J‘L h‘ \‘ \‘

miz--> 50 100 150 200 250 17.00 17.20 17.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41322\
Data File : VU@48009.D

Acqg On : 13 Apr 2022 17:21

Operator : SY/MD

Sample : N2316-08ME

Misc : 6.65g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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: C... 3.112 3.0 ug/L 255106 1 6.247 419010 50.0
unknown-01 7.182 3.7 ug/L 30829 1 6.247 419010 50.0
2H-Pyran, tetra... 7.497 6.7 ug/L 56461 1 6.247 419010 50.0
2-Hexenal, (E)- 8.362 3.9 ug/L 46189 2 9.420 588679 50.0
Propane, 1,3-di... 8.578 3.9 ug/L 45846 2 9.420 588679 50.0
2-Cyclopenten-1... 10.706 2.8 ug/L 39127 3 11.816 703690 50.0
unknown-02 11.954 3.3 ug/L 46552 3 11.816 703690 50.0
Benzene, 1-brom... 12.970 6.7 ug/L 94320 3 11.816 703699 50.0
Benzene, 1-brom... 13.330 3.4 ug/L 48295 3 11.816 703690 50.0
1-Hexene, 6-chl... 13.378 10.6 wug/L 149270 3 11.816 703699 50.0
o-Cymene 13.449 3.1 ug/L 43538 3 11.816 703690 50.0
Hexane, 1-bromo... 14.359 3.2 ug/L 45268 3 11.816 703690 50.0
unknown-03 14.430 2.7 ug/L 37923 3 11.816 703690 50.0
unknown-04 14.494 3.9 ug/L 54943 3 11.816 703690 50.0
Hexane, 1,6-dib... 15.311 3.5 ug/L 48973 3 11.816 703690 50.0
unknown-05 15.545 107.7 wug/L 1515150 3 11.816 703690 50.0
Benzene, 1,3-di... 15.886 14.8 wug/L 207618 3 11.816 703699 50.0
unknown-06 16.391 487.4 ug/L 6860290 3 11.816 703690 50.0
unknown-07 17.208 7.5 ug/L 105660 3 11.816 703690 50.0
unknown-08 17.259 26.4 ug/L 372256 3 11.816 703690 50.0
unknown-09 17.346 33.6 ug/L 473049 3 11.816 703699 50.0
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