LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 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@47953.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 97 rBV 106128 135652 1.63% 0.602%
2 1.899 167 174 192 rVB 95513 138907 1.66% 0.616%
3 2.565 369 381 396 rBV 209850 348542  4.18%  1.546%
4 2.957 497 503 514 rvB2 1792 2787 0.03% 0.012%
5 3.044 523 530 542 rBV6 2336 5023 0.06% 0.022%
6 3.443 650 654 656 rBv2 1022 916 ©0.01% 0.004%
7 3.514 674 676 685 rvv3 547 476 0.01% 0.002%
8 3.768 749 755 759 rBvV4 368 408 0.00% 0.002%
9 3.825 767 773 774 rBV3 903 763 0.01% 0.003%
106 4.070 846 849 854 rVv3 586 622 0.01% ©0.003%
11 4.169 874 880 885 rBVS 633 564 0.01% 0.003%
12 4.391 941 949 954 rVB3 533 887 0.01% 0.004%
13  4.626 1008 1022 1060 rBV 132637 330466 3.96% 1.466%
14 5.063 1141 1158 1181 rBV 209962 457281 5.48% 2.028%
15 5.491 1287 1291 1296 rVB5 607 525 0.01% 0.002%
16 5.726 1339 1364 1376 rBV2 412239 1140547 13.67% 5.059%
17 5.896 1405 1417 1430 rBV5S 6277 13643 0.16% 0.061%
18 6.066 1468 1470 1475 rVB3 728 428 0.01% 0.002%
19 6.112 1479 1484 1487 rBV2 490 494 0.01% 0.002%
20 6.163 1496 1500 1505 rBV4 406 428 0.01% 0.002%
21  6.250 1511 1527 1553 rBV 468108 875707 10.50%  3.884%
22 6.475 1588 1597 1607 rBVS5 3397 5769 0.07% 0.026%
23 6.690 1649 1664 1684 rVV 265205 519569 6.23%  2.304%
24  6.809 1696 1701 1707 rVB5 1149 1579 0.02% 0.007%
25 6.851 1707 1714 1717 rBV3 479 438 0.01% 0.002%
26 6.935 1735 1740 1746 rBV3 368 494 0.01% 0.002%
27 7.185 1807 1818 1828 rBV5 4239 8416 0.10% 0.037%
28 7.491 1904 1913 1924 rBV4 7305 12515 ©0.15% 0.056%
29 7.568 1924 1937 1960 rBV 142163 254831 3.05% 1.130%
30 7.687 1968 1974 1982 rBV7 1836 2781 0.03% 0.012%
31 7.800 2006 2009 2013 rBvV3 433 402 0.00% 0.002%
32 7.899 2024 2040 2054 rBV 500281 856931 10.27% 3.801%
33 7.976 2056 2064 2081 rVB3 32564 68611 ©0.82% 0.304%
34 8.179 2114 2127 2142 rBV 102443 172167 2.06% 0.764%
35 8.359 2173 2183 2195 rVB5 8444 15519 0.19% 0.069%
36 8.545 2238 2241 2244 rW2 746 491 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 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 8.636 2255 2269 2302 rBV 457058 808132 9.69% 3.584%
38 8.918 2354 2357 2359 rBV4 579 398 0.00% 0.002%
39 9.018 2379 2388 2400 rVB6 7086 12095 0.14% 0.054%
40  9.362 2487 2495 2500 rBV3 5873 8347 0.10% 0.037%
41  9.420 2500 2513 2515 rBV = 732652 995417 11.93% 4.415%
42 9.578 2555 2562 2570 rBV5 9703 13640 0.16% 0.060%
43  9.693 2593 2598 2610 rVB2 5494 8639 0.10% ©.038%
44  9.861 2647 2650 2656 rBV6 919 887 0.01% 0.004%
45 9.889 2656 2659 2668 rvVB6 1402 1764 ©0.02% 0.008%
46  9.989 2685 2690 2692 rBV3 2555 2556 0.03% 0.011%
47 10.095 2709 2723 2730 rBV3 5447 12710 0.15% 0.056%
48 10.221 2752 2762 2768 rBvV7 5453 10240 0.12% 0.045%
49 10.330 2793 2796 2800 rBv4 1094 1123 0.01% 0.005%
50 10.404 2809 2819 2830 rBV8 3136 6419 ©0.08% 0.028%
51 10.478 2840 2842 2848 rVB5 814 663 0.01% 0.003%
52 10.558 2857 2867 2869 rBV5 1120 1443 0.02% 0.006%
53 10.658 2887 2898 2902 rBV5 4714 7845 0.09% 0.035%
54 10.700 2903 2911 2918 rVV2 23030 40049 0.48% 0.178%
55 10.758 2918 2929 2947 rVB 474026 774837  9.29%  3.437%
56 10.893 2963 2971 2973 rBV7 1688 1788 0.02% 0.008%
57 10.979 2990 2998 3001 rBV6 2447 3806 ©0.05% 0.017%
58 11.098 3028 3035 3038 rBV4 1711 2110 0.03% 0.009%
59 11.378 3115 3122 3130 rBBS8 1383 1948 0.02% 0.009%
60 11.417 3130 3134 3139 rVB4 782 596 0.01% 0.003%
61 11.471 3141 3151 3157 rBV5S 4832 8262 0.10% 0.037%
62 11.578 3177 3184 3194 rBV9 1803 2916 0.03% 0.013%
63 11.626 3196 3199 3204 rVB3 682 493 0.01% 0.002%
64 11.680 3212 3216 3217 rBV2 675 461 0.01% 0.002%
65 11.693 3219 3220 3225 rVB3 699 582 0.01% 0.003%
66 11.719 3225 3228 3230 rVB2 823 560 0.01% 0.002%
67 11.745 3230 3236 3244 rBV4 2639 3222 0.04% 0.014%
68 11.812 3244 3257 3274 rBV 856192 1369833 16.42% 6.076%
69 11.951 3292 3300 3313 rVBS5 20749 35230 0.42% 0.156%
70 12.066 3333 3336 3340 rBV5 780 568 0.01% 0.003%
71 12.102 3340 3347 3355 rVB9 1126 1647 ©0.02% 0.007%
72 12.195 3361 3376 3407 rBV 626989 1135404 13.61% 5.036%
73 12.323 3410 3416 3425 rVB5 4151 6051 0.07% 0.027%
74 12.381 3430 3434 3435 rBV3 815 550 0.01% 0.002%
75 12.468 3454 3461 3467 rBVS8 1949 3307 0.04% 0.015%
76 12.577 3487 3495 3498 rBV5 1073 1585 0.02% 0.007%

SFAMULMO32422WMA.M Mon Apr 18 ©2:19:54 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 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 12.629 3501 3511 3521 rVV9 5218 9111 0.11% 0.04e0%
78 12.703 3531 3534 3536 rBV3 1405 885 0.01% 0.004%
79 12.770 3548 3555 3557 rBVS5 1557 1762 0.02% 0.008%
80 12.835 3568 3575 3585 rVB6 6860 10779 0.13% 0.048%
81 12.967 3603 3616 3631 rVB 210489 357196 4.28% 1.584%
82 13.076 3647 3650 3653 rBV4 821 414 0.00% 0.002%
83 13.269 3704 3710 3717 rBV9 2935 4372 0.05% 0.019%
84 13.327 3717 3728 3736 rBV 167025 270873  3.25% 1.201%
85 13.375 3736 3743 3755 rVB2 134838 203101 2.43% 0.901%
86 13.950 3915 3922 3923 rBV4 2110 2036 0.02% 0.009%
87 14.044 3944 3951 3959 rBVS8 8716 13047 0.16% ©0.058%
88 14.214 4002 4004 4006 rBV3 802 443 0.01% 0.002%
89 14.359 4036 4049 4064 rBV 134066 210575 2.52% 0.934%
90 14.494 4085 4091 4099 rBV9 3785 4877 0.06% 0.022%
91 14.590 4113 4121 4133 rVB4 7653 12581 0.15% 0.056%
92 14.883 4207 4212 4221 rVB9 2937 4156 0.05% 0.018%
93 15.111 4276 4283 4292 rBV8 9068 14494 0.17% 0.064%
94 15.310 4329 4345 4355 rBV2 133222 231122 2.77% 1.025%
95 15.545 4405 4418 4437 rBV 832801 1287851 15.44% 5.712%
96 15.796 4487 4496 4507 rBV6 34972 57931 0.69% 0.257%
97 15.892 4510 4526 4541 rBV3 193335 532553  6.38% 2.362%

98 16.388 4669 4680 4692 rBV 5499784 8343279 100.00% 37.006%
99 17.208 4928 4935 4942 rBV3 34410 52273 0.63% 0.232%
100 17.259 4942 4951 4966 rVB2 156256 256502 3.07% 1.138%

Sum of corrected areas: 22545915
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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: VU047953.D\data.ms
5000000
4000000
3000000
2000000
1000000
5.726 6.250
2.565 5.063 6.69(
o 1800 1890 2R oeu  ssme sasmsaomcesznt® NP 5401 /| seosamasd 6475 /1
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: VU047953.D\data.ms
5000000
4000000
3000000
2000000
1000000 11.812
9.420 12.1
7.899 8.636 10.758 :
8835 7.185 7.1919%830&%768-17%.3593.54k 899918 9.3629.5959SEMAONOPABEINIESBEAD OSTDI8 11 HET 1.MHA
e R B A B e it
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: VU047953.D\data.ms
16.888
5000000
4000000
3000000
2000000
1000000 15.545
92
139504421832 e890 14.8835.114%-310 ]\15%%%{\ 175889
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@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 Benzene, 1-bromo-3-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.967 13.04 ug/L 357196 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-3-chloro- 190 C6H4BrCl 000108-37-2 98
4 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
5 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98

Abundance Scan 3616 (12.967 min): VU047953.D\data.ms (-3603) (-  m/z 191.90 100.00%

191.9
111.0
75.0
5000
50.0
‘ ‘ ‘ 154.9 13'00
bt g e e 4L 1800 1549 m/z 189.90  79.16%
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 U
50.0 13.00
m/z 110.95 75.01%
ol 260 1 My \“ | \‘ 131.0 155.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘!\!\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65034: Benzene, 1-bromo-2-chloro-
192.0
P
111.0 13.00
5000 750 ITI/Z 75.00 54.76%
50.0
0 270\\ ‘M \M ST \‘ 131.0 155.0
T e e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65030: Benzene, 1-bromo-3-chloro- N
111.0 192.0 13.00
m/z 50.00 27.87%
5000 750
50.0
0 26.0 ‘M \“ L 131.0 155.0
Pt et e e e T e e
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\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 Benzene, 1-bromo-2-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.327 9.89 ug/L 270873  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 99
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
5 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 97

Abundance Scan 3728 (13.327 min): VU047953.D\data.ms (-3717) (-  m/z 191.90 100.00%
191.9

111.0
5000 75.0
50.0 — —
‘ ‘ ‘ 154.9 13.00 13.50
bt b 2R m/z 189.90  76.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0
5000 75.0 - —
13.00 13.50
50.0 m/z 111.00 64.10%
0270155.0 \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 T T
13.00 13.50
5000 75.0 ITI/Z 75.00 47.98%
50.0
om3‘?:9&‘_w‘mm‘!_w_‘m‘m_lﬁr"?"‘q‘w” S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65032: Benzene, 1-bromo-4-chloro- = 1
111.0 192.0 13.00 13.50
75.0 m/z 193.90 24.89%
5000 50.0 J\ A
0155'0 RRRa P e
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@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 10
R.T. EstConc Area Relative to ISTD R.T.
13.375 7.41 ug/L 203101 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 86
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 80
3 1-Hexene, 6-chloro- 118 C6H11Cl 000928-89-2 58
4 Cyclohexane, chloro- 118 C6H11C1 000542-18-7 50
5 Hexenyl angelate, 4z- 182 C11H1802 1000383-63-7 38

Abundance Scan 3743 (13.375 min): VU047953.D\data.ms (-3736) (- m/z 55.00 100.00%

55.0
41.0
69.0
82.0
5000
1300  13.50
118.0 : :
0 l‘w‘u”l‘w“Hl“u‘lﬂz‘?wmm‘ m/z 41.00  79.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #31627: Hexane, 1,6-dichloro-
41.0 55.0
69.0 J\N
5000 82.0 == =
13.00 13.50
27.0 m/z 69.00 71.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #31626: Hexane, 1,6-dichloro-
=
41.0 °5.0
Pt =
69.0 82,0 13.00 13.50
5000 ITI/Z 67.00 56.96%
27.0
118.0
0 M‘m“lm}"5“?”‘1,””
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9993: 1-Hexene, 6-chloro- J\T ‘ ey
55.0 13.00 13.50
41.0 o
m/z 82.05 55.16%
5000 69.0
82.0
27.0 ‘
1180
ob2a0 Ll wll o foaeso e o L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 5 Hexane, 1-bromo-6-chloro- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.359 7.69 ug/L 210575 1,4-Dichlorobenzene-d4 11.812
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 72
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 64
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 59

5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404

Abundance Scan 4049 (14.359 min): VU047953.D\data.ms (-4036) (-

o

55.0 83.1

5000

118.0

m/z--> 20 40 60 80
Abundance

0

100 120 140 160 180 200

#74118: Hexane, 1-bromo-6-chloro-
55.0 83.

5000
27.0
H\‘\‘l‘u‘ “\U\\“‘1H\‘\‘\‘\\M\\\\‘\\\]-\6‘2\\0\\‘\\2\\0‘0\(\)\\

1010309-30-7 53

m/z 54.95 100.00%

|

14. 00 14 50
m/z 83.10 91.47%

|

14. 00 14. 50
m/z 41.00 65.02%

118.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74117: Hexane, 1-bromo-6-chloro-
55.0 83.0
= e
14.00 14.50
5000 m/z 39.00  28.36%
27.0
118.0
‘ 164.0
S T U T
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl- P ety
55.0 83.0 14.00 14.50
m/z 67.00 22.66%
5000
27.0
o‘wﬂﬁ‘“Mmkwmmﬁweww_wwww_wwww ol
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\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 14 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 6 Hexane, 1,6-dibromo- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.310 8.44 ug/L 231122 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 97
2 Hexane, 1,6-dibromo- 242 C6H12Br2 000629-03-8 91
3 Hexane, 1,2-dibromo- 242 C6H12Br2 000624-20-4 72
4 Hexane, 1,5-dibromo- 242 C6H12Br2 000627-96-3 64

5 2-Butenoic acid, 2-methyl-, 2-me... 154

C9H1402

Abundance Scan 4345 (15.310 min): VU047953.D\data.ms (-4329) (-

061692-78-2 64

m/z 83.10 100.00%

83.1
41.0
5000
15‘06 5.5‘56
209 164.0 : :
— | M‘w‘h “‘:HMH‘ - 207.0 2438 2808 ;0 54,95 g9.52%
miz--> 50 100 150 200 250
Abundance #126512: Hexane, 1,6-dibromo-
83.0
5000 — aSSIAE
41.0 15.00 15.50
m/z 40.95 57.22%
0 H ‘”h\ by \H\”‘ ﬁl\-zw‘]‘-\o‘\ ‘16\“?\0\ L —— \2‘\14‘0\ |
miz--> 50 100 150 200 250
Abundance #126508: Hexane, 1,6-dibromo-
83.0
— —
15.00 15.50
5000 21.0 m/Z 38.95 28.66%
163.0
NI . L VY
miz--> 50 100 150 200 250
Abundance #126509: Hexane, 1,2-dibromo- — ‘/A~v ‘
83.0 15.00 15.50
m/z 67.00 16.44%
5000 41.0
163.0
121.0
S O R Y71 e
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.545 47.01 ug/L 1287850  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 38
2 Acrolein, 2-chloro- 90 C3H3Clo 000683-51-2 37
3 Thiourea, methyl- 90 C2H6N2S 000598-52-7 35
4 Thiourea, methyl- 90 C2H6N2S 000598-52-7 35
5 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 25

Abundance Scan 4418 (15.545 min): VU047953.D\data.ms (-4405) (- m/z 89.95 100.00%

41.0 9.0
5000
F 15.50 |
.0 152.0 :
0 ]4207'0269-0 m/z 103.00  84.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
5000 — ‘
15.50
m/z 67.00 84.77%
39.0
O‘\\\\“‘i‘\‘\”\\“‘!\\”\‘\hi‘\\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2526: Acrolein, 2-chloro-
90.0
T T
15.50
5000 ITI/Z 40.95 82.16%
62.0
o‘w‘M‘M}HHW‘MWm‘mwH_m_m_ww_www
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #2515: Thiourea, methyl- —f I
90.0 15.50
30.0 m/z 75.00 61.13%
5000 60.0 /\\
0‘JWNMWWHM\Nwuu‘HHMH\MHWHH‘HHMH\MHWH\WH — ﬁ/\A
m/z--> 20 40 60 80 100120140160 180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 8 Benzene, 1,3-dibromo-5-chloro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.893 19.44 ug/L 532553  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl 014862-52-3 94
2 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202 019971-61-0 47
3 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO 000344-20-7 43
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 23
5 4-(4-Bromophenyl)-2-chloropyrimi... 268 C1@H6BrC1N2 932162-80-6 17

Abundance Scan 4526 (15.892 min): VU047953.D\data.ms (-4510) (-  m/z 269.90 100.00%
269.9
5000
74.0 190.9 /k
1099 ‘ 1550 1600
37.0
ol “” ‘;““15‘%]9‘ M ZAT m/z 271.85  66.59%
miz--> 50 100 150 200 250
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
5000
191.0 15.50 16.00
37.0 110.0 m/z 267.90  45.83%
ol ‘\\‘ \M Lo \\M‘ AP0 2260
miz--> 50 100 150 200 250
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide
270.0
1550 1600
5000 m/z 74.00 40.30%
80.0
28.0 147.0
o | aeao230 | |
miz--> 50 100 150 200 250
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0 1550 1600
m/z 190.90 34.94%
5000
81.0
160.0190.0
oL S0t A | 20 |
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.388 304.54 ug/L 8343280 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 22
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 12
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 12
4 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 12
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 12

Abundance Scan 4680 (16.388 min): VU047953.D\data.ms (-4669) (- m/z 81.05 100.00%

81.0
41.0 117.0
5000
‘ ‘ ‘ 152 16.00 1650
oL “UVWMMJNW L, H\Mu 1850 : 23f0 268.8 m/z 117.00  69.21%
miz--> 50 100 15 200 250
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000 N
16.00 1650
41.0 m/z 41.00 69.02%
‘ ‘ 152.0
O 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
1600 1650
5000 m Z 67.00 50.16%
390
0 ‘\ M h ol \‘\‘\“ — — —
miz--> 100 150 200 250
Abundance #3233: Cyclohexene, 3-methyl-
81.0 1600 1650
m/z 39.00 43.87%
5000 A
0 “WM M — — —
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@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 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 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.259 9.36 ug/L 256502 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 47
2 Cyclohexane, 1,4-dibromo- 240 C6H10Br2 035076-92-7 38
3 Cyclohexane, 1,2-dibromo- 240 C6H10Br2 005401-62-7 38
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 35
5 Cyclopentaneethanol, 2-(hydroxym... 172 C10H2002 000485-42-7 25

Abundance Scan 4951 (17.259 min): VU047953.D\data.ms (-4942) - m/z 81.00 100.00%

81.0
41.0
5000 162.9
117.0

[ L B Y R
‘ ‘ M 197.9 17.0017.2017.40
Al \“\h \m HHH \H m‘\ Ik H il Hh 264 9

S R R N AL m/z 41.00  68.21%

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

5000 R R
17.0017.2017.40

39.0 161.0 m/z 38.95 50.67%

0 “‘\ ‘U Mh T h‘\ h“ ‘1\1?(\) T \H LA N B \24\2‘0\ [
m/z--> 50 100 150 200 250
Abundance #124032: Cyclohexane, 1,4-dibromo-
81.0

17.0017. 2017 40

o

5000 m/z 162.9 44.94%
39.0 161.0
ol bbbl om0 | a0
m/z--> 50 100 150 200 250
Abundance #124034: Cyclohexane, 1,2-dibromo- R RRREE R
81.0 17.0017.2017.40

m/z 161.00  44.57%

5000
39.0 161.0
0 “ M‘h £ \‘\ 119.0 H 242.0

miz--> 50 100 150 200 250 17.0017.2017.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47953.D

Acqg On : 12 Apr 2022 14:17

Operator : SY/MD

Sample : N2293-08MEDL 5X

Misc : 6.28g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 14 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|
Benzene, 1-brom... 12.967 13.0 ug/L 357196 3 11.812 1369830 50.0
Benzene, 1-brom... 13.327 9.9 ug/L 270873 3 11.812 1369830 50.0
Hexane, 1,6-dic... 13.375 7.4 ug/L 203101 3 11.812 1369830 50.0
Hexane, 1-bromo... 14.359 7.7 ug/L 210575 3 11.812 1369830 50.0
Hexane, 1,6-dib... 15.310 8.4 ug/L 231122 3 11.812 1369830 50.0
unknown-01 15.545 47.0 ug/L 1287850 3 11.812 1369830 50.0
Benzene, 1,3-di... 15.893 19.4 ug/L 532553 3 11.812 1369830 50.0
unknown-02 16.388 304.5 ug/L 8343280 3 11.812 1369830 50.0
unknown-03 17.259 9.4 ug/L 256502 3 11.812 1369830 50.0
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