LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv061818\
Data File : VV006336.D

Acq On : 18 Jun 2018 12:53

Operator : SY/MD

Sample - J3550-19

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMVTR0O53118WMA_M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.029 23 43 66 rBvY 548520 608809 63.09% 6.994%
2 1.119 67 71 82 rvB2 6955 10555 1.09% 0.121%
3 1.318 124 133 155 rBvY 101838 128796 13.35% 1.480%
4 1.585 209 216 227 rBvY 95930 112284 11.64% 1.290%
5 2.135 377 387 399 rBvY 198967 278498 28.86% 3.199%
6 3.974 940 959 1015 rBvV 104349 428432 44.40%  4.922%
7 4.411 1076 1095 1119 rBvV 149485 358968 37.20% 4.124%
8 5.103 1291 1310 1333 rBV2 360363 837166 86.76% 9.617%
9 5.668 1471 1486 1508 rBVY 358778 701843 72.73% 8.062%
10 5.951 1562 1574 1588 rVB2 17195 32363 3.35% 0.372%

11 6.125 1611 1628 1651 rBV 203421 407372 42.22% 4._.680%
12 7.035 1898 1911 1926 rBV 81895 145015 15.03% 1.666%
13 7.366 2000 2014 2028 rBV 407482 703749 72.93% 8.084%
14 7.437 2028 2036 2046 rvVB2 13496 24094 2.50% 0.277%
15 7.672 2096 2109 2128 rBV 48584 82590 8.56% 0.949%

16 8.144 2241 2256 2291 rBV2 452039 964973 100.00% 11.085%
17 8.900 2478 2491 2518 rBV 492587 812227 84.17% 9.330%

18 9.186 2571 2580 2592 rVB3 8182 13929 1.44% 0.160%
19 10.266 2901 2916 2930 rBV 138083 217635 22.55% 2.500%
20 10.427 2956 2966 2977 rVB2 15946 25360 2.63% 0.291%

21 11.302 3225 3238 3261 rBV 462759 748488 77.57% 8.598%
22 11.581 3313 3325 3343 rBV 98725 206802 21.43% 2.376%
23 11.678 3344 3355 3377 rVB 409170 663046 68.71% 7.617%

24 12.302 3539 3549 3564 rBV2 10284 21130 2.19% 0.243%

25 12.398 3566 3579 3600 rVBS8 10354 25797 2.67% 0.296%

26 12.774 3688 3696 3710 rVB9 7019 15730 1.63% 0.181%

27 13.578 3935 3946 3969 rBV2 42405 91969 9.53% 1.056%

28 14.726 4293 4303 4315 rBV 22035 37554 3.89% 0.431%
Sum of corrected areas: 8705174
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv061818\
VV006336.D

18 Jun 2018 12:53

SY/MD

J3550-19

25 mL/MSVOA_V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53118WMA .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\VVv061818\
Data File : VV006336.D

Acq On : 18 Jun 2018 12:53

Operator : SY/MD

Sample - J3550-19

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53118WMA .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 3

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

7.03 1.03 ug/L 145015 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 37
2 Thiophosgene 114 CCl2S 000463-71-8 28
3 Methane, oxybis[chloro- 114 C2H4CI120 000542-88-1 25
4 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 23
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1909 (7.028 min): V\V006336.D (-1898) (-) m/z 78.90 100.00%
70
5000 42
51 114
6.60 6.80 7.00 7.20 7.40
.”,”.w.”.“?ﬁln.wh”.f?”,”uq.?ﬁ,”.w.”.“.L,”.. m/z 41.90 40.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.60 6.80 7.00 7.20 7.40
m/z 80.90 32.57%
\‘ ‘ 112
miz--> A N NN e e
Abundance
79
6.60 6.80 7.00 7.20 7.0
5000 m/z 113.90 24 .02%
114
44
12 % 56 67
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7038: Methane, oxybis[chloro- T BRaa B
79 6.60 6.80 7.00 7.20 7.40
m/z 50.90 18.77%
5000 49
29
14 22 T3 || 63 87 95 113 .
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv061818\
Data File : VV006336.D

Acq On : 18 Jun 2018 12:53

Operator : SY/MD

Sample - J3550-19

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53118WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.58 1.38 ug/L 206802 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 3325 (11.581 min): VV006336.D (-3313) (-) m/z 57.00 100.00%
g7
5000 a /\\m
‘ 70 83 I
98 112 11,20 11,40 11.60 11.80
..,....,....,....',!..?P.-.I:,....'!!...,.|!..??..!,....,....,....,.... m/z 40.90 36.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 AL BN AN SRR &
43 11,20 11.40 11.60 11.80
70 83 m/z 42.95 28.73%

98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57

11. 20 11. 40 11. 60 11.80

5000 41 m/z 55.00 28.63%
70 83
29
15 50 % 112

B LA B o e e o o A RERRRERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13667: 1-Hexanol, 2-ethyl-

57 11.20 11.40 11.60 11.80

m/z 70.00 23.25%

5000 a1
70 83
]
W1y \ | \ | 130

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv061818\
Data File : VV006336.D

Acq On : 18 Jun 2018 12:53

Operator : SY/MD

Sample - J3550-19

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53118WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.58 0.61 ug/L 91969 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 49
2 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 46
3 Octane, 2-methyl- 128 C9H20 003221-61-2 46
4 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 43
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 43

Abundance Scan 3947 (13.581 min): VV006336.D (-3935) (-) m/z 56.95 100.00%
a3 71
85
5000 97
111 DN ISR BN SN I
126 140 13.20 13.40 13.60 13.80
S| " A 2 w/z 42.95  98.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000 AR BARRUARAR SRR &
57 13120 1340 13.60 13.80
” n m/z 71.00 86.54%
15 || JM M‘ 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
55 71
13.20 13.40 13.60 13.80
5000 m/z 40.90 71.63%
84 o7
109 122 140
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #12672: Octane, 2-methyl- e A S B
43 13.20 13.40 13.60 13.80
m/z 55.00 67.54%
5000 57
71
85
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv061818\
Data File : VV006336.D

Acq On : 18 Jun 2018 12:53

Operator : SY/MD

Sample - J3550-19

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53118WMA .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]
unknown-01 7.03 1.0 ug/L 145015 1 5.67 701843 5.0
1-Hexanol, 2-ethyl- 11.58 1.4 ug/L 206802 3 11.30 748488 5.0
(DEL) Alkane: Str... 13.58 0.6 ug/L 91969 3 11.30 748488 5.0
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