LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN101619\

Data File : VNO58798.D

Aca On - 16 Oct 2019 13:58

Operator : JC/SP

sample - K5326-02

Misc - 5.00mL/MSVOA N/WATER IDWA0.101015
ALS Vial : 9 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\82N101319W.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

2.297 153 163 176 rBV 108964 170034 8.49% 1.253%

3.256 448 461 474 rBV3 8090 20176 1.01% 0.149%
rBv 53530 139449 6.96% 1.028%
3.796 615 629 656 rvB 36703 95683 4.78% 0.705%

abrwWNPEF
w
()}
\l
\l
9]
\l
(9}
a
O
N
(9}
=
o

4.037 686 704 730 rBV 121028 345640 17.26% 2.548%

5.391 1105 1125 1146 rBV3 21428 72300 3.61% 0.533%
6.522 1455 1477 1504 rBV3 246042 744632 37.19% 5.489%
rBv2 64857 201484 10.06% 1.485%
7.574 1784 1804 1815 rBV3 255874 632227 31.58% 4 _.660%
7.648 1815 1827 1848 rVB 493027 1159618 57.92% 8.547%
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11 8.011 1923 1940 1961 rBV 312810 726638 36.29% 5.356%
12 8.439 2058 2073 2085 rBV6 16397 38371 1.92% 0.283%
13 8.574 2099 2115 2136 rVB 688156 1435250 71.68% 10.579%
14 8.773 2164 2177 2205 rBV 170087 382549 19.11% 2.820%
15 9.982 2541 2553 2570 rBv4 12026 27464 1.37% 0.202%

16 10.085 2570 2585 2600 rBV 1086232 2002219 100.00% 14.758%
17 10.275 2632 2644 2669 rBV 36279 148145 7.40% 1.092%
18 11.406 2982 2996 3017 rBV 942656 1650204 82.42% 12.163%
19 11.950 3144 3165 3176 rBV6 12970 36928 1.84% 0.272%
20 12.252 3250 3259 3271 rBV2 23390 51019 2.55% 0.376%

21 12.403 3294 3306 3323 rBV 710694 1201377 60.00% 8.855%
22 13.348 3587 3600 3617 rBV 820018 1348778 67.36% 9.942%

23 13.458 3625 3634 3646 rBV2 41917 69964 3.49% 0.516%
24 13.667 3692 3699 3709 rVBS8 19686 35355 1.77% 0.261%
25 13.892 3759 3769 3782 rVB3 28876 57990 2.90% 0.427%
26 14.001 3795 3803 3813 rVB7 20016 31748 1.59% 0.234%
27 14.593 3978 3987 4000 rVB5 44951 87393 4_36% 0.644%
28 14.956 4096 4100 4112 rVB7 19213 33302 1.66% 0.245%

29 15.133 4144 4155 4166 rBvV 207857 349268 17.44% 2.574%
30 16.020 4423 4431 4448 rVB4 81860 188136 9.40% 1.387%

31 16.216 4486 4492 4502 rVB2 46956 83745 4.18% 0.617%

Sum of corrected areas: 13567086
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101619\
Data File : VNO0O58798.D

Aca On : 16 Oct 2019 13:58

Operator : JC/SP

Sample : K5326-02

Misc - 5.00mL/MSVOA N/WATER

ALS vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101319W.M
SW846 8260

Quant Method
Quant Title

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

Abundance TIC: VN058798.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101619\
Data File : VN058798.D

Aca On : 16 Oct 2019 13:58

Operator : JC/SP

Sample - K5326-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101319W .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 Propanal Concentration Rank 5

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

3.68 6.01 ug/Il 139449 Pentafluorobenzene 7.65
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 Borane. compd. with dimethvlamin... 59 C2H10BN 000074-94-2 9
4 Succindialdehvde 86 C4H602 000638-37-9 9
5 1,2-Ethanediamine, N-ethyl- 88 C4H12N2 000110-72-5 9

Abundance Scan 593 (3.680 min): VN058798.D (-576) (-) m/z 58.00 100.00%
58
- /\k
39 . 340 3.60 3.80 4.00
ottty m/z 57.00 29.30%
m/z-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #218: Propanal
29 58
5000 L L UL L L
3.40 3.60 3.80 4.00
m/z 39.05 8.72%
15 a2
0 L S A SR A SRR SRR SRR AR
m/z-> 0 20 40 60 80 100 120 140 160 180 200
Abundance
28
3.40 3.60 3.80 4.00
5000 58 m/z 42.10 7.55%
15 39
O S S S UL WL B L WL L B
m/z-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #239: Borane, compd. with dimethylamine (1:1)
58 3.40 3.60 3.80 4.00
m/z 38.00 5.60%
5000 44
0""I"'MJ”W\"”I""P"'I'”'I"'W""I”"I"”
m/z-> 0 20 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\VN101619\
Data File : VN058798.D

Aca On : 16 Oct 2019 13:58

Operator : JC/SP

Sample - K5326-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101319W .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 3 Butanal Concentration Rank 1

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

6.52 32.11 ug/1 744632 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Propane 44 C3HS8 000074-98-6 59
3 1-Propene. 3-methoxv- 72 C4HB80 000627-40-7 38
4 Ethene. ethoxv- 72 C4HB80 000109-92-2 38
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 35

Abundance Scan 1476 (6.519 min): VNO58798.D (-1455) (-) 43.10 100.00%
72
5000
57
| 207 620 6.40 6.60 6.80
-+ —---r———— 43.95 97 .37%
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #647: Butanal
72
5000 29 BESARBUARARE SRR NRERE
57 6.20 6.40 6.60 6.80

m/z 41.10 86.17%

15
0! e e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
29

6.20 6.40 6.60 6.80

5000 m/z 72.10 62 .33%
44
1 15
O T e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #697: 1-Propene, 3-methoxy-
29 a1 6.20 6.40 6.60 6.80
72 m/z 39.00 49_36%
5000 57
e
m/z--> 0 200 40 60 80 100 120 140 160 180 200 6.20 6.40 660 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101619\
Data File : VN058798.D

Aca On : 16 Oct 2019 13:58

Operator : JC/SP

Sample - K5326-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101319W .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 4 1-Butanol Concentration Rank 2

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

8.77 13.33 ug/Il 382549 1,4-Difluorobenzene 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 59
3 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 38
4 Propanenitrile. 2-hvdroxyv- 71 C3H5NO 000078-97-7 9
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 2176 (8.770 min): VNO58798.D (-2164) (-) m/z 56.10 100.00%
56
41
5000
e R e
8.40 8.60 8.80 9.00 9.20
ol e 2 m/z 40.95  77.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #839: 1-Butanol
31 56
41
5000
8.40 8.60 8.80 9.00 9.20
‘ ‘ m/z 43.10 57.69%
0"%ﬂ'MJJ“h'II”?%I"”I'"W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41
8.40 8.60 8.80 9.00 9.20
5000 m/z 42.10 32.96%
27
128
G S L I I L S S WA WA R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1797: Oxirane, (l—methylethyl)— LI L L L L L LB B
41 56 8.40 8.60 8.80 9.00 9.20
m/z 39.00 24 _.11%
5000
0'”'I'w”hm'J”"MWQQ"P"'I”"I'”'I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN101619\
Data File : VNO058798.D

Acq On : 16 Oct 2019 13:58

Operator : JC/SP

Sample - K5326-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101319W .M
SW846 8260

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 3.68 6.0 ug/Il 139449 1 7.65 1159620 50.0
Butanal 6.52 32.1 ug/Il 744632 1 7.65 1159620 50.0
1-Butanol 8.77 13.3 ug/I1 382549 2 8.57 1435250 50.0
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