LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
Data File : VX005383.D

Acq On : 17 Oct 2018 10:24

Operator : JC/MD

Sample > VX1017wWBSO01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_X\METHOD\82X101218W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.196 4 7 15 rVB 66117 70070 3.20% 0.191%
2 1.325 25 28 36 rvB 82278 85824 3.91% 0.234%
3 1.404 38 41 50 rBV 85927 94957 4_.33% 0.259%
4 1.635 65 79 88 rBv 113760 152314 6.95% 0.416%
5 1.715 88 92 100 rVB 55360 72803 3.32% 0.199%
6 1.922 120 126 140 rVB 118828 181462 8.28% 0.495%
7 2.190 164 170 176 rBvV 99756 147448 6.73% 0.402%
8 2.294 183 187 194 rVB 46314 65973 3.01% 0.180%
9 2.373 194 200 207 rVv2 221893 428787 19.56% 1.170%
10 2.446 207 212 218 rVVv 157978 256820 11.71% 0.701%
11 2.507 218 222 227 rVW 50063 85272 3.89% 0.233%

12 2.568 227 232 243 rVB 95619 158577 7.23% 0.433%
13 2.727 250 258 262 rBV 134239 248724 11.34% 0.679%
14 2.775 262 266 273 rVvV 82428 145928 6.66% 0.398%
15 2.855 273 279 291 rVB 111417 216113 9.86% 0.590%

16 3.068 302 314 321 rBV 63018 150790 6.88% 0.412%
17 3.153 321 328 333 rvv2 294608 695120 31.71% 1.897%
18 3.202 333 336 349 rVB 155233 315340 14.38% 0.861%
19 3.696 408 417 429 rVB 81196 199410 9.10% 0.544%
20 3.824 429 438 443 rBvV 336595 835595 38.11% 2.281%

21 4.592 547 564 573 rBv4 140190 443580 20.23% 1.211%
22 4.702 573 582 589 rBvV 120545 329751 15.04% 0.900%
23 4.781 589 595 602 rBvV 74366 182871 8.34% 0.499%
24 4.873 602 610 623 rVB3 60348 239157 10.91% 0.653%
25 5.025 623 635 637 rBv2 71247 190805 8.70% 0.521%

26 5.153 648 656 663 rBv 147353 451805 20.61% 1.233%
27 5.501 700 713 720 rBv2 207768 647714 29.54% 1.768%
28 5.574 720 725 732 rVB2 82908 202573 9.24% 0.553%
29 5.659 732 739 746 rBV 222916 609811 27.81% 1.665%
30 5.787 754 760 776 rVB3 146764 462276 21.08% 1.262%

31 6.068 796 806 812 rBV 151821 389524 17.77% 1.063%
32 6.135 812 817 824 rvv2 131262 296427 13.52% 0.809%
33 6.458 860 870 885 rBvV 86441 222094 10.13% 0.606%
34 6.860 924 936 952 rBV 358465 871932 39.77% 2.380%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
Data File : VX005383.D

Acq On : 17 Oct 2018 10:24

Operator : JC/MD

Sample > VX1017wWBSO01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_X\METHOD\82X101218W.M
SW846 8260

35 7.214 984 994 1005 rBV 128078 284533 12.98% 0.777%

36 7.458 1024 1034 1039 rBV 166157 362033 16.51% 0.988%
37 7.519 1039 1044 1056 rvv 120637 254199 11.59% 0.694%
38 7.665 1059 1068 1076 rvVv 92626 175958 8.03% 0.480%
39 7.775 1076 1086 1097 rvv2 129912 303330 13.84% 0.828%
40 7.890 1097 1105 1119 rVB2 165869 380094 17.34% 1.037%

41 8.189 1146 1154 1162 rBV 31282 58238 2.66% 0.159%
42 8.311 1167 1174 1189 rVV 522463 844267 38.51% 2.304%
43 8.433 1189 1194 1202 rVV 141021 237738 10.84% 0.649%
44 8.646 1222 1229 1235 rBV 704372 1107828 50.53% 3.024%
45 8.713 1235 1240 1247 rVV 698193 1145994 52.27% 3.128%

46 8.787 1247 1252 1271 rVB 315771 531404 24.24% 1.450%
47 9.043 1288 1294 1306 rBV 148527 219702 10.02% 0.600%
48 9.183 1311 1317 1319 rVV 167353 228213 10.41% 0.623%
49 9.213 1319 1322 1335 rVB 188845 287743 13.12% 0.785%
50 9.335 1335 1342 1345 rBvV 266852 393355 17.94% 1.074%

51 9.372 1345 1348 1363 rVV 176879 259146 11.82% 0.707%
52 9.494 1363 1368 1377 rVV 623195 868871 39.63% 2.372%
53 9.585 1377 1383 1388 rVVv 117332 178813 8.16% 0.488%
54 9.640 1388 1392 1395 rVV 198161 267170 12.19%% 0.729%
55 9.671 1395 1397 1408 rVB 97397 132674 6.05% 0.362%

56 10.116 1463 1470 1482 rBV2 750709 1460607 66.62% 3.987%
57 10.219 1482 1487 1489 rVV 216548 292714 13.35% 0.799%
58 10.250 1489 1492 1504 rVvVv 388063 545657 24.89% 1.489%
59 10.359 1504 1510 1531 rVB 766304 1051302 47.95% 2.870%
60 10.707 1559 1567 1586 rBV2 544912 972712 44_.37% 2.655%

61 10.859 1586 1592 1595 rVvVv 110861 151689 6.92% 0.414%
62 10.896 1595 1598 1610 rVvVv 258082 318955 14.55% 0.871%
63 11.018 1612 1618 1623 rVV 457613 576077 26.28% 1.572%
64 11.073 1623 1627 1632 rVV 139120 180437 8.23% 0.493%
65 11.140 1632 1638 1651 rVV 644335 837664 38.21% 2.286%

66 11.262 1651 1658 1661 rVVv2 335011 623112 28.42% 1.701%
67 11.298 1661 1664 1670 rvv2 220750 444461 20.27% 1.213%
68 11.359 1670 1674 1679 rVvV 464653 562648 25.66% 1.536%
69 11.420 1679 1684 1693 rVV 374307 478844 21.84% 1.307%
70 11.506 1693 1698 1711 rVB2 778490 1046717 47.74% 2.857%

71 11.774 1735 1742 1745 rBV2 589314 854047 38.95% 2.331%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
Data File : VX005383.D

Acq On : 17 Oct 2018 10:24

Operator : JC/MD

Sample > VX1017wWBSO01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_X\METHOD\82X101218W.M

: SW846 8260

72 11.804 1745 1747 1761 rVB 464486 560292 25.56% 1.529%
73 11.945 1765 1770 1778 rVV 453162 561098 25.59% 1.532%
74 12.024 1778 1783 1786 rVvV 361312 446989 20.39%% 1.220%
75 12.079 1786 1792 1807 rVB4 1042686 2192444 100.00% 5.984%

76 12.390 1837 1843 1853 rBV 812993 981349 44.76% 2.679%
77 12.597 1871 1877 1883 rBV 252382 323382 14.75% 0.883%
78 12.999 1935 1943 1951 rBV2 106441 151211 6.90% 0.413%
79 13.158 1965 1969 1976 rVB 17375 23959 1.09% 0.065%
80 13.341 1991 1999 2009 rBV 446889 537058 24 .50% 1.466%

81 13.645 2043 2049 2056 rBV 361547 439209 20.03% 1.199%
82 13.780 2066 2071 2076 rBV 276520 360322 16.43% 0.984%

83 13.834 2076 2080 2088 rVB 437143 537697 24_.53% 1.468%
84 14.017 2104 2110 2116 rBV 352627 454327 20.72% 1.240%

Sum of corrected areas: 36635930
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
VX005383.D

17 Oct 2018 10:24

JC/MD

VX1017WBS01

5.0mL/MSVOA_X/WATER

7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
Data File : VX005383.D

Acq On : 17 Oct 2018 10:24

Operator : JC/MD

Sample : VX1017wWBSO1

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

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 Propanenitrile Concentration Rank 1

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

4.78 14.99 ug/I 182871 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanenitrile 55 C3H5N 000107-12-0 64
2 1,2-Butadiene 54 C4H6 000590-19-2 9
3 2-Butyne 54 C4H6 000503-17-3 9
4 Cyclopropane, l-propenyl- 82 C6H10 004663-21-2 9
5 Propargylamine 55 C3H5N 002450-71-7 5

Abundance Scan 595 (4.781 min): VX005383.D (-589) (-) m/z 54.10 100.00%
s
5000 !
5
40 440 460 4.80 5.00 5.20
36, 48|1 75
0'M““P“W“W“W““vmv“wmw”“%“v“w“!““PNP“W“W““PMP m/z 52.00 19.14%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #156: Propanenitrile
54
28
5000
440 460 4.80 5.00 5.20
5 m/z 55.05 15.81%
15 28| 30 ﬂ |
O T T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
54
440 460 4.80 5.00 5.20
5000 m/z 51.00 15.25%
27 39
51
0 2 15 24 36
LR L) LA L) LR Ky LR LA LR ALY KA LAY AL ALY KA ALAL) KAk BRI L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #139: 2-Butyne
54 440 460 4.80 5.00 5.20
m/z 53.00 11.81%
5000 27
39 50
0 :!' 15 24‘ 3 ! \‘ [,
ARARRRRS LR RARRE ARRRA LARRN NUARN LLASA RURSA RERRA SURRN RALAE ARLAS RAERA RN RARAL SRS RARRABARMA K A SARRENAREE RS SR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
Data File : VX005383.D

Acq On : 17 Oct 2018 10:24

Operator : JC/MD

Sample : VX1017wWBSO1

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.34 12.25 ug/Il 537058 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 1999 (13.341 min): VX005383.D (-1991) (-) m/z 119.05 100.00%
119
5000 134
91 LN SN SN I
39 51 65 77 103 148 207 13.00 13.20 13.40 13.60
Ob el e el e 298207 Tm/z 134.10 42 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134 RN BRI UL I

13.IOO 13.20 13.40 13.60
m/z 91.10  16.42%

91
15 27 39 51 65 7\7 | 105 0

o) AT R Y S0 PSS WSS 1 S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
PR
13.00 13.20 13.40 13.60
5000 134 m/z 120.10 10.23%
91
15 27 39 51 65 77 103
L B L B E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- o Raan s e  NAmas !
119 13.00 13.20 13.40 13.60
m/z 117.10 8.54%
5000 134
27 39 51 65 77 91 4o
o ...,.‘...‘,‘..“a‘.,‘.“...“‘,..‘..,‘.‘..‘a‘,...“.,....,....,....,.... P e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101718\
Data File : VX005383.D

Acq On : 17 Oct 2018 10:24

Operator : JC/MD

Sample > VX1017wWBSO01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanenitrile 4.78 15.0 ug/I1 182871 1 5.66 609811 50.0
Benzene, 1,2,3,4-... 13.34 12.3 ug/I1 537058 4 12.08 2192440 50.0
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