LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 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\82N081820W.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
1 1.799 3 8 24 rVB 150894 188145 21.04% 2.133%
2 1.992 56 68 77 rBv2 8844 16276 1.82% 0.185%
3 2.162 103 121 131 rBvV2 11793 25464 2.85% 0.289%
4 2.294 153 162 179 rvVB 17478 29946 3.35% 0.339%
5 3.246 441 458 484 rBV2 23852 70184 7 .85% 0.796%
6 3.777 604 623 651 rBV 152355 405552 45.35% 4 .598%
7 4.018 682 698 724 rBV 47455 141606 15.83% 1.605%
8 4.735 898 921 956 rBV2 39738 151464 16.94% 1.717%
9 5.902 1268 1284 1302 rBv4 5469 17117 1.91% 0.194%
10 6.490 1452 1467 1486 rBvV8 3719 12597 1.41% 0.143%
11 6.780 1536 1557 1583 rBv4 12861 44101 4_.93% 0.500%
12 7.175 1666 1680 1692 rVB6 3256 9016 1.01% 0.102%

13 7.551 1779 1797 1808 rBV 112024 280057 31.31% 3.175%
14 7.625 1808 1820 1844 rVB 188010 450427 50.36% 5.106%
15 7.995 1916 1935 1954 rBV3 194869 521208 58.28% 5.909%

16 8.091 1954 1965 1982 rVB6 7454 19476 2.18% 0.221%
17 8.551 2091 2108 2125 rBV 300198 622155 69.56% 7.053%
18 8.757 2162 2172 2182 rBV6 4386 9589 1.07% 0.109%
19 9.005 2238 2249 2261 rBv4 6106 13084 1.46% 0.148%
20 9.165 2282 2299 2312 rVB5 5606 13786 1.54% 0.156%
21 9.680 2448 2459 2470 rBvV2 8993 15808 1.77% 0.179%
22 9.953 2534 2544 2558 rVB2 21766 38500 4_30% 0.436%

23 10.062 2562 2578 2589 rBV 483660 894365 100.00% 10.139%
24 10.124 2589 2597 2625 rVB 124020 236297 26.42% 2.679%

25 10.326 2651 2660 2672 rVB2 14142 23915 2.67% 0.271%
26 10.779 2791 2801 2809 rBV2 12613 20415 2.28% 0.231%
27 10.847 2809 2822 2836 rVB6 11976 31133 3.48% 0.353%
28 11.381 2975 2988 3007 rVB 464405 817357 91.39% 9.266%
29 11.490 3011 3022 3023 rBV2 12386 14690 1.64% 0.167%
30 11.554 3035 3042 3046 rBV2 19773 29595 3.31% 0.336%
31 11.593 3046 3054 3070 rVB 75412 141179 15.79% 1.600%
32 11.696 3076 3086 3094 rBV3 12044 24758 2.77% 0.281%
33 11.924 3146 3157 3171 rBvV4 46405 98398 11.00% 1.116%
34 12.172 3226 3234 3241 rBV7 7489 13260 1.48% 0.150%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N081820W.M
Title - SW846 8260
35 12.220 3241 3249 3263 rVB9 8955 20205 2.26% 0.229%
36 12.378 3285 3298 3309 rBV 396411 647854 72.44% 7.344%
37 12.435 3310 3316 3327 rVB 21796 35220 3.94% 0.399%
38 12.567 3345 3357 3369 rBV2 9201 15202 1.70% 0.172%
39 12.763 3408 3418 3441 rVB10 8209 24834 2.78% 0.282%
40 12.886 3446 3456 3467 rVB7 13107 24586 2.75% 0.279%
41 13.014 3486 3496 3505 rvVv 53266 83456 9.33% 0.946%
42 13.072 3506 3514 3523 rVB5 14128 25301 2.83% 0.287%
43 13.230 3555 3563 3574 rVB7 7243 14327 1.60% 0.162%
44 13.320 3576 3591 3607 rBV 479726 818025 91.46% 9.274%
45 13.426 3609 3624 3638 rvB2 37266 83404 9.33% 0.946%
46 13.519 3645 3653 3673 rVB3 13844 32551 3.64% 0.369%
47 13.699 3692 3709 3722 rBV 221328 377175 42.17% 4_.276%
48 13.821 3730 3747 3767 rVB 13213 43505 4 .86% 0.493%
49 13.937 3772 3783 3790 rBV9 5559 10872 1.22% 0.123%
50 14.069 3813 3824 3843 rBV3 16325 40182 4_.49% 0.456%
51 14.194 3855 3863 3870 rBV6 11250 18473 2.07% 0.209%
52 14.631 3987 3999 4010 rBV4 17826 30140 3.37% 0.342%
53 14.715 4013 4025 4035 rVvVv3 18712 30779 3.44% 0.349%
54 14.821 4043 4058 4067 rBV6 20671 40340 4_.51% 0.457%
55 14.873 4067 4074 4083 rVBS8 5023 8993 1.01% 0.102%
56 15.104 4131 4146 4162 rBV 419390 748958 83.74% 8.491%
57 15.194 4164 4174 4186 rVB4 23777 50131 5.61% 0.568%
58 16.123 4451 4463 4478 rVB 33333 67504 7 .55% 0.765%
59 16.210 4478 4490 4504 rBV5 11817 31293 3.50% 0.355%
60 16.313 4511 4522 4535 rBV2 26929 56725 6.34% 0.643%
Sum of corrected areas: 8820955
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

5.00mL/MSVOA N/WATER
14

= Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082620\
: VNO63139.D

: 26 Aug 2020 17:47

: JC/MD

: L3792-06

Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

C:\DATABASENNIST11.L

ration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

0

TIC: VN063139.D

.80 3.78

Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VN063139.D
10.06 11.38
400000
300000 8.55
200000 7.63 8.00
- 10.12
100000 11.59
o 7.18 8.09 L 8.76 9009 17 9, 68 1033 101085 ) 1361170
e S ML S S - SR LA et Adk e Y 122 S S A R W2
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN063139.D
13.32
15.10
400000 12.38
300000
13.70
200000
100000
13.01
11.92 3.43 16.12
5.19 1216.31
|_azeaf Kb mebosl i poumn  umngy | e
Ol R ey
Time--> 12.00 12,50 13.00 1350 1400 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : 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 Propane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
" 1.80 20.89 ug/t 188145  Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 propane a4 cans 000074-98-6 83

2 Bis(3-methvibutvl) fluorene-2.7-
3 Imidazol-5(2H)-one. 4-amino-2-(2

... 466 C23H3006S2
... 196 C7H8N403

253664-95-8 64
318259-17-5 50

4 2-Hexvnoic acid 112 C6H802 000764-33-0 43
5 3-Butenoic acid 86 C4H602 000625-38-7 42
Abundance Scan 8 (1.799 min): VN063139.D (-3) (-) m/z 43.10 100.00%
5000
207 1.90 2.00 2.10 2.20
0 m/z 44.05 99.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78: Propane
29
5000 LI L L L L LB LN |
1.90 2.00 2.10 2.20
m/z 39.00 79.12%
ofﬁﬂ.wfnpuw””“”.””.”.”..””.”.””.”.””“”.””“”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
39 g5
R  EBEREERE m e
1.90 2.00 2.10 2.20
5000 m/z 41.00 72.69%
o 83 105121139 163181 245261 326
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58484: Imidazol-5(2H)-one, 4-amino-2-(2-furyl)-, oxime, 3... e
1.90 2.00 2.10 2.20
m/z 42.00 31.08%
5000 /\
0 A
m/z--> 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : 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 Ethanol Concentration Rank 4

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

3.25 7.79 ug/l 70184 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethvl ether 46 C2H60 000115-10-6 5
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Nitrogen dioxide 46 NO2 010102-44-0 2

Abundance Scan 459 (3.249 min): VN063139.D (-441) (-) m/z 45.00 100.00%
45
5000
43 U LS R R I
41| 3.00 3.20 3.40 3.60
e B B i e e e e m/z 46.10 37.44Y%
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #95: Ethanol
31
5000 45 U L R L I
3.00 3.20 3.40 3.60
2729 43 m/z 43.00 21.20%
0 13151719 22 25 | | 33 3941 | 47
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance
45
2 U U L L I
15 3.00 3.20 3.40 3.60
5000 m/z 42.00 7.42%
o 13 1719 2224 27 Sl3z 304143 47
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #92: Methane, nitroso-
30 3.00 3.20 3.40 3.60
45 m/z 43.90 4 _.35%
5000
15
28 43
1\3‘ 1 26‘ 1 \‘\ ‘47
e L L L S L S I I UL SIS B U U L L I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : 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 Isopropyl Alcohol Concentration Rank 3

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

4.02 15.72 ug/I1 141606 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 64
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 43
3 Formic acid. 1l-methvlethvl ester 88 C4H802 000625-55-8 40
4 (SH-(+)-2-Pentanol 88 C5H120 026184-62-3 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 699 (4.021 min): VN063139.D (-682) (-) m/z 45.00 100.00%
45
5000
39 50 s 360 380 400 420 440
ot e m/z 43.00 21.09%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #294: 1sopropy! Alcohol
45
5000 RS U RN
3.60 3.80 4.00 4.20 4.40
27 m/z 41.00 8.67%
AR 59
-ttt
I I I [ T I [ I I I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
360 380 400 420 440
5000 m/z 39.00 7.13%
73
21 o3 39 59 o 88
e S S L S L S SIS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2069: Formic acid, 1-methylethyl ester T Rmmmn m R E L
45 3.60 3.80 4.00 4.20 4.40
m/z 42.00 5.46%
5000
27
‘ 39‘ 73
0 - 549 67 | 88
m/z--> 10 20 30 4 50 60 70 80 90 ' 360 3.80 400 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : 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-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.43 5.10 ug/Il 83404 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 47
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 38
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 28
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 28
Abundance Scan 3625 (13.429 min): VN063139.D (-3609) (-) m/z 57.10 100.00%
57
5000
41
70 g3 AOV-ALL
103 207 13.20 13.40 13.60 13.80
o} m/z 41.00 34 .43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 U SN B BN SR
43 13.20 13.40 13.60 13.80
29 ‘ 70 g3 m/z 55.00 27 .16%
98
0 "}?"L"H“' RN REA '|h""|'}%%|' UL AR BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
' 13.20 13.40 13.60 13.80
5000 m/z 43.00 27 .05%
41 o
29
. 83 9 110 161
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl- R RS S e
57 13.20 13.40 13.60 13.80
m/z 70.00 25.90%
5000 43
29 69 83
0 ..:.I'Elg....|....|....|....9?.:.'-].-2.“...l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063139.D

Aca On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : 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 5 Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.70 23.05 ug/1 377175 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 95
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 94
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 91
Abundance Scan 3709 (13.699 min): VN063139.D (-3692) (-) m/z 115.00 100.00%
115
5000
63 89 120 1280 1280 1400
39 50 74 13.40 13.60 13.80 14.00
b 204207 Tm/z 116.00 94.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8406: Indene
116
5000 AR NARARARAN AR AR
13.40 13.60 13.80 14.00
- m/z 63.00 12.12%
0 27 ¥ 50 % 74 ° Il
m/z--> 25 Jo eb 86 160 150 150 1éo 1éo 260
Abundance
115
13.40 13.60 13.80 14.00
5000 m/z 89.00 11.92%
o 27 39 51 63 74 89,
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #8415: 3-Methylphenylacetylene s e e !
115 13.40 13.60 13.80 14.00
m/z 117.00 9.04%
5000
63 89
oLas 27 350 774 1101
m/z--> 25 Jo eb 86 160 150 150 1éo 1éo 260 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN082620\
Data File : VN063139.D

Acq On : 26 Aug 2020 17:47

Operator : JC/MD

Sample : L3792-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081820W.M
Quant Title : 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]
Propane 1.80 20.9 ug/I1 188145 1 7.63 450427 50.0
Ethanol 3.25 7.8 ug/l 70184 1 7.63 450427 50.0
Isopropyl Alcohol 4.02 15.7 ug/I1 141606 1 7.63 450427 50.0
1-Hexanol, 2-ethyl- 13.43 5.1 ug/Il 83404 4 13.32 818025 50.0
Indene 13.70 23.1 ug/I1 377175 4 13.32 818025 50.0
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