LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064231.D

Aca On : 21 Oct 2020 19:07

Operator : JC/MD

Sample : L4434-05 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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\82N102120W.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

2.290 160 171 186 rBV 366672 591679 39.12% 5.884%
3.245 454 468 480 rBvV2 8854 23223 1.54% 0.231%
rBv2 56816 144024 9.52% 1.432%
3.775 615 633 655 rvv2 48944 127794 8.45% 1.271%
4.017 689 708 727 rBvV2 23629 68529 4_.53% 0.682%
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6 5.981 1301 1319 1346 rBv4 96321 309279 20.45% 3.076%
7 6.496 1461 1479 1501 rBV3 20691 62220 4._.11% 0.619%
8 6.788 1548 1570 1589 rBvV 61558 176996 11.70% 1.760%
9 7.145 1667 1681 1696 rBV3 17930 46028 3.04% 0.458%
10

7.550 1790 1807 1818 rBV 196821 483962 32.00% 4.813%

11 7.627 1818 1831 1849 rVB 334957 794506 52.53% 7.901%
12 7.987 1925 1943 1963 rBV 212330 507799 33.57% 5.050%

13 8.184 1986 2004 2006 rBv4 13326 26641 1.76% 0.265%
14 8.550 2103 2118 2141 rVB 515889 1079172 71.35% 10.732%
15 9.007 2249 2260 2275 rBV3 13536 25783 1.70% 0.256%
16 9.151 2287 2305 2324 rBV4 16070 48597 3.21% 0.483%
17 10.058 2571 2587 2611 rBV 821034 1512487 100.00% 15.041%
18 10.727 2785 2795 2809 rBV3 10832 21410 1.42% 0.213%

19 11.380 2984 2998 3020 rBV 826147 1450271 95.89% 14.423%
20 12.376 3295 3308 3324 rBV 713821 1189052 78.62% 11.825%
21 13.318 3588 3601 3616 rBV 816250 1366038 90.32% 13.585%

Sum of corrected areas: 10055490
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064231.D

Aca On : 21 Oct 2020 19:07

Operator : JC/MD

Sample : L4434-05 20X

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N102120W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064231.D
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Abundance TIC: VN064231.D
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Abundance TIC: VN064231.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064231.D

Aca On : 21 Oct 2020 19:07

Operator : JC/MD

Sample : L4434-05 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 1 Acetaldehyde Concentration Rank 1

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

2.29 37.24 ug/1 591679 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 56
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3H8 000074-98-6 4
4 Ethvne. fluoro- 44 C2HF 002713-09-9 3
5 Carbon dioxide 44 C0O2 000124-38-9 3

Abundance Scan 171 (2.290 min): VN064231.D (-160) (-) m/z 44.05 100.00%
5000
2.00 220 2.40 2.60
ol b S e e ok m/z 43.10 0 55.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #72: Acetaldehyde
29
44
5000 T T T T
15 2.00 220 2.40 2.60
m/z 41.95 18.83%
0 'P'J'I“"J”"I”"I'”'I'”'I'”'I"” [rrrrprrrrprrT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
29
4 BRSNS BERRE AR
15 2.00 220 2.40 2.60
5000 m/z 40.95 7.97%
e A UL S I B B LS W B B
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #79: Propane
29 2.00 220 2.40 2.60
m/z 45.00 2.60%
5000
0 'i'}?ﬁ"W"'W"'W"”I"”I"”I"” [rrrrprrrrpTT
m/z--> 0 20 60 80 100 120 140 160 180 200 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064231.D

Aca On : 21 Oct 2020 19:07

Operator : JC/MD

Sample : L4434-05 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 unknown3.66 Concentration Rank 3

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

3.66 9.06 ug/l 144024 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 40
2 Trimethvlene oxide 58 C3H60 000503-30-0 9
3 Oxirane. methvl-. (S)- 58 C3H60 016088-62-3 7
4 Propvlene oxide 58 C3H60 000075-56-9 7
5 Borane, compd. with dimethylamin... 59 C2H10BN 000074-94-2 4

Abundance Scan 597 (3.660 min): VN064231.D (-580) (-) m/z 58.10 100.00%
58
5000
39 40 55 3.40 3.60 3.80 4.00
Obrrprrrr prrrr et e 2 b e || M/Z 57.10  28.29%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #218: Propanal
29 58
5000 IEREE RSN RS LR S
3.40 3.60 3.80 4.00
2 m/z 39.10 8.89%
0 1215 19 3304 52 55
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
28
3.40 3.60 3.80 4.00
5000 58 m/z 38.10 6.54%
o 1215 19 25 31 304 55
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #230: Oxirane, methyl-, (S)-
3.40 3.60 3.80 4.00
28 43 m/z 37.10 6.22%
5000
31
39
0 1215 19 2 36, | | 5255 |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064231.D

Aca On : 21 Oct 2020 19:07

Operator : JC/MD

Sample : L4434-05 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 1-Propanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
" 5.08 19.46 ug/l 309279  Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-propanot 60 caHgo 000071-23-8 53

2 2-Fluoropropene 60 C3H5F 001184-60-7 46
3 Cvclopropane 42 C3H6 000075-19-4 38
4 Allvl fluoride 60 C3H5F 000818-92-8 38

5 Isoxazolidine, 4-ethyl-2,5-dimet. ..

129 C7H15NO

056728-13-3 33

Abundance Scan 1319 (5.981 min): VN064231.D (-1301) (-) m/z 59.10 100.00%

2 59
5000

| 207 560 580 600 620 640
| SSSISISNSNIAS | ISP | NSNS S S S m/z 42.10 92.69%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #288: 1-Propanol
31

5000 e R T
5.60 5.80 6.00 6.20 6.40

m/z 41.10 61.86%

42 g5
0 15 ‘ l |
T e T e T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
59

5.60 5.80 6.00 6.20 6.40

5000 m/z 60.10 48 .36%
39
27
15
ol il e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59: Cyclopropane e R B e s e
42 560 580 600 620 640
m/z 39.10 43.19%
5000
27
14
ok ?”.M“t.J“..w..”,.”.,.”.,”..“......w..”,.”.
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN102120\
Data File : VN064231.D

Acq On : 21 Oct 2020 19:07

Operator : JC/MD

Sample : L4434-05 20X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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]
Acetaldehyde 2.29 37.2 ug/l 591679 1 7.63 794506 50.0
unknown3 .66 3.66 9.1 ug/Il 144024 1 7.63 794506 50.0
1-Propanol 5.98 19.5 ug/I1 309279 1 7.63 794506 50.0
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