LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017039.D

Aca On : 23 Jun 2020 00:09

Operator : SY/MD

Sample : L3067-11

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\SOMVTR061720WMA .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 1.116 4 8 17 rVB3 11438 13748 2.16% 0.226%
2 1.315 63 70 81 rvB 85352 85836 13.47% 1.408%
3 1.460 97 115 118 rBV2 23508 65362 10.26% 1.072%
4 1.579 145 152 162 rVB 66338 75813 11.90% 1.244%
5 2.122 312 321 338 rBV 134816 199223 31.27% 3.269%
6 3.212 651 660 670 rvB4 5006 9914 1.56% 0.163%
7 3.929 868 883 914 rBV 72223 261332 41.02% 4.288%
8 4.376 1007 1022 1044 rBV2 109946 276618 43.42% 4 _.539%
9 4.634 1085 1102 1116 rBv4 18465 50557 7.94% 0.830%
10 5.071 1221 1238 1261 rBv2 260859 637111 100.00% 10.454%

11 5.640 1398 1415 1439 rBV 214690 438179 68.78% 7.190%
12 6.093 1540 1556 1574 rBV 144914 297437 46.69% 4 _880%

13 6.344 1616 1634 1649 rBV3 25326 57405 9.01% 0.942%
14 6.955 1816 1824 1831 rBV5 9957 15882 2.49% 0.261%
15 7.010 1831 1841 1858 rVB 72345 130972 20.56% 2.149%
16 7.158 1878 1887 1901 rBv4 12323 24603 3.86% 0.404%
17 7.338 1931 1943 1962 rBV 321856 557645 87.53% 9.150%
18 7.643 2029 2038 2049 rBvV 44247 75254 11.81% 1.235%

19 8.113 2171 2184 2210 rBV 282492 538525 84.53% 8.836%
20 8.871 2407 2420 2438 rBV 328083 539990 84.76% 8.860%

21 9.756 2682 2695 2707 rBV2 35400 62393 9.79% 1.024%
22 10.238 2834 2845 2857 rBV 104402 160658 25.22% 2.636%
23 10.502 2915 2927 2942 rBV 257494 427170 67.05% 7.009%
24 10.720 2989 2995 3006 rVB9 4066 6953 1.09% 0.114%
25 11.270 3154 3166 3189 rVvVv 351104 544988 85.54% 8.942%

26 11.646 3270 3283 3305 rBvV 327460 522516 82.01% 8.574%
27 16.337 4733 4742 4752 rVB6 11353 18422 2.89% 0.302%

Sum of corrected areas: 6094506
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017039.D

Aca On : 23 Jun 2020 00:09

Operator : SY/MD

Sample : L3067-11

Misc - 25.0mL/MSVOA V/WATER

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTR061720WMA .M
- TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV017039.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017039.D

Aca On : 23 Jun 2020 00:09

Operator : SY/MD

Sample : L3067-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Sulfur dioxide Concentration Rank 3

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

1.46 0.75 ug/L 65362 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 Sulfur dioxide 64 02S 007446-09-5 74
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64

Abundance Scan 115 (1.460 min): VVV017039.D (-97) (-) m/z 63.95 100.00%
64
48
5000

1.20 140 160 1.80

O S b bt O o e eatr e | M/z 48.00  60.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #358: Sulfur dioxide
5000 LA L L L L L LB

1.20 140 160 1.80
m/z 65.90 4.76%

32
O R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
64
48 1.20 1.40 160 1.80
5000 m/z 49.90 2.58%
o 57 72 81 94 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #357: Sulfur dioxide
64 1.20 1.40 160 1.80
m/z 64.90 2.33%
5000 48
16 32
(O N B o L N N M e L o R O ARARRNRERRY B L e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.20 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017039.D

Aca On : 23 Jun 2020 00:09

Operator : SY/MD

Sample : L3067-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 2(1H)-Pyrimidinone, 4-amino- Concentration Rank 4

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

6.34 0.66 ug/L 57405 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 72
2 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 64
3 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 64
4 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 56
5 Montanol 352 C21H3604 1000145-58-3 53

Abundance Scan 1633 (6.341 min): VV017039.D (-1616) (-) m/z 111.10 100.00%
141
5000 43
59 o Tho 550 om0 oky |
o....,....','-..--.”.,.L-..ﬁ’f..'.l':,.. e eae | m/z 42.95 44 71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6055: 2(1H)-Pyrimidinone, 4-amino-
111
5000
6.00 6.20 6.40 6.60
g 41 69 83 m/z 66.95 20.90%
0= }?I""lM' ?ﬁl'u"lk' ??I"l'l" BEBSEDE LS S UAPE RS B!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
111
600 620 640 660
5000 m/z 54.95 12.66%
o8 95
53 81
e R R U UL L B S LN SRS RN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6057: 2(1H)-Pyrimidinone, 4-amino-
111 6.00 6.20 6.40 6.60
m/z 40.95 11.74%
5000
dEIRE
0'“'|“"M'”W”' AR B RARS SERS SRS RARSY SARRS SRR BAR
m/z--> 20 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017039.D

Aca On : 23 Jun 2020 00:09

Operator : SY/MD

Sample : L3067-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 5

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

9.76 0.58 ug/L 62393 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 83
2 2-Methvl-2-nonanol 158 C10H220 010297-57-1 64
3 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 59
4 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 58
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 47

Abundance Scan 2696 (9.759 min): VV017039.D (-2682) (-) m/z 59.00 100.00%
59
5000
41
69 T T T T T T
97 115 9.40 9.60 9.80 10.00
0 50 72 165 m/z 41.00  29.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59
5000
9.40 9.60 9.80 10.00
m/z 55.10 23.95%
41 97
69
o153 a9 g | S
m/z--> 16 ﬁo 35 45 §0 eb 75 éo 95 100 110 150 130 150 1%0 1é0 1%0
Abundance
59
9.40 9.60 9.80 10.00
5000 m/z 43.00 22 .01%
41 69
29
oL 18 8 g7 112 125 M8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #13762: 2-Hexanol, 2,5-dimethyl-, (S)-
59 9.40 9.60 9.80 10.00
m/z 56.10 18.33%
5000
43
27
(T T A
0..””.”.”“.“.”u.”.””.”.““.”.““.”.””.”.“”.“.“
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 100 ﬁo 12'0 130 14'10 1&1;0 1('30 1%0 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017039.D

Aca On : 23 Jun 2020 00:09

Operator : SY/MD

Sample : L3067-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.50 3.92 ug/L 427170 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 35
2 1H-Pvrazole. 4.5-dihvdro-5-methyl- 84 C4H8N2 001568-20-3 30
3 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 27
4 4-Amino-2.6-dihvdroxvpvrimidine 127 C4H5N302 000873-83-6 22
5 2-Hydroxy-4-hydroxylaminopyrimidine 127 C4H5N302 020555-88-8 22
Abundance Scan 2927 (10.502 min): VV017039.D (-2915) (-) m/z 42.95 100.00%

48 69 127
5000 84
55
o7 10,20 10.40 10.60 10.80

0 m/z 127.10 89.00%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #11704: 1H-Pyrazole-4-carboxylic acid, 3-amino-
109 197
5000 LA L L L L L L LB BN L
52 10.20 10.40 10.60 10.80
m/z 69.10 82.66%
43 | 68 8l g1 99
o} NSNS v | NSRRI DU 2 SN NN N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
69
42 SRR REamsaEE
10. 20 10 40 10. 60 10.80
5000 84 m/z 109.10 64 _.59%
28
56
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1517: 2-Pentene, 4-methyl-, (2)- T T
41 69 10. 20 10 40 10. 60 10 80

m/z 84.10 50.95%

5000
84
27 55
Y N N —

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.20 10.40 10.60 10.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062320\
Data File : VV017039.D

Acq On : 23 Jun 2020 00:09

Operator : SY/MD

Sample - L3067-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 1.46 0.8 ug/L 65362 1 5.64 438179 5.0
2(1H)-Pyrimidinon. .. 6.34 0.7 ug/L 57405 1 5.64 438179 5.0
2-Hexanol, 2,5-di... 9.76 0.6 ug/L 62393 2 8.87 539990 5.0
unknown-01 10.50 3.9 ug/L 427170 3 11.27 544988 5.0
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