LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 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\SOMVTRO81919WMA .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 1.319 63 71 84 rvB 136813 147809 16.95% 1.683%
2 1.582 146 153 166 rvVB 73426 90374 10.36% 1.029%
3 2.129 313 323 334 rBV 155104 216316 24.80% 2.463%
4 2.187 336 341 352 rVB3 7400 10764 1.23% 0.123%
5 2.299 366 376 390 rBV 44786 75883 8.70% 0.864%
6 3.929 870 883 909 rBV 125374 346100 39.69% 3.941%
7 4.399 1009 1029 1047 rBvV 147759 359798 41.26% 4_.097%
8 5.093 1224 1245 1273 rBv3 359430 872090 100.00% 9.931%
9 5.662 1407 1422 1442 rBV 270050 535383 61.39% 6.097%
10 6.116 1547 1563 1586 rBV 202141 406550 46.62% 4.630%
11 7.029 1834 1847 1875 rBV 92174 172253 19.75% 1.962%
12 7.180 1885 1894 1907 rVB7 5660 11412 1.31% 0.130%
13 7.357 1935 1949 1966 rBV 421521 732861 84.04% 8.346%
14 7.434 1966 1973 1983 rVB4 7205 13203 1.51% 0.150%

15 7.662 2033 2044 2059 rBvV2 57545 103051 11.82% 1.174%

16 8.132 2178 2190 2229 rBV2 397853 814747 93.42% 9.278%
17 8.894 2414 2427 2455 rBV 396668 644719 73.93% 7.342%
18 9.051 2469 2476 2487 rVB2 6248 10448 1.20% 0.119%
19 9.180 2508 2516 2528 rVB 6911 10072 1.15% 0.115%
20 10.260 2840 2852 2865 rBV 101099 168621 19.34% 1.920%

21 11.292 3161 3173 3194 rBV 299475 474654 54.43% 5.405%
22 11.572 3248 3260 3274 rBV2 28328 50424 5.78% 0.574%
23 11.669 3278 3290 3309 rVB 399351 617453 70.80% 7.031%
24 13.550 3863 3875 3895 rVB 212606 342360 39.26% 3.899%

25 13.669 3905 3912 3925 rVB4 6684 11476 1.32% 0.131%
26 14.627 4203 4210 4217 rBvV4 5783 9385 1.08% 0.107%
27 14.681 4219 4227 4239 rVB 31018 49335 5.66% 0.562%
28 14.871 4270 4286 4296 rBV2 79930 156604 17.96% 1.783%
29 14.916 4296 4300 4311 rVB2 11909 19828 2.27% 0.226%
30 15.029 4326 4335 4342 rBvV4 6248 9120 1.05% 0.104%
31 15.122 4355 4364 4382 rBV3 23132 49849 5.72% 0.568%
32 15.273 4400 4411 4416 rBV9 8538 13843 1.59% 0.158%
33 15.411 4446 4454 4461 rBvV 24215 36769 4.22% 0.419%
34 15.460 4463 4469 4478 rVB 7238 11987 1.37% 0.137%

SOMVTRO81919WMA_M Thu Aug 22 16:15:05 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 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\SOMVTRO81919WMA .M
Title - TRACE VOA SOMO1.0

35 15.604 4505 4514 4524 rBV9 6655 11708 1.34% 0.133%
36 15.717 4540 4549 4563 rVB3 20430 37062 4._.25% 0.422%
37 15.855 4583 4592 4600 rBV3 29750 47520 5.45% 0.541%
38 15.897 4600 4605 4614 rVB2 13353 18383 2.11% 0.209%
39 16.087 4647 4664 4677 rBV6 11652 32180 3.69% 0.366%
40 16.228 4703 4708 4718 rVB4 7630 9961 1.14% 0.113%
41 16.331 4730 4740 4751 rBV6 16228 29900 3.43% 0.340%
42 16.437 4764 4773 4782 rBVS 5256 9658 1.11% 0.110%

43 16.533 4792 4803 4816 rBVY 204129 334882 38.40% 3.814%
44 16.836 4885 4897 4915 rBY 154485 274045 31.42% 3.121%

45 16.961 4933 4936 4945 rVB9 8092 9711 1.11% 0.111%

46 17.443 5075 5086 5104 rBvV2 193682 343573 39.40% 3.912%

47 17.559 5118 5122 5131 rVB6 18624 27301 3.13% 0.311%
Sum of corrected areas: 8781425
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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\VV081919\
Vv012294.D

19 Aug 2019 23:09

SY/MD

K4373-13

25mL/MSVOA V/WATER

22 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO81919WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV012294.D
400000
5.09
300000
5.66
6.12
200000
1.32 213 4.40
3.93
100000
0 ....|....,....,....,.L.,....,....,.
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV012294.D
400000 7|36 8.13 8.89 11.67
300000 11.29
200000
10.26
100000 7.03
7.66
11.5[
7.18 | 7.43 9.09.18
O T E e S e B I B o e B o o B H s S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV012294.D
400000
300000
13.55 16.53 17.44
200000
100000
14.68
3.67 14.p3
O R e I B I B e B R e e e D e
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O81919WMA .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 Isopropyl Alcohol Concentration Rank 7

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

2.30 0.71 ug/L 75883 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 64
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56

Abundance Scan 376 (2.299 min): VV012294.D (-366) (-) m/z 45.00 100.00%

45
5000

4 2.00 2.20 240 2.60
|48 53 5963 76
0.,....,....,....,....,....,....,....,'.!l. N L. SRRRRE1 - m/z 43.00 20.92%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45
5000

2.00 220 2.40 2.60
m/z 40.90 8.74%

27 4
0.,.”.,”.}ﬁ.}ﬁ..”,.Llﬁ%.q.ﬁ.,u.:..”,.?ﬁ,”?ﬁ..”,.”.,“..P..w..”,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
2.00 2.20 2.40 2.60
5000 m/z 38.85 6.97%
27
. 15 19 31 g4l 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropy! Alcohol
45 2.00 2.20 2.40 2.60
m/z 42.00 5.03%
5000
27
1519 T g G
O e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O81919WMA .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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.57 0.53 ug/L 50424 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 81
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
4 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 59
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 58
Abundance Scan 3259 (11.569 min): VV012294.D (-3248) (-) m/z 117.00 100.00%
117
5000
39 5158 65 44 9|1 108 || 11.20 11.40 11.60 11.80
0”,”.w.”.“.mh”.qh”lHW”,”sn.nﬂﬁ.”,m.w.”J“.” m/z 118.00 55.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117
5000
11.20 11.40 11.60 11.80
m/z 115.00 41 .11%
39 63 a
o8 A s L Msuo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 116.10 17.18%
58 91
O 2l as B TS L 1009 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8966: Benzene, cyclopropyl- R e e
117 11.20 11.40 11.60 11.80
m/z 91.00 14 .52%
5000 91
39 51 63
7 103
0..“%?.“.%?“..m..nﬁiniﬁhkw.wﬂ,.”.ﬁu..uﬂ.w..”u.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O81919WMA .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 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.68 0.52 ug/L 49335 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 95
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4227 (14.681 min): VV012294.D (-4219) (-) m/z 142.00 100.00%
142
5000
115
44 57 71 89 14.40 14.60 14.80 15.00
Ob et e 2020 126 U165 207 1 Th777141.00 79.96%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142
5000 T T ---- T
115 14.40 14.60 14.80 15.00
m/z 114.90 32.10%
0 39 58 71 89 1020 | 126 |
mzs 20 4 8 80 100 130 o 1o 1o 200
Abundance
142
14.40 14, e'o' 1480 1500
5000 m/z 138.90 11.80%
115
o 39 516 "t 89 100 126
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl- e e
142 14.40 14.60 14.80 15.00
m/z 142_.90 11.36%
5000 115
oL 27 39 51 8374 89 100 | 126 | ;
mz-> 20 4'0 60 8IO 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O81919WMA .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 7 2H-Pyran-2-carboxaldehyde, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.12 0.53 ug/L 49849 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-carboxaldehvde. 3.4-d... 140 C8H1202 001920-21-4 72
2 lIsocvtosine 111 C4H5N30 000108-53-2 64
3 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 59
4 3-Aminopvrazine 1l-oxide 111 C4H5N30 006863-77-0 53
5 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 50
Abundance Scan 4363 (15.119 min): VV012294.D (-4355) (-) m/z 111.00 100.00%
111
5000
41 55 69
83 o5 1p5 140 14.80 15.00 15.20 15.40
ol i 285 "m/z 54.95  23.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18533: 2H-Pyran-2-carboxaldehyde, 3,4-dihydro-2,5-dimethyl-
111
5000 43
14.80 15.00 15.20 15.40
140 m/z 40.95 16.15%
27 55 71 93
0 “'v%?w'“uv'“m“'w“m'v'“V“"Eﬁ'vw“l“"l'“lg?w'“'v'“l“'w'“'v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
111
14.80 15.00 15.20 15.40
5000 m/z 69.10 13.11%
83
28
ol 14 56 95
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6055: 2(1H)-Pyrimidinone, 4-amino-
111 14.80 15.00 15.20 15.40
m/z 140.00 10.50%
5000
28 41 % &
0'"v'}ﬁ'“'l“"mh'w'ﬁgl“JL"“lj“'v%?w'“' JALAS SR AR RARAN SRAAS SRR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081919\
Data File : VV012294.D

Aca On 19 Aug 2019 23:09

Operator : SY/MD

Sample : K4373-13

Misc : 25mL/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O81919WMA .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 Naphthalene, 1,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.86 0.50 ug/L 47520 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 4594 (15.861 min): VV012294.D (-4583) (-) m/z 156.10 100.00%

141 1%6

5000
39 51 63 7 167 208 15.60 15.80 16.00 16.20
0 B et m/z 141.00 86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28500: Naphthalene, 1,6-dimethyl-
156
141
5000
15.60 15.80 16.00 16.20
115 m/z 155.00 32.95%
39 51 63 77 128
SN A N | E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
15.60 15.80 16.00 16.20
5000 m/z 114.90 20.10%
115 128
0 28 49 69 85 98
B L B L i o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28474: Naphthalene, 1,7-dimethyl-
141 156 15.60 15.80 16.00 16.20
m/z 153.00 18.37%
5000
115
63 77 128
LI A OV M. N O |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV081919\
Data File : VV012294.D

Acq On 19 Aug 2019 23:09

Operator : SY/MD

Sample - K4373-13

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O81919WMA .M
TRACE VOA SOMO01.0

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]
Isopropyl Alcohol 2.30 0.7 ug/L 75883 1 5.66 535383 5.0
Indane 11.57 0.5 ug/L 50424 3 11.29 474654 5.0
Naphthalene, 1-me... 14.68 0.5 ug/L 49335 3 11.29 474654 5.0
2H-Pyran-2-carbox... 15.12 0.5 ug/L 49849 3 11.29 474654 5.0
Naphthalene, 1,6-... 15.86 0.5 ug/L 47520 3 11.29 474654 5.0
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