LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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 U\METHOD\SOMUTR061720WMA .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 1.620 76 87 96 rBv 134564 162788 11.63% 1.529%
2 1.752 120 128 138 rVB3 14285 24698 1.77% 0.232%
3 1.945 180 188 200 rBvV 107783 146107 10.44% 1.373%
4 2.597 381 391 404 rVB 312297 492867 35.22% 4.630%
5 2.819 454 460 471 rVB3 19450 31126 2.22% 0.292%
6 2.932 490 495 499 rBvV2 12730 17041 1.22% 0.160%
7 4_.527 969 991 1011 rBvVS 21435 69001 4_.93% 0.648%
8 4.774 1034 1068 1116 rBvV 112158 526414 37.62% 4 .945%
9 5.137 1163 1181 1201 rBV 205231 459091 32.81% 4.313%
10 5.793 1363 1385 1412 rBV2 444814 1066754 76.24% 10.022%
11 6.308 1532 1545 1563 rVB 345385 632665 45.21% 5.944%
12 6.687 1653 1663 1668 rBV5 10616 17679 1.26% 0.166%
13 6.745 1669 1681 1701 rVB 264081 510274 36.47% 4.794%
14 7.224 1820 1830 1844 rVB2 34429 71394 5.10% 0.671%

15 7.607 1935 1949 1962 rBvV2 130211 224178 16.02% 2.106%

16 7.842 2009 2022 2029 rBV5 7158 14855 1.06% 0.140%
17 7.935 2038 2051 2065 rVB 452610 776993 55.53% 7.299%
18 8.214 2126 2138 2151 rBV 85751 141533 10.11% 1.330%
19 8.671 2260 2280 2315 rBV 770801 1399265 100.00% 13.145%

20 8.816 2318 2325 2336 rVB3 13150 20496 1.46% 0.193%
21 9.440 2507 2519 2538 rBvV 485655 804901 57.52% 7.562%
22 9.661 2582 2588 2597 rvVB2 10755 15330 1.10% 0.144%
23 9.790 2612 2628 2643 rBV6 8880 20165 1.44% 0.189%
24 10.362 2797 2806 2819 rBV5 16848 26377 1.89% 0.248%
25 10.774 2921 2934 2946 rBV 217129 342525 24.48% 3.218%
26 11.063 3013 3024 3033 rVB4 8840 15732 1.12% 0.148%
27 11.700 3213 3222 3230 rBV3 16901 23376 1.67% 0.220%
28 11.825 3249 3261 3276 rVB 491229 766640 54.79% 7.202%
29 12.076 3327 3339 3360 rBV2 38488 81070 5.79% 0.762%
30 12.205 3366 3379 3392 rVB 499930 792303 56.62% 7.443%
31 12.337 3411 3420 3431 rBV2 13895 21822 1.56% 0.205%
32 12.790 3551 3561 3571 rBV3 18302 28882 2.06% 0.271%
33 12.906 3587 3597 3607 rBV5 25628 41251 2.95% 0.388%
34 14.015 3932 3942 3952 rBV5 14100 22806 1.63% 0.214%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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_U\METHOD\SOMUTR061720WMA .M
Title - TRACE VOA SOMO1.0

35 14.227 3997 4008 4019 rBV3 90925 141414 10.11% 1.329%

36 14.349 4038 4046 4057 rVB5 9381 15395 1.10% 0.145%
37 14.700 4141 4155 4167 rBV5 7162 18859 1.35% 0.177%
38 14.873 4199 4209 4217 rBV3 12805 28351 2.03% 0.266%
39 14.918 4218 4223 4232 rVBS8 10073 17297 1.24% 0.162%
40 15.044 4252 4262 4271 rBV5 9820 18118 1.29% 0.170%
41 15.742 4470 4479 4493 rVB5 36384 59963 4._.29% 0.563%
42 16.192 4612 4619 4626 rVB7 12333 19243 1.38% 0.181%
43 16.835 4810 4819 4829 rBV4 37614 59526 4._.25% 0.559%

44 16.963 4846 4859 4876 rBVY 264820 458061 32.74% 4 _.303%

Sum of corrected areas: 10644626
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
VU038954.D

17 Jun 2020 19:12

SY/MD

L3040-10

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
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 Butanal Concentration Rank 5

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

4.53 0.55 ug/L 69001 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 50
2 Propane 44 C3HS8 000074-98-6 43
3 Butanal 72 C4H80 000123-72-8 38
4 Butanal 72 C4H80 000123-72-8 38
5 Cyclopropanecarboxamide 85 C4H7NO 006228-73-5 38

Abundance Scan 992 (4.530 min): VU038954.D (-969) (-) m/z 41.00 100.00%
a1
44 57
5000 72
86
3I | 5053 | 420 4.40 4.60 4.80
O“P“W“W““P“W“W““M“I“iM¢“h“mv“W““va“W““vmv“w m/z 44.00 64.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #646: Butanal
27 44
41
72
5000 IS AR RN LR S
420 4.40 4.60 4.80
15 5 57 m/z 57.10 61.59%
0 ‘ 19 24\‘ 31 5054 | 60 6669,
I B i g
Abundance
29
420 4.40 4.60 4.80
5000 m/z 43.00 61.28%
44
o 39
ol 127° 20 36
AR RARRNEARL) KAL) KAL) LLAAA MUARNRLARARALE) LALK) KAL) LALRARAARN RARANRRAL) ALK) RALLY AL RAAM B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #645: Butanal
44 420 4.40 4.60 4.80
72 m/z 72.10 45_.03%
27 41
5000
57
0 121519 24,||[31 3# || 5053 |60 69, 75
s L o o T a a e T e  w 420 4.40 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
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 2 2-Butanone, 3,3-dimethyl- Concentration Rank 4

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

7.22 0.56 ug/L 71394 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 64
2 3-Hexanone 100 C6H120 000589-38-8 64
3 3-Hexanone 100 C6H120 000589-38-8 59
4 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 53
5 3-Hexanone 100 C6H120 000589-38-8 50

Abundance Scan 1829 (7.221 min): VU038954.D (-1820) (-) m/z 57.10 100.00%
57
43
5000
100 S A S
51 75 85 6.80 7.00 7.20 7.40 7.60
0...,....,....,.?.6'.|,'!.-..i-.-.':!,..(.37.,..'..,.-.-..,....,...., m/z 43.00 58.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57
41
5000 29
6.80 7.00 7.20 7.40 7.60
15 100 m/z 41.00 56.22%
0 ! Ll s e e
LN IR S UL SR UL AR SURILL SURL L S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43 57
71 6.80 7.00 7.20 7.40 7.60
5000 100 m/z 100.05 26.58%
29
o 15 37 51 63 77 85
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3774 3-Hexanone LI B LA L B
43 57 6.80 7.00 7.20 7.40 7.60
m/z 39.00 20.83%
5000 29 71
100
o 23 |, 37\M‘ 50 | 63 | 77 85 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
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 4 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.08 0.53 ug/L 81070 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 3340 (12.079 min): VU038954.D (-3327) (-) m/z 57.05 100.00%
57
5000 41
v e 9 11.80 12.00 12.20 12.40
1 PN S
P | I OO AP | m/z 41.00 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 & "'I""I"'W""I"Cﬁ
43 11.80 12.00 12.20 12.40
29 70 83 m/z 43.05 30.99%
0 18 “\ \‘ 51‘ ! 63 “ ” ‘\ 9\8 112
miz--> b % % 4 S0 8 7 8 90 100 110 120
Abundance
57
11,80 12,00 12.20 12.40
5000 a1 m/z 55.05 29.19%
29
70 83
o 15 51 | 63 77 98 112
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl- e it
57 11.80 12.00 12.20 12.40

m/z 56.00 23.04%

5000 41
70 83

98
15 M‘\ ‘\‘ 51 ‘ 63 \‘ 77 ‘\ | 112

o..w...w..”,.”.,.”.,”. e i

m/z--> 10 20 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
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 5 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.23 0.92 ug/L 141414 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Octanedione 142 C8H1402 014090-87-0 47
2 6.8-Dioxabicvclol3.2.1Toctane. 1... 142 C8H1402 028401-39-0 27
3 4-(7-Methoxv-3.3.7-trimethvl-oxe... 240 C14H2403 107675-07-0 16
4 6-Dodecanone 184 C12H240 006064-27-3 12
5 4H-Pyran-4-one, 5-(acetyloxy)-2-... 226 C10H1006 026209-93-8 12
Abundance Scan 4009 (14.230 min): VU038954.D (-3997) (-) m/z 42.95 100.00%
43
5000 100 142
55 o, R A A N AR A
| |||| 14.00 14.20 14.40 14.60
Obrrrrr el m/z 142.20 46.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19630: 2,4-Octanedione
43 85
5000 L B LU R B
14.00 14.20 14.40 14.60
100 m/z 100.10 42 .16%
L n | e
0 “..ﬂh.ﬂh.w.,”..“.....”ﬂ.”.,”........”,.”.,”
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
43
72 U SUNRL SRS B B
14.00 14.20 14.40 14.60
5000 100 m/z 113.10 32.88%
112 142
27 55 85
OI'”'P'”I”'W'”'""pZW'”'P'” [Trr[rrrrprrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93930: 4-(7-Methoxy-3,3,7-trimethyl-oxepan-2-ylidene)-buit... i B B R
43 98 142 14.00 14.20 14.40 14.60
69 g5 m/z 98.10 25.57%
5000 55
i
0 |.U. .‘i‘ﬁ‘. MMI ’ H \H\ \H ]Thp ‘HI —r \\” ”1|6|5| ?‘8?'IEI'|97|29|9|2|2|5|2|40” AR IAI P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038954.D

Aca On 17 Jun 2020 19:12

Operator : SY/MD

Sample : L3040-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
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 6 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.96 2.99 ug/L 458061 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 99
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 96
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4858 (16.960 min):VUO38954.D(d—)4846) ) m/z 205.30 100.00%
205
5000
145 220 e e
77 91105 4199 161 177 16.60 16.80 17.00 17.20
0 ...,....',1....|,:'...'-,1...'.,‘.l. o B e 2L L 281 m/z 220.30 23.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000 '|""|/}"'|" T
16.60 16.80 17.00 17.20
57 220 m/z 57.10 19.45%
41 77 91105 158" ‘ 1611771 1 ‘
0”II””II”II”II\I\”\I\III”\I\I\IIHI\I\II”II”IIIPH ””\””  EARmameRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
16.60 16.80 17.00 17.20
5000 m/z 206.30 15.58%
57 220
ol 2T o 77 91105119 145161177191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77554: Butylated Hydroxytoluene R A o
205 16.60 16.80 17.00 17.20
m/z 145.20 13.71%
5000
57 220
g e Wi
0|||||||||||||||||‘|‘| |‘|||||||||||‘||||||‘||||||‘|||||||||||||| r T Tt T . r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061720\
Data File : VU038954.D

Acq On 17 Jun 2020 19:12

Operator : SY/MD

Sample - L3040-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butanal 4.53 0.6 ug/L 69001 1 6.31 632665 5.0
2-Butanone, 3,3-d... 7.22 0.6 ug/L 71394 1 6.31 632665 5.0
1-Hexanol, 2-ethyl- 12.08 0.5 ug/L 81070 3 11.83 766640 5.0
unknown-01 14.23 0.9 ug/L 141414 3 11.83 766640 5.0
Butylated Hydroxy... 16.96 3.0 ug/L 458061 3 11.83 766640 5.0
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