LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092618\
Data File : VX004729.D

Aca On : 26 Sep 2018 16:32

Operator : JC/MD

Sample : J4870-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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\82X092618W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.404 37 41 52 rvB 327987 334824 5.45% 0.452%
2 1.641 76 80 89 rvB 332311 433464 7.06% 0.585%
3 1.721 89 93 103 rVvB 113395 165759 2.70% 0.224%
4 2.446 206 212 219 rBV 282433 477653 7.78% 0.645%
5 2.855 272 279 290 rBV 225226 416203 6.78% 0.562%
6 3.202 322 336 356 rvVv 999257 2579629 42.02% 3.481%
7 3.696 407 417 430 rvVB 278437 652587 10.63% 0.881%
8 4.708 570 583 607 rBV 370028 1092065 17.79% 1.474%
9 5.214 651 666 681 rBV 255598 766121 12.48% 1.034%
10 5.501 700 713 728 rBV2 288783 817400 13.31% 1.103%

11 5.665 728 740 752 rBV2 262241 742392 12.09% 1.002%
12 6.067 795 806 811 rBv2 210668 567801 9.25% 0.766%
13 6.147 811 819 842 rVB 907166 2440353 39.75% 3.293%
14 6.860 924 936 959 rBV 370377 926475 15.09% 1.250%
15 7.214 984 994 1006 rBV 617627 1276493 20.79% 1.723%

16 7.518 1034 1044 1059 rBvV 708661 1438984 23.44% 1.942%
17 7.665 1060 1068 1089 rVB 697601 1326796 21.61% 1.791%
18 8.037 1121 1129 1147 rBV 62249 112497 1.83% 0.152%
19 8.439 1184 1195 1210 rBV 1051466 1660211 27.04% 2.240%
20 8.652 1222 1230 1235 rBV 1237570 2028408 33.04% 2.737%

21 8.713 1235 1240 1247 rVV 906356 1580829 25.75% 2.133%
22 8.787 1247 1252 1278 rVB 1020597 1745310 28.43% 2.355%
23 9.335 1335 1342 1359 rBvV 821375 1246690 20.31% 1.682%
24 9.500 1363 1369 1378 rVvV 1020113 1453801 23.68% 1.962%
25 9.585 1378 1383 1391 rVV 510624 743324 12.11% 1.003%

26 9.671 1391 1397 1406 rVB 565056 815844 13.29% 1.101%
27 10.116 1464 1470 1472 rBV 772939 1170257 19.06% 1.579%
28 10.140 1472 1474 1482 rVV 848970 1049614 17.10% 1.416%
29 10.225 1482 1488 1491 rVV 1807936 2672552 43.53% 3.607%
30 10.250 1491 1492 1504 rVvVv 416019 478814 7.80% 0.646%

31 10.359 1504 1510 1534 rVB 930705 1330853 21.68% 1.796%
32 10.713 1560 1568 1586 rBV2 3378592 6139414 100.00% 8.285%
33 10.859 1586 1592 1604 rVB 668261 882249 14.37% 1.191%
34 11.140 1632 1638 1653 rBV 794459 1049735 17.10% 1.417%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092618\

Data File : VX004729.D

Aca On - 26 Sep 2018 16:32

Operator : JC/MD

Sample - J4870-01

Misc - 5_.0mL/MSVOA X/WATER Sl R
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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\82X092618W_.M
SW846 8260

35 11.268 1653 1659 1661 rBV 1797199 2240185 36.49% 3.023%

36 11.298 1661 1664 1671 rVB 1875218 2368881 38.58% 3.197%
37 11.506 1693 1698 1712 rVB 1540460 1896814 30.90% 2.560%
38 11.810 1739 1748 1762 rVB 2472761 3109779 50.65% 4.197%
39 12.024 1778 1783 1788 rBV 2433305 3176730 51.74% 4._.287%
40 12.097 1788 1795 1805 rVB2 2091129 3757496 61.20% 5.071%

41 12.390 1835 1843 1852 rBV 1203610 1624244 26.46% 2.192%
42 12.999 1936 1943 1953 rVB 497250 636167 10.36% 0.859%
43 13.645 2042 2049 2063 rBV 2867261 3473214 56.57% 4.687%
44 13.786 2066 2072 2076 rVV 3268313 4161653 67.79% 5.616%
45 13.834 2076 2080 2092 rVB 4202076 5040644 82.10% 6.802%

Sum of corrected areas: 74101208
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092618\

Data File : VX004729.D

Aca On - 26 Sep 2018 16:32

Operator : JC/MD

Sample - J4870-01

Misc - 5_.0mL/MSVOA X/WATER Sl
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : SW846 8260

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

Abundance TIC: VX004729.D
4000000

3000000

2000000

1000000 3.20

140 1.64 2.45 285 3.70 521 5.50567

6.15

0‘ IIIIIIIIIIIIIIIIIIIIIIIIIIIII III III—IIII IIIIII
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX004729.D

4000000
10.71
3000000
2000000
8.65
1000000
721 7.527.66 67
6.86

OI I T T IK I T I I - T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VX004729.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092618\

Data File : VX004729.D

Aca On - 26 Sep 2018 16:32

Operator : JC/MD

Sample - J4870-01

Misc - 5_.0mL/MSVOA X/WATER Sl
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 unknown8.04 Concentration Rank 1

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

8.04 6.07 ug/l 112497 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. anhvdride 158 C8H1403 000106-31-0 36
2 Butanoic acid. 2-propenvl ester 128 C7H1202 002051-78-7 33
3 Butanovl chloride 106 C4H7CIO 000141-75-3 33
4 Methoxvacetic acid. 2-tetrahvdro... 174 C8H1404 1000282-41-3 33
5 Butyric acid, ester with m-hydro... 189 C11H11NO2 029052-09-3 28

Abundance Scan 1130 (8.043 min): VX004729.D (-1121) (-) m/z 71.00 100.00%
!
5000 41
49 7.80 8.00 820 8.40
61
o.w.”.“.“,HA,mmenww”.Hlﬁi.fﬁ.”,#ﬁ,”.w.”w.” m/z 41.10 42.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #30003: Butanoic acid, anhydride
!
5000 43
7.80 8.00 820 8.40
27 m/z 39.10 27 .54%
36 60 89 115
G R AR R AR RARAS AR AL RS RARRS RSN RARAS NARRS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12269: Butanoic acid, 2-propeny! ester
!
43 ©7.80 8.00 8.20 840
5000 m/z 75.00 19.51%
27
o e[| S| mas 10 15 1m
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5000: Butanoy! chloride B
7 7.80 8.00 820 8.40
m/z 45.10 14 .45%
43
5000
27 78
0 15 \‘m 35‘\“ 5 Gﬁ | | 9\1 106
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092618\

Data File : VX004729.D

Acq On : 26 Sep 2018 16:32

Operator : JC/MD

Sample - J4870-01

Misc - 5.0mL/MSVOA_X/WATER B O e
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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]

unknown8 .04 8.04 6.1 ug/Il 112497 2 6.86 926475 50.0
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