LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample : J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 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 W\METHOD\SOM2WLM122618S.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 1.959 7 9 15 rvv4 616 882 0.26% 0.030%
2 2.087 27 30 31 rBv 313 316 0.09% 0.011%
3 2.154 39 41 47 rVvV2 555 722 0.21% 0.025%
4 2.203 47 49 52 rvB 304 340 0.10% 0.012%
5 2.288 61 63 65 rBv2 165 174 0.05% 0.006%
6 2.361 68 75 87 rvv 15506 35053 10.24% 1.194%
7 2.495 93 97 105 rBV3 582 1378 0.40% 0.047%
8 2.575 107 110 118 rVB3 626 1242 0.36% 0.042%
9 2.678 125 127 129 rVB 242 237 0.07% 0.008%
10 2.709 129 132 137 rBv2 202 406 0.12% 0.014%
11 2.788 142 145 147 rBV 192 196 0.06% 0.007%
12 2.843 151 154 155 rBvY 122 154 0.05% 0.005%
13 2.892 155 162 178 rBvV2 10060 27895 8.15% 0.950%
14 3.032 183 185 189 rBvV 210 221 0.06% 0.008%
15 3.099 195 196 198 rVB 233 162 0.05% 0.006%
16 3.135 198 202 204 rBvY 174 256 0.07% 0.009%
17 3.190 210 211 216 rVB 157 159 0.05% 0.005%
18 3.233 216 218 220 rVB 235 177 0.05% 0.006%
19 3.269 220 224 226 rBV 187 275 0.08% 0.009%
20 3.507 262 263 268 rVB 132 155 0.05% 0.005%
21 3.702 291 295 297 rBV 255 260 0.08% 0.009%
22 3.849 315 319 326 rBB4 396 791 0.23% 0.027%
23 4.007 335 345 359 rBV 36380 118670 34.68% 4.043%
24 4.117 359 363 374 rVvv3 2434 6776 1.98% 0.231%
25 4_.397 402 409 417 rBB 770 1938 0.57% 0.066%
26 4.678 453 455 460 rVB 155 228 0.07% 0.008%
27 4.909 487 493 496 rBvV2 660 1273 0.37% 0.043%
28 5.117 519 527 531 rBV 511 1309 0.38% 0.045%
29 5.172 535 536 541 rVB 222 279 0.08% 0.010%
30 5.531 592 595 597 rvw 209 261 0.08% 0.009%
31 5.556 597 599 600 rvVv 209 199 0.06% 0.007%
32 5.568 600 601 605 rvv 227 309 0.09% 0.011%
33 5.690 620 621 625 rVB 164 159 0.05% 0.005%
34 5.934 657 661 665 rBB2 457 695 0.20% 0.024%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample : J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 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_W\METHOD\SOM2WLM122618S .M
Title : VOC Analysis

35 6.891 813 818 825 rBV3 741 1603 0.47% 0.055%
36 7.080 839 849 857 rBvV2 15311 43196 12.62% 1.472%
37 7.141 857 859 870 rvB4 2755 6047 1.77% 0.206%

38 7.647 932 942 954 rBB 63766 154700 45.21% 5.271%
39 8.275 1035 1045 1060 rBB2 111285 342176 100.00% 11.659%

40 8.689 1109 1113 1120 rBB3 1256 2037 0.60% 0.069%
41 8.842 1130 1138 1148 rBB 113982 223017 65.18% 7.599%
42 9.031 1165 1169 1175 rBB2 413 848 0.25% 0.029%
43 9.275 1201 1209 1219 rBV 78076 154248 45.08% 5.256%
44 9.415 1227 1232 1236 rBV3 633 920 0.27% 0.031%
45 10.037 1327 1334 1341 rBB 49256 87841 25.67% 2.993%
46 10.159 1351 1354 1358 rBB2 258 295 0.09% 0.010%
47 10.323 1373 1381 1389 rBV 165839 290102 84.78% 9.884%
48 10.384 1389 1391 1396 rVB 563 859 0.25% 0.029%
49 10.579 1416 1423 1430 rBB 35915 61544 17.99% 2.097%
50 10.707 1437 1444 1451 rBV 16220 27768 8.12% 0.946%
51 10.756 1451 1452 1455 rVV 204 170 0.05% 0.006%
52 10.793 1455 1458 1460 rVB 138 140 0.04% 0.005%
53 10.927 1473 1480 1491 rBB 75131 122041 35.67% 4.158%
54 11.073 1500 1504 1509 rBB2 1676 2268 0.66% 0.077%
55 11.634 1589 1596 1605 rBB 160863 274895 80.34% 9.366%
56 11.719 1609 1610 1613 rVV 139 158 0.05% 0.005%
57 11.829 1626 1628 1629 rBV 174 150 0.04% 0.005%
58 11.872 1633 1635 1637 rBB 143 142 0.04% 0.005%
59 12.103 1671 1673 1674 rBB 218 151 0.04% 0.005%
60 12.158 1676 1682 1689 rVB 19852 29779 8.70% 1.015%
61 12.237 1689 1695 1699 rBV2 729 1233 0.36% 0.042%
62 12.268 1699 1700 1703 rVB2 468 425 0.12% 0.014%
63 12.347 1708 1713 1715 rBB2 658 965 0.28% 0.033%
64 12.615 1750 1757 1763 rBV 57196 94900 27.73% 3.233%
65 12.695 1763 1770 1777 rVB 88363 142646 41.69% 4 _860%
66 12.896 1797 1803 1809 rBV 14178 21164 6.19% 0.721%
67 13.054 1827 1829 1835 rBB2 485 737 0.22% 0.025%
68 13.134 1839 1842 1845 rBB 149 160 0.05% 0.005%
69 13.158 1845 1846 1849 rBB 193 139 0.04% 0.005%
70 13.280 1859 1866 1872 rBB5 1257 2649 0.77% 0.090%
71 13.402 1882 1886 1890 rBB2 1089 1554 0.45% 0.053%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample : J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 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 W\METHOD\SOM2WLM122618S.M
Title : VOC Analysis
72 13.457 1891 1895 1899 rBB 895 1144 0.33% 0.039%
73 13.560 1899 1912 1919 rBV 178133 283524 82.86% 9.660%
74 13.652 1921 1927 1936 rBV 26539 41704 12.19% 1.421%
75 13.713 1936 1937 1943 rVB 235 169 0.05% 0.006%
76 13.859 1954 1961 1968 rBV 170200 279587 81.71% 9.526%
77 14.024 1983 1988 1991 rBV 733 918 0.27% 0.031%
78 14.079 1991 1997 2004 rVB2 9548 15628 4_.57% 0.532%
79 14.231 2016 2022 2027 rBB 651 987 0.29% 0.034%
80 14.335 2028 2039 2044 rBB5 3175 6184 1.81% 0.211%
81 14.505 2065 2067 2068 rBV5 254 182 0.05% 0.006%
82 14.530 2068 2071 2076 rVB3 698 1027 0.30% 0.035%
83 14.603 2081 2083 2086 rBB3 129 139 0.04% 0.005%
84 15.084 2158 2162 2164 rVB 342 344 0.10% 0.012%
85 15.182 2175 2178 2185 rBV4 595 1158 0.34% 0.039%
86 15.408 2212 2215 2218 rBV 260 330 0.10% 0.011%
87 15.438 2218 2220 2223 rVB 148 148 0.04% 0.005%
88 15.505 2225 2231 2235 rBV3 1295 2328 0.68% 0.079%
89 15.542 2235 2237 2239 rVB 174 150 0.04% 0.005%
90 15.651 2253 2255 2258 rBV 117 146 0.04% 0.005%
91 15.816 2279 2282 2284 rBV 207 257 0.08% 0.009%
92 15.895 2293 2295 2298 rBV 102 147 0.04% 0.005%
93 16.103 2326 2329 2332 rBV 116 173 0.05% 0.006%
94 16.133 2332 2334 2340 rVB 148 212 0.06% 0.007%
95 16.188 2340 2343 2344 rBB 214 169 0.05% 0.006%
96 16.285 2358 2359 2363 rVB 159 194 0.06% 0.007%
97 16.389 2374 2376 2380 rVB 126 161 0.05% 0.005%
98 16.474 2386 2390 2397 rBB 138 303 0.09% 0.010%
99 16.651 2417 2419 2422 rBV 154 167 0.05% 0.006%
100 16.779 2437 2440 2441 rBV 140 167 0.05% 0.006%
Sum of corrected areas: 2934961
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample = J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_W\METHOD\SOM2WLM122618S .M
VOC Analysis

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW007985.D
150000
100000
50000
4.01
2,36 2.89
01 -9.0950209, 2. @526&2394\3 G3@AR37 3.51 3.703.85) ¥.12 440 468 4.91 5327 S5H5.69  5.93
I~ na IIIII IIIIIIIIIlIIIIlIIII|IIII|IIII|IIII IIIIIIIIIIIIIIIIIIII|IIII|I
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VW007985.D
10.32 1163
150000
8.27 8.84
100000
10.93
7.65
50000 10.04
7.08
0 .89 14 10.16
I~ T T T T | T T T T | T T T T | T | T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10 oo 10.50 11.00 11.50
Abundance TIC: VW007985.D
1356 13.86
150000
100000 12.69
50000
12.16
14.08
L7 12. 14.09 14.24 3388350 15 1818 155!&@35 65[5]&90 15AAA6 PO BEDA716. 6.
T | T T _l_[ T T T T T
Time--> 12.00 mm 14.50 mm mm mm mm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample = J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_W\METHOD\SOM2WLM122618S .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 3-Heptanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.16 2.71 ug/L 29779 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 90
2 3-Heptanone 114 C7H140 000106-35-4 86
3 3-Heptanone 114 C7H140 000106-35-4 86
4 3.5-Octanedione. 2.2.4.7-tetrame... 198 C12H2202 1000161-72-3 78
5 3-Heptanone 114 C7H140 000106-35-4 72
Abundance Scan 1682 (12.158 min): VW007985.D (-1676) (-) m/z 57.05 100.00%
g7
5000
85
41 72 e
| 51 | o1 114 11/80 12.00 12.20 12.40
o - P (A - S m/z 85.10 34.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7435: 3-Heptanone
57
29
5000 LN SRR SN B
11.80 12.00 12.20 12.40
72 85 m/z 41.10 22 .86%
114
0"'I""I"'!I""”LL"?%'”II'§§'II"'I"L'I"'??""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7428: 3-Heptanone
57
AVal h
29 PN SRR UL B
11.80 12.00 12.20 12.40
5000 m/z 72.10 20.36%
85
‘ £ ‘ 114
0 15 l [|] 51, 63 ‘ 78 91 99
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7436:3—Heptanone L B LB L N L N B
57 11.80 12.00 12.20 12.40
29 m/z 114.10 15.15%
5000
85
72
‘ 114
0'”I”'W'”'P'”I”'W'”'P'”I”'W"”I”'%n”'ﬁ'”l” LN U SN B
m/z--> 10 20 30 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample = J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_W\METHOD\SOM2WLM122618S .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 Hexanal, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.90 1.87 ug/L 21164 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 86
2 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 83
3 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 78
4 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 78
5 1,3-Cyclobutanediol, 2,2,4,4-tet... 144 C8H1602 003010-96-6 72
Abundance Scan 1804 (12.902 min): VW007985.D (-1797) (-) m/z 57.10 100.00%
57 72
5000 41
| | o 12:60 12.80 13.00 13.20
Obrrprrrrrrrrr e ettt st e e e | M7z 72.10 0 95 09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12457: Hexanal, 2-ethyl-
72
57
5000 43 RS BN SR
12.60 12.80 13.00 13.20
29 m/z 41.00 45_76%
ol 15 || (|l 50| 65 | .85 100 110 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12456: Hexanal, 2-ethyl-
57 72
12.60 12.80 13.00 13.20
5000 43 m/z 43.00 33.52%
29
0 | A, ), 65 ) 8 100 110 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12455: Hexanal, 2-ethyl-
57 12.60 12.80 13.00 13.20
e m/z 39.10 20.91%
41
5000 -
0 ‘\ ‘\ OH‘H 65\ min 82 95 109 128 [
m/z--> 10 20 30 4'0 50 60 70 8IO 90 100 110 120 130 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW122718\
Data File : VW007985.D

Aca On : 27 Dec 2018 22:12

Operator : SY/AP

Sample = J6540-10

Misc : 5.73G/10ML/MSVOA W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_W\METHOD\SOM2WLM122618S .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 6 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.65 3.68 ug/L 41704 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 64
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
Abundance Scan 1927 (13.652 min): VW007985.D (-1921) (-) m/z 57.05 100.00%
57
5000 41
83
| ‘ 51 | || 9% 5 13.40 13.60 13.80 14.00
0..,....,....,....;!...,.-..!,....,....,.!..,....',....,....,. m/z 41.10 40.59%
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance #13669: 1-Hexanol, 2- ethyl—
57
5000 41
0 13.40 13.60 13.80 14.00
20 083 m/z 55.10 32.76%
15 ] ||‘ 51, | 63 I|. 7 .|| B w
mz-> 10 2 30 40 % 6 70 80 90 16 1o 130
Abundance #13662: 2-Propyl-1-pentanol
57
13.40 13.60 13.80 14.00
5000 m/z 43.10 30.54%
41 70
29 83
ol 15 ], | J sufl, 63 || 77 ]| o1 ¥ 12
mz-> 10 20 90 40 % 60 70 8 80 166 110 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57 13.40 13.60 13.80 14.00
m/z 70.10 27.02%
5000
43
‘ 70
98
0..,...15...Mhh...ui...??.L:,??..wu.??,.h..,...l,....%%?..,. SN S SN -
m/z--> 10 20 40 50 60 70 80 90 100 110 120 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW122718\
Data File : VW007985.D

Acq On : 27 Dec 2018 22:12

Operator : SY/AP

Sample - J6540-10

Misc : 5.73G/10ML/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_W\METHOD\SOM2WLM122618S .M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Heptanone 12.16 2.7 ug/L 29779 2 11.63 274895 25.0
Hexanal, 2-ethyl- 12.90 1.9 ug/L 21164 3 13.56 283524 25.0
1-Hexanol, 2-ethyl- 13.65 3.7 ug/L 41704 3 13.56 283524 25.0
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