LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample : K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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\624N070319W.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

3.815 613 635 689 rBvV 3737913 9829614 100.00% 44.226%
4._.069 695 714 748 rBV 1512750 4235428 43.09% 19.056%
rBv 37998 113426 1.15% 0.510%
7.198 1668 1687 1713 rBV3 146369 394604 4.01% 1.775%
8.027 1929 1945 1965 rBvV2 140381 330865 3.37% 1.489%
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8.583 2104 2118 2139 rBV 327886 679290 6.91% 3.056%
10.088 2572 2586 2596 rBV 505442 932983 9.49% 4.198%
10.156 2596 2607 2630 rVB 851701 1573288 16.01% 7.079%
11.406 2982 2996 3017 rBV 428298 771950 7.85% 3.473%
11.805 3101 3120 3143 rBVY 1200919 1881504 19.14% 8.465%

=
QO ~NO®

11 12.400 3293 3305 3327 rVB 324146 579120 5.89% 2.606%
12 12.940 3464 3473 3484 rBV3 87085 146242 1.49% 0.658%
13 13.139 3518 3535 3555 rVB5 98081 274679 2.79% 1.236%
14 13.287 3570 3581 3589 rBvV 68756 107592 1.09% 0.484%
15 13.345 3589 3599 3605 rBV2 90253 161509 1.64% 0.727%

16 14.641 3992 4002 4013 rBvV2 129752 213897 2.18% 0.962%

Sum of corrected areas: 22225991
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

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

Abundance TIC: VN056626.D

3500000 382

3000000
2500000
2000000
4.07

1500000

1000000

500000

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 440 4.60 4.80 5.00 5.20 5.40 560 5.80 6.00
Abundance TIC: VN056626.D

3500000
3000000
2500000
2000000
1500000

1000000 10.16
500000 8.58 10,
6.4 7.20 8,03

O L L o o o LA B e e

Time--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 820 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Abundance TIC: VN056626.D

3500000

3000000

2500000

2000000

1500000

11.81
1000000

500000 12.40

12.94 13.143385

0!
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\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_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.
" 4.07 322.00 ug/t 4235430  Bromochloromethane 7.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1sopropvl Alcohol 60 caHgo 000067-63-0 90

2 l1sopropvl Alcohol 60 C3H80 000067-63-0 83
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

Abundance Scan 714 (4.069 min): VN056626.D (-695) (-) m/z 45.00 100.00%
45
5000 % \
41 3.80 4.00 4.20 4.40
3 535659 76
o.,....,....,....,....,....,....,...E?,!'.I: e 23 e M7z 43.00 19.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #287: Isopropy! Alcohol
45
5000
3.80 4.00 4.20 4.40
m/z 41.05 7.97%
1519 2131 gg4l 53 59
O e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
R e REEEE s E s e
3.80 4.00 4.20 4.40
5000 m/z 39.00 6.21%
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 #286: |Isopropy! Alcohol
45 3.80 4.00 4.20 4.40
m/z 41.95 4.63%
5000
27
1519 s 50
O e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_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 2 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.81 73.12 ug/1 1881500 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(2D)1- 140 C10H20 062960-77-4 91
2 4-Octene. 2.6-dimethvl-. IS-(BE)1- 140 C10H20 062960-76-3 80
3 3-Octene. 4-ethvl- 140 C10H20 053966-51-1 74
4 3-Nonene. 3-methvl-. (E)- 140 C10H20 069405-42-1 64
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 58
Abundance Scan 3122 (11.811 min): VN056626.D (-3101) (-) m/z 55.05 100.00%
55
69
5000
41
83 140 LRI PR BRI SN B
| | 6 | Mg 11.40 11.60 11.80 12.00 12.20
Ok prrrrprrr bbbt 82 el ST 125 L Tm/z 69.10 69.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17373: 4-Octene, 2,6-dimethyl-, [S-(2)]-
55
69
5000 NI AL SRR BRI B
11:40 11.60 11.80 12.00 12,20
‘ 83 1 140 m/z 70.10 36.57%
97 125
O'W'”'P'”“”'W'“'P'AI”"P'”I”'W'”'”'”I”'W'”'P'“I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
69 LRI B BAUL UM I
11.40 11.60 11.80 12.00 12.20
5000 m/z 41.10 32.69%
41
83
29 111 140
o i 125
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17292: 3-Octene, 4-ethyl- R e S
55 g9 11.40 11.60 11.80 12.00 12.20
m/z 56.10 22 ._.09%
41
5000
27
93 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11:40 11.60 11.80 12.00 12,20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_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 unknownl2.94 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.94 5.68 ug/Il 146242 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene Glvcol 118 C6H1402 000107-41-5 35
2 Hexane. l-ethoxv- 130 C8H180 005756-43-4 35
3 2.4-Dimethvl-1-heptene 126 C9H18 019549-87-2 27
4 Cvclopentanone. 2.4.4-trimethvl- 126 C8H140 004694-12-6 25
5 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 14
Abundance Scan 3473 (12.940 min): VN056626.D (-3464) (-) m/z 59.00 100.00%
59
83
69
5000
‘| || “l‘ 93 01109 119176 137 12.60 12.80 13.00 13.20
OH.PHW.HW.HW.HWJ.H”:.”" gl “ m.”,mnm.hpn. m/z 43.05 90.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8542: Hexylene Glycol
59
43
5000 NSNS SRR SRR
12.60 12.80 13.00 13.20
m/z 55.05 82.89%
01551677485“’3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
31 59
12.60 12.80 13.00 13.20
5000 m/z 41.05 67 .65%
43
o 129
mmmwmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11183: 2,4—Dimethy|—l—heptene L L L L BN |
43 70 12.60 12.80 13.00 13.20
55 m/z 83.05 63.24%
5000
29 126
0'”I”'W'”MP'“Jl”l”'W'”MP'”I“'W”'W'”}ﬁ%”l“”l”'ﬁ”" A RASRA RS RN Raaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_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 unknownl3.14 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.14 10.67 ug/Il 274679 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.5-dimethvl- 144 C9H200 019549-74-7 38
2 1-Decene. 8-methvl- 154 C11H22 061142-79-8 27
3 Cvclopentane. 1.1.3.3-tetramethvl- 126 C9H18 050876-33-0 27
4 3-Undecene. 9-methvl-. (2)- 168 C12H24 074630-50-5 27
5 2-Undecene, 9-methyl-, (2)- 168 C12H24 074630-45-8 25
Abundance Scan 3535 (13.139 min): VN056626.D (-3518) (-) m/z 73.00 100.00%
55 738
5000 41
97
126 e S
B4 115 207 12.80 13.00 13,20 13.40
o} m/z 55.10 85.42%
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 70.10 58.84%
o - T T .8-9--‘.---‘-.-1-2‘?-.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55 70
12.80 13.00 13.20 13.40
5000 29 83 m/z 41.05 49.47%
125
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11254: Cyclopentane, 1,1,3,3-tetramethyl- R e N A
55 70 12.80 13.00 13.20 13.40
41 m/z 57.05 34 .85%
111
5000 o7
15 ‘ 83 97
m/z--> 20 40 60 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\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_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 5 3-Hexanol, 3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.35 6.28 ug/Il 161509 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 3-ethvl- 130 C8H180 000597-76-2 53
2 3-Pentanol. 3-ethvl- 116 C7H160 000597-49-9 35
3 4-Heptanol. 4-methvl- 130 C8H180 000598-01-6 27
4 Hvdrazine. 1.l1-dipropvl- 116 C6H16N2 004986-50-9 27
5 Cyclopropanecarboxylic acid, und... 240 C15H2802 103677-78-7 27
Abundance Scan 3600 (13.348 min): VN056626.D (-3589) (-) m/z 55.05 100.00%
55
69 87
5000 41,
101
‘ | ‘ e 13.00 13.20 13.40 13.60
115 150 : : : :
0...,....|i'..'.|'|' .||.|.u| bl .'.|.|...,....,....,....,2.0.7.. m/z 87.00 64 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13217: 3-Hexanol, 3-ethyl-
55 101
87
41
5000 29 AR DA BN B I
13.00 13.20 13.40 13.60
69 m/z 69.00 60.97%
i ‘ ‘ 112
0"“lﬁ"H“¢liﬂw'r“"U“l'l“"l“"l”"l“"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87
45 13.00 13.20 13.40 13.60
5000 69 m/z 45.00 47.66%
29 57
98
15
G S S L S UL UL L I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13255: 4-Heptanol, 4-methyl-
87 13.00 13.20 13.40 13.60
45 m/z 41.05 41.82%
5000
69
115
m/z--> 20 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\VNO70919\
Data File : VN056626.D

Aca On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N070319W_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 6 unknownl4.64 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 8.31 ug/l 213897 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(3.4-Dibromo-4-methvlcvclohexv... 312 C10H18Br20 110202-13-6 38
2 Cvclopentanemethanol. .alpha...a... 128 C8H160 001462-06-2 38
3 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 37
4 8-Hvdroxvcarvotanacetone 168 C10H1602 007712-46-1 28
5 2-Dodecanol, 2-methyl- 200 C13H280 001653-37-8 27
Abundance Scan 4002 (14.641 min): VN056626.D (-3992) (-) m/z 59.00 100.00%
59
5000 81
41 123 TrrrJrrrryrrrrf{rrrr|rrr
6 138 - 14.40 14.60 14.80 15.00
(o} m/z 81.00 48.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123503: 2-(3,4-Dibromo-4-methylcyclohexyl)propan-2-ol
59
95
5000
14.40 14.60 14.80 15.00
43 m/z 95.00 42 .51%
m/z--> ﬁo 45 60 85 160 120 150 1éo 180 200 220 240 2éo 280 360
Abundance
59
14.40 14.60 14.80 15.00
5000 m/z 67.00 29.59%
43
95
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26993: 7-Octen-2-ol, 2,6-dimethyl-
59 14.40 14.60 14.80 15.00
m/z 55.00 27 .31%
5000
43 83 123
0 1l \“ \‘\u 8 141
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300 1450 1460 1480 1500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO70919\
Data File : VN056626.D

Acq On 9 Jul 2019 13:43

Operator : JC/SP

Sample - K3643-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\624N070319W_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 4.07 322.0 ug/l 4235430 1 7.19 394604 30.0
4-Octene, 2,6-dim... 11.81 73.1 ug/1 1881500 3 11.41 771950 30.0
unknownl12 .94 12.94 5.7 ug/Il 146242 3 11.41 771950 30.0
unknownl13.14 13.14 10.7 ug/I1 274679 3 11.41 771950 30.0
3-Hexanol, 3-ethyl- 13.35 6.3 ug/Il 161509 3 11.41 771950 30.0
unknownl4 .64 14.64 8.3 ug/Il 213897 3 11.41 771950 30.0
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