LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU062818\

Data File : VU025030.D

Aca On - 28 Jun 2018 19:07

Operator : MD/SY

sample - J3755-01 :
Misc - 5.0mL/MSVOA U/WATER EersfE e A
ALS Vial : 24 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 U\METHOD\82U061318W.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 1.088 137 155 176 rBY 1240115 1417478 3.53% 2.110%
2 2.320 524 538 565 rBY 3285518 5242040 13.05% 7 .805%
3 4.886 1320 1336 1353 rBvV 190995 433759 1.08% 0.646%
4 4.989 1353 1368 1391 rvVvB 288499 633392 1.58% 0.943%
5 5.313 1453 1469 1495 rBV 209106 452874 1.13% 0.674%

5.889 1631 1648 1671 rBV 399496 774991 1.93% 1.154%
7.567 2156 2170 2206 rBV 721506 1270068 3.16% 1.891%
9.091 2632 2644 2654 rBV 555874 911782 2.27% 1.358%
9.152 2654 2663 2692 rVB 421143 744175 1.85% 1.108%
10.310 3010 3023 3042 rBV 562633 897677 2.23% 1.337%

=
QO ~NO®

11 10.792 3158 3173 3186 rBv2 572208 1084789 2.70% 1.615%
12 11.487 3378 3389 3409 rVB 676736 1112225 2.77% 1.656%
13 12.213 3599 3615 3630 rBV 1289062 1929928 4._80% 2.873%
14 12.525 3701 3712 3726 rVB 550188 788398 1.96% 1.174%
15 13.368 3963 3974 3982 rBV 1084167 1644066 4._.09% 2.448%

16 13.413 3982 3988 4000 rVB 795659 1182272 2.94% 1.760%
17 13.528 4001 4024 4043 rBV 24805844 40176377 100.00% 59.818%
18 13.705 4070 4079 4090 rVB 398280 594464 1.48% 0.885%
19 13.776 4091 4101 4127 rVvVv 616976 1377883 3.43% 2.052%
20 13.895 4127 4138 4150 rVB 1917457 2796689 6.96% 4.164%

21 13.995 4160 4169 4195 rVB2 327167 609629 1.52% 0.908%
22 14.381 4272 4289 4306 rVB 694568 1089369 2.71% 1.622%

Sum of corrected areas: 67164325
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU062818\

Data File : VU025030.D

Aca On : 28 Jun 2018 19:07

Operator : MD/SY

Sample : J3755-01 :
Misc - 5.0mL/MSVOA U/WATER .
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U061318W.M
Quant Title SW846 8260

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

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: VU025030.D

48099 531

04
Time--> 1.00

T T 3
3.50 4.00 5.00

Abundance

2e+07

1.5e+07

le+07

5000000

0

TIC: VU025030.D

9/-\9/.?.5 10.31 10.79 11.49

Time-->

11.00

1
10.00

10.50

T T I
9.00 9.50 11.50

Abundance

2e+07

1.5e+07

le+07

5000000

0

12.21

TIC: VU025030.D

13.90
1%§3$L1§?ﬂ %99 1%??

12.53
A

Time-->

T T
16.50 17.00

-
17.50

15.00

15.50 16.00

13.50 14.00 14.50

12.50 13.00
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82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025030.D

Aca On : 28 Jun 2018 19:07

Operator : MD/SY

Sample - J3755-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 2 2-Propanol, 1-propoxy- Concentration Rank 10

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

9.15 40.81 ug/1 744175 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-propoxy- 118 C6H1402 001569-01-3 90
2 Ethanol. 2-(1-methvlethoxv)- 104 C5H1202 000109-59-1 78
3 2-Butanol 74 C4H100 000078-92-2 53
4 Oxirane. 2.3-dimethvl-. trans- 72 C4H80 021490-63-1 47
5 Oxirane, 2,3-dimethyl-, cis- 72 C4H80 001758-33-4 47

Abundance Scan 2662 (9.149 min): VU025030.D (-2654) (-) m/z 45.00 100.00%
5
5000 73
59
39 8.80 9.00 9.20 9.40
el S8l 89103 Tz 43.05  91.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8832: 2-Propanol, 1-propoxy-
45
73
5000
59 8.80 9.00 9.20 9.40
- ‘ m/z 73.05 47 .38%
s B el w s g
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
43
8.80 9.00 9.20 9.40
5000 m/z 41.05 30.75%
73 89
27 59
18 33 50 103
m/z--> 10 2 0 40 50 60 70 8 90 100 110 120
Abundance #831: 2-Butanol
45 8.80 9.00 9.20 9.40
m/z 59.10 26 .33%
5000
59
"|“"w'w“%'“|UL'|“'ﬂw"w??“|'“'|“"w"w"“l'“
m/z--> 10 50 70 80 90 100 110 120 8.80 9.00 9.20 9.40

Jun 29 17:25:50 2018

PS-BASELINEWATER

Page: 3



82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025030.D

Aca On : 28 Jun 2018 19:07

Operator : MD/SY

Sample - J3755-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 3 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.79 48_.77 ug/1l 1084790 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methv... 138 C10H18 000500-00-5 98
2 Cvclohexane. 1-methvl-4-(l1-methyv... 138 C10H18 001124-27-2 95
3 Cvclohexene. 1-methvl-4-(l1-methyvy... 138 C10H18 005502-88-5 90
4 Cvclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 90
5 Cyclohexene, 1l-methyl-4-(1-methy... 138 C10H18 001195-31-9 83
Abundance Scan 3172 (10.789 min): VU025030.D (-3158) (-) m/z 95.10 100.00%
95
81
5000 67
41 55 123 138
|| || 74||| | 109 10.40 10.60 10.80 11.00 11.20
S RO SN .1 PR N e R, P m/z 81.05 68.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)-
81 95
5000 67 BRSNS SRR
41 10.40 10.60 10.80 11.00 11.20
123 138 m/z 67.05 40.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81 95
67 10.40 10.60 10.80 11.00 11.20
5000 55 m/z 41.10 27 .19%
41 123 188
109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #16982: Cyclohexene, 1-methyl-4-(1-methylethyl)-
95 10.40 10.60 10.80 11.00 11.20
m/z 138.20 26.22%

68
5000
27 41
138

‘ ‘ ‘ 123
S O O N Y A W S 1 VDS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10. 40 10 60 10. 80 11. OO 11. 20

Jun 29 17:25:51 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025030.D

Aca On : 28 Jun 2018 19:07

Operator : MD/SY

Sample - J3755-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 4

Abundance #28323: 2-Octanol, 2-methyl-6-methylene-
59
5000 43
67 83
i o T o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

R.T. EstConc Area Relative to ISTD R.T.
12.21 86.76 ug/l 1929930 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 78
2 2-Hexanol. 2.3-dimethvl- 130 C8H180 019550-03-9 50
3 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 50
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 47
5 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 40

Abundance Scan 3614 (12.210 min): VU025030.D (-3599) (-) m/z 59.05 100.00%
59
5000
43 67 o o AR R B
S 11.80 12.00 12.20 12.40 12.60
5| 109 138
..,....,....,....,:...,?1:!-:;...|!||'....,'!'...,..':.,....~,....,....,....,....,...., m/z 55.05 27.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 H
Abundance #28295: 7-Octen-2-ol, 2,6-dimethyl-
59
5000
11.80 12.00 12.20 12.40 12.60
41 m/z 43.00 22 .70%
31 67 82
||‘|“|H5|1“|Mi‘|‘H|9‘5|10|9|1%3|1|411|52|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
11.80 12.00 12.20 12.40 12.60
5000 m/z 41.05 21.54%
41
70
15 27 51 83 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

11.80 12.00 12.20 12.40 12.60

m/z 67.05 18.04%

3

11.80 12.00 12.20 12.40 12.60
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82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025030.D

Aca On : 28 Jun 2018 19:07

Operator : MD/SY

Sample - J3755-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 5 [I-Menthone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.37 73.91 ug/1 1644070 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-Menthone 154 C10H180 014073-97-3 98
2 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 010458-14-7 98
3 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 000089-80-5 98
4 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 000491-07-6 98
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 001196-31-2 97
Abundance Scan 3975 (13.371 min): VU025030.D (-3963) (-) m/z 112.10 100.00%
112
69
41 55
5000 139
154
| ” ‘ ‘ h |‘ 195 13.00 13.20 13.40 13.60
rrrrrrrret e el e el '...'..'..,....;....,..-..,.. m/z 69.10 72.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #26618: I-Menthone

69

L

5000
13.00 13.20 13.40 13.60
m/z 41.10 58.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
112
 EAam s o REARE
a1 69 13.00 13.20 13.40 13.60
5000 55 139 m/z 55.05 55.15%
97 154
27 83
125
mmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26912: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, trans- R e AR
112 13.00 13 20 13. 40 13. 60
m/z 139.10 45 .39%
5000 J\
.......” T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13. OO 13 20 13. 40 13.60
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82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025030.D

Aca On : 28 Jun 2018 19:07

Operator : MD/SY

Sample - J3755-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.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 8 Cyclohexanol, 2-methyl-5-(1... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.78 61.94 ug/1 1377880 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methv... 136 C10H16 000586-67-4 94
2 Cvclohexanol. 2-methvl-5-(1-meth... 154 C10H180 000619-01-2 92
3 Cvclohexanol. 2-methvl-5-(1-meth... 154 C10H180 018675-33-7 92
4 Neodihvdrocarveol 154 C10H180 018675-34-8 91
5 Cyclohexene, 1l-methyl-3-(1-methy... 136 C10H16 000499-03-6 90

Abundance Scan 4102 (13.779 min): VU025030.D (-4091) (-) m/z 107.10 100.00%
79 93 107 121
136
41 67
5000 55
‘ ‘ | ‘ ||h| |‘|I ‘ 154 13.40 13.60 13.80 14.00
e s e e Lt B2 Tm/z 79.10  87.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15835: Cyclohexene, 4-methyl-1-(1-methylethenyl)-
79
5000 93 107 136
121 13.40 13.60 13.80 14.00
7 ¥ & e m/z 121.10 87.09%
-.---‘-‘.----i‘-‘-‘-‘ﬁ‘l‘-‘--.-‘-‘=‘-.---‘il‘----.‘l-‘--.--‘-1.----‘.=--1-2f’---‘-.----.----.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
79 93 107
&7 121
41 13.40 13.60 13.80 14.00
5000 5 136 m/z 93.05 84.38%
29
152
mmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26976: Cyclohexanol, 2-methyl-5-(1-methylethenyl)-, (1.al...
107 13.40 13.60 13.80 14.00
m/z 136.10 67 .60%
5000
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU062818\

Data File : VU025030.D

Aca On - 28 Jun 2018 19:07

Operator : MD/SY

sample - J3755-01 :
Misc - 5.0mL/MSVOA U/WATER . i
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.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 10 D-Carvone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14._.38 48_.97 ug/1 1089370 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Carvone 150 C10H140 002244-16-8 97
2 (-)-Carvone 150 C10H140 006485-40-1 94
3 Carvone 150 C10H140 000099-49-0 91
4 Dehvdromevalonic lactone 112 C6H802 002381-87-5 43
5 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 43

Abundance Scan 4289 (14.381 min): VU025030.D (-4272) (-) m/z 82.00 100.00%
57
5000 J &
39 o4 93 108
67
135 150 14.00 14.20 14.40 14.60
...“..WL.JU“W.H“. e 0 Tm/z 54.10  40.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23675: D-Carvone
82
5000
54 93 108 14.00 14.20 14.40 14.60
39 50 m/z 108.10 32.95%
67
—_— ||2\|7| "|" .‘.“.‘l .‘.‘. .“i“. e .‘H.‘. I].IZIZIJI'%SI : .‘. B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
82
14.00 14.20 1440 14.60
5000 54 m/z 93.05 32.36%
39 g3 108
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #23671: Carvone
82 14.00 14.20 14.40 14.60
m/z 39.00 29.24Y%
5000 3 5
21 93 108
67 150
R B |||||||||||1|2:|L|:|L3|6||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

82U061318W.M Fri
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\

Data File : VU025030.D

Acq On : 28 Jun 2018 19:07

Operator : MD/SY

Sample - J3755-01 :
Misc - 5.0mL/MSVOA_U/WATER e MR AR
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.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]
2-Propanol, 1l-pro... 9.15 40.8 ug”/1 744175 3 9.09 911782 50.0
Cyclohexene, 4-me... 10.79 48.8 ug/l 1084790 4 11.49 1112230 50.0
7-Octen-2-ol, 2,6... 12.21 86.8 ug/1 1929930 4 11.49 1112230 50.0
I-Menthone 13.37 73.9 ug/1 1644070 4 11.49 1112230 50.0
Cyclohexanol, 2-m... 13.78 61.9 ug/1 1377880 4 11.49 1112230 50.0
D-Carvone 14.38 49.0 ug/l 1089370 4 11.49 1112230 50.0
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