LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL031519\
Data File : VL033353.D

Aca On : 16 Mar 2019 5:46

Operator : SY/AP

Sample : K1827-05

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 3 Min Area: 3 % of largest Peak
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VLO31519AIR.M
Title - AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA LFri Mar 15 14:52:14 2019
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.988 8 16 20 rBv2 187141 238182 3.68% 0.547%
3.014 20 24 30 rvw 208921 270405 4.18% 0.621%
42 rvv2 232813 311451 4.81% 0.715%
3.239 84 94 104 rBvV 538029 683188 10.55% 1.569%
3.393 133 142 154 rVB 465565 595388 9.20% 1.367%
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w
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3.657 210 224 244 rBV 1655610 3493575 53.96% 8.022%
3.901 290 300 322 rBV 559098 1089961 16.84% 2.503%
341 361 rBV 607114 1314808 20.31% 3.019%
4.191 380 390 400 rvB2 152696 221075 3.41% 0.508%
4.249 400 408 417 rBV3 103029 151160 2.33% 0.347%

(@R {cNec R NNe))
I
o
w
w
w
N
N

11 4.409 451 458 473 rVB2 182126 283713 4_.38% 0.652%
12 5.139 675 685 691 rBV6 42343 72429 1.12% 0.166%
13 5.191 693 701 713 rvv2 131817 211568 3.27% 0.486%
14 5.332 734 745 757 rBV2 73957 119621 1.85% 0.275%
15 5.458 773 784 794 rBVS5 44344 76882 1.19% 0.177%

16 5.763 862 879 898 rBv3 1763090 3498993 54.05% 8.035%
17 7.004 1258 1265 1277 rVB4 54235 98579 1.52% 0.226%
18 7.290 1337 1354 1369 rBV 2242147 4139278 63.94% 9.505%
19 7.367 1369 1378 1390 rvv4 85983 166511 2.57% 0.382%
20 7.448 1394 1403 1415 rVB6 34740 67918 1.05% 0.156%

21 7.599 1438 1450 1465 rvB4 131781 265110 4._.10% 0.609%
22 7.966 1553 1564 1572 rBV7 66791 152293 2.35% 0.350%
23 8.248 1638 1652 1667 rVB3 147452 290046 4.48% 0.666%
24 8.882 1837 1849 1858 rBVv3 100823 214739 3.32% 0.493%
25 8.953 1861 1871 1884 rVvB4 186122 403379 6.23% 0.926%

26 9.946 2164 2180 2201 rBV2 3091774 6473987 100.00% 14.866%
27 10.567 2359 2373 2386 rBV5 133679 296142 4._.57% 0.680%
28 11.110 2530 2542 2556 rBV2 117620 254949 3.94% 0.585%
29 11.827 2764 2765 2780 rVB3 45232 68340 1.06% 0.157%
30 12.239 2876 2893 2913 rBV 2864113 6203896 95.83% 14.246%

31 12.866 3077 3088 3100 rBv4 72793 138907 2.15% 0.319%
32 13.123 3156 3168 3188 rVB5 69527 204628 3.16% 0.470%
33 13.383 3234 3249 3261 rBVS 58030 163639 2.53% 0.376%
34 13.850 3382 3394 3406 rBV5 31639 70831 1.09% 0.163%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL031519\
Data File : VL033353.D

Aca On : 16 Mar 2019 5:46

Operator : SY/AP

Sample : K1827-05

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 3 Min Area: 3 % of largest Peak
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VLO031519AIR.M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar 15 14:52:14 2019

Method
Title

35 14.579 3603 3621 3644 rBV3 2789172 6293649 97.21% 14.452%
36 15.480 3889 3901 3915 rVB10 51857 134484 2.08% 0.309%
37 17.126 4395 4413 4430 rBV3 125065 332090 5.13% 0.763%
38 17.271 4449 4458 4471 rBVS 56547 136020 2.10% 0.312%
39 18.110 4702 4719 4745 rBV7 640481 1624129 25.09% 3.730%
40 19.689 5203 5210 5222 rVBS8 59478 111606 1.72% 0.256%

41 21.653 5798 5821 5844 rBVY 829268 2610106 40.32% 5.994%

Sum of corrected areas: 43547655
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL031519\
Data File : VL033353.D

Aca On : 16 Mar 2019 5:46

Operator : SY/AP

Sample : K1827-05

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL031519AIR.M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar 15 14:52:14 2019

Quant Method
Quant Title

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

Abundance TIC: VL033353.D
3000000 9|95

2500000
7.29

2000000 576
3.66 i

1500000

1000000

500000
s 10.57

7.00

o T
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VL033353.D

3000000 12.24

14.58

2500000

2000000

1500000

1000000

18.11
500000

Ll 11.83 1281312338 1385 || 15.48 174857
e e e e R L = e e S e S e

Time--> 11.50 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: VL033353.D
3000000

2500000

2000000

1500000

1000000 21.65

500000

19.69
N\
e e e e R R e e e R R e e e e e

Time--> 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL031519\
Data File : VL033353.D

Aca On : 16 Mar 2019 5:46

Operator : SY/AP

Sample : K1827-05

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL031519AIR.M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar 15 14:52:14 2019

Quant Method
Quant Title

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 unknown3.24 Concentration Rank 3

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

3.24 1.95 ppbv 683188 Bromochloromethane 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 40
2 Isobutane 58 C4H10 000075-28-5 40
3 Isobutane 58 C4H10 000075-28-5 9
4 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 9
5 Propane 44 C3HS8 000074-98-6 5

Abundance Scan 94 (3.239 min): VL033353.D (-84) (-) m/z 43.00 100.00%
a3
5000
3.00 320 340 3.60
57
el SY L T8 % “m/z 41.00 53.51%
m/z--> 0O 10 20 30 40 5 60 70 8 90 100
Abundance #237: Isobutane
43
5000
27 3.00 320 340 3.60
15 ‘ m/z 42.00 34.60%
|

, g
T T T T T T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 j\
JAN

3.00 320 340 3.60

5000 m/z 39.00 24.48%
27
15 37 50 57
B e o I LI B e e e o SR RS S
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #236: Isobutane
43 3.00 320 3.40 3.60

m/z 43.95 23.21%

5000
27

1 15 “ 37 51 57

I
m/z--> 0 10 20 30 40 50 60 70 80 90 100 300 320 340 3.60

VLO31519AIR.M Fri Mar 22 12:29:05 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL031519\
Data File : VL033353.D

Aca On : 16 Mar 2019 5:46

Operator : SY/AP

Sample : K1827-05

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL031519AIR.M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar 15 14:52:14 2019

Quant Method
Quant Title

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 Butane Concentration Rank 4

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

3.39 1.70 ppbv 595388 Bromochloromethane 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Butane 58 C4H10 000106-97-8 59
3 Butane 58 C4H10 000106-97-8 59
4 l1sopropvlsulfonvl chloride 142 C3H7CI102S 010147-37-2 9
5 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

Abundance Scan 141 (3.390 min): VL033353.D (-133) (-) m/z 43.00 100.00%
43
5000
58 3.20 3.40 3.60 3.80
36 50 82
“m“W“WmW“W””W“PmP“W“LI“mW“W”h““W“PmPWP“W“W' m/z 41.00 41.69%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #234: Butane
43
5000 29
3.20 3.40 3.60 3.80
39 m/z 39.00 21.00%
15 58
'”““W%W“W““L“Wm%“”PmP“hJ=“§321JW“W”“P“W”W”W““P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43
3.20 3.40 3.60 3.80
5000 29 m/z 42.00 15.70%
39 58
1 1519 25 51
TWWWWWWWWWWWWWTWWWWWWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #232: Butane
43 3.20 3.40 3.60 3.80
m/z 58.10 10.85%
5000 29
39 58
B 3054
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL031519\
Data File : VL033353.D

Aca On : 16 Mar 2019 5:46

Operator : SY/AP

Sample : K1827-05

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL031519AIR.M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar 15 14:52:14 2019

Quant Method
Quant Title

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 D-Limonene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.11 2.62 ppbv 1624130 Chlorobenzene-d5 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 96
2 Limonene 136 C10H16 000138-86-3 93
3 Cvclohexene. 1-methvl-4-(l-methy... 136 C10H16 005989-54-8 90
4 D-Limonene 136 C10H16 005989-27-5 72
5 D-Limonene 136 C10H16 005989-27-5 70
Abundance Scan 4719 (18.110 min): VL033353.D (-4702) (-) m/z 67.95 100.00%
68 93
5000
17.80 18.00 18.20 18.40
m/z 67.00 87 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15682: D-Limonene
68
93
5000 17.80 18.00 18.20 18.40
53 107121136 m/z 93.00 78.95%
,...?ﬁ.&t,ﬁ‘” 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
68
39 03 17,80 18.00 18.20 18.40
5000 53 m/z 78.95 46 .56%
107121 136
26
m/z--> 20 4'0 6|0 8IO 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 '
Abundance #15885: Cyclohexene, 1- methyl 4- (l methyIEthEHyl) s (S) LA L L L L L
68 ﬂmmmmmmm
m/z 91.00 40.14%
93
5000
39 o4
X 107121136

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

400mI/MSVOA L
1

= Z:\VOASRV\HPCHEM1I\MSVOA L\DATA\VL031519\
: VLO33353.D

: 16 Mar 2019 5:46

> SY/AP

: K1827-05

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL031519AIR.M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar

15 14:52:14 2019

C:\DATABASENNIST11.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 Benzeneethanamine, N-[(pent... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.65 4._.21 ppbv 2610110 Chlorobenzene-d5 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. N-I(pentafluo... 475 C21H26F5N02Si2 055429-85-1 59
2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38
3 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38
4 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38
5 Benzoic acid, 2-[(trimethylsilyl._._. 282 C13H2203Si2 003789-85-3 38
Abundance Scan 5820 (21.650 min): VL033353.D (-5798) (-) m/z 72.95 100.00%
7B
5000 }/\\
267 SN SN W
45 59 193 251 21.40 21.60 21.80 22.00
el 87 103119133 194 17909207 22328775 1281295 | T1777066.90  26.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73
5000 LR B SURIULE I B
267 21140 21.60 21.80 22.00
a4 m/z 74.00 8.29%
59 | 91105119135 151 179194209223 250
m/z--> Jo éo 80 100 120 140 160 180 200 220 240 260 2éo '
Abundance
73
21140 21.60 21.80 22,00
5000 m/z 267.85 7.24%
267
45
135
31 | 59 . 9110511977 149163179193209 233 249
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128754: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl... I ERRRE EER RS
7B 21.40 21.60 21.80 22.00
m/z 44.95 5.84%
5000
45 267
31 59 | % 105119 \ 149 179193209 233
m/z--> 40 éo 80 100 120 150 160 180 200 220 240 2éo 280 21140 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_L\DATA\VL031519\
Data File : VL033353.D

Acq On : 16 Mar 2019 5:46

Operator : SY/AP

Sample - K1827-05

Misc > 400mI/MSVOA_L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_L\METHODS\VL031519AIR_M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Mar 15 14:52:14 2019

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]
unknown3 .24 3.24 2.0 ppbv 683188 1 5.76 3498990 10.0
Butane 3.39 1.7 ppbv 595388 1 5.76 3498990 10.0
D-Limonene 18.11 2.6 ppbv 1624130 3 12.24 6203900 10.0
Benzeneethanamine... 21.65 4.2 ppbv 2610110 3 12.24 6203900 10.0
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