LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042220\
Data File : VV015634.D

Aca On : 22 Apr 2020 20:22

Operator : SY/MD

Sample : L2366-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 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\SOMVTR042220WMA .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 1.113 3 7 24 rVB 144804 135793 27.26% 3.247%
2 1.219 36 40 46 rVB 17767 14792 2.97% 0.354%
3 1.312 61 69 80 rvB3 79326 89105 17.88% 2.131%
4 1.431 89 106 108 rBV3 15926 38779 7.78% 0.927%
5 1.573 144 150 163 rVB 53054 64167 12.88% 1.535%
6 2.116 310 319 334 rVB 97479 146699 29.44% 3.508%
7 3.942 872 887 931 rBV2 60655 235539 47.28% 5.633%
8 4.376 1006 1022 1052 rvB 74885 188611 37.86% 4.511%
9 5.071 1222 1238 1267 rBv2 178732 438827 88.08% 10.494%
10 5.640 1402 1415 1437 rBV 161433 322346 64.70% 7.709%
11 6.093 1543 1556 1579 rBV 104457 214802 43.11% 5.137%
12 7.010 1829 1841 1864 rBV 46879 86574 17.38% 2.070%
13 7.338 1931 1943 1961 rBV 214943 372539 74.77% 8.909%
14 7.643 2028 2038 2054 rBV 28014 49748 9.99% 1.190%

15 8.113 2173 2184 2219 rBV 258625 498219 100.00% 11.915%
16 8.875 2408 2421 2445 rBV 251114 406458 81.58% 9.720%
17 10.238 2833 2845 2864 rBV 76461 119446 23.97% 2.856%

18 11.270 3155 3166 3189 rBV 265762 405570 81.40% 9.699%
19 11.646 3272 3283 3302 rBvV 226498 353551 70.96% 8.455%

Sum of corrected areas: 4181565
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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 V\DATA\VV042220\
VV015634.D

22 Apr 2020 20:22

SY/MD

L2366-12

25_0mL/MSVOA V/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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\VV042220\
Data File : VV015634.D

Aca On : 22 Apr 2020 20:22

Operator : SY/MD

Sample : L2366-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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.

1.11 2.11 ug/L 135793 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 56
3 Ethvlene oxide 44 C2H40 000075-21-8 9
4 Propane 44 C3H8 000074-98-6 9
5 Propene 42 C3H6 000115-07-1 9

Abundance Scan 6 (1.110 min): VV015634.D (-3) (-) m/z 44.00 100.00%
ag h
5000
3|7| 1| 46 120 130 140 150
N — R A I m/z 43.05 98.46%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #78: Propane
29
5000
" 1.20 1.30 1.40 1.50
39 m/z 39.00 83.33%
0 131\5 20 2‘ 37\ ‘ . ‘ |
AR I L UL UL UL L I I IR LI IS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance
29
HRUAN S R L LR
1.20 1.30 1.40 1.50
5000 m/z 41.00 57.40%
44
39
1 1315 20 28 37
S R L R RS RARRS RARAR ARRAN AN AR RARR RARRS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #75: Ethylene oxide
29 1.20 1.30 1.40 1.50
a4 m/z 38.00 25.28%
15
5000 ]\\
o 8 s 2 4l 46
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 120 1.30 140 150
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042220\
Data File : VV015634.D

Aca On : 22 Apr 2020 20:22

Operator : SY/MD

Sample : L2366-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 Sulfur dioxide Concentration Rank 3

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

1.43 0.60 ug/L 38779 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7

Abundance Scan 106 (1.431 min): VV015634.D (-89) (-) m/z 63.95 100.00%
64
48
5000
120 140 160 180
..U . L m/z 48.00 61.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #357: Sulfur dioxide
64
5000 48 TTrTrTrrp T
1.20 1.40 160 1.80
m/z 65.95 4 .66%
16 32
O'V'“l“'wl“'w'“l”'w'l'w'“l“'w'“'w'“l“'w'“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
120 140 160 180
5000 m/z 44.00 3.45%
32
R R A AR RARES RS RARAN RS LR SRS AL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #37601: L-Alanine, 3-sulfo- A e B,
48 64 1.20 1.40 1.60 1.80
m/z 49.90 2.36%
5000
42
0 1,5 |, 70 8 91 124
m/z--> fo ﬁo 35 45 55 éo fo 85 do 160 110 150 130 1.20 1"ho 1.%0 1"50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV042220\
Data File : VV015634.D

Acq On 22 Apr 2020 20:22

Operator : SY/MD

Sample - L2366-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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]
(DEL) Alkane: Str... 1.11 2.1 ug/L 135793 1 5.64 322346 5.0
Sulfur dioxide 1.43 0.6 ug/L 38779 1 5.64 322346 5.0
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