LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036615.D

Aca On : 30 Jan 2020 13:37

Operator : JC/MD

Sample : L1301-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 9 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\SOMULMO12920WMA .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 1.478 36 43 59 rBv 57604 105649 10.41% 1.204%
2 1.613 79 85 99 rvB 137508 145529 14.33% 1.659%
3 1.932 176 184 201 rVB 114589 147522 14.53% 1.682%
4 2.594 378 390 404 rBV 205690 336089 33.10% 3.831%
5 2.726 427 431 433 rVB2 369 254 0.03% 0.003%
6 2.797 443 453 466 rVvVv 3212 6044 0.60% 0.069%
7 2.941 496 498 500 rBV 167 80 0.01% 0.001%
8 3.025 521 524 527 rVB 230 135 0.01% 0.002%
9 3.086 540 543 545 rBV2 356 175 0.02% 0.002%
10 3.160 563 566 569 rVB 267 158 0.02% 0.002%
11 3.227 576 587 598 rBV2 1859 3797 0.37% 0.043%
12 3.469 659 662 663 rBV 206 112 0.01% 0.001%
13 3.488 666 668 671 rBV 152 96 0.01% 0.001%
14 3.575 693 695 698 rVB 162 82 0.01% 0.001%
15 3.597 698 702 703 rBV 144 96 0.01% 0.001%
16 3.626 708 711 714 rVvv2 190 135 0.01% 0.002%
17 3.713 734 738 742 rVB2 163 141 0.01% 0.002%
18 3.796 763 764 768 rVB2 212 80 0.01% 0.001%
19 3.829 768 774 779 rBV 127 175 0.02% 0.002%
20 3.851 779 781 785 rVvV 127 113 0.01% 0.001%
21 3.899 794 796 798 rVB 171 72 0.01% 0.001%
22 4.211 890 893 896 rVB 160 82 0.01% 0.001%
23 4.227 896 898 900 rVB 136 74 0.01% 0.001%
24 4.256 905 907 908 rBV 138 77 0.01% 0.001%
25 4.382 943 946 949 rBV2 150 98 0.01% 0.001%
26 4.414 953 956 958 rVB 170 78 0.01% 0.001%
27 4.481 974 977 980 rBV 219 117 0.01% 0.001%
28 4.677 1023 1038 1064 rBvV 98802 234277 23.08% 2.671%
29 4.857 1084 1094 1104 rBVvV4 1391 2846 0.28% 0.032%
30 5.031 1145 1148 1150 rBV 172 101 0.01% 0.001%
31 5.108 1155 1172 1190 rBv2 171645 372002 36.64% 4.241%
32 5.327 1234 1240 1242 rBV3 428 419 0.04% 0.005%
33 5.369 1251 1253 1257 rVB 146 71 0.01% 0.001%
34 5.404 1261 1264 1265 rBV 274 136 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036615.D

Aca On : 30 Jan 2020 13:37

Operator : JC/MD

Sample : L1301-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 9 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\SOMULMO12920WMA .M
Title : VOC Analysis

35 5.597 1321 1324 1327 rVB 165 74 0.01% 0.001%
36 5.616 1327 1330 1334 rBV 107 74 0.01% 0.001%
37 5.645 1334 1339 1343 rVB 100 96 0.01% 0.001%
38 5.671 1343 1347 1350 rBvY 133 117 0.01% 0.001%
39 5.767 1354 1377 1387 rBV2 390365 1015228 100.00% 11.573%
40 6.044 1460 1463 1464 rBvV 220 103 0.01% 0.001%
41 6.115 1483 1485 1488 rBV2 162 113 0.01% 0.001%
42 6.147 1492 1495 1496 rBV 286 168 0.02% 0.002%
43 6.195 1507 1510 1511 rBV 341 203 0.02% 0.002%
44 6.230 1517 1521 1524 rBV2 177 114 0.01% 0.001%
45 6.288 1524 1539 1559 rBV 354493 654131 64.43% 7.457%
46 6.517 1607 1610 1615 rVvB2 251 171 0.02% 0.002%
47 6.558 1619 1623 1631 rVV5 723 861 0.08% 0.010%
48 6.729 1661 1676 1694 rBVY 227495 440775 43.42% 5.025%
49 7.070 1776 1782 1784 rBV2 197 161 0.02% 0.002%
50 7.214 1816 1827 1837 rBV2 1968 3063 0.30% 0.035%
51 7.324 1858 1861 1867 rVB2 168 189 0.02% 0.002%
52 7.372 1874 1876 1879 rVB 165 70 0.01% 0.001%
53 7.394 1881 1883 1888 rVB 179 74 0.01% 0.001%
54 7.549 1929 1931 1933 rBV2 138 75 0.01% 0.001%
55 7.600 1933 1947 1961 rBV 132953 232686 22.92% 2.652%
56 7.796 2005 2008 2009 rBvV 174 80 0.01% 0.001%
57 7.835 2018 2020 2027 rvVB2 273 162 0.02% 0.002%
58 7.928 2034 2049 2062 rBY 501896 863442 85.05% 9.843%
59 7.999 2064 2071 2085 rVB 44979 74217 7.31% 0.846%
60 8.211 2125 2137 2159 rBvV 91819 155114 15.28% 1.768%
61 8.353 2178 2181 2184 rBV2 210 161 0.02% 0.002%
62 8.494 2219 2225 2237 rVB3 707 1245 0.12% 0.014%
63 8.668 2265 2279 2323 rVV 296852 563988 55.55% 6.429%
64 8.812 2323 2324 2326 rVV 292 98 0.01% 0.001%
65 8.996 2377 2381 2384 rBV 151 118 0.01% 0.001%
66 9.025 2388 2390 2394 rVvv 115 88 0.01% 0.001%
67 9.063 2399 2402 2403 rBvV 163 81 0.01% 0.001%
68 9.160 2430 2432 2436 rVB2 161 92 0.01% 0.001%
69 9.269 2464 2466 2470 rVB 283 153 0.02% 0.002%
70 9.365 2493 2496 2500 rVB 192 107 0.01% 0.001%

71 9.446 2507 2521 2555 rBV 471485 789399 77.76% 8.999%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036615.D

Aca On : 30 Jan 2020 13:37

Operator : JC/MD

Sample : L1301-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 9 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\SOMULMO12920WMA .M
Title : VOC Analysis
72 9.597 2555 2568 2579 rVvB 5991 8416 0.83% 0.096%
73 9.642 2579 2582 2586 rBV 205 145 0.01% 0.002%
74 9.719 2594 2606 2623 rBV2 18245 29400 2.90% 0.335%
75 9.931 2667 2672 2675 rBB2 181 192 0.02% 0.002%
76 9.963 2680 2682 2688 rVB 163 106 0.01% 0.001%
77 10.025 2696 2701 2708 rBvY 122 144 0.01% 0.002%
78 10.057 2709 2711 2714 rBvV 197 104 0.01% 0.001%
79 10.127 2723 2733 2749 rVB5 10060 18158 1.79% 0.207%
80 10.417 2819 2823 2827 rBVY 105 105 0.01% 0.001%
81 10.507 2846 2851 2856 rBV2 274 321 0.03% 0.004%
82 10.578 2871 2873 2876 rBVY 165 73 0.01% 0.001%
83 10.780 2923 2936 2954 rBV 329369 532951 52.50% 6.075%
84 11.021 3004 3011 3016 rBvV 738 999 0.10% 0.011%
85 11.111 3031 3039 3046 rBvV2 1758 2337 0.23% 0.027%
86 11.491 3148 3157 3167 rVB3 4060 5963 0.59% 0.068%
87 11.558 3173 3178 3184 rVB2 603 744 0.07% 0.008%
88 11.751 3230 3238 3248 rVB2 4316 7186 0.71% 0.082%
89 11.835 3251 3264 3282 rVV 466586 756392 74.50% 8.622%
90 11.915 3282 3289 3299 rBV2 1706 2142 0.21% 0.024%
91 11.973 3305 3307 3308 rBV2 158 70 0.01% 0.001%
92 12.114 3341 3351 3362 rVB 23225 35517 3.50% 0.405%
93 12.214 3369 3382 3401 rVB 473572 768756 75.72% 8.763%
94 12.333 3407 3419 3432 rVB 45910 73307 7.22% 0.836%
95 12.777 3555 3557 3560 rBV 176 74 0.01% 0.001%
96 13.050 3634 3642 3651 rBV3 2015 3268 0.32% 0.037%
97 13.606 3812 3815 3816 rBVY 246 160 0.02% 0.002%
98 13.645 3820 3827 3836 rBV2 2733 4289 0.42% 0.049%
99 14.105 3958 3970 3985 rBV 230691 360609 35.52% 4.111%
100 14.224 4002 4007 4019 rVB2 4495 6491 0.64% 0.074%

Sum of corrected areas: 8772422
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036615.D

Aca On : 30 Jan 2020 13:37

Operator : JC/MD

Sample : L1301-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .M
VOC Analysis

Quant Method
Quant Title

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036615.D

Aca On : 30 Jan 2020 13:37

Operator : JC/MD

Sample : L1301-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .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 Sulfur dioxide Concentration Rank 3

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

1.48 8.08 ug/L 105649 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Sulfur dioxide 64 02S 007446-09-5 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 44 (1.481 min): VU036615.D (-36) (-) m/z 63.95 100.00%
64
5000 48 ]\\~—-A-“~_-.______ﬁ
o | 1015 Th0170 160 1k
r—r—rrr1trrr e e e m/z 47.95 42 .18%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #357: Sulfur dioxide
64
5000 48 UAARAR ISRRAR AN AN IR R
1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.90 4.78%
16 32
\ |
L L S S S SIS B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 49.90 2.00%
17
32 76 96
G L L S U S S B S B SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37600: L-Alanine, 3-sulfo-
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 39.90 1.27%
5000 48
28
16
Ol b b e 93 106118130 143 169
m/z--> 20 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036615.D

Aca On : 30 Jan 2020 13:37

Operator : JC/MD

Sample : L1301-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .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.
12.33 4.85 ug/L 73307 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 95
3 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
4 Benzene. 1-propvnvl- 116 C9OH8 000673-32-5 91
5 3-Methylphenylacetylene 116 C9HS8 000766-82-5 91
Abundance Scan 3418 (12.330 min): VU036615.D (-3407) (-) m/z 115.10 100.00%
11b
5000
o s 0 | 15,00 12.20 1240 1260
O o O B B L o T m/z 116.10 98.44Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8406: Indene
116
5000 \ RN SR SUULRE
12.00 12.20 12.40 12.60
- m/z 63.00 12.12%
o2 3 057 % 7 | 110 ||
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
116
12.00 12.20 12,40 12.60 |
5000 m/z 89.00 11.65%
63
o 27 39 45 51 57 74 80 0 98104110
miz-> 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #8412: Benzene, 1-propynyl- e e
115 12.00 12.20 12.40 12.60
m/z 117.10 8.77%
5000
. 27 39 51568 74 8 98 100 it
m/z--> 2'0 3'0 4'0 5'0 6|O 7'0 8IO 9'0 1(')0 110 12'0 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU013020\
Data File : VU036615.D

Acq On : 30 Jan 2020 13:37

Operator : JC/MD

Sample - L1301-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .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]
Sulfur dioxide 1.48 8.1 ug/L 105649 1 6.29 654131 50.0
Indene 12.33 4.8 ug/L 73307 3 11.83 756392 50.0
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