LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021819\
Data File : VU029522.D

Aca On : 18 Feb 2019 11:37

Operator : JC/SP

Sample : K1489-01RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 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 U\METHOD\SOMUTR021219WMA .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 1.183 22 29 44 rBV 531085 499344 10.39% 3.953%
2 1.299 58 65 75 rBv 181482 196914 4_.10% 1.559%
3 1.399 89 96 114 rBV 986355 1121315 23.33% 8.878%
4 1.678 178 183 197 rvVB 83803 102948 2.14% 0.815%
5 2.096 305 313 328 rVB 42389 65889 1.37% 0.522%

2.273 358 368 380 rBV 200246 306816 6.38% 2.429%
2.450 415 423 440 rVB 44948 82872 1.72% 0.656%
2.984 580 589 608 rvB3 43281 111453 2.32% 0.882%
4.222 951 974 1008 rBV 1928409 4806683 100.00% 38.055%
10 4.646 1089 1106 1132 rBV 113005 270002 5.62% 2.138%

©oo~NO®

11 5.337 1298 1321 1356 rBV2 235934 659831 13.73% 5.224%
12 5.884 1477 1491 1512 rBV 239555 465530 9.69% 3.686%
13 6.328 1615 1629 1647 rBv2 150175 305638 6.36% 2.420%
14 7.228 1893 1909 1932 rBV 88417 163684 3.41% 1.296%
15 7.562 2000 2013 2031 rBV 348598 604983 12.59% 4_.790%

16 7.849 2089 2102 2120 rBV 53972 95724 1.99% 0.758%
17 8.312 2234 2246 2280 rBV 429107 760680 15.83% 6.022%
18 9.086 2474 2487 2513 rBV 352484 589232 12.26% 4 _.665%
19 10.430 2892 2905 2921 rBV 130955 213726 4._.45% 1.692%
20 11.482 3219 3232 3261 rBV 373951 618090 12.86% 4._.893%

21 11.858 3337 3349 3373 rBV 357536 589571 12.27% 4.668%

Sum of corrected areas: 12630925
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021819\
VU029522.D

18 Feb 2019 11:37

JC/SP

K1489-01RE

25.0mL/MSVOA U/WATER

6 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU029522.D
422
1500000
1.40
1000000
1.18
500000
1.3 2.27 5.34 5.88 6.33
| 1.68 4.65 ;
2.10 2.45 2.98
e e T T e R . A e ~ L s A% -
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU029522.D
1500000
1000000
500000 8.31
7.56 9.09 11.48 11.86
10.43
7.23 /L 7.85 /\
o | Y A,. e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU029522.D
1500000
1000000
500000
‘7T 7T T T T T T T T T T T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021819\
Data File : VU029522.D

Aca On : 18 Feb 2019 11:37

Operator : JC/SP

Sample - K1489-01RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

1.18 5.36 ug/L 499344 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3HS8 000074-98-6 90
2 Propane 44 C3HS8 000074-98-6 83
3 Propane 44 C3HS8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 28 (1.180 min): VU029522.D (-22) (-) m/z 44.05 100.00%
39
5000
3 51 65 1.20 1.30 1.40 1.50 1.60
0 m/z 43.10 96.98%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #78: Propane
29
5000
" 1.20 1.30 1.40 1.50 1.60
39 m/z 39.00 80.15%
o 12 20 % 3‘\M
BRI LA At AR LA A RAA Rt ) A st Rl aand
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
29
1.20 1.30 1.40 1.50 1.60
5000 m/z 41.10 64.07%
44
39
o 1 1215 0 28 36
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #80: Propane
29 1.20 1.30 1.40 1.50 1.60
m/z 42.10 27 .39%
5000
39 44
15 2
0 2 12| 19 |
LRRRRARS LARAN LARES SRR RARR) RAARE UARAA RLASE RERRSRLERS RAAR RRRRS RARSE NRAL RARSI REARY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021819\
Data File : VU029522.D

Aca On : 18 Feb 2019 11:37

Operator : JC/SP

Sample - K1489-01RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

1.30 2.11 ug/L 196914 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 53
2 Isobutane 58 C4H10 000075-28-5 53
3 Isobutane 58 C4H10 000075-28-5 35
4 Isobutane 58 C4H10 000075-28-5 9
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 65 (1.299 min): VU029522.D (-58) (-) m/z 43.10 100.00%
5000
o4 o ik Tk ik
0 bt e e m/z 41.00 48 _.65%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #237: Isobutane
43
5000
27 120 140  1.60
15 m/z 42.10 31.64%
2 | ‘ 57
0 II""'I"l"i;""l""I""I""I""IIIII [rrrrprrrTrTTTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
L L R
120 140  1.60
5000 m/z 39.00 22 .89%
27
15 57
G L UL S S WL L L WIS B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 A
Abundance #236: Isobutane U L
43 120 140  1.60
m/z 63.95 7.59%
5000
27
P
m/z--> 0 20 40 60 80 100 120 140 160 180 200 120 140 160 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021819\
Data File : VU029522.D

Aca On : 18 Feb 2019 11:37

Operator : JC/SP

Sample - K1489-01RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .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 3 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 5

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

2.10 0.71 ug/L 65889 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 91
2 Fluorodichloromethane 102 CHCI2F 000075-43-4 12
3 Cvclopropane. 1.2-dimethvl-3-met... 82 C6H10 004866-55-1 9
4 Acetic acid. chlorodifluoro-. et... 158 C4H5CIF202 000383-62-0 9
5 Fluorodichloromethane 102 CHCI2F 000075-43-4 9

Abundance Scan 314 (2.100 min): VU029522.D (-305) (-) m/z 67.00 100.00%
o 117
5000 85
51 ‘ 98 133 152 1.80 2.00 2.20 2.40
Ol el 20 L0 20T Tnyz 116.95  79.18%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67
117
5000 SRS SRR RSN R
21 85 1.80 2.00 2.20 2.40
o m/z 84.95 46 .77%
0 19 ‘\‘\ \m\ I \\‘ 98 133 152
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
67
RSN LS UL B L
1.80 2.00 2.20 2.40
5000 m/z 69.00 31.91%
o 35 47 g3 102
O L o s e e o e e Ty
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #1271: Cyclopropane, 1,2-dimethyl-3-methylene-, cis- Pr P
67 1.80 2.00 2.20 2.40
m/z 118.95 23.71%
5000 41
27 53
‘M \‘ \H\ A \82
G L S S U B B WL L S B B L IR UL UL AR
m/z--> 200 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021819\
Data File : VU029522.D

Aca On : 18 Feb 2019 11:37

Operator : JC/SP

Sample - K1489-01RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .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 4 Isopropyl Alcohol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
245 0.8 ug/L 82872  1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1sopropvl Alcohol 60 caHgo 000067-63-0 78

2 Isopropvl Alcohol 60 C3HB80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 43
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
Abundance Scan 423 (2.450 min): VU029522.D (-415) (-) m/z 45.05 100.00%
45
5000 A
R R LEe s RRREEa
59 220 2.40 2.60 2.80
o....,....,....,..?ﬁ’,".|...,....',...6.53...??....,....,....,....1,??..,. m/z 43.00 20.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #296: Isopropy! Alcohol
45
5000 T T
2.20 2.40 260 2.80
m/z 41.00 7.51%
0 M\ 8, 59 69
'”'P'“I”'W'”'P'“I”'W'”'P'”I”'W'”'P'”I”'W'”'P
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
45
220 240 260 280
5000 m/z 39.00 6.29%
19 27 38 59
G R LS IR R IS IS RS IS RS LRSS LS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #294: Isopropyl Alcohol R REEEEEL L
45 2.20 240 2.60 2.80
m/z 41.95 5.27%
5000
0”'%'”'P'ﬁw”'WN”'P'E?””I”'W'”'P'”I”'W'”'P'”I' LN UL UL LU L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 240 260 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021819\
Data File : VU029522.D

Acq On : 18 Feb 2019 11:37

Operator : JC/SP

Sample - K1489-01RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .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]
(DEL) Alkane: Str... 1.18 5.4 ug/L 499344 1 5.88 465530 5.0
(DEL) Alkane: Str... 1.30 2.1 ug/L 196914 1 5.88 465530 5.0
Ethane, 1,2-dichl... 2.10 0.7 ug/L 65889 1 5.88 465530 5.0
Isopropyl Alcohol 2.45 0.9 ug/L 82872 1 5.88 465530 5.0
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