LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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@47954.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 16 rvVB 5459 5843 0.30% 0.045%
2 1.498 42 49 50 rBv3 2286 2618 0.14% 0.020%
3 1.601 74 81 96 rBV 120552 140551 7.30% 1.076%
4 1.916 171 179 200 rVB 107326 153195 7.96% 1.173%
5 2.494 357 359 366 rvB5 819 654 0.03% 0.005%
6 2.568 370 382 401 rBV 217600 363251 18.88% 2.780%
7 3.041 524 529 530 rBV3 774 631 ©0.03% 0.005%
8 3.536 678 683 685 rBv3 332 345 0.02% ©0.003%
9 3.549 685 687 693 rvv2 342 284 0.01% 0.002%
10 3.646 714 717 720 rVB3 394 274 0.01% 0.002%
11  3.726 737 742 747 rBvV2 419 486 0.03% 0.004%
12 3.829 769 774 775 rBV2 523 375 0.02% 0.003%
13  4.195 885 888 892 rBV2 510 436 0.02% 0.003%
14  4.343 928 934 937 rBV3 397 415 0.02% 0.003%
15 4.408 949 954 960 rBV3 260 367 0.02% 0.003%
16 4.626 1008 1022 1057 rBV 133477 334257 17.37% 2.558%
17 5.067 1141 1159 1185 rVV 217910 476618 24.77% 3.648%
18 5.289 1225 1228 1233 rVB4 407 334 0.02% 0.003%
19 5.382 1254 1257 1264 rVB4 418 419 0.02% 0.003%
20 5.726 1342 1364 1392 rBV2 427629 1167852 60.69% 8.939%
21 5.893 1406 1416 1417 rBV6 3284 3799 0.20% 0.029%
22 5.961 1434 1437 1440 rBvV3 319 318 0.02% 0.002%
23 6.035 1458 1460 1463 rBV2 483 288 0.01% 0.002%
24  6.051 1463 1465 1470 rVB3 494 299 0.02% 0.002%
25  6.153 1493 1497 1501 rBV3 382 348 0.02% 0.003%
26 6.199 1506 1511 1513 rBvV2 581 480 0.02% 0.004%
27 6.250 1513 1527 1555 rBV 429507 816873 42.45% 6.253%
28 6.520 1607 1611 1613 rBV2 883 789 0.04% 0.006%
29 6.536 1613 1616 1624 rVBS5 1480 1515 0.08% 0.012%
30 6.694 1650 1665 1687 rBV 270934 535063 27.80% 4.095%
31 6.806 1698 1700 1705 rVvv4 591 304 0.02% 0.002%
32 7.089 1785 1788 1792 rVB3 523 363 0.02% 0.003%
33 7.182 1812 1817 1831 rVB5 2508 3923 0.20% 0.030%
34 7.346 1866 1868 1873 rvVvB2 450 345 0.02% 0.003%
35 7.401 1883 1885 1891 rvB2 329 267 0.01% 0.002%
36 7.491 1907 1913 1922 rBV4 1233 2074 0.11% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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 7.565 1924 1936 1960 rBV = 143124 255403 13.27%  1.955%
38 7.690 1965 1975 1981 rvv4 2187 4026 0.21% 0.031%
39 7.726 1985 1986 1989 rVvV3 433 298 0.02% 0.002%
40 7.780 1998 2003 2006 rBvV2 248 300 0.02% 0.002%
41  7.899 2025 2040 2056 rBV 508377 875150 45.48% 6.699%
42 8.179 2116 2127 2143 rBV 103115 176119 9.15% 1.348%
43 8.359 2176 2183 2191 rVB8 1947 3208 0.17% 0.025%
44  8.539 2234 2239 2242 rBV4 820 818 0.04% 0.006%
45  8.575 2243 2250 2256 rBv4 2970 4179 0.22% 0.032%
46 8.636 2257 2269 2299 rBV 435795 775318 40.29% 5.934%
47  9.015 2379 2387 2397 rVB5 2215 3417 0.18% 0.026%
48 9.086 2406 2409 2416 rVB3 374 413  0.02% 0.003%
49 9.169 2433 2435 2437 rVV2 567 266 0.01% 0.002%
50 9.327 2479 2484 2488 rBv2 491 573 0.03% 0.004%
51 9.362 2488 2495 2500 rBvV3 2484 3218 0.17% 0.025%
52 9.417 2500 2512 2518 rBV 652989 1138302 59.15% 8.713%
53 9.578 2554 2562 2571 rVB8 4331 6237 0.32% 0.048%
54 9.639 2578 2581 2583 rBvV2 565 434 0.02% 0.003%
55 9.687 2593 2596 2598 rBvV2 435 293 0.02% 0.002%
56 9.700 2598 2600 2606 rVB5 970 776 0.04% 0.006%
57 9.732 2606 2610 2618 rBvV3 543 604 0.03% 0.005%
58 9.858 2646 2649 2651 rBvV2 574 291 0.02% 0.002%
59 9.996 2686 2692 2694 rBV5 1441 1293 0.07% 0.010%
60 10.089 2713 2721 2723 rBV3 779 983 0.05% 0.008%
61 10.227 2754 2764 2771 rBV6 1493 3290 0.17% 0.025%
62 10.388 2810 2814 2815 rVvV3 385 299 0.02% 0.002%
63 10.407 2816 2820 2828 rVB4 1212 1684 0.09% 0.013%
64 10.555 2862 2866 2870 rBV3 357 369 0.02% 0.003%
65 10.658 2890 2898 2903 rBVS8 1738 2728 0.14% 0.021%
66 10.710 2906 2914 2918 rVV3 6137 10115 0.53% 0.077%
67 10.758 2918 2929 2946 rVB 437688 715320 37.17% 5.475%
68 11.002 3001 3005 3010 rVB2 582 486 0.03% 0.004%
69 11.250 3079 3082 3090 rVB2 358 294 0.02% 0.002%
70 11.391 3124 3126 3129 rBV2 426 291 0.02% 0.002%
71 11.472 3141 3151 3158 rBV5S 1512 2760 0.14% 0.021%
72 11.693 3215 3220 3221 rBV2 467 386 0.02% 0.003%
73 11.745 3232 3236 3239 rVB3 465 381 0.02% 0.003%
74 11.812 3244 3257 3279 rVWW 734727 1144949 59.50% 8.764%
75 11.954 3292 3301 3315 rVBS8 9628 16444 0.85% 0.126%

76 12.192 3363 3375 3390 rBV 562686 940120 48.85% 7.196%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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 12.404 3437 3441 3442 rBV 542 313  0.02% 0.002%
78 12.636 3507 3513 3521 rVB5 1183 1775 0.09% 0.014%
79 12.703 3531 3534 3541 rVB4 1003 1051 0.05% 0.008%
80 12.735 3541 3544 3547 rBV2 326 326 0.02% 0.002%
81 12.838 3569 3576 3587 rVB4 2943 3931 0.20% 0.030%
82 12.970 3602 3617 3629 rBV4 25866 49968 2.60% 0.382%
83 13.195 3684 3687 3691 rBV2 365 330 0.02% 0.003%
84 13.330 3720 3729 3735 rBV3 16617 26695 1.39% 0.204%
85 13.375 3735 3743 3760 rVB2 51155 78910 4.10% 0.604%
86 13.600 3809 3813 3816 rBV2 329 304 0.02% 0.002%
87 14.359 4038 4049 4061 rBV 46800 70064 3.64% 0.536%
88 14.426 4065 4070 4072 rBV4 1393 1315 0.097% 0.010%
89 14.491 4087 4090 4093 rBV4 1192 982 0.05% 0.008%
90 14.590 4116 4121 4128 rVB6 1734 2151 0.11% 0.016%
91 14.848 4198 4201 4206 rBV3 738 565 0.03% 0.004%
92 14.954 4230 4234 4235 rBV2 556 415 0.02% 0.003%
93 15.098 4276 4279 4280 rBv4 906 511 0.03% 0.004%
94 15.156 4293 4297 4298 rBV2 568 378 0.02% 0.003%
95 15.311 4328 4345 4356 rBV3 38239 67013 3.48% 0.513%
96 15.545 4406 4418 4432 rBV 295227 465669 24.20% 3.564%
97 15.796 4490 4496 4505 rBV7 5564 8078 0.42% 0.062%
98 15.893 4510 4526 4541 rBv4 61334 166871 8.67% 1.277%

99 16.388 4669 4680 4691 rBV 1233116 1924354 100.00% 14.729%
100 17.259 4943 4951 4966 rVB2 51729 84683 4.40% .648%

o

Sum of corrected areas: 13064740
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
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o

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41222\

: VUe47954.D

: 12 Apr 2022 14:40

: SY/MD

: N2293-02MEDL 100X

: 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 15

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAM

: VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 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 Hexane, 1,6-dichloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13375 3.45 ug/l 78910 1,4-Dichlorobenzene-da  11.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual

exane, 1,6-dichloro- 154 C6H12C12 002163-00-0 80
exane, 1,6-dichloro- 154 C6H12C12 002163-00-0 72
»3-Butadiene, 2,3-dimethyl- 82 CeH1e 000513-81-5 43
yclohexane, chloro- 118 C6H11C1 000542-18-7 38
-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 35

uih wNnPE
AR I I

Abundance Scan 3743 (13.375 min): VU047954.D\data.ms (-3735) (- m/z 55.00 100.00%

410 530
69.0 82.0
5000
1300 13.50
118.1 ’ :
0 ‘Wwwwu“me w‘wmmt‘u““HUM‘}??‘?_WW m/z 40.95 85.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #31626: Hexane, 1,6-dichloro-
55.0
41.0
69.0 go o
5000 /\"" T \/\\‘ T | \W/\\ T
270 13.00 13.50
m/z 69.00 60.40%
| |, 10501180
O\\‘\H\‘H}}‘H\\i\1\\“\‘\\‘\M‘\‘\H\\‘l‘\“\\H‘“\H‘\\H‘\\H‘\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #31627: Hexane, 1,6-dichloro-
41.0 55.0
‘ T T /\\ T ‘ T \/\
69.0 13.00 13.50
5000 82.0 m/z 82.05 56.89%
27.0
0 i 10501180
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1429: 1,3-Butadiene, 2,3-dimethyl- ey A
67.0 13.00 13.50
m/z 67.00 52.90%
41.0 82.0
5000
54.0
S T | T N O SN | SO
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 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 Hexane, 1-bromo-6-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.359 3.06 ug/L 70064 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 Methoxyacetic acid, cyclohexyl e... 172 C9H1603 1000282-69-4 64
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 64
4 Acetic acid, mercapto-, cyclohex... 174 C8H1402S 016849-98-2 53
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
Abundance Scan 4049 (14.359 min): VU047954.D\data.ms (-4038) (- m/z 55.00 100.00%
550 83.1
5000
‘ 14‘06 EI.4‘56
117.9 . .
163.9
0 ‘MWJNEWu_H‘Mp‘mw‘w‘pm“_“EQQQ m/z 83.10 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74118: Hexane, 1-bromo-6-chloro-
55.0 83.0
5000 — -
27.0 14.00 14.50
m/z 41.00 65.49%
118.0
O \\\‘\‘1‘\\‘ “\U\\““l\”!‘\‘\‘\‘\\M\\\‘\‘\\\]-\6‘%.\()\\‘\\2\\0[0\.\0\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48065: Methoxyacetic acid, cyclohexyl ester
83.0
55.0 st Pl
14.00 14.50
5000 m/z 39.00 30.33%
29.0
obrr b bl 1301870
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl- b Y Rlug
55.0 83.0 14.00 14.50
m/z 67.00 24.60%
5000
27.0
o“‘_M“‘w”wJL‘WM‘M%?%?H“_“w“u“u“u“ — S
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@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 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-dibromo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.311 2.93 ug/L 67013 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 72
2 1,5-Dibromo-3-methylpentane 242 C6H12Br2 004457-72-1 72
3 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 64
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59
5 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 59
Abundance Scan 4345 (15.311 min): VU047954.D\data.ms (-4328) (- m/z 83.10 100.00%
83.1
41.0
5000
1500 isss
120.9 163.9 . .
ol w“‘ ;“”w“wm p T 20T0 2808 s 55 09 97.33%
miz-> 50 100 150 200 250
Abundance #126512: Hexane, 1,6-dibromo-
83.0
5000 — AN
41.0 15.00 15.50
m/z 41.00 65.52%
0 H ‘M\ by \H \”‘ %2%\0‘\ ‘16\“?\0\ L —— \2‘\14‘0\ |
miz--> 50 100 150 200 250
Abundance #126513: 1,5-Dibromo-3-methylpentane
55.0 JL
T
15.00 15.50
5000 m/z 39.00 33.87%
| 1070 1620
oL ‘H“ il M H‘ n . Il Pl ‘M\‘ e e
miz--> 50 100 150 200 250
Abundance #38183: Cyclopropane, 2-bromo-1,1,3-trimethyl- —— /‘L‘ =
83.0 15.00 15.50
41.0 m/z 67.00 21.92%
5000
ol Uil | meouso o)
m/z--> 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@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 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 wunknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.545 20.34 ug/L 465669 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 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 32
5 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 28

Abundance Scan 4418 (15.545 min): VU047954.D\data.ms (-4406) (-  m/z 90.00 100.00%

41.0 90.0
5000
% 15.50
.0 152.0 :
0 4,208'9269'0 m/z 67.00  89.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
5000 \ \
1550
m/z 103.00 88.27%
39.0
O‘HH““‘HHH“‘!\H‘H‘\\‘HH’HH‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2526: Acrolein, 2-chloro-
90.0
\ \
1550
5000 41.00 87.98%
62.0
o‘w‘HMHm_“hWm,w_mwWm_wmwwww
m/z--> 20 40 60 80 100120140 160180200 220240260280
Abundance #2515: Thiourea, methyl-
90.0 15.50
30.0 m/z 75.00 65.79%
5000 60.0
0‘H“““}‘L“N‘l“‘hH‘wlWm,mwm‘m“w“m‘uwmWm‘u — “k‘
m/z--> 20 40 60 80 100120140 160180200 220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\

Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

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

Quant Title : VOC Analysis

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

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

Peak Number 6 Benzene, 1,3-dibromo-5-chloro-

Concentration Rank 4

11.812

014862-52-3 93
000344-20-7 46
019971-61-0 43
064415-11-8 23

R.T. EstConc Area Relative to ISTD
15.893 7.29 ug/L 166871 1,4-Dichlorobenzene-d4
Hit# of 5 Tentative ID MW MolForm
1 Benzene, 1,3-dibromo-5-chloro- 268 C6H3Br2Cl
2 2,6-Dibromo-4-fluorophenol 268 C6H3Br2FO0
3 4,6-Dibromo-5-hydroxypyridazine ... 268 C4H2Br2N202
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S
5 5-Bromo-7-methoxy-1-benzofuran-2... 270 C10H7Bro04

Abundance Scan 4526 (15.893 min): VU047954.D\data.ms (-4510) (-
269.9

020037-37-0 17

m/z 269.90 100.00%

JAN

16.00

m/z 271.80  70.55%

A

15.50
m/z 267.90  43.84%

16.00

Al

5000 74.0
190.9
109.9
369 | ‘ 152.9 | 15.50
0\H\M\ﬂwﬂﬂﬂuwwhﬂ‘AWMmNM\ﬂM\HW\N\MH\MH\M\HMNM‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
5000 191.0
37.0 110.0
0 \\\\‘\\\1“‘\i‘\hih\\}‘}h“‘\‘\\”\‘H‘Ll\’\H‘H%?ﬁ"c\)\\\‘Hw‘\‘\\\2\‘2\6\;\0‘\\\\‘\\“\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158688: 2,6-Dibromo-4-fluorophenol
270.0
5000
81.0
160.01g
0 3170 Ll Il 11?0 I M\ 241.0 I
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260

Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide
270.0 15.50

m/z 190.90  32.83%

5000

m/z--> 20 40 60 80 100120140160180200220240260
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.388 84.04 ug/L 1924350 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 22
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 22
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 22
4 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 12
5 Cyclopropane, 1-(5-hexenyl)-2-iodo- 250 C9H15I 074685-40-8 12

Abundance Scan 4680 (16.388 min): VU047954.D\data.ms (-4669) (- m/z 81.00 100.00%

81.0
41.0 117.0
5000
H ‘ | ‘ 152.0 16.00 1650
owm‘h‘”” ““‘EH“Juul‘ww‘“Jl“\_ﬂ?ﬁqw_Hwﬁﬁ"?ﬁ m/z 41.e0 70.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3219: 2-Hexyne, 4-methyl-
81.0
5000
1600 1650
m/z 117.00 68.77%
O H“\}H“‘\H!‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3229: Cyclohexene, 3-methyl-
81.0
‘
16.00 1650
5000 ITI z 66.95 50.07%
39.0
0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3233: Cyclohexene, 3-methyl-
81.0 16. 00 16 50
m/z 38.95 45.46%
5000 jk¥
(o}
m/z--> 20 40 60 80 100120140160180200220240260 1600 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 8 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.259 3.70 ug/L 84683 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dibromo-5-hexene 240 C6H10Br2 004285-48-7 47
2 1-Oxetan-2-one, 3-bromo-3-(bromo... 284 C7H10Br202 1010142-30-2 47
3 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 47
4 2,3-Diazabicyclo[2.2. 1]hept 2-en... 178 C11H18N2 150667-99-5 35
5 Isomyocorene 136 C10H16 006876-07-9 35

Abundance Scan 4951 (17.259 min): VU047954.D\data.ms (-4943) - m/z 81.00 100.00%

81.0
410
5000 162.9
117.0

197.9 L B A e
H 17.0017.2017.40
I

0 ‘WMNuM‘V‘“‘ 320 w7 41,00 71.07%

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

50001  41.0 Spqpnad e,
17.0017.2017.40

m/z 38.95 50.85%

Ly “H . A9 1830 2010 2420
T T T T ‘ T T T ‘ f T T T ‘ T T T T T T T T
m/z--> 100 150 200 250
Abundance #179379. 1-Oxetan-2-one, 3-bromo-3-(bromomethyl)-4-is
81.0

o

41.0 161.0 17.0017.2017.40
5000 m/Z 162.90 48.40%
0 L H - H:I‘-Z\‘\l (N . : 214‘0‘21‘15‘ O‘
miz-> 50 100 150 200 250 :
Abundance #124039: Cyclohexane,1,2-dibromo-,trans-
81.0 17.0017.2017.40

m/z 160.95 43.95%

5000
39.0 161.0
ol “ m‘h gy 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@47954.D

Acqg On : 12 Apr 2022 14:40

Operator : SY/MD

Sample : N2293-02MEDL 100X

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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|
Hexane, 1,6-dic... 13.375 3.5 ug/L 78910 3 11.812 1144950 50.0
Hexane, 1-bromo... 14.359 3.1 ug/L 70064 3 11.812 1144950 50.0
Hexane, 1,6-dib... 15.311 2.9 ug/L 67013 3 11.812 1144950 50.0
unknown-01 15.545 20.3 ug/L 465669 3 11.812 1144950 50.0
Benzene, 1,3-di... 15.893 7.3 ug/L 166871 3 11.812 1144950 50.0
unknown-02 16.388 84.0 ug/L 1924350 3 11.812 1144950 50.0
unknown-03 17.259 3.7 ug/L 84683 3 11.812 1144950 50.0
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