LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR040419\
Data File : VR026443.D

Aca On > 4 Apr 2019 13:09

Operator : SY/MD

Sample : K2248-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 5 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

Signal

peak R.T.

# min

1 1.989
2 2.141
3 2.622
4 3.601
5 3.936
6 5.244
7 6.588
8 6.692
9 7.197
10 7.854
11 8.462
12 8.894
13 9.679
14 9.971
15 10.032
16 10.232
17 10.384
18 10.591
19 11.285
20 11.394
21 11.498
22 12.015
23 12.301
24 12.362
25 13.219
26 13.335
27 13.511
28 13.706
29 13.767
30 14.004

SOMRTRO40319WMA _M

= Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA_M
- TRACE VOA SOMO1.0

first

TIC

max 1
scan

Sum

rBv4
rBvo
rBv3
rvB
rBv

rvB10
rBv
rBv
rvB3
rvB6

peak
heiaht
505157
161229
119789
277922
14409

12456
88313
14435
329114
668747

673733
409720
152547
1051051
70426

82966
19049
490775
896525
33438

19874
18116
34494
147307
581099

11258

545211
17072
16125
26397

corr.
area
1999884
432418
326379
940002
23932

40582
265839
40357
886884
1805749

1255315
796788
242287

1615884
119001

133863
35205
795420
1352430
54028

36089
33724
61875
221495
842372

21985
776927
29807
30203
45598

of corrected areas:

Fri Apr 05 14:40:38 2019

corr.
% max.
100.00%
21.62%
16.32%
47 .00%

1.20%

2.03%
13.29%
2.02%
44 _35%
90.29%

62.77%
39.84%
12.12%
80.80%

5.95%

6.69%
1.76%
39.77%
67.63%
2.70%

1.80%
1.69%
3.09%
11.08%
42_.12%

1.10%
38.85%
1.49%
1.51%
2.28%

15262322

% of
total
13.103%
2.833%
2.138%
6.159%
0.157%

0.266%
1.742%
0.264%
5.811%
11.831%

8.225%
5.221%
1.587%
10.587%
0.780%

0.877%
0.231%
5.212%
8.861%
0.354%

0.236%
0.221%
0.405%
1.451%
5.519%

0.144%
5.090%
0.195%
0.198%
0.299%



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR040419\
Data File : VR026443.D

Aca On > 4 Apr 2019 13:09

Operator : SY/MD

Sample : K2248-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA _M

TRACE VOA SOM01.0

TIC Library :
TIC Integration

C:\DATABASENNIST11.L

Parameters:

LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VR026443.D

1.99

6.59
5.24

0
Time-->

1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60

Abundance

1000000

800000

600000

400000

200000

TIC: VR026443.D

9|97

11.28

7.85 8.46

10.59

8.89
7.20

El-i;?.so

0

Time-->

T T T T T T
9.00 9.50 10.00 10.50 11.00 11.50

Abundance

1000000

800000

600000

400000

200000

TIC: VR026443.D

13.22 1351

12.36

12.01 1%}% L333 13377 14.00

Time-->

I I T T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR040419\
Data File : VR026443.D

Aca On > 4 Apr 2019 13:09

Operator : SY/MD

Sample : K2248-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA _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.

1.99 7.97 ug/L 1999880 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 7
4 l1sobutane 58 C4H10 000075-28-5 5
5 Borane, trimethyl- 56 C3H9B 000593-90-8 4

Abundance Scan 51 (1.989 min): VR026443.D (-40) (-) m/z 43.05 100.00%

43.0

~

5000
180 200 220 240
et oo, A0.r 1674 2l L7 2810 Tm/z 41.10 53.42%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #235: Isobutane
43.0
5000 LI N B O L L LB
1.80 200 220 2.40
m/z 42.10 32.13%
15.0|
|
e e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #237: Isobutane
43.0
N B e e e L
1.80 200 220 2.40
5000 m/z 39.05 25.35%

15.0
\

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-

Abundance #238: Isobutane S B o o
43.0 1.80 2.00 220 240
m/z 37.95 4._81%
5000
150) ||
.P”.P”.P”.P”.P”.P”w.”w”.w”.w””,””,””..”P”..”.P. RN e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 180 200 220 2.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR040419\
Data File : VR026443.D

Acq On : 4 Apr 2019 13:09

Operator : SY/MD

Sample - K2248-02

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA _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... 1.99 8.0 ug/L 1999880 1 8.46 1255320 5.0
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