LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006822.D

Aca On : 02 Aug 2018 21:43

Operator : SY/MD

Sample : J4314-02

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTRO80218WMA .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 1.028 30 43 66 rBvy 2320143 2875869 100.00% 29.380%
2 1.318 125 133 143 rVB 125598 136393 4.74% 1.393%
3 1.427 162 167 174 rBV 34983 36582 1.27% 0.374%
4 1.581 209 215 227 rVB 112877 127531 4_.43% 1.303%
5 2.131 376 386 397 rBV 208220 291316 10.13% 2.976%

2.321 437 445 459 rVB 75570 123535 4._30% 1.262%
3.958 936 954 965 rBV 146230 368682 12.82% 3.767%
88389 219470 7.63% 2.242%
4.408 1075 1094 1121 rBV 142359 349613 12.16% 3.572%
5.099 1292 1309 1329 rBV2 336226 788838 27.43% 8.059%

=
QOO ~NO®

N

(@]

N

N

(o]

)]

©

©

\l

N

=

o

o

o

=

<

os]

11 5.671 1473 1487 1509 rBV 266316 535789 18.63% 5.474%
12 6.125 1612 1628 1645 rBV 191669 387594 13.48% 3.960%
13 7.035 1899 1911 1927 rBV 84148 151181 5.26% 1.544%
14 7.199 1949 1962 1974 rBV2 47837 90945 3.16% 0.929%
15 7.366 1998 2014 2028 rBV 328516 568132 19.76% 5.804%

16 7.437 2028 2036 2048 rVB 21567 38488 1.34% 0.393%
17 7.668 2098 2108 2127 rBV 53925 95890 3.33% 0.980%
18 8.144 2242 2256 2281 rBV 432156 810709 28.19% 8.282%
19 8.903 2479 2492 2517 rBV 359403 595737 20.72% 6.086%
20 9.186 2568 2580 2592 rVB 17859 32219 1.12% 0.329%

21 10.266 2905 2916 2929 rBV 151991 242521 8.43% 2.478%
22 11.301 3227 3238 3260 rBV 291883 477765 16.61% 4_.881%
23 11.678 3343 3355 3371 rVB 272166 443617 15.43% 4_.532%

Sum of corrected areas: 9788416
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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 V\DATA\VV080218\
VVvV006822.D

02 Aug 2018 21:43

SY/MD

J4314-02

25 mL/MSVOA V/WATER

25 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80218WMA .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 V\DATA\VV080218\
Data File : VV006822.D

Aca On : 02 Aug 2018 21:43

Operator : SY/MD

Sample : J4314-02

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .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 2 Isopropyl Alcohol Concentration Rank 4

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

2.32 1.15 ug/L 123535 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 72
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 40

Abundance Scan 445 (2.321 min): VV006822.D (-437) (-) m/z 44.90 100.00%
45 ﬂ
5000
200 220 240 2.60
59
o o 91 108 129 191207 250 | “nzz 42.90  19.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #297: Isopropy! Alcohol
45
5000 USSR SRR R
2.00 220 2.40 2.60
m/z 40.90 7.46%
S
A AR N IS SRS RS LRSS LRSS SRS SRS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #296: Isopropy! Alcohol
45
200 220 240 260
5000 m/z 39.00 5.60%
F‘M\H 29
0"“l“'w““'w"w'“'w'“l'“'w'“l“""” [T
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #295: Isopropyl Alcohol e A RAREE
45 2.00 220 2.40 2.60
m/z 43.90 4.91%
5000
27
0'}ﬁvb“vL'?ﬁ”'P'”I”'W'“'P'”I”"'”"'”I”'W'”' USSR SR SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080218\
Data File : VV006822.D

Aca On : 02 Aug 2018 21:43

Operator : SY/MD

Sample : J4314-02

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .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 5 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5

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

7.20 0.85 ug/L 90945 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 78
2 4-Piperidinone. l-methvl- 113 C6H11NO 001445-73-4 50
3 Pvrrolidine. l-acetvl- 113 C6H11NO 004030-18-6 50
4 4-Piperidinone. l-methvl- 113 C6H11NO 001445-73-4 50
5 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 45

Abundance Scan 1962 (7.199 min): VV006822.D (-1949) (-) m/z 42.85 100.00%
a3
70 113
5000 55
95
6.80 7.00 7.20 7.40 7.60
o....,....|-,|:.'.-'!~|,.'-."..E,"1...|~.,..-.-.,1.2.6..,....,....,....,.295.‘. m/z 113.00  62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000 ISR S U UL
55 70 113 6.80 7.00 7.20 7.40 7.60
m/z 70.00 56.47%
15 27 95 ‘
0"'Llih'u"'w"“'??“'|"'w""l“"l"“l""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6944 4-Piperidinone, 1-methyl-
43
us 6.80 7.00 7.20 7.40 7.60
5000 70 m/z 55.00 42 _.51%
27
0 ) il 5‘\\5 ‘ 82 98 1
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6933: Pyrrolidine, 1-acetyl-
43 6.80 7.00 7.20 7.40 7.60
m/z 94.90 26.41%
5000 70
15 113
28
L5 S
o} M P Y L e —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV080218\
Data File : VV006822.D

Acq On : 02 Aug 2018 21:43

Operator : SY/MD

Sample - J4314-02

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O80218WMA .M
TRACE VOA SOMO01.0

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]
Isopropyl Alcohol 2.32 1.1 ug/L 123535 1 5.67 535789 5.0
Furan, tetrahydro... 7.20 0.8 ug/L 90945 1 5.67 535789 5.0
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