LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011406.D

Aca On : 11 Jun 2019 23:10

Operator : SY/MD

Sample - K3286-01

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 1.219 37 40 45 rVB2 9499 7554 1.35% 0.162%
2 1.312 61 69 77 rBv 52618 59475 10.63% 1.276%
3 1.573 145 150 163 rVB 57926 60493 10.81% 1.298%
4 2.119 312 320 335 rVB 97987 139938 25.00% 3.003%
5 2.389 385 404 408 rBV 17680 49500 8.84% 1.062%
6 2.653 474 486 493 rBV5 5768 11726 2.10% 0.252%
7 3.962 877 893 925 rBV 77399 237578 42 .45% 5.098%
8 4.396 1012 1028 1048 rBvV 81051 193465 34.57% 4_.151%
9 5.090 1226 1244 1264 rBv3 189912 452229 80.80% 9.704%
10 5.659 1406 1421 1439 rBV 177754 360660 64.44% 7.739%
11 6.116 1548 1563 1582 rBv2 112078 233829 41.78% 5.017%
12 6.621 1709 1720 1731 rBvV2 17997 36148 6.46% 0.776%
13 7.029 1833 1847 1860 rBvV2 43493 83238 14.87% 1.786%

14 7.190 1881 1897 1915 rBV2 261323 511344 91.36% 10.972%
15 7.357 1934 1949 1966 rBV 197513 345135 61.67% 7.406%

16 7.662 2031 2044 2056 rBVvV2 27106 47497 8.49% 1.019%
17 7.981 2131 2143 2153 rBV2 7347 15204 2.72% 0.326%
18 8.138 2179 2192 2213 rBV 305879 559692 100.00% 12.009%
19 8.894 2414 2427 2442 rBV 260989 432462 T77.27% 9.279%

20 9.170 2504 2513 2524 rVB10 7195 13263 2.37% 0.285%
21 10.260 2840 2852 2865 rBV 85750 137451 24.56% 2.949%
22 10.421 2894 2902 2912 rBvV4 9231 14240 2.54% 0.306%
23 11.293 3160 3173 3192 rBV 212938 349758 62.49% 7.505%
24 11.585 3252 3264 3267 rBV9 4607 8186 1.46% 0.176%

25 11.672 3275 3291 3309 rVB 180627 300370 53.67% 6.445%

Sum of corrected areas: 4660435
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011406.D

Aca On 11 Jun 2019 23:10

Operator : SY/MD

Sample . K3286-01

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: VV011406.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011406.D

Aca On : 11 Jun 2019 23:10

Operator : SY/MD

Sample - K3286-01

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 1 Isopropyl Alcohol Concentration Rank 3

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

2.39 0.69 ug/L 49500 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
4 Formic acid. l-methvlethvl ester 88 C4H802 000625-55-8 39
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 39

Abundance Scan 404 (2.389 min): VV011406.D (-385) (-) m/z 45.00 100.00%
44.0
5000

2.00 2.20 2.40 2.60 2.80

59.0 8.9 789 91.3 128.8

o} SSSSN—SVIN 1 ISR i AL S S S L . m/z 42.95 27.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #297: |Isopropy! Alcohol
45.0
5000 LI L L L L L L L L L

2.00 2.20 2.40 2.60 2.80
m/z 41.00 9.61%

27.0

150 7 II| 59.0
0 B R o RN R o S L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #294: |sopropy! Alcohol
45.0
R R e e e
2.00 2.20 2.40 2.60 2.80
5000 m/z 38.95 8.23%
27.0
S0l se0
0 | L1y 1
B e R o o S RN e e  REEER R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #275: Hydrazine, ethyl- R RREEEESE s
45.0 2.00 2.20 2.40 2.60 2.80
m/z 59.00 5.12%
5000 60.0
31.0
1 —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011406.D

Aca On : 11 Jun 2019 23:10

Operator : SY/MD

Sample - K3286-01

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 n-Heptyl methylphosphonoflu... Concentration Rank 4

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

6.62 0.50 ug/L 36148 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptvl methvlphosphonofluoridate 196 C8H18FO02P 162085-82-7 53
2 2-Piperidinone 99 C5H9NO 000675-20-7 43
3 n-Decvl methvlphosphonofluoridate 238 C11H24FO02P 193090-25-4 40
4 Phosphonofluoridic acid. methvl-... 224 C10H22F02P 211192-74-4 38
5 Dihydropyrimidine-4,6-dione, 5-[... 373 C18H23N502S 1000304-28-2 37

Abundance Scan 1720 (6.621 min): VV011406.D (-1709) (-) m/z 42.95 100.00%
43.0
99.0
5000 59.0
700
| “ 6.20 6.40 6.60 6.80 7.00
0..,....,....,....,!...,-.':.-:,....,....,....,....,....,....,....,....,.... m/z 99.00 54.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #58532: n-Heptyl methylphosphonofluoridate
99.0
5000 A I I UL
410 0 6.20 6.40 6.60 6.80 7.00
290 S. 700 g10 m/z 59.00 37.92%
mz-> 10 20 3'0 % % e'o 70 80 90 100 110 120 130 140
Abundance #3478: 2-Piperidinone
30.0
42.0 99.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 55.10 30.14%
55.0
70.0
15\.0 \“ ‘\ | \‘ | “ 82.0 ‘\
O e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #91843: n-Decyl methylphosphonofluoridate
99.0 6.20 6.40 6.60 6.80 7.00
m/z 41.00 24 .69%
5000
41.0 550
29.0 69.0
o..,....,...‘.‘,‘...1,‘l‘...,.:‘.‘.,....‘l...?,l‘.ﬁ)..,...‘.,...1.1.2:9.,....,..1.‘.‘?:9..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011406.D

Aca On : 11 Jun 2019 23:10

Operator : SY/MD

Sample - K3286-01

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 4 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 1

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

7.19 7.09 ug/L 511344 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 64
2 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 59
3 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 56
4 Furan, tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
5 4-Piperidinone, 1l-methyl- 113 C6H11NO 001445-73-4 50

Abundance Scan 1897 (7.190 min): VV011406.D (-1881) (-) m/z 42.95 100.00%
43.0
5000 s50 (00 113.0
95.0
6.80 7.00 7.20 7.40 7.60
o..,....,....,....|,|!:..,.'.:.|,...-.-,-....??;9.,..L.,....,.:..,???:?.... m/z 113.00  50.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
5000 LA AL L I
55.0 70.0 113.0 6.80 7.00 7.20 7.40 7.60
0
150 27.0 95.0 m/z 70.00 50.21%
0"P'”I”'”'”JM'“Ih'L'“'W'”?%QW'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12644: Furan, tetrahydro-2,2,4,4-tetramethyl-
43.0
113.0 6.80 7.00 7.20 7.40 7.60
5000 56.0 m/z 55.00 42 .92%
70.0 830
0 m\‘ . i \\‘\ “ %0 il 129.0
NN UL ORI SR SULIE IULIL IR SRR S RS SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl- e T
43.0 6.80 7.00 7.20 7.40 7.60
m/z 95.00 20.47%
5000 55.0 1130
70.0 '
270 95.0
0'W'”'P'M““'MLMQP““h””W“”?%Q”N”LW“'W'“'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061019\
Data File : VV011406.D

Acq On : 11 Jun 2019 23:10

Operator : SY/MD

Sample - K3286-01

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]
Isopropyl Alcohol 2.39 0.7 ug/L 49500 1 5.66 360660 5.0
n-Heptyl methylph... 6.62 0.5 ug/L 36148 1 5.66 360660 5.0
Furan, tetrahydro... 7.19 7.1 ug/L 511344 1 5.66 360660 5.0
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