LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/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 V\METHOD\SOMVTRO60419WMA .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 1.232 35 44 62 rBv 511668 1931927 100.00% 22.457%
2 1.579 147 152 166 rvVB 79552 105107 5.44% 1.222%
3 2.126 313 322 333 rVB 162671 225906 11.69% 2.626%
4 2.312 370 380 394 rBV 469499 666409 34.49% 7.746%
5 2.650 477 485 496 rVB 21628 39593 2.05% 0.460%
6 3.759 808 830 845 rBV6 23333 73352 3.80% 0.853%
7 3.984 881 900 955 rBV3 43084 274579 14.21% 3.192%
8 4.399 1014 1029 1047 rBvV 103453 247593 12.82% 2.878%
9 5.090 1226 1244 1267 rBv3 257369 609931 31.57% 7 .090%
10 5.663 1408 1422 1439 rBV 205671 409676 21.21% 4.762%

11 6.116 1544 1563 1589 rBvV 138312 297153 15.38% 3.454%
12 6.634 1713 1724 1747 rVB2 46296 105369 5.45% 1.225%
13 7.029 1835 1847 1864 rBV 63653 114558 5.93% 1.332%
14 7.357 1934 1949 1966 rVvVv 292625 511840 26.49% 5.950%

15 7.666 2034 2045 2059 rBvV 36374 67024 3.47% 0.779%
16 8.138 2181 2192 2205 rBV 311478 583223 30.19% 6.780%
17 8.289 2230 2239 2255 rVB2 19592 36461 1.89% 0.424%
18 8.894 2414 2427 2440 rBvV 302635 495622 25.65% 5.761%
19 9.142 2497 2504 2513 rBV2 19085 29335 1.52% 0.341%
20 9.752 2684 2694 2707 rBvV 20846 40450 2.09% 0.470%
21 9.855 2716 2726 2734 rBV5 13193 22498 1.16% 0.262%
22 10.260 2840 2852 2866 rBV 97034 161312 8.35% 1.875%
23 11.084 3099 3108 3123 rBV2 26627 51153 2.65% 0.595%
24 11.196 3129 3143 3155 rBV3 29985 55992 2.90% 0.651%
25 11.293 3162 3173 3191 rBV 286086 455724 23.59% 5.297%
26 11.572 3248 3260 3273 rBV2 48424 94650 4_.90% 1.100%
27 11.669 3279 3290 3312 rVB 266131 434929 22.51% 5.056%
28 12.280 3471 3480 3491 rBV 31493 55940 2.90% 0.650%
29 12.392 3506 3515 3531 rBV2 48418 76828 3.98% 0.893%
30 13.482 3845 3854 3870 rBV6 15237 27939 1.45% 0.325%
31 13.678 3907 3915 3924 rVB3 15219 24970 1.29% 0.290%
32 15.167 4367 4378 4395 rBV3 15371 30501 1.58% 0.355%
33 16.234 4699 4710 4727 rBV5 45971 92575 4._.79% 1.076%

34 16.360 4738 4749 4764 rBV2 95521 152607 7.90% 1.774%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 8602726
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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 V\DATA\VV060619\
VV011269.D

07 Jun 2019 03:47

SY/MD

K3197-12

25ML/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Sulfur dioxide Concentration Rank 1

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

1.23 23.58 ug/L 1931930 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 43 (1.229 min): VV011269.D (-35) (-) m/z 63.90 100.00%
63.9
48.0
5000

1.20 1.30 1.40 1.50 1.60

Ol b e et | m/z 47.95  60.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #358: Sulfur dioxide
48.0 84.0
5000

1.20 1.30 1.40 1.50 1.60
m/z 65.85 4.70%

32.0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #357: Sulfur dioxide
64.0
1.20 1.30 1.40 1.50 1.60
5000 48.0 m/z 49.90 2.82%
16.0 32.0
e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6177: Aminomethanesulfonic acid
64.0 1.20 1.30 1.40 1.50 1.60
m/z 65.00 1.06%
5000 48.0
17.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 unknown-01 Concentration Rank 7

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

3.76 0.90 ug/L 73352 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 49
2 Butanal 72 C4H80 000123-72-8 46
3 Propane 44 C3H8 000074-98-6 40
4 Butanal 72 C4H80 000123-72-8 38
5 Propane 44 C3H8 000074-98-6 38

Abundance Scan 830 (3.759 min): VV011269.D (-808) (-) m/z 41.00 100.00%
41.0
57.0
5000 21
86.1 IIIIIIIIIIIIIIIIIIII
3.40 3.60 3.80 4.00
35. 47.8 66.7
e TS S8 L Tm/z 43.00  87.80%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #646: Butanal
21. 44.0
72.0
5000
3.40 3.60 3.80 4.00
15.0 s5lo 57.0 m/z 43.95 70.42%
“P“H““P“W““"'““PHWI “ESP”PLW”ﬁﬁQH”W“”P“W””P”W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
44.0
72.0 340 3.60 380 400
5000 23.0 m/z 57.00 63.16%
57.0
'W”'W”}EP”I““ILE “"?ﬁﬁ“ “§ﬂg“h'“v“§§9wh'W“'W““l““l““v
m/z--> 5 10 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90
Abundance #78: Propane
29.0 3.40 3.60 3.80 4.00
m/z 72.10 50.87%
5000
44.0
"|“"v'%ﬁf12379""|"“ ?ﬁ'?L"P"W'“'I”"P"W'“'I”"P"W"”I'“'I”"P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 3 3-Pentanone, 2-methyl- Concentration Rank 4

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

6.63 1.29 ug/L 105369 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 80
2 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 72
3 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 58
4 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 56
5 3-Hexanone 100 C6H120 000589-38-8 53

Abundance Scan 1723 (6.630 min): VV011269.D (-1713) (-) m/z 57.10 100.00%
57.1
41.0
5000
‘ 100.1 e N
6.20 6.40 6.60 6.80 7.00
85.0
...,....,....,...-.|-,!...-,..'!:,..6?'.9,....,..'..,....,...., m/z 41.00 66.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3871: 3-Pentanone, 2-methyl-
43.0 51.0
5000 29.0
6.20 6.40 6.60 6.80 7.00
71.0 100.0 m/z 43.00 48.75%
"'I”"I”ILI”'JJM"I”4=I'”'J'”'I?ﬁql"”l"”l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3870: 3-Pentanone, 2-methyl-
57.0
43.0
6.20 6.40 6.60 6.80 7.00
5000 29.0 m/z 100.10 24 .08%
71.0 100.0
"'w"'w"lw"”J“"|“l*|'“'l'“'lgﬁql"“l"“l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57.0 6.20 6.40 6.60 6.80 7.00
41.0 m/z 39.00 21.83%
5000 29.0
100.0
15.0
| ‘ “\ 490 ||, 67.0 77,0850
m/z--> 10 20 30 40 50 60 70 8 9 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 2-Octanone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.08 0.56 ug/L 51153 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 90
2 2-0Octanone 128 C8H160 000111-13-7 80
3 2-0Octanone 128 C8H160 000111-13-7 80
4 2-0Octanone 128 C8H160 000111-13-7 80
5 2-Heptanone 114 C7H140 000110-43-0 78

Abundance Scan 3107 (11.080 min): VV011269.D (-3099) (-) m/z 42.95 100.00%
43.0 530
5000
71.0
85.0 959 1130 127.9 153.6 10.80 11.00 11.20 11.40

m/z 57.95 83.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12428: 2-Octanone
43.0 58.0

5000
10.80 11.00 11.20 11.40

970 71.0 m/z 41.00 20.60%
150 Tl 850 g9 113.0 1280

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12437: 2-Octanone

43.0

R RN EEE e e
58.0 10.80 11.00 11.20 11.40

5000 m/z 71.00 18.60%

27.0 71.0

150 =" | | | 850 g9 113.0 1280

m/z--> 10 20 30 40

50 60 70 80 90 100 110 120 130 140 150 160

Abundance

5000

27.0

43.

#12438: 2-Octanone
0
58.0

71.0
Il | 850 ggp 113.0 128.0

m/z--> 10 20 30 40

50 60 70 80 90 100 110 120 130 140 150 160

10.80 11.00 11.20 11.40

m/z 59.00 16.51%

10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Octanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.20 0.61 ug/L 55992 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 90
3 Octanal 128 C8H160 000124-13-0 86
4 Octanal 128 C8H160 000124-13-0 83
5 Octanal 128 C8H160 000124-13-0 80
Abundance Scan 3144 (11.199 min): VV011269.D (-3129) (-) m/z 41.00 100.00%

41.0
5000 841
69.0
| m ” m%mo 1080 11.00 1120 11.40 11.60

I"!.!,-:-.'.“ ol Tm/z 43.00  94.61%

m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #12423. Octanal
43.0
56.0
23.0 84.0

5000 DUV AR AR AR R
69.0 10.80 11.00 11.20 11.40 11.60
m/z 43.95 72 .50%

100.0110.0
‘| O O YN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12420: Octanal

43.0

56.0 84.0 1080 11,00 1120 1140 11.60
5000 20.0 ' m/z 56.00 69.28%
69.0
100.0
15.0 Nl ‘m | X,
SN BN [ MR ...”,”.w.”.“.”,”.w.”.“.”,”.
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12425: Octanal
430 560 84.0 10.80 11.00 11.20 11.40 11.60
m/z 56.95 56.41%
5000 29.0 69.0
100.0
L L | 10
S 1 ”:qhn.“uu,nhq.”.L.”,}?ﬁqu.
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

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 7 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.57 1.04 ug/L 94650 1,4-Dichlorobenzene-d4 11.29
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 64
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59

4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
5 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 59
Abundance Scan 3259 (11.569 min): VV011269.D (-3248) (-) m/z 56.95 100.00%
57.0
5000 41.0
ol 11.20 11.40 11.60 11.80
84.1 99.0 . . .
ek - I AT T 68 108 0 Thyz  41.00  44.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 LA L L L L B L B
11.20 11.40 11.60 11.80
70.0 83.0 m/z 42.95 30.60%
[ | 9801120
U P A S
m/z--> 20 40 60 100 120 140 160
Abundance #13670. 1 Hexanol, 2-ethyl-
57.0
e R R
11.20 11.40 11.60 11.80
5000 m/z 54.95 26.07%
43.0
mn‘ mo%ogm
BTN .
m/z--> 20 40 60 80 100 120 140 160
Abundance #13759: 1-Pentanol, 2-ethyl-4-methy!- T T
57.0 11.20 11.40 11.60 11.80
m/z 56.10 21.85%
5000 43.0
29.0 70.0 83.0
150 M‘\ Ll ‘\ H ‘\ 9§01120
T
m/z--> 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 8 2-Nonanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.28 0.61 ug/L 55940 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 90
2 2-Nonanone 142 C9H180 000821-55-6 90
3 2-Nonanone 142 C9H180 000821-55-6 86
4 2-Octanone 128 C8H160 000111-13-7 64
5 Butanimidamide 86 C4H10N2 000107-90-4 64
Abundance Scan 3480 (12.280 min): VV011269.D (-3471) (-) m/z 58.00 100.00%
43.0 58.0
5000 /\\A\
71.0 e T
840 989 1270 142.2 12.00 12.20 12.40 12.60
el il e e b 08200 T Tm/z 43.00  98.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19938: 2-Nonanone
58.0
43.0
5000 RN BULEN UL BN BULR
12. oo 12. 20 12. 40 12. 60
71.0 m/z 41.00 25.68%
150 30 I|| | 840 990 1130 127.0 1420
> B % b B T B 8 150 110 130 150 1
Abundance #19924: 2-Nonanone
43.0 58.0
112.00 12.20 12,40 12.60
5000 m/z 71.00 25.42%
270 71.0
150 | )l | 850 w90 1130 1270 1420
mz> 10 20 30 40 20 60 70 80 g'o e O ik 1210 '
Abundance #19939: 2-Nonanone
430 5980 12.00 12.20 12.40 12.60
' m/z 57.00 24 .81%
5000
71.0
142.0
20 | )| #0090 wso a0
m/z--> 15 25 §0 45 §0 eb fo 85 §0 160 110 150 1éo 150 ' 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 9 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.39 0.84 ug/L 76828 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 83
5 2-Nonen-1-ol, (E)- 142 C9H180 031502-14-4 43

Abundance Scan 3514 (12.389 min): VV011269.D (-3506) (-) m/z 56.95 100.00%

.0

5000

%

12.00 12.20 12.40 12.60 12.80
m/z 40.95 90.44%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19920: Nonanal

5

12.00 12.20 12.40 12.60 12.80
m/z 42.95 65.02%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19922: Nonanal
57.0
41.0 T L
12.00 12.20 12.40 12.60 12.80
5000 m/z 54.95 63.19%
82.0
| H
A %. Ujwo
m/z--> 20 40 6 100 120 140 160 180 200
Abundance #19919.Nonanal R E I L e
41.0 57.0 12.00 12.20 12.40 12.60 12.80
m/z 56.00 50.93%
5000 98.0
82.0
114.0
.y%? I B e %4%9..,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 10 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.23 1.02 ug/L 92575 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 94
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 90
4 Thiocoumarine. 4.4.6.7-tetramethvl- 220 C13H160S 1000128-90-2 41
5 trans-.beta.-lonone 192 C13H200 000079-77-6 30
Abundance Scan 4709 (16.231 min): VV011269.D (-4699) (-) m/z 177.10 100.00%
177.1
41.0
5000 220.1
281.9 16.00 16.20 16.40 16.60
- m/z 40.95 75.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0
5000 LA BRI BN BULRILN I
67.0 135.0 1600 16,20 16.40 16.60
‘ 95.0 ‘ m/z 67.00 53.01%
||I|' ||I|'|i'|'|||:|| |l|i|" ; || ”.l. ||||| A || || |||||| N N | N | N prereee
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0 16.00 16.20 16.40 16.60
5000 41.0 m/z 149.10 45.38%
67.0 135.0
95.0
}?Od ‘ Al \‘\M A ,“Jggﬁlnllﬂlwhll,”,IHIIPIHII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0 220.0 16.00 16.20 16.40 16.60
m/z 135.10 43.98%
41.0
5000 67.0 135.0
‘ 91.0
T ... ‘..‘.H. H U\ ‘ ‘. T .“l”‘. "‘I‘H" .“l“lﬁ“.‘. .‘l“l‘. "‘I A T 8- ‘. R RRRRREEREESE LY
m/z--> '20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011269.D

Aca On : 07 Jun 2019 03:47

Operator : SY/MD

Sample : K3197-12

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 11 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.36 1.67 ug/L 152607 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 90
Abundance Scan 4749 (16.360 min): VV011269.D (-4738) (-) m/z 205.10 100.00%
205.1
5000
571 1451 T rrrrJrrrr LI N N I B B B T
I | 91.0 1150 | 177.1 0821 16.00 16.20 16.40 16.60
...,....',‘.'." nII.I lu '.l. i il B m/z 57.10 25 _.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205.0
5000

16.00 16.20 16.40 16.60

570 m/z 220.20 22.27%
1.0, 1050 1450 4770

ol TR T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77553: Butylated Hydroxytoluene
205.0
R e
16.00 16.20 16.40 16.60
5000 m/z 41.05 18.01%
57.0
290, | mowso 150 M0 | |
J nn Bl duldy \ | I
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77554: Butylated Hydroxytoluene T e e
205.0 16.00 16.20 16.40 16.60
m/z 145.10 16.69%
5000
57.0
290‘ ‘ 810 105.0 - 14\“30 17‘70
| (1N | | . \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
Data File : VV011269.D

Acq On : 07 Jun 2019 03:47

Operator : SY/MD

Sample - K3197-12

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.23 23.6 ug/L 1931930 1 5.66 409676 5.0
unknown-01 3.76 0.9 ug/L 73352 1 5.66 409676 5.0
3-Pentanone, 2-me... 6.63 1.3 ug/L 105369 1 5.66 409676 5.0
2-Octanone 11.08 0.6 ug/L 51153 3 11.29 455724 5.0
Octanal 11.20 0.6 ug/L 55992 3 11.29 455724 5.0
1-Hexanol, 2-ethyl- 11.57 1.0 ug/L 94650 3 11.29 455724 5.0
2-Nonanone 12.28 0.6 ug/L 55940 3 11.29 455724 5.0
Nonanal 12.39 0.8 ug/L 76828 3 11.29 455724 5.0
2,5-Cyclohexadien... 16.23 1.0 ug/L 92575 3 11.29 455724 5.0
Butylated Hydroxy... 16.36 1.7 ug/L 152607 3 11.29 455724 5.0
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