LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47926.D

Acqg On : 11 Apr 2022 23:23

Operator : SY/MD

Sample : N2293-13ME

Misc : 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 34 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@47926.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 113 rVB 72943 162222 10.98% 1.381%
2 2.539 362 373 387 rBvV 210348 364078 24.64% 3.100%
3 2.803 452 455 457 rBV2 420 318 0.02% 0.003%
4 2.909 484 488 489 rBvV3 506 386 0.03% 0.003%
5 3.121 551 554 557 rBV2 327 216 ©0.01% 0.002%
6 3.176 566 571 576 rBv4 749 908 0.06% 0.008%
7 3.359 625 628 631 rBv4 405 405 0.03% 0.003%
8 3.539 680 684 685 rBv2 289 167 ©0.01% 0.001%
9 3.597 700 702 705 rVB 199 84 0.01% 0.001%
106 3.758 750 752 754 rBV 304 179 0.01% 0.002%
11 3.838 775 777 781 rBV 225 102 0.01% 0.001%
12 3.935 804 807 808 rBvV 192 100 0.01% 0.001%
13 4.054 841 844 848 rVB3 492 304 0.02% 0.003%
14 4.131 864 868 871 rBV3 479 415 0.03% 0.004%
15 4.247 902 904 906 rBV 191 104 0.01% 0.001%
16 4.266 907 910 915 rBv2 200 198 0.01% 0.002%
17 4.430 958 961 965 rBV2 208 142 0.01% 0.001%
18 4.462 969 971 973 rVB 168 48 0.00% 0.000%
19 4.578 1004 1007 1010 rVB 386 216 0.01% 0.002%
20 4.642 1014 1027 1066 rBV 90684 328236 22.21% 2.795%
21 5.063 1140 1158 1187 rBV 208030 484665 32.80% 4.127%
22 5.202 1197 1201 1205 rBvV3 384 317 0.02% 0.003%
23 5.243 1209 1214 1220 rBV2 275 443 0.03% 0.004%
24  5.285 1221 1227 1228 rBV2 623 577 ©0.04% 0.005%
25 5.330 1238 1241 1242 rBV2 312 183 0.01% 0.002%
26 5.465 1282 1283 1285 rVB2 305 107 0.01% 0.001%
27 5.481 1285 1288 1293 rVB 277 154 0.01% ©0.001%
28 5.530 1301 1303 1304 rBV 249 91 0.01% 0.001%
29 5.719 1341 1362 1374 rBV2 475958 1253604 84.84% 10.675%
30 5.932 1427 1428 1431 rBV2 247 155 0.01% 0.001%
31 6.051 1463 1465 1467 rBV 170 49 0.00% 0.000%
32 6.121 1479 1487 1488 rBVS5 1109 970 0.07% 0.008%
33  6.173 1498 1503 1504 rBV 300 196 0.01% ©0.002%
34 6.247 1510 1526 1551 rBV 506400 1015524 68.73% 8.647%
35 6.478 1595 1598 1600 rBV 126 105 ©0.01% 0.001%
36 6.526 1605 1613 1623 rVB4 2665 4565 0.31% 0.039%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47926.D

Acqg On : 11 Apr 2022 23:23

Operator : SY/MD

Sample : N2293-13ME

Misc : 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 34 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 6.568 1623 1626 1629 rBvV2 437 308 0.02% 0.003%
38 6.690 1648 1664 1684 rBV 270357 560686 37.94% 4.774%
39 6.877 1720 1722 1727 rBV 260 208 0.01% 0.002%
40 6.983 1753 1755 1757 rBvV2 215 125 0.01% 0.001%
41  7.054 1772 1777 1780 rBV3 471 517 0.03% 0.004%
42 7.202 1811 1823 1838 rBV3 6698 18182 1.23% 0.155%
43 7.443 1895 1898 1901 rBV3 368 216 0.01% 0.002%
44  7.497 1905 1915 1925 rVV2 21529 42993 2.91% ©0.366%
45  7.568 1927 1937 1957 rVB 129816 256778 17.38%  2.186%
46 7.899 2027 2040 2055 rBV 527720 951347 64.38% 8.101%
47  8.124 2107 2110 2114 rBV3 1085 764 0.05% 0.007%
48  8.182 2117 2128 2152 rVB2 82877 174128 11.78%  1.483%
49 8.369 2175 2186 2206 rVB7 12170 33338 2.26% 0.284%
50 8.581 2244 2252 2259 rVB7 1675 2753 0.19% 0.023%
51 8.661 2259 2277 2308 rBV 376664 800932 54.20% 6.820%
52 8.896 2348 2350 2352 rVB2 440 137 0.01% 0.001%
53 9.034 2383 2393 2405 rVB5 6115 14083 0.95% 0.120%
54 9.156 2429 2431 2433 rVB2 284 89 0.01% 0.001%
55 9.189 2436 2441 2447 rBV4 694 1003 0.097% 0.009%
56 9.346 2485 2490 2492 rBv2 341 319 0.02% 0.003%
57 9.362 2492 2495 2499 rBV4 548 458 0.03% 0.004%
58 9.427 2500 2515 2519 rBV 736015 1412911 95.62% 12.031%
59 9.668 2587 2590 2591 rBV2 512 290 0.02% 0.002%
60 9.764 2617 2620 2623 rBv2 275 183 0.01% 0.002%
61 9.825 2637 2639 2641 rBV 255 146 0.01% ©0.001%
62 9.873 2651 2654 2657 rBV3 236 208 0.01% 0.002%
63 9.999 2692 2693 2695 rBv3 221 117 0.01% 0.001%
64 10.144 2736 2738 2739 rBV3 171 77 0.01% 0.001%
65 10.266 2774 2776 2778 rBV 355 185 ©0.01% 0.002%
66 10.349 2799 2802 2803 rBV 504 270 0.02% 0.002%
67 10.404 2817 2819 2822 rBV2 193 97 0.01% 0.001%
68 10.459 2834 2836 2837 rBV 354 104 0.01% 0.001%
69 10.661 2889 2899 2909 rVB8 5947 10943 0.74% 0.093%
70 10.767 2918 2932 2948 rBV 457835 745993 50.48% 6.352%
71 10.870 2959 2964 2967 rBV3 831 720 0.05% 0.006%
72 11.205 3064 3068 3069 rBV 504 320 0.02% 0.003%
73 11.256 3076 3084 3092 rBV5 5292 8444 0.57% 0.072%
74 11.816 3246 3258 3274 rBV 931020 1477657 100.00% 12.582%
75 12.198 3364 3377 3397 rBV 637701 1123298 76.02% 9.565%
76 13.333 3723 3730 3736 rBv4 4612 7092 0.48% 0.060%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47926.D

Acqg On : 11 Apr 2022 23:23

Operator : SY/MD

Sample : N2293-13ME

Misc : 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 34 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 14.494 4083 4091 4108 rVB4 36001 59397 4.02% 0.506%

78 15.545 4409 4418 4430 rVB2 86896 132424  8.96% 1.128%
79 15.889 4512 4525 4538 rBv4 111565 283135 19.16% 2.411%

Sum of corrected areas: 11743908
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41122\

: VU@47926.D

: 11 Apr 2022 23:23
: SY/MD

: N2293-13ME

: 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
34

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU047926.D\data.ms
800000
600000
5719 6.247
400000
6.69(
2.539 5.063
200000
1.597 4.642
0 2.8930933276.358.53593. B5&#R93 PPRS AR 5.98 8812
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance TIC: VU047926.D\data.ms
11.816
800000
9.427
12.1
600000
7.899
10.767
400000 8.661
200000
7.568
8.182
[0-83BEEA 202 74 8.1;5\4 8.369g.581.  8.89650831F8m, 9.6ESHA53009.101P6R49500.6610.870 1112056
T e s e —r—
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: VU047926.D\data.ms
800000
600000
400000
200000
15.545 15.889
14.494
0 13.333 AL
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47926.D

Acqg On : 11 Apr 2022 23:23

Operator : SY/MD

Sample : N2293-13ME

Misc : 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 34 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 Propane, 2-(methylthio)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.545  4.48 ug/L 132424 1,4-Dichlorobenzene-d4  11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-(methylthio)- oo cantes 001551-21-9 58

2 Propane, 2-(methylthio)-

90 C4H1esS

3 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6
4 Borane, chloro(dimethylamino)ethyl- 119 C4H11BCIN

5 Propane, 2-(methylthio)-

90 C4H1esS

001551-21-9 58
004646-69-9 27
001739-26-0 25
001551-21-9 23

Abundance Scan 4418 (15.545 min): VU047926.D\data.ms (-4409) (- m/z 89.95 100.00%
41.0 90.0
5000
15.50 |
152.0 .
ull. Uh“w i A9L0 2800 nyy 41.00  95.46%
m/z--> 0 50 100 150 200 250
Abundance #2629: Propane, 2-(methylthio)-
41.0 75.0
5000 et ‘
15.50
m/z 67.00 92.40%
’ \“‘\ ‘H\ ! “‘}‘ T ‘\ [ ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #2627: Propane, 2-(methylthio)-
41.0 75.0
1 \
15.50
5000 m/Z 103.00 90.18%
10 |||
ol e e
miz--> 0 50 100 150 200 250
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene — ‘
90.0 15.50
m/z 75.00 74.22%
5000
39.0
,Hu“u;‘u‘“u‘_H‘,HH‘HH‘HH —.
m/z--> 0 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47926.D

Acqg On : 11 Apr 2022 23:23

Operator : SY/MD

Sample : N2293-13ME

Misc : 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 34 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
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Peak Number 3 Benzene, 1,3-dibromo-5-chloro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.889 9.58 ug/L 283135 1,4-Dichlorobenzene-d4 11.819
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 38
4 Pyrimidine, 4,6-dichloro-2-(meth... 270 C11H8C12N2S 064415-11-8 32
5 5-Bromo-7-methoxy-1-benzofuran-2... 270 C10H7Bro04 020037-37-0 17

Abundance Scan 4525 (15.889 min): VU047926.D\data.ms (-4512) (- m/z 269.90 100.00%
269.9

5000

>

74.0
190.9
— ; ;
36.9 ‘ 1039 152.9 ‘ 15.50 16.00
\\H‘HH“‘\\“\‘\i‘u{‘i““‘u“\‘\M\’\\\“\‘\HM\‘\H\‘Hw\‘\H\‘HH‘HH‘H“\“\‘\ m/Z 271.90 67.83%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158687: Benzene, 1,3-dibromo-5-chloro-
270.0
74.0
JAN
5000 — A
191.0 15.50 16.00
37.0 110.0 m/z 267.990  44.36%
\\\\‘\\\H‘\i‘\‘wh\\}‘w“\‘\\”\‘H‘Ll\’H\‘H%?ﬁ“o\\\\‘Hw‘\‘\\\2\‘2\6\;\0‘\\\\‘\\“\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #158672: 4,6-Dibromo-5-hydroxypyridazine 1-oxide
270.0
— 1
15.50 16.00
5000 m/z 73.95 38.75%

>

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158688: 2,6-Dibromo-4-fluorophenol e = A
270.0 15.50 16.00
m/z 190.90 31.86%
5000
81.0
160.0190.0
310 4 100 ) | 2410 |
e et e e e s
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47926.D

Acqg On : 11 Apr 2022 23:23

Operator : SY/MD

Sample : N2293-13ME

Misc : 6.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 34 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|
Propane, 2-(met... 15.545 4.5 ug/L 132424 3 11.819 1477660 50.0
Benzene, 1,3-di... 15.889 9.6 ug/L 283135 3 11.819 1477660 50.0
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