LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR121718\
Data File : VR026272.D

Aca On : 17 Dec 2018 20:19

Operator : SY/MD

Sample : J6418-13

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 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 R\METHODS\SOMRTR121718WMA_M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.013 51 55 63 rvB 21095 46249 2.51% 0.341%
2 2.147 69 77 89 rBv 111596 277087 15.07% 2.041%
3 2.622 146 155 164 rBvV 134146 343148 18.66% 2.527%
4 3.461 285 293 301 rBvVS 16768 47541 2.59% 0.350%
5 3.607 306 317 327 rBV 354381 1007516 54.78% 7.420%
6 3.693 330 331 339 rvB2 19754 33587 1.83% 0.247%
7 3.930 361 370 383 rBV 102629 336574 18.30% 2.479%
8 6.588 797 807 815 rBV2 82739 249364 13.56% 1.836%
9 7.203 898 908 920 rBV2 333361 868590 47.23% 6.397%
10 7.860 1006 1016 1031 rBV2 672929 1839062 100.00% 13.544%

11 8.462 1107 1115 1125 rBV 787327 1411244 76.74% 10.393%
12 8.900 1177 1187 1196 rBV 417774 820516 44.62% 6.043%
13 9.685 1308 1316 1322 rBV 138584 241659 13.14% 1.780%
14 9.971 1356 1363 1370 rBV 1086198 1684175 91.58% 12.403%
15 10.032 1370 1373 1379 rVB 34642 56146 3.05% 0.413%

16 10.238 1400 1407 1416 rBV 79727 140523 7.64% 1.035%
17 10.384 1423 1431 1437 rBV 15360 32935 1.79% 0.243%
18 10.591 1458 1465 1475 rBV 369062 575229 31.28% 4_.236%
19 11.291 1570 1580 1591 rBV 989989 1489584 81.00% 10.970%
20 12.301 1741 1746 1751 rBV3 26675 49544 2.69% 0.365%

21 12.362 1751 1756 1764 rVB 147563 225312 12.25% 1.659%
22 13.226 1891 1898 1906 rBV 665789 929766 50.56% 6.847%

23 13.335 1911 1916 1921 rBV2 29121 47348 2.57% 0.349%

24 13.518 1940 1946 1953 rVB 546744 789271 42.92% 5.813%

25 14.205 2055 2059 2066 rBVS8 20999 36290 1.97% 0.267%
Sum of corrected areas: 13578260
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR121718\
VR026272.D

17 Dec 2018 20:19

SY/MD

J6418-13

25mL/MSVOA R/WATER

11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR121718WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR121718\
Data File : VR026272.D

Aca On : 17 Dec 2018 20:19

Operator : SY/MD

Sample : J6418-13

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR121718WMA_M
TRACE VOA SOM01.0

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 Isopropyl Alcohol Concentration Rank 1

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

3.93 1.19 ug/L 336574 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 72
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
3 2.4-Pentanediol 104 C5H1202 000625-69-4 40
4 (2S.43)-(H)-Pentanediol 104 C5H1202 072345-23-4 40
5 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 40

Abundance Scan 370 (3.930 min): VR026272.D (-361) (-) m/z 45.10 100.00%
441
5000

3.60 3.80 4.00 4.20
76.0 106.0 133.8 163.4 207.0 232.9 258.4 299.9 m/z 43.10 27 .89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #294: |sopropy! Alcohol
45.0
5000

3.60 3.80 4.00 4.20
m/z 41.10 10.27%

1I€i'(1|| |l|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #297: |sopropy! Alcohol
45.0
3.60 3.80 4.00 4.20
5000 m/z 39.10 9.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4746: 2,4-Pentanediol
45.0 3.60 3.80 4.00 4.20
m/z 42.00 5.70%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 3.60 3.80 4.00 4.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR121718\
Data File : VR026272.D

Acq On : 17 Dec 2018 20:19

Operator : SY/MD

Sample - J6418-13

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR121718WMA_M
TRACE VOA SOMO01.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Isopropyl Alcohol 3.93 1.2 ug/L 336574 1 8.46 1411240 5.0
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