LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027508.D

Aca On : 08 Oct 2018 18:48

Operator : MD/SY

Sample = J5298-08

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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 66 70 79 rvB 81643 76067 11.14% 1.380%
2 1.681 152 158 178 rVB 69266 89538 13.11% 1.624%
3 2.273 332 342 356 rBV 129468 194856 28.53% 3.535%
4 2.389 376 378 382 rVB 352 152 0.02% 0.003%
5 2.447 389 396 408 rBV2 2780 4797 0.70% 0.087%
6 2.839 510 518 537 rBV3 819 1816 0.27% 0.033%
7 2.910 537 540 545 rVvv2 203 200 0.03% 0.004%
8 2.942 547 550 555 rVB2 192 171 0.03% 0.003%
9 3.228 636 639 643 rBV2 157 95 0.01% 0.002%
10 3.286 655 657 658 rBV2 132 55 0.01% 0.001%
11 3.450 706 708 711 rVB2 136 70 0.01% 0.001%
12 3.504 722 725 729 rBV 78 58 0.01% 0.001%
13 3.572 742 746 749 rBV 146 119 0.02% 0.002%
14 3.685 778 781 788 rVB 185 144 0.02% 0.003%
15 3.720 790 792 795 rVB 195 68 0.01% 0.001%
16 3.775 807 809 811 rBV 137 63 0.01% 0.001%
17 3.935 851 859 863 rBV 102 127 0.02% 0.002%
18 4.032 886 889 894 rBV2 164 173 0.03% 0.003%
19 4.099 907 910 912 rBV 177 103 0.02% 0.002%
20 4.180 921 935 971 rBV 78059 213021 31.19% 3.864%
21 4.524 1040 1042 1044 rVB 224 64 0.01% 0.001%
22 4_.575 1056 1058 1061 rBV 156 68 0.01% 0.001%
23 4.652 1064 1082 1101 rBvV 112536 266213 38.98% 4.829%
24 4.993 1183 1188 1191 rBvV 255 221 0.03% 0.004%
25 5.061 1206 1209 1214 rVB 140 117 0.02% 0.002%
26 5.086 1214 1217 1220 rVB 76 53 0.01% 0.001%
27 5.119 1220 1227 1229 rBvV 103 109 0.02% 0.002%
28 5.218 1255 1258 1259 rBV 134 67 0.01% 0.001%
29 5.344 1272 1297 1331 rBv2 225386 682939 100.00% 12.389%
30 5.591 1370 1374 1377 rVB 180 160 0.02% 0.003%
31 5.633 1385 1387 1389 rBV 129 73 0.01% 0.001%
32 5.755 1420 1425 1428 rBV 262 196 0.03% 0.004%
33 5.794 1435 1437 1439 rBV 92 49 0.01% 0.001%
34 5.810 1439 1442 1445 rVvV 95 64 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027508.D

Aca On : 08 Oct 2018 18:48

Operator : MD/SY

Sample = J5298-08

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .M
VOC Analysis

35 5.890 1453 1467 1502 rBV 232434 464315 67.99% 8.423%

36 6.154 1544 1549 1551 rBV 80 62 0.01% 0.001%
37 6.167 1551 1553 1555 rBvV 119 48 0.01% 0.001%
38 6.247 1574 1578 1579 rBvV 149 54 0.01% 0.001%
39 6.334 1590 1605 1636 rBV 161276 328761 48.14% 5.964%
40 6.463 1643 1645 1649 rVB2 361 221 0.03% 0.004%
41 6.488 1649 1653 1655 rBvV 66 54 0.01% 0.001%
42 6.498 1655 1656 1660 rVB 113 79 0.01% 0.001%
43 6.572 1677 1679 1685 rVB 206 140 0.02% 0.003%
44 6.610 1685 1691 1694 rBV 125 144 0.02% 0.003%
45 6.694 1713 1717 1723 rBV2 428 550 0.08% 0.010%
46 6.861 1766 1769 1773 rBvV2 467 398 0.06% 0.007%
47 6.929 1789 1790 1792 rVB2 136 48 0.01% 0.001%
48 7.096 1839 1842 1844 rBV 187 111 0.02% 0.002%
49 7.138 1852 1855 1859 rBvV 93 72 0.01% 0.001%
50 7.231 1871 1884 1912 rBV 85875 154612 22.64% 2.805%
51 7.408 1936 1939 1946 rVB 212 228 0.03% 0.004%
52 7.485 1960 1963 1966 rBV 259 176 0.03% 0.003%
53 7.569 1973 1989 2002 rBV 271359 479144 70.16% 8.692%
54 7.720 2034 2036 2040 rVB 318 175 0.03% 0.003%
55 7.745 2042 2044 2045 rBvV 241 86 0.01% 0.002%
56 7.852 2066 2077 2097 rBvV 59657 104512 15.30% 1.896%
57 8.048 2136 2138 2140 rBV2 150 86 0.01% 0.002%
58 8.106 2155 2156 2158 rBV 93 52 0.01% 0.001%
59 8.180 2168 2179 2180 rBv4 3864 4365 0.64% 0.079%
60 8.311 2211 2220 2260 rVB 250014 442339 64.77% 8.025%
61 8.671 2330 2332 2335 rVB 169 72 0.01% 0.001%
62 8.688 2335 2337 2340 rVB2 175 98 0.01% 0.002%
63 8.710 2340 2344 2347 rBV2 240 220 0.03% 0.004%
64 8.858 2387 2390 2395 rVB 200 144 0.02% 0.003%
65 8.884 2395 2398 2401 rBV 202 146 0.02% 0.003%
66 8.903 2401 2404 2405 rBvV 127 62 0.01% 0.001%
67 9.089 2450 2462 2495 rBvV 338870 557158 81.58% 10.108%
68 9.228 2502 2505 2507 rBV2 183 119 0.02% 0.002%
69 9.257 2507 2514 2523 rBV3 694 1126 0.16% 0.020%
70 9.324 2532 2535 2538 rBvV 127 94 0.01% 0.002%
71 9.382 2546 2553 2563 rBv4 2013 3267 0.48% 0.059%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027508.D

Aca On : 08 Oct 2018 18:48

Operator : MD/SY

Sample = J5298-08

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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 9.446 2570 2573 2575 rBvV 260 135 0.02% 0.002%
73 9.501 2586 2590 2594 rVB 220 173 0.03% 0.003%
74 9.594 2614 2619 2620 rBvV2 298 291 0.04% 0.005%
75 9.726 2657 2660 2662 rBV 266 195 0.03% 0.004%
76 9.778 2672 2676 2684 rVB4 589 733 0.11% 0.013%
77 9.845 2694 2697 2699 rBvV2 176 102 0.01% 0.002%
78 9.893 2709 2712 2713 rBvV2 130 58 0.01% 0.001%
79 9.925 2718 2722 2726 rBvV2 255 293 0.04% 0.005%
80 10.167 2792 2797 2807 rVB3 1111 1657 0.24% 0.030%
81 10.208 2807 2810 2814 rBV 152 106 0.02% 0.002%
82 10.266 2825 2828 2830 rVB 186 89 0.01% 0.002%
83 10.289 2830 2835 2839 rBV2 319 335 0.05% 0.006%
84 10.318 2840 2844 2846 rBV2 393 297 0.04% 0.005%
85 10.433 2868 2880 2902 rVB 219984 350146 51.27% 6.352%
86 10.970 3040 3047 3055 rBV3 1082 1649 0.24% 0.030%
87 11.150 3097 3103 3112 rVB2 4916 6918 1.01% 0.126%
88 11.221 3121 3125 3128 rBV 361 326 0.05% 0.006%
89 11.485 3194 3207 3225 rBV 314054 490379 71.80% 8.896%
90 11.626 3248 3251 3252 rBV 472 298 0.04% 0.005%
91 11.768 3284 3295 3305 rBV 24208 38190 5.59% 0.693%
92 11.861 3313 3324 3344 rVB 280455 447017 65.45% 8.109%
93 11.983 3355 3362 3369 rBV2 4741 6800 1.00% 0.123%
94 12.700 3573 3585 3589 rBV5 17763 33643 4_.93% 0.610%
95 12.964 3663 3667 3676 rVB4 4515 5700 0.83% 0.103%
96 13.125 3713 3717 3719 rBV3 1910 1761 0.26% 0.032%
97 13.292 3761 3769 3783 rBVS 8937 15138 2.22% 0.275%
98 13.459 3815 3821 3824 rBV3 2335 2971 0.44% 0.054%
99 13.736 3899 3907 3912 rBV6 3595 6122 0.90% 0.111%
100 13.903 3952 3959 3969 rvB2 15892 25344 3.71% 0.460%
Sum of corrected areas: 5512290
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
VU027508.D

08 Oct 2018 18:48

MD/SY

J5298-08

5.0mL/MSVOA U/WATER

23 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027508.D

Aca On : 08 Oct 2018 18:48

Operator : MD/SY

Sample = J5298-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.89 ug/L 38190 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 95
3 Indane 118 C9H10 000496-11-7 76
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Deltacyclene 118 C9H10 007785-10-6 64
Abundance Scan 3296 (11.771 min): VU027508.D (-3284) (-) m/z 117.10 100.00%
117
5000
91 LIRS FURRAN IR R IS
39 5 ?F 65 77 103 11.40 11.60 11.80 12.00
B R B L e ma s o T m/z 118.10 54 _.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117
5000 L B B BULRIL I B
11.40 11.60 11.80 12.00
m/z 115.00 42 .54%
39 5 63 9a
15 27 . s 77 103110 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane

11.40 11.60 11.80 12.00

5000

m/z 91.00

14 .91%

miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8948; Indane SRR | N Y o P
11.40 11.60 11.80 12.00
m/z 116.00 14 .22%
5000
SN SN N S S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : VU027508.D

Aca On : 08 Oct 2018 18:48

Operator : MD/SY

Sample = J5298-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzofuran, 7-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.43 ug/L 33643 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 95
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
3 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 87
4 5-Methvlbenzimidazole 132 C8H8N2 000614-97-1 87
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
Abundance Scan 3585 (12.700 min): VU027508.D (-3573) (- m/z 131.00 100.00%
131
5000 /}\\_
51 77 104 AN
39 63 119 1240 12.60 12.80 13.00
87 150
m/z 132.00 87.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14530: Benzofuran, 7-methyl-
132
5000 ™ ---- T T T T
51 1240 1260 12.80 13.00
7 0
7 39 63 103 m/z 51.00 28.23%
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
20 '1'2 o 2o et
5000 m/z 77.00 28.20%
77 103
mz-> 10 20 30 40 s'o & 7o 8 % 100 110 150 10 14 150
Abundance #14536: 3-Phenyl-2-propyn-1-ol
131 12.40 12.60 12.80 13.00
m/z 104.00 21.52%
103
5000
77
51 115
29 3\9 \‘ (\3\3 11 89 1 ‘ |
m/z--> 10 20 30 40 50 60 70 80 do 100 110 120 150 140 150 12140 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027508.D

Aca On : 08 Oct 2018 18:48

Operator : MD/SY

Sample = J5298-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 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 1H-Indazole, 3,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.58 ug/L 25344 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 3.6-dimethvl- 146 C9H10N2 007746-28-3 86
2 1H-Benzimidazole. 2-ethvl- 146 C9H10N2 001848-84-6 72
3 1H-Benzimidazole. 2-ethvl- 146 C9H10N2 001848-84-6 64
4 Benzonitrile. 4-(dimethvlamino)- 146 C9H10N2 001197-19-9 59
5 7-Azaindole-3-carboxaldehyde 146 C8H6N20 004649-09-6 59
Abundance Scan 3958 (13.900 min): VU027508.D (-3952) (-) m/z 145.05 100.00%
145
5000
115 131 UL UL UL
39 51 63 77 91 103 13.60 13.80 14.00 14.20

.,....,....-,.-...-,'...-.,.'.-..,:..'.,....,I....,.-...,..LI.,....,|....,..'.,... m/z 146_.05  73.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #22212: 1H-Indazole, 3,6-dimethyl-
146
51
5000 13.60 13.80 14.00 14.20
131 0
77 o 104 115 m/z 115.00 23.57%
e | [
.,....,....,....,....,.'.'..,...!,....',l....,:'.l..,.:!'!,....,:...,.: e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22214: 1H-Benzimidazole, 2-ethyl-
145
13.60 13.80 14.00 14.20
5000 m/z 131.00 22.40%
131
28 39 g5 63 77 118
92
.,...l‘,...‘l‘i‘....i‘l...,:H‘..7,0...‘:,....H...,l.(:)‘.l.,...l‘,....,a...,.‘:.‘.,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22211: 1H-Benzimidazole, 2-ethyl-
145 13.60 13.80 14.00 14.20
m/z 117.00 9.26%
5000
131
28 39 5p 63 77 93 104 1}8
! 1 I Il L m ! L L
B R L L e R S RARENEAREEEESas Ean s R e S R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100818\
Data File : VU027508.D

Acq On : 08 Oct 2018 18:48

Operator : MD/SY

Sample - J5298-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 23 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 11.77 3.9 ug/L 38190 3 11.48 490379 50.0
Benzofuran, 7-met... 12.70 3.4 ug/L 33643 3 11.48 490379 50.0
1H-Indazole, 3,6-... 13.90 2.6 ug/L 25344 3 11.48 490379 50.0
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