LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111220\
Data File : VU041214.D

Aca On : 12 Nov 2020 13:28

Operator : SY/MD

Sample : VU1112wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.1

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method . Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SFAMUSIM111220.M
Title : TRACE VOA SOM01.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.606 96 101 110 rBV 4175 6268 61.42% 7 .534%
2 1.922 142 146 152 rBV2 91 177 1.73% 0.213%
3 2.577 233 239 250 rvv 1151 2226 21.81% 2.676%
4 2.697 252 256 263 rVB 80 168 1.65% 0.202%
5 3.045 296 297 301 rBvV 469 3249 31.84% 3.905%
6 5.058 400 404 412 rVB 220 875 8.57% 1.052%
7 5.680 433 437 449 rBB2 2011 7588 74.36% 9.121%
8 6.225 461 466 477 rBVY 2091 8086 79.24% 9.719%
9 6.639 484 488 493 rBY 2400 9217 90.32% 11.079%
10 7.845 546 551 564 rBvY 2962 9287 91.00% 11.163%
11 8.124 565 569 578 rVvB 181 608 5.96% 0.731%
12 8.866 614 617 625 rVB 69 226 2.21% 0.272%
13 9.346 644 648 666 rBvY 3044 10205 100.00% 12.267%
14 10.045 687 688 690 rBvY 50 389 3.81% 0.468%
15 10.679 721 725 732 rBV 1874 6072 59.50% 7.299%
16 11.742 782 787 796 rVB 2633 8905 87.26% 10.704%
17 12.119 804 809 818 rBB 2942 9648 94.54% 11.597%
Sum of corrected areas: 83194
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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\VU111220\
vu041214.D

12 Nov 2020 13:28

SY/MD

VU1112WBLO1

25.0mL/MSVOA U/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMUSIM111220.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 U\DATA\VU111220\
Data File : VvU041214.D

Aca On : 12 Nov 2020 13:28

Operator : SY/MD

Sample : VU1112wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMUSIM111220.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 unknown-01 Concentration Rank 3

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

2.58 0.14 ug/L 2226 1,4-Difluorobenzene 6.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-difluoro- 80 C3HG6F2 000420-45-1 1
2 Propane. 2.2-difluoro- 80 C3HG6F2 000420-45-1 1
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 1
4 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 1
5 Ethane, 1,1-difluoro- 66 C2H4F2 000075-37-6 1

Abundance Scan 239 (2.577 min): VU041214.D (-233) (-) m/z 65.00 100.00%
&5
5000

220 2.40 2.60 2.80 3.00

Olrrrrrrrrrrrprrrrrr e e e m/z 64.00 8.25%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1052: Propane, 2,2-difluoro-
65
5000 LA L L L L L L L L

220 2.40 2.60 2.80 3.00
m/z 62.00 4._52%

45
0 1519 27 3337417 51 5761 7781
T T P e e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
65
R o EREE R
220 2.40 2.60 2.80 3.00
5000
o 27 333741 S 5 5761 80
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
97 47
15 31
ol 2 219 | a3, ‘
L LN L e a s L A n e N Y LA O LRLs LA AR RRLRa LRt nn s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111220\
Data File : VvU041214.D

Aca On : 12 Nov 2020 13:28

Operator : SY/MD

Sample : VU1112wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMUSIM111220.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 unknown-02 Concentration Rank 2

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

3.04 0.20 ug/L 3249 1,4-Difluorobenzene 6.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfide. allyl methvl 88 C4H8S 010152-76-8 5
2 Ethanamine. N-methvl-N-nitroso- 88 C3H8N20 010595-95-6 5
3 1.4-Oxathian-2-one. 3-methvl- 132 C5H802S 035562-74-4 5
4 Acetic acid. (2-propenvithio)- 132 C5H802S 020600-63-9 4
5 Hydrazine, (1,1-dimethylethyl)- 88 C4H12N2 032064-67-8 4

Abundance Scan 297 (3.045 min): VU041214.D (-296) (-) m/z 88.00 100.00%
8B
42
5000
63 95 114 130 SN
‘ 2.80 3.00 3.20 3.40
O e T e m/z 42.00 64.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2080: Sulfide, allyl methyl
88
41 73
5000 UL R R R U
2.80 3.00 3.20 3.40
61 m/z 63.00 33.88%
27 ﬁs ‘
0"P'Mlﬁﬁw“*'h'“'l”'Wl'”l“"P"W"”I”"P'”I'“'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
88
- 280 3.00 320 340
5000 m/z 46.00 32.79%
30
56
73
e AR AR RS RS RN AR RS AN LA BASS SEARS SARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14218: 1,4-Oxathian-2-one, 3-methyl- R AN mmaaE R
88 2.80 3.00 3.20 3.40
m/z 95.00 28.96%
5000 60
132
117
m/z--> 20 30 40 50 60 80 90 100 110 120 130 140 2.80 3. oo 3. 20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111220\
Data File : VvU041214.D

Aca On : 12 Nov 2020 13:28

Operator : SY/MD

Sample : VU1112wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMUSIM111220.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 unknown-03 Concentration Rank 4

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

5.06 0.05 ug/L 875 1,4-Difluorobenzene 6.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 4
2 1.3-Dioxolan-2-one 88 C3H403 000096-49-1 3
3 Propane. 1l-ethoxv- 88 C5H120 000628-32-0 3
4 Propane. l-ethoxv- 88 C5H120 000628-32-0 3
5 Ethanamine, N-methyl-N-nitroso- 88 C3H8N20 010595-95-6 2

Abundance Scan 404 (5.058 min): VU041214.D (-400) (-) m/z 88.00 100.00%
88
5000
42 RN RN SRS LR LU
63 480 5.00 5.20 5.40
O B A B A s oo m/z 42.00 20.79%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1947: 1,2-Hydrazinedicarboxaldehyde
2
60 88
5000 18 RN AR SRS LR LU
480 5.00 5.20 5.40
44 m/z 63.00 1.69%
N N,
miz--> 0 20 30 40 50 60 70 8 90
Abundance
29
4 480 500 520 540
5000 m/z 46.00 0.56%
15 88
e SR S S L SO UL SIS SURIL L UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2102: Propane, 1-ethoxy- e B e R e
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0 o 2#‘ s | =1 | 3 ‘
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111220\
Data File : VvU041214.D

Aca On : 12 Nov 2020 13:28

Operator : SY/MD

Sample : VU1112wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMUSIM111220.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 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.12 0.54 ug/L 9648 1,4-Dichlorobenzene-d4 11.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dichlorobenzene-D4 150 C6D4ClI2 003855-82-1 9
2 1.2-Dichlorobenzene-D4 150 C6D4cClI2 002199-69-1 9
3 .alpha.-Bromoacrvlic acid 150 C3H3Bro02 010443-65-9 5
4 1H-Imidazole.2-methvyl.4.5-dichloro 150 C4H4CI2N2 015965-33-0 5
5 3-Phospholene, 3-chloro-1-methyl... 150 C5H8CIOP 022356-34-9 5
Abundance Scan 809 (12.119 min): VU041214.D (-804) (-) m/z 150.00 100.00%
1530
5 1180 12.00 12.20 1240
LAt Ay A B A ety A R A A LS LA AR LA m/z 152.00 64.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24121: 1,4-Dichlorobenzene-D4 A
150
5000 115 RN B B AR EEE e
52 78 nmnmnmnm
m/z 115.00 39.27%
28 40

o C iR SN A A - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150

115 1180 12.00 12.20 12,40
5000 52 78 m/z 75.00 7.15%

38 87
o2 i o 2 124 _J/\\\ /[\\

mﬂmﬁmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #24006: .alpha.-Bromoacrylic acid B BEmma B B

27 150 11.80 12.00 12.20 12.40
71 m/z 77.00 2.55%

5000 45
105
53
15 36 | \\ 93 \ 122 ¥
O T T T T T T T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 80 12. 00 12 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111220\
Data File : VU041214.D

Acq On : 12 Nov 2020 13:28

Operator : SY/MD

Sample : VU1112wBLO1

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SFAMUSIM111220.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]
unknown-01 2.58 0.1 ug/L 2226 1 6.23 8086 0.5
unknown-02 3.04 0.2 ug/L 3249 1 6.23 8086 0.5
unknown-03 5.06 0.1 ug/L 875 1 6.23 8086 0.5
unknown-04 12.12 0.5 ug/L 9648 3 11.74 8905 0.5
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