LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011370.D

Aca On : 11 Jun 2019 02:42

Operator : SY/MD

Sample : K3229-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 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\SOMVTRO60419WMA .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 4 7 29 rvB 30446 46903 8.69% 0.897%
2 1.206 30 36 47 rBV 124684 159026 29.45% 3.040%
3 1.319 62 71 79 rBv2 191933 194097 35.95% 3.711%
4 1.479 110 121 123 rBvV9 28825 47824 8.86% 0.914%
5 1.550 140 143 156 rvVB 65927 69769 12.92% 1.334%
6 2.116 310 319 333 rVB 125196 179262 33.20% 3.427%
7 2.193 335 343 349 rBV 19685 31943 5.92% 0.611%
8 2.322 377 383 394 rVB2 7444 13165 2.44% 0.252%
9 2.646 476 484 497 rVB 10661 21604 4 _.00% 0.413%
10 2.775 517 524 528 rBVS8 4616 6037 1.12% 0.115%
11 2.878 554 556 570 rVB7 6487 8657 1.60% 0.166%
12 3.206 646 658 667 rBV7 4090 8353 1.55% 0.160%

13 3.942 873 887 912 rBV 85499 226072 41.87% 4.322%
14 4.396 1007 1028 1047 rBV2 95659 235976 43.70% 4.511%
15 4.714 1111 1127 1144 rBV3 23517 60501 11.20% 1.157%

16 5.090 1223 1244 1269 rBvV2 221718 539957 100.00% 10.323%
17 5.659 1406 1421 1440 rBV 188611 373285 69.13% 7.137%
18 6.116 1549 1563 1581 rBV 127735 258995 47.97% 4_.952%

19 7.029 1835 1847 1862 rBV 50156 91282 16.91% 1.745%
20 7.277 1917 1924 1936 rBV6 4460 6809 1.26% 0.130%
21 7.357 1936 1949 1962 rBV 240105 416309 77.10% 7.959%
22 7.431 1962 1972 1983 rVB2 29463 54441 10.08% 1.041%
23 7.662 2033 2044 2056 rBvV2 30795 53825 9.97% 1.029%

24 8.132 2178 2190 2208 rBV 311155 537815 99.60% 10.282%
25 8.894 2415 2427 2442 rBV 273650 449089 83.17% 8.586%

26 9.055 2465 2477 2489 rBvV 44395 71691 13.28% 1.371%
27 9.183 2507 2517 2527 rBV2 44994 74543 13.81% 1.425%
28 9.588 2633 2643 2659 rBvV7 19005 38921 7.21% 0.744%
29 10.260 2842 2852 2866 rBV 90675 143889 26.65% 2.751%
30 10.421 2894 2902 2911 rVB4 6294 10484 1.94% 0.200%

31 11.296 3161 3174 3191 rBV 218896 369341 68.40% 7.061%
32 11.672 3279 3291 3305 rBV 214042 350592 64.93% 6.703%
33 15.170 4368 4379 4385 rBvV 3705 5845 1.08% 0.112%
34 16.758 4857 4873 4883 rBV2 45137 74325 13.76% 1.421%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011370.D

Aca On : 11 Jun 2019 02:42

Operator : SY/MD

Sample : K3229-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 5230627
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011370.D

Aca On 11 Jun 2019 02:42

Operator : SY/MD

Sample . K3229-03

Misc - 25ML/MSVOA V/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV011370.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011370.D

Aca On : 11 Jun 2019 02:42

Operator : SY/MD

Sample = K3229-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 1

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

1.21 2.13 ug/L 159026 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 37 (1.209 min): VV011370.D (-30) (-) m/z 63.90 100.00%
3.9
47.9
5000
1,20 1.30 1.40 1.50 1.60 |
Obrr e e e e i || M7z 47.90  60. 75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #358: Sulfur dioxide
480 640
5000 HUAR AR IUNUAE RARAE AR AR
1.20 1.30 1.40 1.50 1.60
20 m/z 65.90 4 .68%
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #357: Sulfur dioxide
64.0
1.20 1.30 1.40 1.50 1.60
5000 48.0 m/z 49.90 2.87%
16.0 32.0
0'“|“lw'“'J'“|“'w'“'w RS RS LR AARN SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6177: Aminomethanesulfonic acid
64.0 1.20 1.30 1.40 1.50 1.60
m/z 44.95 1.26%
5000 48.0
17.0
320 . 76.0 96.0
e R A AN IS R RS AR RARLN SRS RS AN HUAR AR IUNUAR AN AN IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011370.D

Aca On : 11 Jun 2019 02:42

Operator : SY/MD

Sample = K3229-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1.48 0.64 ug/L 47824 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbonochloridic acid. chloromet... 128 C2H2Cl1202

022128-62-7 28

2 1-Ethanol. 2-I(3.5-dinitrophenvl... 244 C8H8N205S 1000337-27-1 12
3 Chloromethanesulfonvl chloride 148 CH2C1202S 003518-65-8 12
4 2-Anilino-4-(methvlamino)-6-(pip... 363 C18H17N702 1000225-97-3 10
5 Ethane, 1-bromo-2-chloro- 142 C2H4BrClI 000107-04-0 9
Abundance Scan 121 (1.479 min): VV011370.D (-110) (-) m/z 49.00 100.00%
.0
5000
769 1070 1495 1828 219.6 2611 2999 120 140 1.60 1.80
0 m/z 35.00 60.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11949: Carbonochloridic acid, chloromethyl ester
49.0
93.0 1
5000 BN ESESEEDESREDE SR
1.20 140 1.60 1.80
m/z 63.00 51.74%
14.0 ‘ |
0””Plﬁh”l”ﬁ””P”W””P”'””'”"”'””'”'””P”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97711: 1-Ethanol, 2-[(3,5-dinitrophenyl)thio]-
63.0
1.20 140 1.60 1.80
5000 m/z 45.00 47 .69%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23303: Chloromethanesulfony! chloride L o e o o L
49.0 1.20 140 1.60 1.80
m/z 47.00 47 .00%
5000
14.0 84.0 113.0
OIII\I ||‘ﬁ‘| |‘||| r \Ihlll |||‘| T
m/z--> 2|0 4|0 6|O 8IO 1CI)O 12|O 14|10 1é0 1E|30 2(I)O ZéO 24|10 ZéO 28|O 3CI)O 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011370.D

Aca On : 11 Jun 2019 02:42

Operator : SY/MD

Sample = K3229-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.76 1.01 ug/L 74325 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethy... 234 C16H260 004130-42-1 93
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
3 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 93
4 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 90
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 87
Abundance Scan 4873 (16.758 min): VV011370.D (-4857) (-) m/z 219.20 100.00%
219.2
5000
% e10 150, 1500 16,40 16,60 16,80 17100
: : U 1911 - - - :
OLrrrr 38 Ok | 2818 "m/z 57.00 23.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219.0
5000

16.40 16.60 16.80 17.00
m/z 234.20 22.07%

57.0
28.0 | 88.0 119.0 159 0 191.0

O B A B B L B i Aamanns
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89102: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219.0
e e
16.40 16.60 16.80 17.00
5000 m/z 40.95 21.74%
191.0
57.0
200, | 91‘01150 159.0 |
OV T SRRSO YHPSRA T A NN WS S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219.0 16.40 16.60 16.80 17.00
m/z 220.20 17 .55%
5000
57.0
o 29.0 88.0 1190  159.0 1910 \ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061019\
Data File : VV011370.D

Acq On : 11 Jun 2019 02:42

Operator : SY/MD

Sample - K3229-03

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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]
Sulfur dioxide 1.21 2.1 ug/L 159026 1 5.66 373285 5.0
unknown-01 1.48 0.6 ug/L 47824 1 5.66 373285 5.0
Phenol, 2,6-bis(1... 16.76 1.0 ug/L 74325 3 11.30 369341 5.0
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