LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On - 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 27 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 U\METHOD\SOMULM100518WMA .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 1.398 65 70 81 rBv 80557 80993 11.85% 1.434%
2 1.681 152 158 180 rVB 69881 94154 13.78% 1.666%
3 2.273 332 342 354 rBV 128467 195533 28.62% 3.461%
4 2.447 389 396 409 rVB 5136 8665 1.27% 0.153%
5 2.832 512 516 525 rVB3 558 921 0.13% 0.016%
6 2.884 528 532 539 rVB2 185 177 0.03% 0.003%
7 2.929 544 546 550 rBV2 235 144 0.02% 0.003%
8 3.096 595 598 601 rBV 103 81 0.01% 0.001%
9 3.183 622 625 626 rBV 150 83 0.01% 0.001%
10 3.430 698 702 706 rBV 138 122 0.02% 0.002%
11 3.479 714 717 722 rVB 183 134 0.02% 0.002%
12 3.537 731 735 737 rBV 210 111 0.02% 0.002%
13 3.623 758 762 764 rBV 125 103 0.02% 0.002%
14 3.697 783 785 790 rVB2 178 135 0.02% 0.002%
15 3.839 825 829 832 rBV 92 77 0.01% 0.001%
16 3.881 838 842 844 rBV2 198 135 0.02% 0.002%
17 4.180 919 935 965 rBV 78351 211005 30.88% 3.735%
18 4.508 1033 1037 1041 rvVvB3 191 162 0.02% 0.003%
19 4.649 1062 1081 1102 rBvV 113023 266012 38.93% 4_.708%
20 4.807 1127 1130 1131 rBvV 239 127 0.02% 0.002%
21 4.984 1182 1185 1186 rBvV 188 79 0.01% 0.001%
22 5.045 1202 1204 1207 rVB2 142 103 0.02% 0.002%
23 5.070 1208 1212 1217 rBV 124 126 0.02% 0.002%
24 5.106 1217 1223 1227 rBvV2 196 269 0.04% 0.005%
25 5.176 1241 1245 1246 rBV 154 101 0.01% 0.002%
26 5.247 1264 1267 1270 rBV 201 193 0.03% 0.003%
27 5.344 1274 1297 1336 rVvv2 221384 683236 100.00% 12.093%
28 5.610 1378 1380 1384 rVB2 165 103 0.02% 0.002%
29 5.633 1384 1387 1391 rBvV2 173 124 0.02% 0.002%
30 5.694 1404 1406 1408 rBV 117 84 0.01% 0.001%
31 5.778 1427 1432 1436 rBvV2 186 158 0.02% 0.003%
32 5.800 1437 1439 1443 rBV 246 151 0.02% 0.003%
33 5.890 1453 1467 1494 rBV 220644 440329 64.45% 7.793%
34 6.102 1530 1533 1537 rVB 245 170 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On - 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 27 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_U\METHOD\SOMULM100518WMA _M
Title : VOC Analysis
35 6.125 1537 1540 1542 rBvV 171 98 0.01% 0.002%
36 6.202 1561 1564 1566 rBV 200 172 0.03% 0.003%
37 6.334 1588 1605 1625 rBV 162066 328787 48.12% 5.819%
38 6.514 1658 1661 1664 rVB 153 80 0.01% 0.001%
39 6.556 1672 1674 1679 rVB2 143 98 0.01% 0.002%
40 6.588 1680 1684 1688 rBV2 218 248 0.04% 0.004%
41 6.636 1698 1699 1703 rVB2 164 86 0.01% 0.002%
42 6.691 1714 1716 1719 rVB 174 78 0.01% 0.001%
43 6.713 1720 1723 1726 rVB 216 106 0.02% 0.002%
44 6.729 1726 1728 1730 rBV 227 115 0.02% 0.002%
45 6.742 1730 1732 1736 rVB2 136 87 0.01% 0.002%
46 6.852 1763 1766 1767 rBV 235 136 0.02% 0.002%
47 6.935 1788 1792 1794 rBvV 156 111 0.02% 0.002%
48 6.961 1798 1800 1804 rVvVv 103 80 0.01% 0.001%
49 6.990 1804 1809 1812 rVB 185 174 0.03% 0.003%
50 7.045 1824 1826 1829 rVB2 161 77 0.01% 0.001%
51 7.099 1839 1843 1847 rVB2 146 115 0.02% 0.002%
52 7.231 1872 1884 1914 rBV 81869 150217 21.99% 2.659%
53 7.366 1924 1926 1929 rBV 112 81 0.01% 0.001%

54 7.569 1974 1989 2002 rBV 268071 473085 69.24% 8.373%
55 7.852 2066 2077 2096 rBV 59944 102575 15.01% 1.815%

56 7.999 2120 2123 2125 rVB2 279 156 0.02% 0.003%
57 8.086 2145 2150 2154 rVB2 198 192 0.03% 0.003%
58 8.186 2168 2181 2187 rBV3 3478 7300 1.07% 0.129%
59 8.311 2210 2220 2252 rVB 253390 448484 65.64% 7.938%
60 8.594 2305 2308 2310 rBV 170 106 0.02% 0.002%
61 8.890 2398 2400 2404 rvB2 150 94 0.01% 0.002%
62 8.996 2431 2433 2435 rVB2 143 76 0.01% 0.001%
63 9.089 2450 2462 2486 rVVv 318719 532059 77.87% 9.417%
64 9.253 2503 2513 2527 rBV 21852 35416 5.18% 0.627%
65 9.382 2544 2553 2567 rBV2 7078 11044 1.62% 0.195%
66 9.443 2567 2572 2576 rBV2 501 679 0.10% 0.012%
67 9.491 2584 2587 2592 rBV 121 105 0.02% 0.002%
68 9.530 2597 2599 2604 rBvV 208 95 0.01% 0.002%
69 9.594 2617 2619 2622 rVB 225 122 0.02% 0.002%
70 9.700 2647 2652 2655 rBvV2 184 155 0.02% 0.003%
71 9.736 2661 2663 2668 rVB2 161 93 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On - 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 27 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 U\METHOD\SOMULM100518WMA .M
Title : VOC Analysis
72 9.781 2668 2677 2690 rVB 10843 17086 2.50% 0.302%
73 9.900 2711 2714 2717 rVB 193 101 0.01% 0.002%
74 10.077 2765 2769 2777 rBV2 407 379 0.06% 0.007%
75 10.134 2781 2787 2791 rBV 628 704 0.10% 0.012%
76 10.167 2794 2797 2810 rVB3 1515 1847 0.27% 0.033%
77 10.302 2836 2839 2840 rBV 352 173 0.03% 0.003%
78 10.433 2867 2880 2898 rBV 224856 357182 52.28% 6.322%
79 10.614 2920 2936 2949 rBV5 5008 10381 1.52% 0.184%
80 10.668 2949 2953 2956 rBV3 529 500 0.07% 0.009%
81 10.710 2961 2966 2977 rVB3 2674 3592 0.53% 0.064%
82 10.765 2981 2983 2984 rBV 235 77 0.01% 0.001%
83 10.974 3039 3048 3059 rBV3 6301 9538 1.40% 0.169%
84 11.051 3069 3072 3073 rBV2 457 298 0.04% 0.005%
85 11.150 3095 3103 3116 rVvv2 8181 11419 1.67% 0.202%
86 11.212 3116 3122 3128 rVB5 1431 1852 0.27% 0.033%
87 11.279 3140 3143 3151 rVB2 701 664 0.10% 0.012%
88 11.485 3192 3207 3224 rBV 305687 470778 68.90% 8.332%
89 11.575 3228 3235 3248 rVB4 6437 12872 1.88% 0.228%
90 11.765 3279 3294 3304 rBV2 20942 38258 5.60% 0.677%
91 11.861 3314 3324 3346 rVB 287974 453909 66.44% 8.034%
92 11.983 3352 3362 3369 rBV 22540 36145 5.29% 0.640%
93 12.121 3398 3405 3414 rVB5 3687 5302 0.78% 0.094%
94 12.289 3451 3457 3465 rBV3 5360 6723 0.98% 0.119%
95 12.356 3473 3478 3481 rBV5 1852 2296 0.34% 0.041%
96 12.478 3509 3516 3525 rBV5 10059 15804 2.31% 0.280%
97 12.697 3574 3584 3590 rBV5 32365 70110 10.26% 1.241%
98 13.189 3730 3737 3748 rVB5 7297 11314 1.66% 0.200%
99 13.292 3762 3769 3780 rVB5 14329 23144 3.39% 0.410%
100 13.739 3900 3908 3914 rBV6 5655 10637 1.56% 0.188%
Sum of corrected areas: 5649967
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On : 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA _M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU027512.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On : 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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 2 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 4_.06 ug/L 38258 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 81
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 68
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
Abundance Scan 3293 (11.761 min): VU027512.D (-3279) (-) m/z 117.10 100.00%
147
5000
91 A U BN UM B
39 m15 65 4 97 11.40 11.60 11.80 12.00
S PO O PRGSO AU m/z 118.10 57.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane
117
5000
11.40 11.60 11.80 12.00
3 . ss o1 m/z 115.00 38.87%
...,1.$..,..2.7,...=,....;....,ff’.,..?-?,.%4.',|....,1.‘-’.3.1.1,9.|!.,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane

5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8970: Benzene, 1-ethenyl-4-methyl-

5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

11.40 11.60 11.80 12.00

m/z 91.00 18.13%

11.40 11.60 11.80 12.00

m/z 116.00 14 _.88%

11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On : 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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 Indene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.84 ug/L 36145 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 93
2 Indene 116 C9H8 000095-13-6 93
3 Indene 116 C9H8 000095-13-6 91
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 91
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 91
Abundance Scan 3361 (11.980 min): VU027512.D (-3352) (-) m/z 116.00 100.00%
16
5000 \
B o T 11760 1130 1200 1220
e et e B el e m/Zz 115.00 99.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8407: Indene
116
5000

11.60 11.80 12.00 12.20
m/z 63.00 14.70%

39 63 89
2|7 || 5I(I) 53 .||| 7.4 . 98 110.|
B TR o o o o o o L B ILEEE s
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8406: Indene
116
11.60 11.80 12.00 12.20
5000 m/z 89.00 14 .30%
63 89
27 3 50 57 T 74 | 110,
B TR o o o o o B LA I o e o e e B e o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 f
Abundance #8408: Indene R AR R S
116 11.60 11.80 12.00 12.20

m/z 57.80 11.24%

5000

63 89
271 39 455157 ' 7489 9 98104110,
S SURON IO i T VRN, 8-\ PP RS- 11 1 ] N SN N 0 .

m/z--> 20 30 40 50 60 70 80 90 100 110 120 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027512.D

Aca On : 08 Oct 2018 20:20

Operator : MD/SY

Sample : J5298-12

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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 Benzofuran, 7-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.70 7.45 ug/L 70110 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 96
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 93
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 90
4 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 87
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87
Abundance Scan 3585 (12.700 min): VU027512.D (-3574) (- m/z 131.00 100.00%
131
5000
o1 o 104
39 63 119 150 12.40 12.60 12.80 13.00
3 m/z 132.05 81.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14530: Benzofuran, 7-methyl-
132
5000 SR VN SR BRI
51 12.40 12.60 12.80 13.00
7 0
5 39 63 103 m/z 51.00 29.43%
89 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14527: Benzofuran, 2-methyl-
131
12.40 12.60 12.80 13.00
5000 m/z 77.00 27 .96%
51 77 103
15 27 39 | 63 | 89 | 113 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14532: Benzofuran, 2-methyl-
131 12.40 12.60 12.80 13.00
m/z 104.00 22.12%
5000
51 77 103
15 27 39 | 63 . 89 | 115 | /\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12140 1260 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100818\
Data File : VU027512.D

Acq On : 08 Oct 2018 20:20

Operator : MD/SY

Sample - J5298-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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]
Indane 11.76 4.1 ug/L 38258 3 11.48 470778 50.0
Indene 11.98 3.8 ug/L 36145 3 11.48 470778 50.0
Benzofuran, 7-met... 12.70 7.5 ug/L 70110 3 11.48 470778 50.0
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