LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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@47986.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 26 rvB 86811 81479 0.47% 0.170%
2 1.601 73 81 98 rvB 105555 126815 0.73% 0.265%
3 1.906 167 176 197 rVB 87906 131814 0.75% 0.275%
4 2.565 369 381 397 rBV 191886 317389 1.81% 0.663%
5 2.758 438 441 444 rBV3 722 712  0.00% 0.001%
6 3.047 523 531 532 rBv4 2267 2568 0.01% 0.005%
7 3.192 572 576 581 rVB2 747 686 0.00% 0.001%
8 3.359 619 628 641 rVB5 2363 4527 0.03% 0.009%
9 3.446 649 655 661 rVvB4 850 915 0.01% 0.002%
106 3.697 726 733 745 rVB6 1961 3936 0.02% 0.008%
11 3.874 783 788 791 rBvV4 642 615 ©0.00% 0.001%
12 3.964 807 816 837 rBV2 11250 32727 0.19% 0.068%
13 4.620 1007 1020 1051 rBV 145157 346656 1.98% 0.724%
14 5.063 1141 1158 1179 rBV 206445 446136  2.55% ©.932%
15 5.591 1312 1322 1341 rVB6 8553 20647 0.12% 0.043%
16 5.726 1344 1364 1374 rBV2 388934 1092858 6.25% 2.283%
17 6.137 1483 1492 1509 rVB4 9680 19673 0.11% 0.041%
18 6.250 1513 1527 1552 rVB 410058 775945 4.44% 1.621%
19 6.530 1607 1614 1622 rBV4 1495 2703 0.02% 0.006%
20 6.690 1647 1664 1682 rBV 258410 502351 2.87% 1.050%
21 7.044 1768 1774 1779 rBV4 701 825 0.00% 0.002%
22 7.179 1803 1816 1829 rVV5 3229 6918 0.04% 0.014%
23 7.491 1905 1913 1922 rVB3 2177 3557 0.02% 0.007%
24 7.565 1922 1936 1959 rBV 129481 227221 1.30% 0.475%
25 7.690 1966 1975 1981 rBV3 1612 2761 0.02% 0.006%
26 7.899 2026 2040 2054 rW 453674 782268 4.47% 1.634%
27 7.970 2056 2062 2083 rVV2 23557 44233  0.25% 0.092%
28 8.179 2114 2127 2138 rBV 91411 154792 ©0.89% 0.323%
29 8.240 2138 2146 2164 rVB3 22472 42738 0.24% 0.089%
30 8.472 2213 2218 2222 rBV3 624 754 0.00% 0.002%
31 8.578 2247 2251 2255 rBV4 672 787 0.00% 0.002%
32 8.632 2255 2268 2302 rBV 454153 792134 4.53% 1.655%
33 8.861 2336 2339 2346 rVB6 799 853 0.00% 0.002%
34 9.179 2430 2438 2447 rBV5 3242 5504 0.03% 0.011%
35 9.362 2484 2495 2501 rBV3 29132 45968 0.26% ©0.096%

36 9.417 2501 2512 2518 rBV 607823 1047943 5.99% 2.189%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 9.578 2552 2562 2576 rVB3 23972 38573 0.22% 0.081%
38 9.690 2592 2597 2606 rvB2 2103 2905 0.02% 0.006%
39 9.919 2659 2668 2676 rBV7 4202 8620 0.05% 0.018%
40 10.105 2719 2726 2730 rBV3 1475 1947 0.01% 0.004%
41 10.587 2864 2876 2885 rVB2 6390 10625 0.06% 0.022%
42 10.655 2885 2897 2911 rBV 65768 103390 0.59% 0.216%
43 10.758 2916 2929 2955 rBV 463542 840917 4.81% 1.757%
44 10.960 2987 2992 2995 rBV3 954 891 0.01% 0.002%
45 11.256 3076 3084 3091 rBV5 1911 2349 0.01% 0.005%
46 11.288 3092 3094 3102 rVB3 618 689 0.00% 0.001%
47 11.381 3118 3123 3128 rBV5 735 811 0.00% 0.002%
48 11.462 3140 3148 3152 rBV6 2070 2899 0.02% 0.006%
49 11.513 3158 3164 3171 rVB5 1078 1775 0.01% 0.004%
50 11.584 3180 3186 3191 rBV4 1477 1654 0.01% 0.003%
51 11.745 3229 3236 3244 rBV4 6618 9698 0.06% 0.020%
52 11.812 3244 3257 3278 rBv2 718860 1342745 7.68% 2.805%
53 11.954 3293 3301 3306 rBV6 5590 8752 0.05% 0.018%
54 11.996 3310 3314 3319 rVB5 3073 3673 0.02% 0.008%
55 12.105 3339 3348 3350 rBV5 1602 1711 0.01% 0.004%
56 12.195 3359 3376 3395 rBV 579700 1055771 6.04%  2.206%
57 12.291 3404 3406 3412 rVB4 1135 1069 0.01% 0.002%
58 12.471 3453 3462 3478 rVB6 15062 26896 ©0.15% 0.056%
59 12.562 3485 3490 3493 rBv4 1025 976 0.01% 0.002%
60 12.616 3497 3507 3522 rVB7 11152 18730 0.11% 0.039%
61 12.706 3525 3535 3545 rBV3 11732 16516 ©0.09% 0.035%
62 12.854 3569 3581 3590 rBV3 6295 16488 0.09% 0.034%
63 12.909 3591 3598 3604 rVV3 13006 21043 0.12% 0.044%
64 12.970 3604 3617 3645 rVV 1300746 2144822 12.26% 4.481%
65 13.086 3645 3653 3662 rVB5 9234 14939 0.09% 0.031%
66 13.163 3665 3677 3689 rVV 120739 190790 1.09%  0.399%
67 13.250 3698 3704 3708 rBV9 1532 2299 0.01% 0.005%
68 13.327 3716 3728 3736 rBV 1362483 2135656 12.21% 4.462%
69 13.375 3736 3743 3761 rVV 1061227 1572931 8.99% 3.286%
70 13.475 3765 3774 3796 rVB 54613 98554 0.56% 0.206%
71 13.713 3832 3848 3862 rVB4 16435 32879 0.19% 0.069%
72 13.809 3875 3878 3880 rBV4 1335 1064 0.01% 0.002%
73 13.841 3880 3888 3905 rVB3 30485 56357 ©.32% 0.118%
74 13.963 3915 3926 3937 rBvV2 70152 110117 ©.63% 0.230%
75 14.050 3945 3953 3975 rVB5 50207 95719 ©.55% 0.200%
76 14.272 4017 4022 4024 rBV5 2345 2314 0.01% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 14.307 4028 4033 4037 rVW4 8729 11687 ©0.07% 0.024%
78 14.359 4037 4049 4063 rVV 2221614 3347556 19.14% 6.994%
79 14.430 4065 4071 4082 rVV 158664 246113 1.41% 0.514%
80 14.494 4082 4091 4108 rVB2 64655 107803 0.62% 0.225%
81 14.594 4116 4122 4134 rVB3 14314 22598 0.13% 0.047%
82 14.729 4161 4164 4165 rBV3 1336 715 0.00% 0.001%
83 14.819 4187 4192 4201 rVB5 7596 10604 0.06% 0.022%
84 14.886 4201 4213 4221 rBV2 50775 85514 0.49% 0.179%
85 15.108 4274 4282 4290 rBV2 20190 28937 0.17% 0.060%
86 15.159 4291 4298 4307 rVW4 12303 22141 0.13% 0.046%
87 15.204 4308 4312 4321 rVB5 12034 16371 0.09% 0.034%
88 15.311 4340 4345 4357 rVB2 2057247 3157643 18.05% 6.597%
89 15.375 4358 4365 4370 rBV2 84890 119122 0.68% 0.249%
90 15.545 4405 4418 4432 rVB 2407934 3708171 21.20% 7.747%
91 15.803 4486 4498 4510 rBV 171586 301581 1.72% 0.630%
92 15.915 4511 4533 4542 rVV3 524047 1309909 7.49% 2.737%
93 15.960 4542 4547 4561 rVB 98529 148139 0.85% 0.310%
94 16.147 4598 4605 4613 rBV4 24942 41994 0.24% ©0.088%
95 16.266 4634 4642 4650 rBV3 32851 51845 ©0.30% 0.108%

96 16.327 4651 4661 4668 rVV3 83815 160272 0.92% ©.335%
97 16.391 4669 4681 4709 rVB 11457037 17489218 100.00% 36.540%
98 17.208 4929 4935 4942 rBV2 27368 37328 ©0.21% ©0.078%
99 17.259 4943 4951 4964 rVB 127362 206016 1.18% 0.430%
100 17.346 4970 4978 4993 rVB 97539 160740 0.92% ©.336%

Sum of corrected areas: 47862979
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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: VU047986.D\data.ms

1le+07
8000000
6000000
4000000

2000000

250
359 1.601 1.906 2.565 758 3.047.192.35846 3.69B.8864 4.620 5.063 5501028 61380 653809
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘YT\\\T‘\\\\‘T\\\ \\\ T\\\‘\Y_r\‘\—T\—VT\\\\‘\\\\‘\\\\TY_Y_\\‘\\\\‘Tﬁ\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘fﬁr\
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: VU047986.D\data.ms

1le+07
8000000
6000000
4000000

2000000

9.417 11812 121

0 7 0179 7. 19165690 ﬂ'L?OS 4708 483}@ 8.861  9.179. 3@@9 598590 9. 9190 105 1(168575/@ 10 960 mmammm 7#511993&0’5
; ; | ;

Time--> 100 750 800 850 9.00 950 1000 1050 1100 1150 1200
Abundance TIC: VU047986.D\data.ms

16.891

le+07
8000000
6000000

4000000

14.359 15.31 5.545

2000000 12970 13327,
15,918
D29 P UIZAIA BIER SIS G5k AT51 3 7330819685 B a017p0 36 550804375 | 15. Bﬁg&s.lm 117288346

0 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 T T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
1.359 5.25 ug/L 81479  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 3-Butenoic acid 86 C4H602 000625-38-7 78
3 2-Butenal, (E)- 70 C4H60 000123-73-9 78
4 Pyrimidin-4(3H)-one, 3-amino-2,6... 139 C6H9N30 093098-74-9 78
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 74
Abundance Scan 6 (1.359 min): VU047986.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000 /\
R A RARREREEENY
1.401.501.60 1.70 1.80
206.8 o
r-t--rrr—r—— m/z 39.00 72.94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 [T T T T[T ot
1.401.501.60 1.70 1.80
m/z 42.00 68.32%
15.0‘
0 \“H\“\‘i\‘ui ‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1862: 3-Butenoic acid
39,0
R AR REAAEY
1.40 1.501.60 1.70 1.80
5000 m/z 40.00 25.69%
86.0
0 “HHW‘H 439
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #606: 2-Butenal, (E)- A S ARRassse
41.0 700 1.401.501.60 1.70 1.80
’ m/z 38.00 19.72%
5000 /\
0 RammaE e iaame
m/z--> 20 40 60 80 100 120 140 160 180 200 1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 3 1,5-Dibromo-3-methylpentane Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.655 3.85 ug/L 103390 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dibromo-3-methylpentane 242 C6H12Br2 004457-72-1 59
2 1-Hexene, 6-bromo- 162 C6H11Br 002695-47-8 53
3 Heptenyl tiglate, 3Z- 196 C12H2002 1000383-64-2 50
4 1-Pentene, 3-ethyl-3-methyl- 112 C8H16 006196-60-7 47
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 47
Abundance Scan 2897 (10.655 min): VU047986.D\data.ms (-2885) (- m/z 55.00 100.00%
55.0
5000 83.1 A
1640 e iios
116.0 . :
ow‘mu;‘uALMm‘m‘ﬂ‘mﬂmw‘;_HWHW“‘?9‘7:9_”‘_” m/z 83.10 47.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126514: 1,5-Dibromo-3-methylpentane
55.0
83.0 IA
5000 — A
10.50 11.00
162.0 m/z 41.00 38.62%
Q' T ‘\ \“\‘ 1“ \‘\‘ T \‘M T \H\]‘-c\)‘ﬁ.\?}??‘.\ow TT ‘M‘\ RARRRRE %]\_\6‘\0\ %4"\4\\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38174: 1-Hexene, 6-bromo-
55.0
T ‘ T T T T ‘ A
83.0 10.50 11.00
5000 ITI/Z 67.00 35.32%
27.0
‘ ‘ ‘ ‘ 120.0 162.0
Omw‘l‘u‘}\H‘;!‘HH“Mm“m}”‘u“1“”“wm‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71388: Heptenyl tiglate, 3Z- — NALL —
55.0 10.50 11.00
83.0 m/z 39.00 29.66%
5000
0 ; ‘A s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Benzene, 1-bromo-3-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.970  79.87 ug/L 2144820 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 99
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 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 3617 (12.970 min): VU047986.D\data.ms (-3604) (-  m/z 191.90 100.00%
9

191.
111.0
5000 75.0
50.0

‘ ‘ ‘ 154.9 1300
el Mgyl 13181589 189.90  78.93%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
75.0 111.0
5000
T ‘ TTTT

o

13.00

50.0
m/z 110.95 70.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 13 00
5000 75.0 m/z 75.00 50.90%
50.0
oo Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0 13 OO
75.0 m/z 74.00 27.71%
5000 50.0
I L 155.0
bl e bl R
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 5 Hexane, 2,5-dibromo- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.163 7.10 ug/L 190790 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexane, 2,5-dibromo-
2 Hexane, 1,2-dibromo-
3 Hexane, 1,6-dibromo-
4 1,5-Dibromo-3-methylpentane
5 Hexane, 1,6-dibromo-

242 C6H12Br2
242 C6H12Br2
242 C6H12Br2
242 C6H12Br2
242 C6H12Br2

024774-58-1 86
000624-20-4 86
000629-03-8 76
004457-72-1 53
000629-03-8 53

Abundance Scan 3677 (13.163 min): VU047986.D\data.ms (-3665) (-  m/z 55.00 100.00%

55.0 83.1
5000
‘ 163.0
13.00 13.50
120.9 ‘
0 m_Hu;”‘u‘;“l“n‘w‘uw‘!”“mwm‘w‘wm““2‘9‘7:9_‘?““3"9 m/z 83.10  90.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126510: Hexane, 2,5-dibromo-
83.0
55.0
5000 T -
163.0 13.00 13.50
m/z 40.95 56.97%
27.0 121.0
0 H\‘\‘\‘HNH‘H‘\‘H\‘M\H“‘\‘HWHH‘HH‘}‘H\‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126509: Hexane, 1,2-dibromo-
83.0
550 13.00 13.50
5000 ITI/Z 39.00 27.48%
163.0
27.0
121.0
ol PO | 1me0 21802040
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126508: Hexane, 1,6-dibromo-
83.0 13.00 13.50
m/z 163.00 21.80%
55.0
5000
27.0
163.0
oy ) 19013502630 aao I |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Benzene, 1-bromo-2-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.327  79.53 ug/L 2135660 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 99
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 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 3728 (13.327 min): VU047986.D\data.ms (-3716) (-  m/z 191.90 100.00%

191.9
111.0
5000 75.0
50.0
‘ ‘ ‘ 1540 13.00 13.50
Ol bt o b gl 13181549 m/z 189.90  76.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65026: Benzene, 1-bromo-3-chloro-
192.0
75.0 111.0
5000
50.0 13.00 13.50
m/z 111.00 63.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 13. 00 13 50
5000 75.0 m/z 75.00 47 .14%
50.0
obzmo, L L L s
miz--> 20 40 60 80 100 120 140 160 180
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0 13. 00 13 50
111.0 m/z 193.90 23.77%
5000 75.0
50.0
ol 280, o L L 1550 ‘
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\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Hexane, 1,6-dichloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.375 58.57 ug/L 1572930 1,4-Dichlorobenzene-d4 11.812
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 64
3 1-Hexene, 6-chloro- 118 C6H11Cl 000928-89-2 52
4 cis-3-Hexenyl crotonate 168 C10H1602 1000429-17-4 35
5 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 35

Abundance Scan 3743 (13.375 min): VU047986.D\data.ms (-3736) (-  m/z 55.00 100.00%

55.0
82.0
5000
1300 1350
om_mH“‘Hw“:uh“‘th_‘l‘l‘ﬁ?”_Www%‘?‘?? m/z 41.e0 78.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31627: Hexane, 1,6-dichloro-
53.0
5000 82.0 —
1300 1350
27.0 m/z 69.00 71.28%
O \\“\H“‘\H\‘\w““\\H“\‘\\]-\].\S‘\()\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 82.05 55.53%
27.0
| || o
R L —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9993: 1-Hexene, 6-chloro-
55.0 1300 1350
m/z 67.00 52.97%
5000
82.0
27.0
Ly e
0 H“M‘N‘M"mewu“_“ﬁ“u“u“u“_“w“u

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\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Hexane, 1,5-dibromo- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.475 3.67 ug/L 98554  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,5-dibromo- 242 C6H12Br2 000627-96-3 64
2 Hexane, 1,2-dibromo- 242 C6H12Br2 000624-20-4 59
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 50
4 2-Butenoic acid, 2-methyl-, 2-me... 154 C9H1402 061692-78-2 50
5 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 50
Abundance Scan 3774 (13.475 min): VU047986.D\data.ms (-3765) (-  m/z 83.05 100.00%
55.0 83.0
5000 j\ /\
165.0 T ‘
‘u DLl 1208 T g P
ol o bt b e e Y m/z 55.00  95.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126511: Hexane, 1,5-dibromo-
41.0
83.0
5000 ‘/L T
13.50
165.0 m/z 41.00 53.49%
‘ 121.0 H
0 \H‘\H‘l‘ “H‘\\WHM\“‘\‘H‘“HH‘HHH\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126509: Hexane, 1,2-dibromo-
83.0
’\—T/\ﬁ L —
55.0 13.50
5000 m/z 39.00 25.18%
163.0
27.0
0 M L‘ | I | 189.0 218.0244.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3775: 2-Pentene, 2,4-dimethyl- I
55.0 83.0 13.50
m/z 66.95 21.39%
5000
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Hexane, 1,2-dibromo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.963 4.10 ug/L 110117 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,2-dibromo- 242 C6H12Br2 000624-20-4 74
2 Hexane, 2,5-dibromo- 242 C6H12Br2 024774-58-1 64
3 Cyclohexanecarbonyl chloride 146 C7H11Cl0 002719-27-9 53
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 53
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 53
Abundance Scan 3926 (13.963 min): VU047986.D\data.ms (-3915) (- m/z 83.10 100.00%
550 o3t
5000
A
163.0
120.9 14.00
Ll i H 207.9 9
0 L i REREI m/z 55.00  82.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126509: Hexane, 1,2-dibromo-
83.0
55.0
5000 T
163.0 14.00
27.0 m/z 41.00 51.63%
R 189.0 218,0244.0
\\H’\\H‘H\\’H\\‘H\\’H\\‘\H\‘\H\‘\\\\‘\H\‘\\H‘\\H‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126510: Hexane, 2,5-dibromo-
83.0
55.0
A
14.00
5000 m/z 39.00 24.74%
163.0
27.0 121.0
o) SN T Y A O R S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25356: Cyclohexanecarbonyl chloride e
55.0 83.0 14.00
m/z 43.00 23.21%
5000
27.0
111.0
PR U O ™. SE— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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, 1,4-dibromo- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.050 3.56 ug/L 95719 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dibromo- 234 C6H4Br2 000106-37-6 99
2 Benzene, 1,2-dibromo- 234 C6H4Br2 000583-53-9 99
3 Benzene, 1,4-dibromo- 234 C6H4Br2 000106-37-6 99
4 Benzene, 1,3-dibromo- 234 C6H4Br2 000108-36-1 99
5 Benzene, 1,4-dibromo- 234 C6H4Br2 000106-37-6 98

Abundance Scan 3953 (14.050 min): VU047986.D\data.ms (-3945) (- m/z 235.90 100.00%

235.9
5000
7.0 154.9
39.0
118.9 — :
14.00
0 et m/z 233.85 51.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116480: Benzene, 1,4-dibromo-
236.0
5000 75.0 1 T
1550 14.00
m/z 237.85 49.53%
38.0
118.0
O\]-\Z\.\O‘\\\\“‘\\H\\‘\\\ ‘\\\\‘\\\\‘h‘\\\\‘\\\}“\\\\‘\\\\‘\\\\‘\\\““\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116478: Benzene, 1,2-dibromo-
236.0
— \
14.00
5000 ITI/Z 74.95 41.40%
75.0 155.0
38.0‘ “ 118.0
0 e e e o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /Ax
Abundance #116472: Benzene, 1,4-dibromo- ANEvA.
236.0 14.00
m/z 154.90 36.74%
155.0
37'0 118.0 /\
O e e b e e e —h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Hexane, 1l-bromo-6-chloro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14359 124.65 ug/L 3347560  1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-bromo-6-chloro- 198 C6HI2BrCl  006294-17-3 95

2 Hexane, 1-bromo-6-chloro-

198

C6H12BrCl1

3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16

4 6-Bromo-1-hexanol

180 C6H13Bro

5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204

006294-17-3 95
016747-50-5 64
004286-55-9 64
1000309-31-2 59

Abundance Scan 4049 (14.359 min): VU047986.D\data.ms (-4037) (- m/z 55.00 100.00%
0

55.
5000
‘ 14‘06 EL4‘56
118.0 . .
5 162.0 :
0 m“ ‘iMnMHﬁAP-P, b PR 1979 2810 m/z 83.05  97.65%
m/z--> 50 100 150 200 250
Abundance #74118: Hexane, 1-bromo-6-chloro-
83.0
41.0
5000 T ——
14.00 14.50
m/z 41.00 59.84%
‘ H ‘ 118.0
0 \“\ ‘1‘ “‘Hh\‘H\ “\‘ fu T 1} L} T ]‘-6\?\0\ 2\099\ LA I B
m/z--> 50 100 150 200 250
Abundance #74117: Hexane, 1-bromo-6-chloro-
55.0
T s
14.00 14.50
5000 m/z 39.00 26.55%
| - 118.0
Jiso || g5 150 res0s0s0
m/z--> 50 100 150 200 250
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- T T
83.0 14.00 14.50
m/z 43.00 20.57%
5000 41.0 J\\
oL wso oL
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.430 9.16 ug/L 246113 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Octadiene, (Z,Z)- 110 C8H14 007348-80-3 30
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25
3 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 25
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 25
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 22

Abundance Scan 4071 (14.430 min): VU047986.D\data.ms (-4065) (- m/z 81.00 100.00%

81.0 [
103.0
5000 41.0
1450
152.9 :
0 w“‘* w!u‘?ﬁ?wMw_mz‘("?‘q m/z 103.00  60.85%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6708: 3,5-Octadiene, (Z,2)-
81.0
41.0 /
5000 110.0 O ‘

14.50
m/z 75.00 52.87%

Al
O' \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6713: Cyclohexene, 1-ethyl-
81.0 j\ /k

14.50
5000 m/z 67.00 48.52%
41.0 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6726: Cyclohexane, ethylidene- T
81.0 14.50
m/z 41.00 44.37%
5000 41.0
110.0
o150 e
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@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.494 4.01 ug/L 107803 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 43
2 3(2H)-Isothiazolone, 2-methyl- 115 C4H5NOS 002682-20-4 27
3 4-Methoxycarbonylbutyl-3-methoxy... 232 C11H2005 017361-53-4 25
4 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 22
5 2-Pyrrolidinethione, 1-methyl- 115 C5HONS 010441-57-3 18
Abundance Scan 4091 (14.494 min): VU047986.D\data.ms (-4082) (-  m/z 115.00 100.00%
115.0
149.9
67.0
5000 390
—
HIme 2071 260 oo
O el ol e m/z 101.00  85.91%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 - r T
14.50
m/z 149.95 85.37%
% ]
O ‘H\\‘HH“H\\‘\‘w\\‘H\‘\‘HH‘H\‘\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8725: 3(2H)-Isothiazolone, 2-methyl-
115.0
=
14.50
5000 58.0 m/z 114.00  54.55%
87.0
Ot T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #113276: 4-Methoxycarbonylbutyl-3-methoxycarbonylpro ‘/\ e 0
115.0 14.50
m/z 67.00 52.94%
59.0
5000
h 87.0
N 0 Y S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Benzene, 4-bromo-1,2-dichloro- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
14.886 3.18 ug/L 85514  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-bromo-1,2-dichloro- 224 C6H3BrCl2 018282-59-2 99
2 1-Bromo-2,3-dichlorobenzene 224 C6H3BrCl2 056961-77-4 99
3 Benzene, 1-bromo-2,6-dichloro- 224 C6H3BrCl2 019393-92-1 99
4 1-Bromo-2,4-dichlorobenzene 224 C6H3BrCl2 001193-72-2 98
5 Benzene, 2-bromo-1,4-dichloro- 224 C6H3BrCl2 001435-50-3 98

Abundance Scan 4213 (14.886 min): VU047986.D\data.ms (-4201) (-  m/z 225.90 100.00%
225.9
5000
‘ T T ‘ T \/\
14.50 15.00
0! m/z 223.90  59.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104684: Benzene, 4-bromo-1,2-dichloro-
226.0
A
5000 145, T T i
20 14.50 15.00
74.0 109.0 m/z 227.90  46.22%
0120 370 . h ““ 191.0
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104678: 1-Bromo-2,3-dichlorobenzene
226.0
‘ T T ‘ T \/\
14.50 15.00
5000 1450 m/Z 144.99 45.89%
74.0 109.0
0 \49\\'0 \\h | ‘\W \‘J 19;"'0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104686: Benzene, 1-bromo-2,6-dichloro- — e
226.0 14.50 15.00
m/z 74.00 36.16%
5000
145.0
740 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Hexane, 1,6-dibromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.311 117.58 ug/L 3157640 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 96
2 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 91
3 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 72
4 Hexane, 1,2-dibromo- 242 C6H12Br2 000624-20-4 64
5 Hexane, 2,5-dibromo- 242 C6H12Br2 024774-58-1 64

Abundance Scan 4345 (15.311 min): VU047986.D\data.ms (-4340) - m/z 83.10 100.00%

550 83.1
5000
‘ 15‘06 ‘15‘50‘
108.9 162.0 . .
- Hu;“‘ m“!“w‘w“l AL tSR0TABTT 2438 s 55 ee  84.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126512: Hexane, 1,6-dibromo-
83.0
55.0
5000
15.00 15.50
21.0 m/z 41.00 54.83%
109.0
0 \H T M“\‘\‘\ T N T T \‘\‘\ T “}\?\’?‘.\O\ \l\?ﬁle‘uu‘uu‘\\%ﬂ.ﬁ.p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126508: Hexane, 1,6-dibromo-
83.0
— M
55.0 15.00 15.50
5000 ITI/Z 39.00 26.18%
27.0
163.0
bl b 199013501080 aaso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38179: Cyclohexane, bromo- — ™
83.0 15.00 15.50
55.0 m/z 81.80 15.69%
- M
27.0
N N N Y AW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Cyclohexane, 1,1-dichloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.375 4.44 ug/L 119122 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dichloro- 152 C6H1eCl2 002108-92-1 64
2 1-Furan-2-ylmethyl-4-thioxo-1,3,... 248 C12H12N202S 1000300-03-4 35
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 35
4 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 25
5 2(5H)-Furanone, 5-(2-furanylmeth... 178 C10H1003 031969-27-4 25

Abundance Scan 4365 (15.375 min): VU047986.D\data.ms (-4358) (-  m/z 81.05 100.00%

81.0
117.0
5000 410
‘ T — A
152.9 15.00 15.50
[4
Obprrdt Ml Wb b 2oy m/z 117.00 66.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29703: Cyclohexane, 1,1-dichloro-
81.0
117.0
5000
15.00 15.50
m/z 55.00 47.80%
i
O\’\\H“‘H\h\‘\“\\‘\h“\\‘H“HHHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #132659: 1-Furan-2-ylmethyl-4-thioxo-1,3,4,5,6,7-hexahy

=

81.0
15.00 15.50
5000 m/z 41.00 40.94%
53.0
0 L \‘M \Hh p 111'0139'016?'0 248.0

et e e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- — A
81.0 15.00 15.50

m/z 53.00 30.65%

5000
41.0

SIS ———
miz—> 20 40 60 80 100120140160180200220240260280  15.00 15.50

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue41222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vvial : 47 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 17 unknown-03 Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
15.545 138.08 ug/L 37081760 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 37
2 Acrolein, 2-chloro- 90 C3H3Clo 000683-51-2 37
3 Thiourea, methyl- 90 C2H6N2S 000598-52-7 35

4 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130
5 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120

Abundance Scan 4418 (15.545 min): VU047986.D\data.ms (-4405) (-

1000140-03-8 25
005355-54-4 23

m/z 90.00 100.00%

41.0 940
5000
P 1550 |
.0 152.0 :
Olrrrrrrees u1“‘WH‘\mu‘mlu_m}?‘?:%m,ww?“??:‘ m/z 67.00  84.18%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2633: Propane, 2-(methylthio)-
90.0
41.0
5000 —7 ‘
15.50
m/z 102.95 83.13%
0120 ‘\\“i“\Hl“\\‘u\‘\\\\‘\\\\‘HH‘HH‘\H\’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2526: Acrolein, 2-chloro-
90.0
T \
15.50
5000 ITI/Z 41.00 82.16%
61.0
B N
m/z--> 20 40 60 80 100120140160180200220240260 A;/hg
Abundance #2515: Thiourea, methyl- P
90.0 15.50
30.0 m/z 74.95 60.15%
5000 60.0
0\uwJWNMWWwhu¢wHHMH\MHWHH‘HHMHW\HWHHM\H
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@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.915 48.78 ug/L 1309910 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35
2 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 35
3 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 27
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 27
5 2,4-Decadienal, (E,Z)- 152 C10H160 025152-83-4 25
Abundance Scan 4533 (15.915 min): VU047986.D\data.ms (-4511) (- m/z 80.95 100.00%
81.0
117.0
5000 41.0
269.9 ‘ 6‘06
| \‘ ‘H\ I ‘ 153.0 190.9 L = 9
O | M. m/z 116.95 62.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 T
16.00
39.0 m/z 54.95 50.46%
O\’H\f‘i‘\\“\M\‘HH“H\‘!‘\H\‘HH‘H\\’\\H’H\\’H\\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6579: 2,4-Heptadienal, (E,E)-
81.0
16.00
5000 m/z 41.00 50.45%
28.0
‘ ‘ 110.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3287: Bicyclo[2.1.0]pentane, 1,4-dimethyl-
81.0 16.00
m/z 39.00 29.00%
5000
41.0 ‘
O prer e b o e prereprrepre
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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-05 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.960 5.52 ug/L 148139 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eC12 024955-63-3 35
2 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 35
3 1,2-Dibromo-5-hexene 240 C6H10Br2 004285-48-7 35
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 35
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 27

Abundance Scan 4547 (15.960 min): VU047986.D\data.ms (-4542) (- m/z 81.00 100.00%

81.0
41.0 117.0
5000
e
o — ““WMM‘ HM:‘ “1“““““‘1“ apnt0 2091 2696 . 11700  60.43%
miz--> 50 100 150 200 250
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis-
81.0
5000 LU
16.00
41.0 m/z 55.00 58.40%
| ] | 117.0 1520
O T T ‘\ T “H T \H‘ ‘i ‘ T H\ T T “ .\ T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #29711: Cyclohexane, 1,2-dichloro-, trans-
81.0
16.00
5000 m/Z 41.00 54.59%
a0 116.0
ol il ol MO0 20
miz-> 50 100 150 200 250
Abundance #124030: 1,2-Dibromo-5-hexene
81.0 16.00
m/z 39.00 36.74%
5000 41.0
olordd L) 120 1820 2010 2420
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 Hexamethylene chloroiodide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.327 5.97 ug/L 160272 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dibromo- 242 C6H12Br2 024774-58-1 72
2 Hexamethylene chloroiodide 246 C6H12C1I 034683-73-3 64
3 Cyclohexane, nitro- 129 C6H11NO2 001122-60-7 53
4 4-Hexen-2-one, 3,4-dimethyl- 126 C8H140 053252-21-4 53
5 Benzene, 2-chloro-1,4-bis(cycloh... 364 C20H25C104 294874-04-7 53

Abundance Scan 4661 (16.327 min): VU047986.D\data.ms (-4651) (- m/z 83.05 100.00%

83.0
41.0
5000

H 126.9 163.0 ‘ 16.00 16.50
ol bl gl rl 2070 29T 55 00 91.66%

m/z--> 50 100 150 200 250
Abundance #126510: Hexane, 2,5-dibromo-
83.0
5000

41.0
163.0 16.00 16.50
m/z 41.00 62.15%

‘ 121.0
0 T \ H H\ ‘\ ‘\“‘\ ‘H\ }M\ ™ Pl AL B o
miz--> 0 50 100 150 200 250
Abundance #131161: Hexamethylene chloroiodide

55.0

16.00 16.50
m/z 38.95 25.19%

o

5000

119.0
15 0‘ ‘ k. 1) | 1550 246.0
T e e e e e B A B AR
50 100 150 200 250
Abundance #14730: Cyclohexane, nitro-

m/z-->
55.0 16. 00 16 50
m/z 43.00 24.84%

5000 //\J\\
0 1‘5‘0“‘ ‘u Al 1980

m/z--> 0 50 100 150 200 250 16. 00 16. 50

o

O
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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-06 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.391 651.25 ug/L 17489200 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C1@H160 025152-84-5 12
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 12
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 12
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 12
5 Cyclopropane, 1-(5-hexenyl)-2-iodo- 250 C9H15I 074685-40-8 10

Abundance Scan 4681 (16.391 min): VU047986.D\data.ms (-4669) (- m/z 81.05 100.00%

81.0
41.0 117.0
5000
‘ 151.9 16.00 16.50
oLl d) il 1850 2340 2690 /7 117,00 69.21%
miz--> 50 100 150 200 250
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000 — A
16.00 16.50
41.0 m/z 41.00 68.59%
‘ ‘ 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 #3229: Cyclohexene, 3-methyl-
81.0
16.00 16.50
5000 m/z 67.00  50.27%
390
0 — —
miz--> 100 150 200 250
Abundance #3233: Cyclohexene, 3-methyl- — —
81.0 16.00 16.50
m/z 39.00 43.23%
5000
0 “WM M e — —
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 23 unknown-07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.259 7.67 ug/L 206016 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 38
2 Isomyocorene 136 C1@H16 006876-07-9 35
3 1,5-Dibromo-3-methylpent-2-ene 240 C6H10Br2 133545-67-2 27
4 2,3-Diazabicyclo[2.2.1]hept-2-en... 178 C11H18N2 150667-99-5 25
5 1,5-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 25

Abundance Scan 4951 (17.259 min): VU047986.D\data.ms (-4943) - m/z 81.00 100.00%

81.0
41.0
5000 161.0
117.0

T T T T
198.0 17.0017.2017.40

. \\H\ HHH ‘MH‘ il H‘mh S Hw‘ L — 2‘8‘1‘: m z 41.00 66.68%

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

5000 R RRRAMEEGELESE
17.0017.2017.40

m/z 39.00 44.29%

39.0 161.0
O H H“h T “\ h‘\‘ T ‘ ]-\1?.(\) T \H T T T ‘ T T \24\2 O T T T T
m/z--> 100 150 200 250
Abundance #18014: Isomyocorene
81.0

17.0017.2017.40

o

5000 m/Z 161.00 42.95%
41.0
‘ H ‘ 121.0
0 ‘ ] }‘ 1l ‘\‘ “ e — P
miz--> 50 100 150 200 250
Abundance #124036: 1,5-Dibromo-3-methylpent-2-ene T T
81.0 17.0017.2017.40

m/z 163.00 41.51%

161.0
so00, 410
1190
0 “ ‘ L h‘ \L‘\ [ \h 2420

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\VU041222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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 24 unknown-08 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.346 5.99 ug/L 160740 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexyne, 5-methyl- 96 C7H12 002203-80-7 43
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 38
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 38
4 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 38
5 Cyclohexene, 1-nitro- 127 C6HONO2 002562-37-0 35

Abundance Scan 4978 (17.346 min): VU047986.D\data.ms (-4970) - m/z 81.00 100.00%
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Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
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5000 m/z 117.00  35.22%
39.0
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Abundance #3285: Cyclobutane, (1-methylethylidene)- e R
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m/z 39.00  33.24%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47986.D

Acqg On : 13 Apr 2022 03:05

Operator : SY/MD

Sample : N2358-02 10X

Misc : 6.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 47 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: S... 1.359 5.3 ug/L 81479 1 6.250 775945 50.0
1,5-Dibromo-3-m... 10.655 3.9 ug/L 103390 3 11.812 1342750 50.0
Benzene, 1-brom... 12.970 79.9 ug/L 2144820 3 11.812 1342750 50.0
Hexane, 2,5-dib... 13.163 7.1 ug/L 190790 3 11.812 1342750 50.0
Benzene, 1-brom... 13.327 79.5 ug/L 2135660 3 11.812 1342750 50.0
Hexane, 1,6-dic... 13.375 58.6 ug/L 1572930 3 11.812 1342750 50.0
Hexane, 1,5-dib... 13.475 3.7 ug/L 98554 3 11.812 1342750 50.0
Hexane, 1,2-dib... 13.963 4.1 ug/L 110117 3 11.812 1342750 50.0
Benzene, 1,4-di... 14.050 3.6 ug/L 95719 3 11.812 1342750 50.0
Hexane, 1-bromo... 14.359 124.7 wug/L 3347560 3 11.812 1342750 50.0
unknown-01 14.430 9.2 ug/L 246113 3 11.812 1342750 50.0
unknown-02 14.494 4.0 ug/L 107803 3 11.812 1342750 50.0
Benzene, 4-brom... 14.886 3.2 ug/L 85514 3 11.812 1342750 50.0
Hexane, 1,6-dib... 15.311 117.6 ug/L 3157640 3 11.812 1342750 50.0
Cyclohexane, 1,... 15.375 4.4 ug/L 119122 3 11.812 1342750 50.0
unknown-03 15.545 138.1 ug/L 3708170 3 11.812 1342750 50.0
unknown-04 15.915 48.8 ug/L 1309910 3 11.812 1342750 50.0
unknown-05 15.960 5.5 ug/L 148139 3 11.812 1342750 50.0
Hexamethylene c... 16.327 6.0 ug/L 160272 3 11.812 1342750 50.0
unknown-06 16.391 651.3 ug/L 17489200 3 11.812 1342750 50.0
unknown-07 17.259 7.7 ug/L 206016 3 11.812 1342750 50.0
unknown-08 17.346 6.0 ug/L 160740 3 11.812 1342750 50.0
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