LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM100820WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.319 65 71 84 rvB2 295332 319705 23.68% 2.713%
2 1.579 146 152 164 rVB 134786 147013 10.89% 1.248%
3 2.122 312 321 334 rBV 241111 360993 26.74% 3.063%
4 2.782 518 526 539 rBV2 8272 14613 1.08% 0.124%
5 2.984 577 589 593 rBV4 2502 4732 0.35% 0.040%
6 3.228 663 665 669 rBvV2 219 102 0.01% 0.001%
7 3.251 669 672 677 rBV3 447 308 0.02% 0.003%
8 3.290 681 684 685 rBV3 463 285 0.02% 0.002%
9 3.450 731 734 736 rBV2 405 262 0.02% 0.002%
10 3.560 767 768 772 rBV2 362 205 0.02% 0.002%
11 3.749 824 827 829 rBV 295 224 0.02% 0.002%
12 3.804 840 844 845 rBV2 580 323 0.02% 0.003%

13 3.933 866 884 920 rBv2 159173 604616 44.79% 5.131%
14 4_.376 1007 1022 1047 rBV 193644 476311 35.29% 4.042%

15 4.614 1093 1096 1098 rBV2 491 275 0.02% 0.002%
16 4.724 1129 1130 1133 rVB2 332 165 0.01% 0.001%
17 4.794 1148 1152 1153 rBV2 510 337 0.02% 0.003%
18 4.846 1166 1168 1173 rVB 641 358 0.03% 0.003%
19 4.868 1173 1175 1176 rBV 359 175 0.01% 0.001%
20 4.913 1186 1189 1190 rBV 311 138 0.01% 0.001%
21 4.955 1199 1202 1206 rBVZ2 460 353 0.03% 0.003%
22 5.010 1215 1219 1220 rBV 152 88 0.01% 0.001%
23 5.071 1220 1238 1268 rBV2 455232 1199477 88.86% 10.179%
24 5.508 1370 1374 1376 rBV2 706 535 0.04% 0.005%
25 5.640 1403 1415 1443 rBvV 372511 747712 55.39% 6.345%
26 5.933 1493 1506 1528 rBv4 26848 62293 4.61% 0.529%
27 6.093 1538 1556 1584 rBV 270002 556889 41.26% 4.726%
28 6.434 1660 1662 1666 rVB2 613 344 0.03% 0.003%
29 6.460 1666 1670 1673 rVB2 345 198 0.01% 0.002%
30 6.482 1674 1677 1678 rBV 392 158 0.01% 0.001%
31 6.550 1696 1698 1703 rVB3 367 246 0.02% 0.002%
32 6.569 1703 1704 1705 rBV3 189 51 0.00% 0.000%
33 6.659 1730 1732 1733 rBvV 186 53 0.00% 0.000%
34 6.672 1733 1736 1739 rvv2 349 202 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
Title : VOC Analysis

35 6.695 1739 1743 1746 rBV2 462 374 0.03% 0.003%
36 6.756 1758 1762 1764 rBV 317 241 0.02% 0.002%
37 6.801 1772 1776 1778 rBV2 131 114 0.01% 0.001%
38 6.839 1785 1788 1789 rBV 292 151 0.01% 0.001%
39 6.868 1794 1797 1800 rVB 289 185 0.01% 0.002%
40 6.884 1800 1802 1803 rBV 280 120 0.01% 0.001%
41 6.913 1808 1811 1815 rBV2 188 136 0.01% 0.001%
42 6.936 1815 1818 1819 rBV 209 122 0.01% 0.001%
43 7.006 1830 1840 1864 rBvV 125574 228224 16.91% 1.937%
44 7.209 1900 1903 1904 rBvV2 405 201 0.01% 0.002%
45 7.257 1912 1918 1930 rBV6 2254 3965 0.29% 0.034%

46 7.338 1932 1943 1958 rBvV 464428 805071 59.64% 6.832%
47 7.643 2027 2038 2057 rBvV 92153 162516 12.04% 1.379%

48 7.846 2099 2101 2102 rBV 326 129 0.01% 0.001%
49 7.913 2119 2122 2126 rBV2 306 202 0.01% 0.002%
50 7.932 2126 2128 2129 rBV2 307 119 0.01% 0.001%
51 8.000 2139 2149 2161 rVB2 12379 22203 1.64% 0.188%
52 8.071 2168 2171 2172 rBV 350 132 0.01% 0.001%
53 8.106 2172 2182 2223 rBV2 325709 643759 47 .69% 5.463%
54 8.453 2287 2290 2292 rBV2 417 245 0.02% 0.002%
55 8.524 2310 2312 2314 rBV2 204 99 0.01% 0.001%
56 8.550 2317 2320 2321 rBV 554 262 0.02% 0.002%
57 8.649 2341 2351 2354 rBV5 878 1159 0.09% 0.010%
58 8.826 2403 2406 2407 rBvV 651 295 0.02% 0.003%
59 8.871 2409 2420 2445 rVV 578685 943306 69.88% 8.005%
60 9.039 2466 2472 2486 rVB3 8203 13709 1.02% 0.116%
61 9.264 2537 2542 2544 rBV3 570 520 0.04% 0.004%
62 9.334 2558 2564 2565 rBV2 515 371 0.03% 0.003%
63 9.399 2582 2584 2586 rBV2 269 137 0.01% 0.001%
64 9.415 2586 2589 2592 rBV2 482 412 0.03% 0.003%
65 9.450 2597 2600 2604 rVB4 566 460 0.03% 0.004%
66 9.479 2605 2609 2610 rBV 776 572 0.04% 0.005%
67 9.537 2625 2627 2629 rBV 375 178 0.01% 0.002%
68 9.608 2647 2649 2650 rBvV 338 127 0.01% 0.001%
69 9.701 2669 2678 2687 rBV5 1867 3195 0.24% 0.027%
70 9.945 2746 2754 2765 rVvV6 2480 4835 0.36% 0.041%
71 9.987 2765 2767 2771 rVB 534 358 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM100820WMA .M
Title : VOC Analysis

72 10.039 2773 2783 2790 rVB7 2873 4846 0.36% 0.041%
73 10.164 2818 2822 2830 rVB5 2094 2532 0.19% 0.021%
74 10.238 2830 2845 2865 rBV 365914 578794 42.88% 4.912%
75 10.460 2907 2914 2915 rBV3 743 758 0.06% 0.006%
76 10.601 2956 2958 2963 rBV2 411 237 0.02% 0.002%
77 11.016 3078 3087 3098 rBV2 22077 36684 2.72% 0.311%
78 11.270 3155 3166 3189 rBV 552735 843544 62.49% 7.158%
79 11.556 3249 3255 3257 rBV3 689 690 0.05% 0.006%
80 11.646 3268 3283 3307 rBV 550759 869224 64.39% 7.376%
81 11.829 3338 3340 3341 rBV 500 237 0.02% 0.002%
82 11.932 3369 3372 3373 rBV 424 247 0.02% 0.002%
83 11.968 3380 3383 3384 rBV2 388 220 0.02% 0.002%
84 12.038 3400 3405 3407 rBV3 1528 1489 0.11% 0.013%
85 12.148 3436 3439 3443 rBV 520 328 0.02% 0.003%
86 12.170 3443 3446 3449 rVB3 368 245 0.02% 0.002%
87 12.190 3450 3452 3454 rBV 307 146 0.01% 0.001%
88 12.292 3482 3484 3486 rBV 226 131 0.01% 0.001%
89 12.405 3512 3519 3525 rBV5 3186 4487 0.33% 0.038%
90 12.530 3550 3558 3576 rVB5 18075 28845 2.14% 0.245%
91 12.601 3576 3580 3582 rBV3 446 388 0.03% 0.003%
92 12.636 3589 3591 3592 rBV 487 203 0.02% 0.002%
93 12.685 3592 3606 3643 rVvV 846537 1349840 100.00% 11.455%
94 12.903 3665 3674 3689 rBV2 19938 34068 2.52% 0.289%
95 13.183 3750 3761 3779 rVB 356158 578504 42.86% 4 .909%
96 13.402 3821 3829 3836 rBV2 25867 40829 3.02% 0.346%
97 13.730 3921 3931 3934 rBV5 1656 2594 0.19% 0.022%
98 13.797 3941 3952 3968 rVB3 38246 66152 4 _.90% 0.561%

Sum of corrected areas: 11784205
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV018844.D
800000

600000

5.07

400000 5.64

1.32
212 6.09

200000
1.58

o 278 2.98 m3435633g‘[k /\ 4.64. 3EERO] 5.5 5%
e e . :

T T
Time--> 1.50 2.00 2.50 3 OO 3. 50 4, OO 5. OO 5.50 6.00 6.50
Abundance TIC: VV018844.D

800000

600000 8.87 1127  11.65

400000 10.24
8.11
200000
764
RS 11 02
0 . 8.8 658, . Relce sy . 10.4K.60 11.56\ 11.8RBE04
T e e
800

T T
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Abundance TIC: VVv018844.D

800000 1368

600000

400000 13.18

200000

13.80
12.90 13.40 13

Time--> 12.50 13. 00 13.50 14. OO 14 50 15. OO 15. 50 16 00 16. 50 17 OO 17.50

SOMVLM100820WMA .M Thu Oct 15 16:48:33 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.93 4.17 ug/L 62293 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2.3-trichloro-... 190 C4H5CI1302 004749-35-3 28
2 Ethane. 1.1.1.2-tetrachloro- 166 C2H2Cl4 000630-20-6 28
3 Ethane. 1.1.1.2-tetrachloro- 166 C2H2Cl4 000630-20-6 25
4 Ethane. 1.1.1.2-tetrachloro- 166 C2H2Cl4 000630-20-6 25
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 25

Abundance Scan 1505 (5.929 min): VV018844.D (-1493) (-) m/z 96.00 100.00%
9% 131
5000 61 (¥
a7 47 82 114 560 5.80 6.00 6.20
0 I m/z 130.90 98.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 96
5000 L UL L L A
131 560 580 600 620
15 m/z 132.90 88.42%
0 % 3949 | 77 || us a1 190
miz--> B 4 e a6 Do uo s o
Abundance
131
117 560 580 6.00 620
5000 o m/z 98.00 61.94%
61
5P P e
mz-> 20 40 60 80 100 120 140 160 180
Abundance #35235: Ethane, 1,1,1,2-tetrachloro- e e
117 181 5.60 5.80 6.00 6.20
m/z 61.00 46.51%
5000
95
60
PN il N N R .-
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\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.68 80.01 ug/L 1349840 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 46
2 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-25-2 42
3 2-Acetvl-4 . 4-dimethvl-cvclopent-... 152 C9H1202 081979-96-6 41
4 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 30
5 1(2H)-Naphthalenone, octahydro-,... 152 C10H160 021370-71-8 25
Abundance Scan 3605 (12.682 min): Wd())18844.D (-3592) (-) m/z 108.10 100.00%
108
41 69
95
5000 81 137 182
55 S B N
119 180 12.40 12.60 12.80 13.00
ol S TSN S ‘- m/z 69.10 76.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25272: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109
43
5000 67 SRR SRR SN SRR
137 12.40 12.60 12.80 13.00
55 81 152 m/z 41.05 72.87%
‘ | ‘ o1 119
0 ...,....‘,.‘..‘.|.‘l‘..Hi..U“.|.‘l‘..‘,...‘.‘,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109
41 12.40 12.60 12.80 13.00
5000 9 81 o5 137 152 m/z 109.10 70.00%
53
27 119
15
R L S L WL L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26055: 2-Acetyl-4,4-dimethyl-cyclopent-2-enone
4 69 12.40 12.60 12.80 13.00
152 m/z 95.10 61.47%
137
5000
81 o5 109
53
2\7 ‘ ol ‘ ‘\ 119
Oyt P e e e SR AR SRR SN B
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (+)-2-Bornanone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.18 34.29 ug/L 578504 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 98
3 Camphor 152 C10H160 000076-22-2 98
4 Camphor 152 C10H160 000076-22-2 98
5 (+)-2-Bornanone 152 C10H160 000464-49-3 97

Abundance Scan 3760 (13.180 min): \V\V018844.D (-3750) (-) m/z 95.10 100.00%
95
81
5000 A
69
%5 108 152
137 12.80 13.00 13.20 13.40
o 119 m/z 81.10 72.14%

m/z--> 10 20 30 40 50 60 70 80 90

100 110 120 130 140 150 160

27
ol 15

Abundance #25104: (+)-2-Bornanone
95
81
5000 41 69 108
152
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
5000 41 108

55 69

123 137

WWWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

152

Abundance #25059: Camphor
41 95 12.80 13.00 13.20 13.40
m/z 108.05 38.04%
81
5000
55 69
‘ 152
‘ 121 137
0”P”w”MP”Lﬂ”J”w”iPwﬂLnJﬂw””L”wuupnwnnpuw”

%

12.80 13.00 13.20 13.40

m/z 41.10 52 .96%

-

12.80 13.00 13.20 13.40

m/z 69.05 39.11%

F

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

T
12.80 13. 00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018844.D

Aca On : 10 Oct 2020 19:46

Operator : SY/MD

Sample : L4289-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.92 ug/L 66152 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 49
2 (+)-2-Bornanone 152 C10H160 000464-49-3 47
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 42
4 (+)-2-Bornanone 152 C10H160 000464-49-3 41
5 Camphor 152 C10H160 000076-22-2 41
Abundance Scan 3953 (13.800 min): V\V018844.D (-3941) (-) m/z 108.10 100.00%
108
5000
152
119 137 207 13.40 13.60 13.80 14.00 14.20
0 SRHSAVE M I NEMMNMMMMN, LA m/z 95.10 80.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25061: Camphor
95
5000 8l 108
a1 152 13.40 13.60 13.80 14.00 14.20
‘ ‘ m/z 41.00 48.61%
0 M \‘ ‘ L “\ ‘ 1?7 |
”'I"'W""P"'I”' | DAL SRR AL SR SR S
m/z--> 20 40 100 120 140 160 180 200
Abundance
41 95
81
13.40 13.60 13.80 14.00 14.20
5000 55 69 m/z 93.10 44 _.63%
27 108
152
15 137
G L UL S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95 13.40 13.60 13.80 14.00 14.20
m/z 55.10 42 .83%
41
67
5000 27 81
110
ol llly el gl e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101020\
Data File : VV018844.D

Acq On : 10 Oct 2020 19:46

Operator : SY/MD

Sample - L4289-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 5.93 4.2 ug/L 62293 1 5.64 747712 50.0
unknown-02 12.68 80.0 ug/L 1349840 3 11.27 843544 50.0
(+)-2-Bornanone 13.18 34.3 ug/L 578504 3 11.27 843544 50.0
unknown-03 13.80 3.9 ug/L 66152 3 11.27 843544 50.0
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