LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72020\
Data File : VN062559.D

Aca On = 20 Jul 2020 14:05

Operator : JC/MD

Sample : L3331-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: RTEINT3.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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 N\METHODS\624N071320W.M
Title - METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.777 599 623 669 rBV 1000194 2629282 100.00% 35.910%
4.021 680 699 742 rBV 360791 1026880 39.06% 14.025%
rBv3 9707 29086 1.11% 0.397%
7.153 1653 1673 1702 rBV2 101637 276160 10.50% 3.772%
7.989 1917 1933 1962 rBV 107791 254161 9.67% 3.471%
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6 8.551 2092 2108 2125 rBVY 222589 463348 17.62% 6.328%
7 10.059 2563 2577 2588 rBvV 349119 646064 24.57% 8.824%
8 10.124 2588 2597 2616 rVvV 361986 667937 25.40% 9.122%
9 11.381 2975 2988 3007 rBvV 316733 558445 21.24% 7.627%
10 12.107 3203 3214 3230 rBV4 15587 28772 1.09% 0.393%
11 12.378 3285 3298 3319 rBVY 219586 377518 14.36% 5.156%
12 12.918 3456 3466 3478 rBV3 16427 26360 1.00% 0.360%
13 12.992 3478 3489 3504 rVB5 13063 26457 1.01% 0.361%
14 13.114 3504 3527 3546 rBV4 39590 106888 4.07% 1.460%
15 13.265 3563 3574 3583 rBV2 22221 35132 1.34% 0.480%
16 13.378 3598 3609 3618 rVVv7 24377 57445 2.18% 0.785%
17 13.429 3618 3625 3643 rVB2 15848 29621 1.13% 0.405%
18 14.619 3985 3995 4008 rBVY 51159 82352 3.13% 1.125%
Sum of corrected areas: 7321908
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72020\
Data File : VN062559.D

Aca On 20 Jul 2020 14:05

Operator : JC/MD

Sample : L3331-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N071320W.M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abf&?&%g TIC: VN062559.D

3178

800000

600000

400000 4.02

200000

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 4.20 440 4.60 4.80 5.00 5.20 5.40 560 5.80 6.00

Abf&?&%g TIC: VN062559.D

800000
600000
400000
200000

04
Time--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 820 840 860 880 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Ab :

HOS0ss TIC: VN062559.D

800000

600000

400000

11.38

200000

128008314328, 3813
Time--> 10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72020\
Data File : VN062559.D

Aca On 20 Jul 2020 14:05

Operator : JC/MD

Sample : L3331-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N071320W.M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1

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

4.02 111.55 ug/Il 1026880 Bromochloromethane 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 699 (4.021 min): VN062559.D (-680) (-) m/z 44.95 100.00%
45 ﬂ
5000
39 59 3.60 3.80 4.00 4.20 4.40
o Y 1 Y S N M m/z 43.05 18.96%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #286: Isopropy! Alcohol
45
5000
3.60 3.80 4.00 4.20 4.40
- m/z 41.10 8.24%
0~ "|'1ﬁ'}?' 'J'ng"?ﬁh‘*"l' "?ﬁ" L R S S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
360 380 400 420 4.40
5000 m/z 39.10 6.47%
27
14 19 39 59
S L L S LI I UL SUR LI S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2081: Propane, 2-ethoxy-
45 3.60 3.80 4.00 4.20 4.40
m/z 41.95 4_73%
5000
73
. o3 39 59 79 88 )\ AN
m/z--> 10 20 30 40 50 60 70 80 %0 ' 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72020\
Data File : VN062559.D

Aca On 20 Jul 2020 14:05

Operator : JC/MD

Sample : L3331-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N071320W.M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

C:\DATABASENNISTO2.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 3-Heptanol, 3,5-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.11 5.74 ug/l 106888 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.5-dimethvl- 144 C9H200 019549-74-7 72
2 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 59
3 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 50
4 3-Octanol. 3-methvl- 144 C9H200 005340-36-3 37
5 2-Ethyl-3-ketovalerate, bis(trim... 288 C13H2803Si2 1000079-66-1 17

Abundance Scan 3526 (13.111 min): VN062559.D (-3504) (-) m/z 73.00 100.00%
73
5000 o2
43
97
o 15 109 207 12.80 13.00 13.20 13.40
o T e B o A m/z 55.10 50.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20267: 3-Heptanol, 3,5-dimethyl-
73
5000 55
a1 12.80 13.00 13.20 13.40
29 97 115 m/z 43.05 34 _55%
0,,,1;‘3',\1\‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
12.80 13.00 13.20 13.40
5000 43 B m/z 41.05 29.05%
27
97 115
O O v
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20276: 3-Heptanol, 3,6-dimethyl-
73 12.80 13.00 13.20 13.40
m/z 57.10 22 .52%
5000 55
97
‘ 115
0% '}?I'HM JJ"" |"'“|" "|"'L| }??'I' Y S Y S
m/z--> 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72020\
Data File : VN062559.D

Aca On 20 Jul 2020 14:05

Operator : JC/MD

Sample : L3331-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N071320W.M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl3.38 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.38 3.09 ug/l 57445 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 49
2 Eucalvptol 154 C10H180 000470-82-6 47
3 1.2-Cvclohexanediol. 3-methvl-6-... 172 C10H2002 042962-93-6 43
4 Eucalvptol 154 C10H180 000470-82-6 43
5 Bicyclo[4.1.0]heptan-2-ol, 3,7,7... 154 C10H180 090026-62-3 41
Abundance Scan 3610 (13.381 min): VN062559.D (-3598) (-) m/z 73.05 100.00%
5000
13.00 13.20 13.40 13.60
o} m/z 43.00 82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25400: Eucalyptol
43
81
5000 71 108 |""|""|""|""ﬁfﬁ
55 93 130 13.00 13.20 13.40 13.60
7 154 m/z 55.05  76.24%
ob— I .‘l“. s .‘.“l‘“l .‘H‘ﬁ I\‘I\‘I\I\I\H\I Ak I:\I-Iz\?l R .“. R m e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
81
13.00 13.20 13.40 13.60
5000 g (b 93 108 m/z 84.00 43.82%
139
154
29 125
S A S L L L S WAL L B WL S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37356: 1,2-Cyclohexanediol, 3-methyl-6-(1-methylethyl)-, ...
43 13.00 13.20 13.40 13.60
55 m/z 41.00 37 .52%
71 84 111 139
5000
29 99
18 “ ‘ 121 154 172
Ouuu‘lul‘..‘iw. .“Hi .‘Ml‘.”i‘.“.‘.“wl.‘.“l‘. I“' .‘. l‘k...“ﬁl ..l.l R m e R I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72020\
Data File : VN062559.D

Aca On 20 Jul 2020 14:05

Operator : JC/MD

Sample : L3331-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N071320W.M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexanemethanol, .alpha... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.62 4.42 ug/l 82352 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 72
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 72
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 007322-63-6 64
4 2.4-Dimethvl-4-penten-2-ol 114 C7H140 019781-53-4 59
5 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 40
Abundance Scan 3995 (14.619 min): VN062559.D (-3985) (-) m/z 59.10 100.00%

5p
5000 /\_

“o e 8|1 9% o 123 g5 1440 14.60 14.80 15.00
Obrr el bl bl et 208 m/z 81.10 14.50%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27049: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59
5000

14.40 14.60 14.80 15.00
m/z 55.00 13.89%

81
0 ..,...‘.‘,‘....‘,H...,..‘..i..(.3‘.7,....,‘....,.9.‘:5.,...1.}9...,1.2.3..1,?.2..1,4.1...,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
14.40 14.60 14.80 15.00
5000 m/z 43.00 11.62%

31 41 51 67 81 96 109 123 141 156

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27057: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59 14.40 14.60 14.80 15.00
m/z 40.95 11.30%
5000
oL 3 4 sy 67 Bl %6 jo9 123 141
T T T T P T T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO72020\
Data File : VN062559.D

Acq On = 20 Jul 2020 14:05

Operator : JC/MD

Sample - L3331-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\624N071320W .M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 4.02 111.6 ug/l 1026880 1 7.15 276160 30.0
3-Heptanol, 3,5-d... 13.11 5.7 ug/Il 106888 3 11.38 558445 30.0
unknownl13.38 13.38 3.1 ug/Il 57445 3 11.38 558445 30.0
Cyclohexanemethan... 14.62 4.4 ug/l 82352 3 11.38 558445 30.0
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