LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011822\
Data File : VV024394.D

Acqg On : 18 Jan 2022 15:21

Operator : SY/MD

Sample : N1129-06ME

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24394.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 50 54 59 rBv2 11682 9935 0.72% 0.101%
2 1.307 76 83 98 rvB 142178 166156 11.96% 1.686%
3 1.571 157 165 180 rBV 96556 144518 10.41% 1.466%
4 2.092 317 327 342 rBV 304680 431056 31.04% 4.373%
5 2.317 395 397 398 rBv2 569 226 0.02% 0.002%
6 2.436 428 434 436 rBV3 1083 1198 0.09% 0.012%
7 2.748 530 531 533 rBV 374 186 ©0.01% 0.002%
8 2.780 537 541 547 rBV3 312 378 0.03% 0.004%
9 2.818 550 553 559 rBv2 447 405 0.03% 0.004%
10 2.941 583 591 592 rBV3 2145 2101 0.15% 0.021%
11  3.127 647 649 653 rBv2 329 257 0.02% 0.003%
12 3.265 689 692 696 rVB 319 263 0.02% 0.003%
13 3.294 697 701 705 rBvV2 345 311 0.02% 0.003%
14 3.365 721 723 726 rBV 267 179 0.01% 0.002%
15 3.429 741 743 746 rBvV2 351 173 0.01% 0.002%
16 3.51@ 765 768 771 rBV2 415 311 0.02% 0.003%
17 3.645 807 810 813 rBV2 357 257 0.02% 0.003%
18 3.731 835 837 842 rVB2 288 224 0.02% 0.002%
19 3.760 842 846 850 rvB2 322 325 0.02% 0.003%
20 3.789 850 855 858 rBV 417 477 ©.03% 0.005%
21 3.802 858 859 862 rBV 233 114 0.01% 0.001%
22 3.847 870 873 875 rBV2 311 234 0.02% 0.002%
23 3.902 879 890 916 rBvV2 59092 222021 15.99% 2.252%
24  4.346 1015 1028 1058 rVB 226219 560131 40.33% 5.682%
25 4.686 1130 1134 1136 rBV3 503 380 0.03% 0.004%
26 4.783 1162 1164 1170 rBV3 242 283 0.02% 0.003%
27 4.883 1191 1195 1198 rBV 358 339 0.02% 0.003%
28 4.918 1203 1206 1210 rBV2 400 329 0.02% 0.003%
29 4.940 1211 1213 1215 rBV 324 154 0.01% 0.002%
30 5.040 1227 1244 1276 rBV2 555780 1388701 100.00% 14.088%
31 5.336 1326 1336 1348 rBV5 5301 12699 0.91% 0.129%
32 5.612 1410 1422 1462 rBV 366062 746690 53.77% 7.575%
33 5.905 1500 1513 1533 rBV2 22595 50494 3.64% 0.512%
34 6.066 1551 1563 1594 rVB 295433 620209 44.66% 6.292%
35 6.506 1698 1700 1702 rBV3 470 275 0.02% 0.003%
36 6.609 1728 1732 1733 rBV2 467 293 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011822\
Data File : VV024394.D

Acqg On : 18 Jan 2022 15:21

Operator : SY/MD

Sample : N1129-06ME

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
37 6.985 1838 1849 1887 rBV 171264 335900 24.19%  3.408%
38 7.313 1935 1951 1970 rBV 650759 1167743 84.09% 11.847%
39 7.580 2032 2034 2036 rBV 459 220 0.02% 0.002%
40 7.622 2037 2047 2077 rVV2 107455 223348 16.08% 2.266%
41  7.902 2131 2134 2136 rVB3 478 253 0.02% 0.003%
42 7.918 2136 2139 2140 rBV3 335 183 0.01% 0.002%
43 7.953 2148 2150 2152 rBV2 817 293 0.02% 0.003%
44  7.976 2152 2157 2166 rVV5 2474 3874 0.28% 0.039%
45  8.046 2177 2179 2182 rVB 269 119 0.01% 0.001%
46 8.059 2182 2183 2184 rBV 281 104 0.01% 0.001%
47  8.098 2185 2195 2197 rBV 93201 126483 9.11% 1.283%
48 8.712 2383 2386 2387 rBV 322 174 0.01% 0.002%
49 8.770 2402 2404 2405 rBV 258 104 0.01% 0.001%
50  8.853 2418 2430 2457 rBV 451397 897315 64.62% 9.103%
51 9.281 2561 2563 2565 rBV 243 99 0.01% 0.001%
52 9.661 2678 2681 2683 rBV2 192 130 0.01% 0.001%
53 9.828 2731 2733 2736 rBvV2 450 322 0.02% 0.003%
54 9.844 2736 2738 2739 rBvV2 682 241 0.02% 0.002%
55 9.905 2746 2757 2775 rVB3 57579 96400 6.94% 0.978%
56 9.998 2783 2786 2788 rvVB2 334 143 0.01% ©0.001%
57 10.098 2814 2817 2818 rBvV2 362 205 0.01% 0.002%
58 10.127 2819 2826 2837 rVB4 4200 6651 ©.48% 0.067%
59 10.226 2839 2857 2877 rBV 350825 626550 45.12% 6.356%
60 10.577 2957 2966 2973 rBV7 4465 7419 0.53% 0.075%
61 10.831 3039 3045 3050 rBV4 634 965 0.07% 0.010%
62 10.918 3064 3072 3083 rVB5 3562 5799 0.42% 0.059%
63 11.088 3124 3125 3128 rBV5 309 124 0.01% ©0.001%
64 11.146 3137 3143 3152 rVB4 1996 3266 0.24% 0.033%
65 11.252 3164 3176 3202 rBV 558393 884264 63.68% 8.971%
66 11.513 3255 3257 3260 rBV2 377 231 0.02% 0.002%
67 11.628 3281 3293 3318 rBV 690092 1086478 78.24% 11.022%
68 11.789 3336 3343 3352 rVB2 9865 14065 1.01% 0.143%
69 12.352 3511 3518 3526 rBV9 2870 4231 0.30% 0.043%
70 12.525 3570 3572 3575 rBV 407 233  0.02% 0.002%
71 12.586 3590 3591 3592 rBV 614 212  0.02% 0.002%
72 12.654 3610 3612 3615 rBV 304 201 0.01% 0.002%
73 13.088 3746 3747 3750 rBV2 394 180 0.01% 0.002%
74 13.233 3788 3792 3795 rBV2 393 351 ©0.03% 0.004%
75 13.757 3954 3955 3958 rBV 244 130 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011822\
Data File : VV024394.D

Acqg On : 18 Jan 2022 15:21

Operator : SY/MD

Sample : N1129-06ME

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 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_V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
Sum of corrected areas: 9857276
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11822\

: VWe24394.D

: 18 Jan 2022 15:21

: SY/MD

: N1129-06ME

: 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

o

| 121 2.327436 27@DHAB.1

TIC: VV024394.D\data.ms

5.040

5.612
2.092 6.066

4.346

1.307
1.571

5.336 5.905

Time-->
Abundance

600000

500000

400000

300000

200000

100000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 380400420440460480 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

TIC: VV024394.D\data.ms
7.313 11.628

11.252

8.853

10.226

6.985

0+

Time-->
Abundance

600000

500000

400000

300000

200000

100000

9.905
0 9.281 9.669&& 10.57710183213.0886|  11.51 L1789
e e e e R e 2 ‘
9.00 9.50 10.00 10.50 11.00 11.50 12,00
TIC: VV024394.D\data.ms

Time-->

12.332 27854 13.088233 13.757
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
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_V\Data\VVv011822\
Data File : VV024394.D

Acqg On : 18 Jan 2022 15:21

Operator : SY/MD

Sample : N1129-06ME

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 Propanoic acid, 2,2,3-trich... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.905 3.38 ug/L 50494  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 50
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
3 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 23
4 4-Chloro-3-fluoropyridine 131 CSH3CI1FN 002546-56-7 22
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 17

Abundance Scan 1513 (5.905 min): VV024394.D\data.ms (-1500) (-) m/z 130.90 100.00%

96.0 130.9
5000 61.0
R
39, | Il 5.60 5.80 6.00 6.20
L L L L e m/z 96.00  92.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
ag N »
5000 L L L R B R
131.0 5.60 5.80 6.00 6.20
15.0 m/z 132.90 81.25%
0 36.0 L.l 155.0  190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
e
5.60 5.80 6.00 6.20
5000 m/z 97.90 55.73%
26.0 H
oH‘wJ‘HMm:uu“"H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine e /‘\‘ e
96.0 131.0 5.60 5.80 6.00 6.20
m/z 61.00 39.26%
5000
69.
3179 1 \H\ \‘\ ﬁ |
O ettt oAl el e e ST VUYL WS
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11822\
Data File : VV024394.D

Acqg On : 18 Jan 2022 15:21

Operator : SY/MD

Sample : N1129-06ME

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 3 .alpha.-Pinene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.905 5.37 ug/L 96400  Chlorobenzene-d5 8.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 93
4 .beta.-Pinene 136 C10H16 000127-91-3 90
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 90

Abundance Scan 2757 (9.905 min): VV024394.D\data.ms (-2746) (-) m/z 93.10 100.00%
1

93
5000
77.1
T
39‘-‘1 55.1 121.1136.2 10.00
Ol AT Ll myz 91,10 47.80%
m/z--> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
5000 IR
39.0 77.0 10.00
m/z 92.10 37.56%
15.0 5.0 121.0936 0
0 \\‘\ T }‘\ T H\ \‘H\ “\“M T \"“\\ ‘\ “\“‘\ T \“‘\ T 1 T
miz--> 20 40 60 80 100 120 140
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
T
10.00
5000 ITI/Z 77.10 28.92%
0 121.0
41.0 .
136.0
o250, seo |l e
m/z--> 20 40 60 80 100 120 140
Abundance #18035: .alpha.-Pinene P
93.0 10.00
m/z 79.00 26.34%
5000
41.0 o
P
ob o0 L msou Ly Il 0 Lo
m/z--> 20 40 60 80 100 120 140 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011822\
Data File : VV024394.D

Acqg On : 18 Jan 2022 15:21

Operator : SY/MD

Sample : N1129-06ME

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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|
Propanoic acid,... 5.905 3.4 ug/L 50494 1 5.612 746690 50.0
.alpha.-Pinene 9.905 5.4 ug/L 96400 2 8.853 897315 50.0
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