LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090219\
Data File : VV012524.D

Aca On : 02 Sep 2019 13:12

Operator : SY/MD

Sample : K4607-04

Misc : 25mL/MSVOA V/WATER

ALS Vial : 10 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\SOMVTRO90219WMA .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 1.319 64 71 77 rBv2 21040 26466 5.01% 0.556%
2 1.586 148 154 162 rVB 23303 26394 4 _.99% 0.554%
3 2.132 316 324 334 rVB 56176 82644 15.63% 1.736%
4 2.190 334 342 350 rBV 17017 27507 5.20% 0.578%
5 2.299 367 376 389 rBV2 24801 49568 9.37% 1.041%
6 2.534 445 449 460 rVvB9 5197 8612 1.63% 0.181%
7 3.933 872 884 912 rBV 72674 216030 40.86% 4.538%
8 4.139 946 948 962 rVB4 6486 9127 1.73% 0.192%
9 4.399 1014 1029 1053 rBv2 77757 191611 36.24% 4.025%
10 5.093 1228 1245 1266 rBv4 116949 303311 57.37% 6.372%
11 5.663 1409 1422 1439 rBvV 197468 400786 75.80% 8.420%
12 5.946 1502 1510 1517 rBV 8489 15384 2.91% 0.323%
13 6.116 1549 1563 1578 rBvV2 96716 206842 39.12% 4 .345%
14 7.029 1835 1847 1862 rBvV2 40070 79616 15.06% 1.673%

15 7.360 1937 1950 1962 rBV 129763 233068 44.08% 4 _.896%

16 7.431 1962 1972 1989 rVB 104371 190921 36.11% 4.011%

17 7.662 2033 2044 2060 rBV3 26338 49977 9.45% 1.050%
18 7.974 2131 2141 2142 rBV7 9142 10166 1.92% 0.214%
19 8.016 2151 2154 2163 rVB9 6638 8956 1.69% 0.188%

20 8.135 2179 2191 2223 rBV2 169796 497436 94.08% 10.450%

21 8.283 2228 2237 2258 rVB2 49244 103096 19.50% 2.166%
22 8.894 2413 2427 2444 rBV 308346 528730 100.00% 11.108%

23 9.058 2468 2478 2486 rBV 6058 10278 1.94% 0.216%
24 9.177 2508 2515 2528 rBV4 11618 21320 4._.03% 0.448%
25 9.601 2633 2647 2663 rBV 219386 391212 73.99% 8.219%
26 9.865 2720 2729 2737 rVB 4787 7129 1.35% 0.150%
27 10.260 2842 2852 2865 rVB 81087 128609 24.32% 2.702%
28 10.431 2895 2905 2915 rVB2 16067 28865 5.46% 0.606%
29 10.961 3062 3070 3079 rBV2 9234 15152 2.87% 0.318%
30 11.225 3143 3152 3160 rBV2 7619 13841 2.62% 0.291%

31 11.293 3160 3173 3194 rVV 259071 456423 86.32% 9.589%
32 11.669 3278 3290 3308 rBV 204481 367028 69.42% 7.711%
33 12.694 3600 3609 3616 rBV9 7732 12439 2.35% 0.261%
34 13.312 3791 3801 3803 rBV9 8160 9684 1.83% 0.203%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090219\
Data File : VV012524.D

Aca On : 02 Sep 2019 13:12

Operator : SY/MD

Sample : K4607-04

Misc : 25mL/MSVOA V/WATER

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO90219WMA .M
Title - TRACE VOA SOMO1.0

35 13.559 3867 3878 3882 rBVS 5346 8780 1.66% 0.184%
36 13.797 3943 3952 3961 rVBS8 7239 12582 2.38% 0.264%
37 16.353 4742 4747 4750 rBV 17321 10489 1.98% 0.220%

Sum of corrected areas: 4760079
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090219\
Data File : VV012524.D

Aca On : 02 Sep 2019 13:12

Operator : SY/MD

Sample . K4607-04

Misc - 25mL/MSVOA V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTR090219WMA .M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VW012524.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090219\
Data File : VV012524.D

Aca On : 02 Sep 2019 13:12

Operator : SY/MD

Sample : K4607-04

Misc : 25mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO090219WMA _M
Quant Title : 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.

2.30 0.62 ug/L 49568 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 50
3 Propane. 2-ethoxv- 88 C5H120 000625-54-7 39
4 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 39
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 39

Abundance Scan 376 (2.299 min): VV012524.D (-367) (-) m/z 45.00 100.00%
45
5000

| 59 76 2.00 220 240 2.60
Ol prrr bt e oo e e 208 238292 1 Thzz 43.00  21.52%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #297: Isopropy! Alcohol
45
5000

2.00 220 2.40 2.60
m/z 40.95 7.36%

SEIE
o e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
45
R RARERE R s ]
2.00 2.20 2.40 2.60
5000 m/z 39.00 6.89%
27
14 59
O T T T e e e T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2104: Propane, 2-ethoxy-
45 2.00 2.20 2.40 2.60
m/z 42.05 5.48%
5000
73
27
1 | g % | e
O P e e e e e e e T R RREEREEEE s ]
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090219\
Data File : VV012524.D

Aca On : 02 Sep 2019 13:12

Operator : SY/MD

Sample : K4607-04

Misc : 25mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO090219WMA _M
Quant Title : 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 3 Hexanal Concentration Rank 2

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

8.28 0.97 ug/L 103096 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 59
2 Hexanal 100 C6H120 000066-25-1 59
3 Hexanal 100 C6H120 000066-25-1 53
4 Hexanal 100 C6H120 000066-25-1 45
5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 37

Abundance Scan 2236 (8.280 min): VV012524.D (-2228) (-) m/z 41.00 100.00%
41 56
5000
7r 82
8.00 8.20 8.40 8.60
o.,....,...--'.:“.‘??.'! !,...|.',-'..~..-,-I-a..gf?..gﬁ...19,9....,..1.3?....,....,1??’..,. m/z 43.95 98.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3771 Hexanal
4 o
5000 U U U I R
29 8.00 820 8.40 8.60
72 g m/z 55.95 97.98%
0 w"*lﬁ'?a‘lk' “J'w"J'ﬂ'"|“"l'“%?9'“|"'w""l“"l'“'l"'w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
“
8.00 8.20 8.40 8.60
5000 29 m/z 43.00 65.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3772: Hexanal
44 8.00 8.20 8.40 8.60
56 m/z 57.00 63.28%
27
5000
72 go
O'VHW'ﬁﬁ'L'”'w“JN““lL“w'“w“'w“w'HWH'WH“l““w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV090219\
Data File : VV012524.D

Acq On : 02 Sep 2019 13:12

Operator : SY/MD

Sample - K4607-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO090219WMA_M
Quant Title : TRACE VOA SOM01.0

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 2.30 0.6 ug/L 49568 1 5.66 400786 5.0
Hexanal 8.28 1.0 ug/L 103096 2 8.89 528730 5.0
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