LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO53119\
Data File : VN055944.D

Aca On 1 Jun 2019 3:16

Operator : JC/SP

Sample : K3125-16 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 N\METHODS\82N052319W_.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.986 57 66 78 rvVB 44905 62005 1.38% 0.451%
2 2.310 157 167 184 rBvV 46657 78080 1.74% 0.568%
3 3.693 577 597 623 rBY 1721646 4488996 100.00% 32.632%
4 3.822 625 637 658 rVB 103335 283410 6.31% 2.060%
5 4.275 760 778 805 rBV 56295 185347 4.13% 1.347%

6.063 1318 1334 1356 rBv4 15044 50015 1.11% 0.364%
7.590 1791 1809 1820 rBV2 199912 495267 11.03% 3.600%
7.664 1820 1832 1863 rVB 368212 879821 19.60% 6.396%
8.027 1927 1945 1971 rBV 205766 479170 10.67% 3.483%
8.583 2104 2118 2149 rVB 534002 1125739 25.08% 8.183%

=
QO ~NO®

11 10.088 2572 2586 2599 rBV 832535 1548959 34.51% 11.260%
12 10.156 2599 2607 2628 rVB 95132 184032 4_.10% 1.338%
13 11.406 2981 2996 3030 rBV 756833 1357016 30.23% 9.864%
14 12.365 3281 3294 3299 rBV 412535 669838 14.92% 4 _.869%
15 12.400 3299 3305 3331 rVB 574512 995464 22.18% 7.236%

16 13.342 3584 3598 3615 rBV 507746 873441 19.46% 6.349%

Sum of corrected areas: 13756600
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO53119\
VN055944.D

1 Jun 2019
JC/SP
K3125-16 10X
5.00mL/MSVOA N/WATER
43 Sample Multiplier: 1

3:16

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO53119\
Data File : VN055944.D

Aca On 1 Jun 2019 3:16

Operator : JC/SP

Sample : K3125-16 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N052319W.M
Quant Title : SW846 8260

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 Propanal Concentration Rank 1

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

3.69 255.11 ug/l 4489000 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethvlene oxide 58 C3H60 000503-30-0 56
3 Quinolin-2(1H)-one. 3.4.5.6.7.8-... 208 C12H20N20 1000259-95-6 9
4 Propvlene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 4

Abundance Scan 596 (3.690 min): VN055944.D (-577) (-) m/z 58.00 100.00%
58.0 T
5000
39.0 3.40 3.60 3.80 4.00
O 4 L S B O m/z 57.00 28.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #218: Propanal
29.0 58.0
5000
3.40 3.60 3.80 4.00
m/z 39.00 6.33%
0 13.0 L ulls i
! L SUELILS S UL LU WL BRI WAL UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #227: Trimethylene oxide
24.0
3.40 3.60 3.80 4.00
5000 58.0 m/z 42.00 5.08%
0'%%9I'"I"”I""P"'I”"I"”I"'W""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67638: Quinolin-2(1H)-one, 3,4,5,6,7,8-hexahydro-3-dimeth...
58.0 3.40 3.60 3.80 4.00
m/z 38.00 3.96%
5000
0 420 | 750910 1200 149.0165.0 187.0 208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO53119\
Data File : VN055944.D

Aca On 1 Jun 2019 3:16

Operator : JC/SP

Sample : K3125-16 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
SW846 8260

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 Acetonitrile Concentration Rank 2

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

4.27 10.53 ug/I 185347 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetonitrile 41 C2H3N 000075-05-8 74
2 Methvl 1isocvanide 41 C2H3N 000593-75-9 74
3 Propvne 40 C3H4 000074-99-7 4
4 Allene 40 C3H4 000463-49-0 1
5 Borane, trimethyl- 56 C3H9B 000593-90-8 1

Abundance Scan 776 (4.269 min): VN055944.D (-760) (-) m/z 41.00 100.00%
41.0
5000 )/\\\_
3. 400 420 440 460
1 et 1 I m/z 39.95 53.11%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #53: Acetonitrile
41.0
5000 IAEBENAREERAREE RAREE AR
4.00 4.20 4.40 4.60
38 m/z 39.00 19.46%
14.0 26.0
e L L S L L UL B UL I S
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #55: Methyl isocyanide
41.0
4.00 420 4.40 4.60
5000 m/z 38.00 12.38%
15.0 28.0 38‘-
0"|'”'|'”'|"”|"'w'*lw"'w"" L IR I
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #49: Propyne
40.0 4.00 420 4.40 4.60
m/z 41.90 2.49%
5000
37.
0 13.0 26.0 UL
m/z--> 5 10 15 20 25 30 35 40 45 50 4.00 4.20 4.40 4.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO53119\
Data File : VN055944.D

Acq On 1 Jun 2019 3:16

Operator : JC/SP

Sample : K3125-16 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 43 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
SW846 8260

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]
Propanal 3.69 255.1 ug/1 4489000 1 7.66 879821 50.0
Acetonitrile 4.27 10.5 ug/I1 185347 1 7.66 879821 50.0
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