LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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@47958.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 rBV 51156 100384 2.83% 0.763%
2 1.813 126 147 148 rBV8 20745 51840 1.46% 0.394%
3 2.543 362 374 385 rBV 140018 235576  6.65%  1.790%
4 2.761 438 442 446 rBVS 867 840 0.02% 0.006%
5 2.970 497 507 520 rVB6 5176 12671 0.36% 0.096%
6 3.035 523 527 528 rBV2 1247 810 0.02% 0.006%
7 3.141 557 560 565 rVB3 383 345 0.01% ©0.003%
8 3.221 574 585 595 rBv4 3439 6691 ©0.19% 0.051%
9 3.337 617 621 625 rBV3 636 603 0.02% 0.005%
106 3.604 701 704 711 rBV3 363 462 0.01% 0.004%
11 3.678 716 727 736 rBV7 1809 3634 0.10% 0.028%
12 4.070 845 849 854 rBV3 373 387 0.01% 0.003%
13  4.408 946 954 958 rBV2 450 642 0.02% 0.005%
14 4.504 980 984 987 rBV3 552 486 0.01% 0.004%
15 4.639 1011 1026 1081 rVV2 91940 342135 9.66% 2.600%
16 5.064 1142 1158 1180 rBV 183880 422785 11.94% 3.212%
17 5.202 1197 1201 1206 rVB 423 352 0.01% ©0.003%
18 5.269 1213 1222 1224 rBV2 453 514 0.01% 0.004%
19 5.289 1224 1228 1237 rVB4 636 953 0.03% 0.007%
20 5.363 1237 1251 1266 rBV5 4015 10713 ©0.30% 0.081%
21 5.459 1273 1281 1287 rVB6 1050 1955 0.06% 0.015%
22 5.584 1311 1320 1332 rVB7 2896 5754 0.16% 0.044%
23 5.719 1342 1362 1373 rBV2 398715 1076895 30.41% 8.182%
24  5.925 1424 1426 1432 rBV4 482 406 0.01% 0.003%
25 5.993 1442 1447 1450 rBV3 509 373 0.01% 0.003%
26 6.131 1476 1490 1498 rBV6 3778 7376 0.21% 0.056%
27  6.247 1511 1526 1548 rBV 374270 746631 21.09% 5.673%
28 6.375 1563 1566 1569 rVB2 522 360 ©0.01% 0.003%
29 6.472 1594 1596 1603 rVB3 333 360 0.01% 0.003%
30 6.530 1603 1614 1628 rVB10 3528 6736 ©0.19% 0.051%
31 6.600 1631 1636 1639 rBvV2 659 620 0.02% 0.005%
32 6.690 1650 1664 1684 rBV 241982 495937 14.01% 3.768%
33  6.986 1753 1756 1757 rBvV2 658 358 0.01% ©.003%
34 7.195 1809 1821 1837 rBV4 7955 19747 ©0.56% 0.150%
35 7.343 1861 1867 1871 rBV4 615 682 0.02% 0.005%
36 7.497 1902 1915 1927 rBV2 40249 92004 2.60% 0.699%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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 7.568 1927 1937 1959 rVB 109563 219917 6.21% 1.671%
38 7.687 1966 1974 1981 rBV4 1550 2626 0.97% 0.020%
39 7.832 2015 2019 2020 rBV2 543 394 0.01% 0.003%
40 7.899 2026 2040 2054 rBV 392534 705351 19.92% 5.359%
41  7.983 2055 2066 2087 rVB5 38491 119553 3.38% 0.908%
42 8.182 2116 2128 2148 rBV 74182 154194 4.35% 1.172%
43 8.369 2173 2186 2208 rVB4 19672 52162 1.47% 0.396%
44  8.581 2241 2252 2260 rBV6 4467 9275 0.26% 0.070%
45  8.658 2260 2276 2303 rVV 407761 817903 23.10% 6.214%
46 9.031 2378 2392 2406 rVB3 8843 20299 0.57% 0.154%
47  9.186 2432 2440 2441 rBV4 1619 2008 0.06% 0.015%
48  9.282 2466 2470 2475 rVB5 423 433 0.01% 0.003%
49 9.366 2486 2496 2501 rBV4 6945 11329 0.32% 0.086%
50  9.452 2501 2523 2555 rVB2 1397299 3541026 100.00% 26.905%
51 9.694 2586 2598 2609 rvB7 3265 7278 0.21% 0.055%
52 9.845 2638 2645 2648 rBV5 938 1144 0.03% 0.009%
53 9.864 2649 2651 2655 rvB3 512 346 0.01% ©.003%
54 10.034 2702 2704 2710 rVB3 730 492 0.01% 0.004%
55 10.102 2714 2725 2726 rBV4 2316 2123 0.06% 0.016%
56 10.658 2888 2898 2907 rBV7 8136 13783 ©0.39% 0.105%
57 10.764 2918 2931 2948 rVW 466929 757654 21.40% 5.757%
58 10.935 2982 2984 2987 rBV4 605 397 0.01% 0.003%
59 10.976 2989 2997 3011 rVB2 7705 12054 0.34% 0.092%
60 11.092 3030 3033 3035 rBV 607 424 0.01% 0.003%
61 11.256 3078 3084 3091 rBV5S 1927 2406 0.97% 0.018%
62 11.382 3116 3123 3130 rVB6 1764 2566 0.07% 0.019%
63 11.472 3146 3151 3159 rVWV5 2563 3727 0.11% 0.028%
64 11.513 3159 3164 3174 rVB6 2353 3493 0.10% 0.927%
65 11.591 3180 3188 3195 rBV4 5872 8863 ©.25% 0.067%
66 11.697 3218 3221 3224 rBV3 585 497 0.01% 0.004%
67 11.751 3232 3238 3246 rVB5 2661 3687 ©0.10% 0.028%
68 11.816 3246 3258 3273 rVW 632351 996611 28.14% 7.572%
69 11.883 3274 3279 3290 rVVé 11902 18484 0.52% 0.140%
70 11.954 3290 3301 3312 rVBS8 5796 9852 0.28% 0.075%
71 12.070 3329 3337 3345 rBV7 2334 4537 0.13% 0.034%
72 12.105 3345 3348 3351 rVB3 1144 757 0.02% 0.006%
73 12.198 3364 3377 3395 rBV 514102 957285 27.03% 7.273%
74 12.475 3455 3463 3472 rBV5S 4251 6980 ©0.20% 0.053%
75 12.710 3529 3536 3545 rVB6 4582 6598 ©0.19% 0.050%
76 12.774 3551 3556 3559 rBV2 685 584 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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 12.832 3571 3574 3576 rBV3 542 367 ©0.01% ©0.003%
78 12.880 3583 3589 3590 rBV3 1296 1134 0.03% 0.009%
79 12.973 3608 3618 3629 rVB2 15993 26296 0.74% 0.200%
80 13.028 3632 3635 3641 rBV3 769 740 0.02% 0.006%
81 13.163 3670 3677 3684 rBV5 4366 6002 0.17% 0.046%
82 13.259 3704 3707 3708 rBV3 863 531 0.01% 0.004%
83 13.333 3721 3730 3735 rBV3 8554 13960 ©.39% 0.106%
84 13.378 3735 3744 3756 rVB 83558 126644  3.58% 0.962%
85 13.584 3805 3808 3814 rVB3 875 685 0.02% 0.005%
86 13.668 3831 3834 3836 rBV2 503 346 0.01% 0.003%
87 13.777 3861 3868 3872 rBV6 3081 4252 0.12% 0.032%
88 13.841 3883 3888 3901 rVB9 2110 3645 0.10% 0.028%
89 14.092 3960 3966 3974 rVB3 2755 3842 0.11% 0.029%
90 14.362 4040 4050 4062 rVB2 13215 19923 0.56% 0.151%
91 14.430 4062 4071 4080 rBV4 24134 37085 1.05% 0.282%
92 14.494 4080 4091 4107 rVB2 146369 241482 6.82% 1.835%
93 14.626 4130 4132 4136 rBV3 641 471 0.01% 0.004%
94 14.954 4225 4234 4240 rVB9 2273 3585 0.10% 0.027%
95 15.311 4341 4345 4353 rVB5 9316 12087 0.34% 0.092%
96 15.545 4407 4418 4437 rBV2 164705 256633 7.25% 1.950%
97 15.880 4514 4522 4538 rBvV4 15792 41566 1.17% 0.316%
98 15.957 4540 4546 4555 rVB2 8921 13648 0.39% 0.104%
99 16.092 4580 4588 4599 rVB2 18950 28015 0.79% 0.213%
100 16.388 4671 4680 4706 rVB 115165 190318 5.37% 1.446%
Sum of corrected areas: 13161366
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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: VU047958.D\data.ms
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1597 4.639
18 2.7612.9133B43B37 3.8BY8  4.070 592313

N AN
L L L L B L B L B L B L B \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: VU047958.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.813 3.47 ug/L 51840 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethylsulfoxonium formylmethylide 120 C4H802S 031043-74-0 23
2 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 20
3 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 9
4 Methylene chloride 84 CH2Cl2 000075-09-2 9
5 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 9

Abundance Scan 147 (1.813 min): VU047958.D\data.ms (-126) (-) m/z 63.00 100.00%

63.0
45.0
5000 f\
R AR EE
81.9 114.9 1.60 1.80 2.00 2.20
0 W iy b mu”‘\“‘ Ay m/z 45.00  79.12%
miz--> 0 20 40 60 80 100 120
Abundance #10470: Dimethylsulfoxonium formylmethylide
63.0 78.0
5000 \/\kﬂ‘\\"‘u‘uu‘uu‘u
1.60 1.80 2.00 2.20
45.0 m/z 49.00 71.30%
0 T ‘ T \1\4.‘.\0‘ \2313‘\ ‘ }‘m T "‘H\ T \w T T \J‘-()\S\.()\ T ‘ L
miz--> 0 20 40 60 80 100 120
Abundance #1148: Dimethyl Sulfoxide
63.0
78.0 R AR
1.60 1.80 2.00 2.20
5000 m/z 47.00 63.64%
28.0 45.0
0 ““‘L“$WW“M",M“‘M;“““““““
miz--> 0 20 40 60 80 100 120
Abundance #1200: Methane, chloromethoxy- e AREBERAR RS
45.0 1.60 1.80 2.00 2.20
m/z 44.00 36.68%
5000 29.0 W
14,0
0 L. ] 630 790
Tt e R RRAREEEE
m/z--> 0 20 40 60 80 100 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 2 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.497 6.16 ug/L 92004 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 94
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 90
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 86
4 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 64
5 2-Propyltetrahydropyran 128 C8H160 003857-17-8 53

Abundance Scan 1915 (7.497 min): VU047958.D\data.ms (-1902) (-) m/z 85.00 100.00%

85.0
5000 41.0

7.20 7.40 7.60 7.80

Obr “w"H“H“H“W“w“w“w“w“_“‘ m/z 41.00  48.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0 J
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\

7.20 7.40 7.60 7.80
m/z 43.00 48.83%

\]-\5\?\‘\‘\\ ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
83.0
41.0

720740760780

o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4435: 2H-Pyran, tetrahydro-2-methyl- e RARES £
85.0 7.20 7.40 7.60 7.80

m/z 55.00  23.66%

5000
41.0
0! 15.0 m”‘\ ‘u | ‘ J\

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\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 4 Hexane, 1,6-dichloro- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.378 6.35 ug/L 126644  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 91
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 58
3 1-Hexanol, 6-chloro- 136 C6H13Cl0 002009-83-8 37

4 Chloroacetic acid, cyclohexyl ester 176

C8H13C102

5 1-Hexanol, 6-ch

loro- 136 C6H13C10

Abundance Scan 3744 (13.378 min): VU047958.D\data.ms (-3735) (-
55

006975-91-3 32
002009-83-8 27

m/z 55.00 100.00%

.0
82.0
5000
Y. N A W
13.00 13.50
118.1
om_m‘M‘N‘Mwl‘m“\u”lu_Hm,‘MWWWWZ‘QT:Q m/z 40.95 82.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
553.0
5000 82.0 po .
13.00 13.50
27.0 m/z 69.00 75.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31626: Hexane, 1,6-dichloro-
55.0
— P
82.0 13.00 13.50
5000 ITI/Z 67.00 56.85%
27.0
IRDRIEEY
0 H\‘M\\pAJWWM$WHU\_\\ﬁ\\u‘\u\‘u\\_\\w\\u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18461: 1-Hexanol, 6-chloro- “ P
55.0 13.00 13.50
m/z 81.95 54.36%
5000 31.0 82.0
H ‘ |, || 1180
O+ el — T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.494  12.12 ug/L 241482  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinethione, 1-methyl- 115 C5HONS 010441-57-3 18
2 3-Ethylthiane 130 C7H14S 061568-48-7 14
3 2-Chloro-4,6-difluoro-pyrimidine 150 C4AHC1F2N2 038953-30-9 14
4 Benzene, 1,2,3,4-tetrafluoro- 150 C6H2F4 000551-62-2 11
5 2-Butenoic acid, 2,3-dimethyl- 114 C6H1002 004411-97-6 11

Abundance Scan 4091 (14.494 min): VU047958.D\data.ms (-4080) (- m/z 115.00 100.00%

115.0 150.0
67.0
39.0
5000
14.50
.9 .
0 MML_H‘J_1‘”‘””_”‘2‘9?9 m/z 101.00  93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8809: 2-Pyrrolidinethione, 1-methyl-
115.0
5000 L
30.0 14.50
82.0 m/z 150.00 92.64%
580 ‘
O\‘\‘\\\‘i ‘\\H\“‘\l 1“\”‘\\1i\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15588: 3-Ethylthiane
101.0
cl
55.0 14.50
5000 130.0 ITI/Z 67.00 66.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27850: 2-Chloro-4,6-difluoro-pyrimidine =
150.0 14.50
m/z 114.00 56.49%
115.0
5000
70.0
31.0
o‘_“w!Hwwmuu_H‘_m_“u_m_m_m L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 unknown-@3 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.545  12.88 ug/L 256633 1,4-Dichlorobenzene-d4  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

crolein, 2-chloro- 90 C3H3ClOo 000683-51-2 37
icyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 35
,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 32
»3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 28
-(2-Aminoethyl)benzenesulfonamide 200 C8H12N202S 035303-76-5 25

VA wWwN R
AR N>

Abundance Scan 4418 (15.545 min): VU047958.D\data.ms (-4407) (- m/z 90.00 100.00%

41.0 90.0
5000
P 15.50 |
1‘ 0 1519 ( -
O — AL T 2070 268C o 4995 87.46%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2526 Acrolein, 2-chloro-
90.0
5000 N ‘
62.0 15.50
m/z 103.00 87.31%
O \\\‘\\\\‘\\\“\“H\\\‘\\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
1 T
15.50
5000 ITI/Z 67.00 86.10%
39.0
0 \u‘uu“‘i‘m“\\‘“!m‘MWm‘mWm‘mmm‘\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol Co ‘
90.0 15.50
m/z 75.00 66.20%
5000 55.0
27.0
bbbl oty 240 e S LAV
m/z--> 20 40 60 80 100120140160180200220240260 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 7 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.388 9.55 ug/L 190318 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isomyocorene 136 C10H16 006876-07-9 11
2 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 10
3 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 10
4 5-Furan-2-ylmethyl-1,3-dimethyl-... 236 C11H12N204 1000295-15-4 10
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 10

Abundance Scan 4680 (16.388 min): VU047958.D\data.ms (-4671) (- m/z 80.95 100.00%

81.0
41.0 117.0
5000
152.0 16. 00 16 50
O ,‘“‘M‘L‘u U w2000 2826 0 4100 71.03%
m/z--> 50 100 150 200 250
Abundance #18014: Isomyocorene
81.0
5000
16. 00 16 50
41.0 m/z 116.95 66.92%
‘ H 121.0
O ‘ hh ‘ “‘ h\ \‘ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #3269: 2,4-Dimethyl 1,4-pentadiene
81.0
—
16.00 16 50
5000 m/z 67.00 50.99%
39.0
0 S
m/z--> 50 100 150 200 250
Abundance #1282: 1H-Pyrrole, 1-methyl-
81.0 16. 00 16 50
m/z 38.95 47 .66%
5000
42.0
oL dH \M‘H Il

m/z--> 100 150 200 250 16. 00 16 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47958.D

Acqg On : 12 Apr 2022 16:10

Operator : SY/MD

Sample : N2293-14ME

Misc : 5.99g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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|
unknown-01 1.813 3.5 ug/L 51840 1 6.247 746631 50.0
2H-Pyran, tetra... 7.497 6.2 ug/L 92004 1 6.247 746631 50.0
Hexane, 1,6-dic... 13.378 6.3 ug/L 126644 3 11.816 996611 50.0
unknown-02 14.494 12.1 ug/L 241482 3 11.816 996611 50.0
unknown-03 15.545 12.9 ug/L 256633 3 11.816 996611 50.0
unknown-04 16.388 9.6 ug/L 190318 3 11.816 996611 50.0
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