LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample : J4457-10

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\VLO81518AIR.M
Title - AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA LWed Aug 15 14:58:02 2018
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.929 560 573 585 rBvV 2232607 3516490 1.39% 0.536%
3.270 668 679 692 rBV 3147316 4732485 1.87% 0.722%
3870237 6286508 2.49% 0.958%
3.968 893 896 913 rvv2 2557844 3146760 1.24% 0.480%
5.817 1457 1471 1492 rBV3 3611086 7074874 2.80% 1.079%
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7.350 1937 1948 1963 rVB2 3989646 7749346 3.07% 1.181%
10.009 2758 2775 2795 rVB 3914012 8272676 3.27% 1.261%
2058537 4471838 1.77% 0.682%
11.894 3331 3361 3387 rBV2 13513761 42539234 16.83% 6.486%
12.305 3470 3489 3511 rBV2 4819964 11301053 4._47% 1.723%
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11 13.186 3747 3763 3783 rBVvV2 1185283 3479441 1.38% 0.530%
12 13.765 3925 3943 3962 rBV6 880458 2544180 1.01% 0.388%
13 14.643 4197 4216 4235 rBV2 4475732 10631289 4.21% 1.621%
14 15.540 4483 4495 4514 rVB4 1469949 3934363 1.56% 0.600%
15 17.224 4984 5019 5040 rBV3 64726096 252777050 100.00% 38.539%

16 17.334 5040 5053 5072 rVB4 958693 2529910 1.00% 0.386%
17 17.755 5165 5184 5199 rBV2 3839624 9314974 3.69% 1.420%
18 18.176 5297 5315 5351 rVB7 2267895 7482015 2.96% 1.141%
19 18.588 5425 5443 5470 rVB4 934332 2962950 1.17% 0.452%
20 19.739 5787 5801 5819 rVB3 2259447 5571348 2.20% 0.849%

21 20.131 5907 5923 5937 rBV2 1092915 2599149 1.03% 0.396%
22 20.269 5948 5966 5988 rVB3 1220253 3334711 1.32% 0.508%
23 21.771 6387 6433 6468 rBV4 45362482 222493933 88.02% 33.922%
24 23.041 6812 6828 6844 rVB2 1395244 3547192 1.40% 0.541%
25 25.819 7671 7692 7707 rVB 1347658 4056887 1.60% 0.619%

26 25.993 7736 7746 7754 rBV 2159186 4243294 1.68% 0.647%
27 26.141 7762 7792 7807 rVB2 1975315 8856066 3.50% 1.350%

28 26.227 7807 7819 7830 rVV2 1475323 3463255 1.37% 0.528%
29 26.359 7850 7860 7877 rvVB2 1287817 2984374 1.18% 0.455%

Sum of corrected areas: 655897645
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

Quant Method
Quant Title

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

Abundance TIC: VL032374.D
6e+07

5e+07
4e+07
3e+07
2e+07
1le+07

293 3.27 % 5.82 7.35

0 Ay oI\ N Ao
LI e e I e B R I R e O L I I B B B

Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: VL032374.D

17122
6e+07

5e+07

4e+07

3e+07

2e+07
11.89

1e+07

10.01 12.31 14.64 17.75
10.62 1319  13.76 15.54 1@3J_1%8

Time--> 10.00 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
Abundance TIC: VL032374.D

6e+07

5e+07

21.77

4e+07

3e+07

2e+07

1e+07

8.59 149,(4 2020827 23.04 25. 6
B T ERERER S N IR A VIS -

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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 Hexanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.62 3.96 ppbv 4471840 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 53
Abundance Scan 2965 (10.620 min): VL032374.D (-2951) (-) m/z 44.00 100.00%
5000 /\
mmmmmmnm
ol 141 173187 217 256 273 n/7z 41.10 94 33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3771: Hexanal
4a
5000 LB UL U -T{\‘-
29 10,40 1060 10.80 11.00
72 m/z 56.05 81.82%
8 6 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3772: Hexanal
4a
" 10,40 10,60 10. s'o' 11,00
5000l 2 m/z 43.10 67.21%
I""'I ""‘I""'I""'I""I""I""I"" BRI B N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3773: Hexanal
44 10.40 10.60 10.80 11.00
m/z 57.05 60.73%
5000 -
72
3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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 5 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.54 3.48 ppbv 3934360 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 80
2 _alpha.-Pinene 136 C10H16 000080-56-8 80
3 .alpha.-Pinene 136 C10H16 000080-56-8 80
4 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 78
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 64

Abundance Scan 4495 (15.540 min): VL032374.D (-4483) (-) m/z 93.10 100.00%

5000

_:::::::»

15.20 15.40 15.60 15.80
m/z 91.00  46.94%

107121

136 154 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-

-

5000
15.20 15.40 15.60 15.80

m/z 92.10 39.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #15703: .alpha.-Pinene
93
15.20 15.40 15.60 15.80
5000 m/z 41.10 26.12%
121
136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15705: .alpha.-Pinene
93 15.20 15.40 15.60 15.80
m/z 79.05 25.28%
5000
H ?\ I H\ \17121136
T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
VL032374.D

16 Aug 2018
SY/AP
J4457-10
400mI/MSVOA L
1 Sample Multiplier: 1

6:38

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

C:\DATABASENNIST11.L
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 7 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.76 8.24 ppbv 9314970 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
Abundance Scan 5186 (17.761 min): VL032374.D (-5165) (-) m/z 57.10 100.00%
57
5000 41
8 17.40 17.60 17.80 18.00
98 - - - -
o b b 12 134149 168 197 218 258 281 | nszv 47 10 42.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13667: 1-Hexanol, 2-ethyl-
57
5000
41 17.40 17.60 17.80 18.00
83 m/z 43.10 31.77%
2 98112
130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13661: 1-Hexanol, 2-ethyl-
57
17.40 17.60 17.80 18.00
5000 a1 m/z 55.10 26.88%
2( 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl-
57 17.40 17.60 17.80 18.00
m/z 70.10 22 .43%
5000 41
83
2
98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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 8 D-Limonene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.18 6.62 ppbv 7482020 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 98
2 Limonene 136 C10H16 000138-86-3 95
3 D-Limonene 136 C10H16 005989-27-5 93
4 Cyclohexene. 1-methvl-5-(1-methv... 136 C10H16 013898-73-2 90
5 Cyclohexene, l-methyl-4-(l1-methy... 136 C10H16 005989-54-8 90

Abundance Scan 5316 (18.179 min): VL032374.D (-5297) (-) m/z 68.10 100.00%
68
93
5000
121136 17.80 18.00 18.20 18.40
154 174190 236 281 299 m/z 67 - 1'0 '77 “87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15682: D-Limonene
68 93
5000 17.80 18.00 18.20 1840
53 121136 m/z 93.10 64.03%
”.““4nJhJ.. 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15667: Limonene
68
17.80 18.00 18.20 18.40
5000 93 m/z 79.05 35.24Y%
a1 121136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15678: D-Limonene
68 17.80 18.00 18.20 18.40
m/z 41.10 33.00%
93
5000
41 121136
.:.L.Sl .‘.‘ : .‘ﬁ“. IJI‘\I e .H -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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 9 Nonanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.74 4._.93 ppbv 5571350 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 86
2 Nonanal 142 C9H180 000124-19-6 83
3 Nonanal 142 C9H180 000124-19-6 64
4 2-Nonen-1-ol. (E)- 142 C9H180 031502-14-4 43
5 2-Nonen-1-ol, (E)- 142 C9H180 031502-14-4 35
Abundance Scan 5801 (19.739 min): VL032374.D (-5787) (-) m/z 41.10 100.00%
7
5000
114 19.40 19.60 19.80 20.00
133 153 177 198 226 245 281297 m/z 57.10 96 .81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19919: Nonanal
41 57
5000 08 UM USRI I
82 19.40 19.60 19.80 20.00
m/z 43.10 69.51%
15 n4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19921: Nonanal
57
41 NN UGN RN I
19.40 19.60 19.80 20.00
5000 o8 m/z 44.00 63.24%
82
114
2 || 142
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19920: Nonanal T T PR
41 57 19.40 19.60 19.80 20.00
m/z 56.10 61.75%
5000 82 o8
5 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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 10 Acetonitrile, 2-(6-chloro-2... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.77 196.88 ppbv 222494000 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetonitrile. 2-(6-chloro-2-pvri... 267 C15H10CIN3 1000162-41-0 50
2 Propenone. 1-(4-nitrophenvl)-3-p... 268 C15H12N203 1000302-96-9 47
3 Propenenitrile. 2-(2-benzothiazo... 268 C14H8N2S2 106833-31-2 47
4 6H-Indolol2.3-blauinoxaline. 9-c... 267 C15H10CIN3 1000319-29-1 46
5 4-(2-Acetylamino-1-(trimethylsil. .. 339 C16H29N03Si2 1000373-43-5 42
Abundance Scan 6433 (21.771 min): VL032374.D (-6387) (-) m/z 73.05 100.00%
73 267

—

5000
251 B
ﬁS o7 103110133 154 179 193,703 - 2140 2160 21.80 22.00
SN N R LA .o VR N R m/z 266.95 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116370: Acetonitrile, 2-(6-chloro-2-pyridyl)-2-(4-cyanome...
267
5000 LA LI L L N LB L B
240 21.40 21.60 21.80 22.00
76 m/z 268.00 45 _53%
51 112150 192
27 96 155 177 | 206 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117120: Propenone, 1-(4-nitrophenyl)-3-phenylamino-
267
A s
21.40 21.60 21.80 22.00
5000 m/z 269.00 30.73%
77 105
147 193 220
79! ‘ 9N J g 181° ) 165 - ) 235250
Rl B e L L e BARAARanas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117099: Propenenitrile, 2-(2-benzothiazolyl)-3-(2-thienyl)- R L o R
267 21.40 21.60 21.80 22.00
m/z 250.90 22 .32%
5000
108 134
. “\ 5 162 179 196211905 242 ||
|'“'v“'v'“|““|“'w“'w'“"”"'“"“  AARAREamSs SauEs o B s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 11 Dodecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
23.04 3.14 ppbv 3547190 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 90
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 6828 (23.041 min): VL032374.D (-6812) (-) m/z 57.05 100.00%
43 57
71
5000
85
99 22.80 23.00 23.20 23.40
Obrrr el b dio127141 170 192208 245 267282 | nz5 4310 87.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
43
71
5000
22.80 23.00 23.20 23.40
29 m/z 71.10 57.11%
15 99113127141 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane
57
22.80 23.00 23.20 23.40
5000 85 m/z 41.10 41.12%
29 99
| ‘ 1 113127141155169183197 268
m/z--> 25 46 éo 85 160 120 140 160 180 200 220 240 2é0 2éo
Abundance #38318: Dodecane e i s
57 22.80 23.00 23.20 23.40
43 m/z 85.10 30.06%
5000 &
85
29 ‘ o
wl L) e, o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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 12 unknown25.82 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

25.82  3.50 ppbv 4056890  Chlorobenzene-ds 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzenepropanoic acid. .alpha.-I... 310 C15H2603Si2 027750-45-4 33
2 Acetic acid. l(tert-butvldimethv... 304 C14H3203Si2 067226-76-0 33
3 Ribitol. 1.2.3.4.5-pentakis-0-(t... 512 C20H5205Si5 032381-53-6 17
4 Butanoic acid. 3-methyl-2-T(trim... 262 C11H2603Si2 055124-92-0 12
5 2-Phenyl-2-trimethylsilyloxyprop... 310 C15H2603Si2 082326-12-3 10

Abundance Scan 7692 (25.819 min): VL032374.D (-7671) (-) m/z 73.05 100.00%
73
147 ' 25.60 25.80 26.00 26.20
45 207 : : ' '
Oy b 9517 | 179 207 237 267295  m/z 147.10 12.56%
m/z--> 50 100 150 200 250 300 350
Abundance #152606: Benzenepropanoic acid, .alpha.-[(trimethylsilyl)o...
73
193 o
5000 IIII|IIII|IIII|IIII|III
147 25.60 25.80 26.00 26.20
m/z 74.05 8.34%
45 220
N T S [ 267 295
ettt et
m/z--> 50 100 150 200 250 300 350
Abundance #147594: Acetic acid, [(tert-butyldimethylsilyl)oxy]-, ter...
73
R R mE e e
25.60 25.80 26.00 26.20
5000 147 m/z 45.05 4 _.98%
189
a1 115 247
Il YV A N
m/z--> 50 100 150 200 250 300 350
Abundance #236446: Ribitol, 1,2,3,4,5-pentakis-O-(trimethylsilyl)-
73 25.60 25.80 26.00 26.20
m/z 59.00 3.91%
5000
103
147
45 217
26 | . | 125 | 166189 || 243 277300319 355 383
e T R e T e e e
m/z--> 50 100 150 200 250 300 350 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 13 unknown25.99 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.99 3.75 ppbv 4243290 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. N-I(pentafluo... 475 C21H26F5N02Si2 055429-85-1 38
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 Cvclopropene. 3.3-diphenvl-1-tri... 264 C18H20Si 173595-34-1 10
5 Benzoic acid, 2-[(trimethylsilyl._._. 282 C13H2203Si2 003789-85-3 9
Abundance Scan 7745 (25.989 min): VL032374.D (-7736) (-) m/z 73.10 100.00%
7B
5000
267
45 251 25.60 25.80 26.00 26.20 26.40
Obrrrrrrrrriverrr i 88, 108133 154 177193208223 257 .L..,.??? - 'm/z 267.00 23.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
7B
5000 AR UV UM N
267 25.60 25.80 26.00 26.20 26.40
a4 m/z 74.05 8.60%
| T 135151 179194209 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128752: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
7B
25.60 25.80 26.00 26.20 26.40
5000 m/z 268.00 6.16%
267
45
135
Loy % s 151 175193200 233249
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280 300
Abundance #128748: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
7B 25.60 25.80 26.00 26.20 26.40
m/z 45.00 4_.94%
5000
267
45 o1 135
29 | L 115 | 151 175 193209 233249
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 2é0 300 25.60 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 14 unknown26.14 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.14 7.84 ppbv 8856070 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. N-I(pentafluo... 475 C21H26F5N02Si2 055429-85-1 40
2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 38
3 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 36
1-(3-ChlorophenvDpiperazine. 4-... 268 C13H21CIN2Si 1000373-99-3 16
5 4-Methylcatechol, bis(trimethyls... 268 C13H2402Si2 1000332-79-9 9
Abundance Scan 7792 (26.141 min): VL032374.D (-7762) (-) m/z 73.05 100.00%
3
5000
267
45 251 25.80 26.00 26.20 26.40
Olrrrrrrrrrivret e 88103118133 154 177193208223 207 | 283298 | /57567 00  22.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73
5000 AUV AR
267 25.80 26.00 26.20 26.40
a4 m/z 74.10 8.57%
| 91 117135151 179194209 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128752: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73
25.80 26.00 26.20 26.40
5000 m/z 268.00 6.10%
267
45
135
| — %1 115 | 151 175 193209 233249
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240 260 280 300
Abundance #128748: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73 25.80 26.00 26.20 26.40
m/z 45.00 4.44%
5000
267
45 o1 135
29 | , [ 115 | 181 175 193209 233249
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA L\DATA\VL081518\
Data File : VL032374.D

Aca On : 16 Aug 2018 6:38

Operator : SY/AP

Sample = J4457-10

Misc > 400mI/MSVOA L

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA L\METHODS\VL081518AIR._M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 15 Benzeneethanamine, N-[(pent... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.23 3.06 ppbv 3463260 Chlorobenzene-d5 12.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. N-I(pentafluo... 475 C21H26F5N02Si2 055429-85-1 50
1-(3-Chlorophenvpiperazine. 4-... 268 C13H21CIN2Si 1000373-99-3 16
3 4-Methvlcatechol. bis(trimethvls... 268 C13H2402Si2 1000332-79-9 12
4 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 9
5 Benzoic acid, 2-[(trimethylsilyl._._. 282 C13H2203Si2 003789-85-3 9
Abundance Scan 7820 (26.231 min): VL032374.D (-7807) (-) m/z 73.00 100.00%
7B
5000
267
a5 193 251 26.00 26.20 26.40 26.60
e 87 108 183 134 179 20722823758 W ABL2%6 | ns7 267.00  24.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
7B
5000
267 26.00 26.20 26.40 26.60
a4 m/z 74.10 8.70%
| 58 |, 91 117 135151 179194209 250
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116953: 1-(3-Chlorophenyl)piperazine, 4-trimethylsilyl-
7B
101 458 268 26.00 26.20 26.40 26.60
5000 m/z 268.00 5.54%
S 253
166 226
|||||||||‘|Hi‘||| ‘ “H H‘LI h \II‘\“II”]-I?ISIIZI]I'? |‘||| I”\‘I :
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116959: 4-Methylcatechol, bis(trimethylsilyl) ether
7B 26.00 26.20 26.40 26.60
m/z 75.00 4_60%
5000
i 268
29 | . 89 105119133149 16518095 2232372§3
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_L\DATA\VL081518\
Data File : VL032374.D

Acq On : 16 Aug 2018 6:38

Operator : SY/AP

Sample - J4457-10

Misc > 400mI/MSVOA_L

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_L\METHODS\VL081518AIR_M
AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LWed Aug 15 14:58:02 2018

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanal 10.62 4.0 ppbv 4471840 3 12.31 11301100 10.0
Bicyclo[3.1.1]hep... 15.54 3.5 ppbv 3934360 3 12.31 11301100 10.0
1-Hexanol, 2-ethyl- 17.76 8.2 ppbv 9314970 3 12.31 11301100 10.0
D-Limonene 18.18 6.6 ppbv 7482020 3 12.31 11301100 10.0
Nonanal 19.74 4.9 ppbv 5571350 3 12.31 11301100 10.0
Acetonitrile, 2-(... 21.77 196.9 ppbv 222494000 3 12.31 11301100 10.0
Dodecane 23.04 3.1 ppbv 3547190 3 12.31 11301100 10.0
unknown25.82 25.82 3.6 ppbv 4056890 3 12.31 11301100 10.0
unknown25.99 25.99 3.8 ppbv 4243290 3 12.31 11301100 10.0
unknown26 .14 26.14 7.8 ppbv 8856070 3 12.31 11301100 10.0
Benzeneethanamine... 26.23 3.1 ppbv 3463260 3 12.31 11301100 10.0
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