LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO70919\

Data File : VNO56625.D

Aca On - 9 Jul 2019 13:20

Operator : JC/SP

sample - K3643-01 :

Misc - 5.00mL/MSVOA N/WATER QOLWILLETS BT BLVDOULY
ALS Vial : 6 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

3.812 614 634 692 rBV 3825288 10062339 100.00% 44.072%
4._.066 694 713 754 rvV 1525411 4273636 42.47% 18.718%
rBv2 40037 115759 1.15% 0.507%
7.194 1667 1686 1714 rBV2 154729 422283 4._.20% 1.850%
8.027 1928 1945 1967 rBV 154217 356262 3.54% 1.560%
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8.584 2103 2118 2140 rBV 348518 723681 7.19% 3.170%
10.088 2571 2586 2596 rBV 531451 986784 9.81% 4.322%
10.153 2596 2606 2631 rVB 838332 1562048 15.52% 6.842%
11.407 2980 2996 3013 rBV 455587 804461 7.99% 3.523%
11.805 3105 3120 3141 rVB 1207615 1889941 18.78% 8.278%

=
QO ~NO®

11 12.400 3293 3305 3328 rVB 343222 615906 6.12% 2.698%
12 12.940 3464 3473 3485 rBv4 88041 143667 1.43% 0.629%
13 13.014 3485 3496 3517 rBV6 41031 140375 1.40% 0.615%
14 13.140 3518 3535 3552 rVB4 98985 265193 2.64% 1.162%
15 13.287 3571 3581 3589 rBV3 71167 112684 1.12% 0.494%

16 13.345 3589 3599 3605 rBV3 92604 166094 1.65% 0.727%
17 14.641 3992 4002 4013 rBV 120692 190350 1.89% 0.834%

Sum of corrected areas: 22831463
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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: VN056625.D
381
3500000

3000000
2500000
2000000
1500000 4.07

1000000

500000

L e M

Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 380 4.00 420 4.40 4.60 4.80 5.00 520 5.40 5.60 5.80 6.00

Abundance TIC: VN056625.D

3500000
3000000
2500000
2000000
1500000
1000000 10.15

10.
500000 8.58

6.84 7.19 8.03

O A o o o LB B o o o o i B B L L e o e

Time--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 8.20 840 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40

Abundance TIC: VN056625.D
3500000
3000000
2500000
2000000
1500000
11.81

1000000

500000 11.41 12.40

i L e N N e e T

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 : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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.
" 4.07 303.61 ug/l 4273640  Bromochloromethane 7.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1sopropvl Alcohol 60 caHgo 000067-63-0 86

2 l1sopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 714 (4.069 min): VN056625.D (-694) (-) m/z 45.00 100.00%
45
5000 ! l
41 3.80 4.00 4.20 4.40
3 53 99 76
o.,....,....,....,....,....,....,...E?,!:I: 2 e e || M7z 43.00  19.22%
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 7.99%
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
3.80 4.00 4.20 4.40
5000 m/z 39.00 5.92%
o 1519 23 3841 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #288: Isopropy! Alcohol
45 3.80 4.00 4.20 4.40
m/z 42.00 4_.51%
5000
7
15 19 31 g4l 59
Ohrprrrrprrr e e HHH e 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 : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 70.48 ug/1 1889940 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 94
2 4-Octene. 2.6-dimethvl-. IS-(2D)1- 140 C10H20 062960-77-4 81
3 3-Octene. 4-ethvl- 140 C10H20 053966-51-1 68
4 3-Nonene. 3-methvl-. (E)- 140 C10H20 069405-42-1 64
5 2-Octene, 4-ethyl-, (E)- 140 C10H20 074630-09-4 52
Abundance Scan 3121 (11.808 min): VN056625.D (-3105) (-) m/z 55.05 100.00%
55
69
5000
41
83 140 LRI DAL SN B
| | 6 | o7 M1 . | 11.40 11.60 11.80 12.00 12.20
Ok el 82l il ST 4125 L Tm/z 69.10  70.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17372: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000 UL AL SRR BRI B
11/40 11.60 11.80 12.00 12.20
m/ 70.10 36.29%
29 ‘ 8f g7 111 140 z 1
O'W'”JP"h'”'PHLI”JW'”'Pl“l'”“P'”J”'W}?ﬁl”'w'“'v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
69 AR SR AR AR
11.40 11.60 11.80 12.00 12.20
5000 a1 m/z 41.05 32.57%
29 83 140
o o7 M i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17292: 3-Octene, 4-ethyl- R A B
55 g9 11.40 11.60 11.80 12.00 12.20
m/z 56.10 21.75%
41
5000
27
‘ 83 98 11 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 1140 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 : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 5.36 ug/Il 143667 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 5-methvl- 116 C7H160 000623-55-2 22
2 2.4-Dimethvl-1-heptene 126 C9H18 019549-87-2 18
3 Cvclopentane. butvl- 126 C9H18 002040-95-1 18
4 2-Heptenal. (B)- 112 C7H120 018829-55-5 18
5 cis-4-Nonene 126 C9H18 010405-84-2 18
Abundance Scan 3473 (12.940 min): VN056625.D (-3464) (-) m/z 59.00 100.00%
59
69 83
5000
Il s ‘ | | | ‘ (I)l 109 12|6 137 12.60 12.80 13.00 13.20
obrrereererrere el bl gl L 2 L LT hs7 43,05 9448w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8128: 3-Hexanol, 5-methyl-
59
43 69
5000 NSNS SRR SN
31 87 12.60 12.80 13.00 13.20
m/z 55.00 86.41%
0 H‘ \\ 51 M‘\\ L 7 98 115
miz--> ﬁi&&%&%&%@@@@m
Abundance
43 70 \
55 NSRS SRR BN
12.60 12.80 13.00 13.20
5000 m/z 41.05 69.37%
83
29 126
o 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11172: Cyclopentane, butyl- AR R RN R
41 69 12.60 12.80 13.00 13.20

m/z 83.05 59.72%

55
5000 27 o
‘ 97 126
A O N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12 60 12. 80 13 00 13 20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70919\
Data File : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 9.89 ug/Il 265193 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.5-dimethvl- 144 C9H200 019549-74-7 43
2 Cvclopentane. 1-methvl-2-propvl- 126 C9H18 003728-57-2 38
3 Cvclohexanone. 4-ethvl- 126 C8H140 005441-51-0 37
4 4-Undecene. 3-methvl-. (2)- 168 C12H24 074645-87-7 32
5 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 27
Abundance Scan 3535 (13.140 min): VN056625.D (-3518) (-) m/z 73.00 100.00%
73
41
5000 o7
115126 USSR RS SRR BN I
|| || ‘ 84 | . 12.80 13.00 13.20 13.40
Ol Ml T m/z 55.00 92.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20267: 3-Heptanol, 3,5-dimethyl-
73
5000 55 USSR SR SUNREN BN I
a1 12.80 13.00 13.20 13.40
29 97 115 m/z 41.05 58.35%
O O O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
21 83 12.80 13.00 13.20 13.40
5000 70 m/z 70.10 57 .34%
27 o 126
111
L L L L S S W L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10997: Cyclohexanone, 4-ethyl-
55 12.80 13.00 13.20 13.40
m/z 57.05 41.19%
41
5000 27
70
aq ¥ 126
1> H\ ‘\ 108
bbbl bl L e e R e S
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 : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 6.19 ug/Il 166094 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 4-0Octanol. 4-methvl- 144 C9H200 023418-37-3 47
3 4-Octanol. 4-methvl- 144 C9H200 023418-37-3 43
4 3-Pentanol. 3-ethvl- 116 C7H160 000597-49-9 35
5 Dimethyl-cyano-phosphine 87 C3H6NP 031641-57-3 27
Abundance Scan 3600 (13.349 min): VN056625.D (-3589) (-) m/z 55.05 100.00%
55
5000
13.00 13.20 13.40 13.60
0 m/z 87.05 66.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13217: 3-Hexanol, 3-ethyl-
55 101
87
41
5000 29 N DA BN DU
13.00 13.20 13.40 13.60
69 m/z 69.05 62.49%
18 | ‘ ‘ 112
0"”W“'“ﬂh“Hi'w“fl*“l“'tl"“l"”l"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87
45 101 AL U RN BN I
13.00 13.20 13.40 13.60
5000 27 m/z 45.10 50.82%
56 ©9 129
o 112 143
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20255: 4-Octanol, 4-methyl-
45 87 13.00 13.20 13.40 13.60
m/z 41.05 48.41%
101
5000 27
57 69 129
SN T S - S (i /A2 VALY A i S
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\VNO70919\
Data File : VN056625.D

Aca On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 2-(3,4-Dibromo-4-methylcycl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 7.10 ug/l 190350 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(3.4-Dibromo-4-methvlcvclohexy... 312 C10H18Br20 110202-13-6 50
2 1-Cvclohexvl-2-methvl-2-propanol 156 C10H200 005531-30-6 40
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 27
4 2-Heptanol. 2-methvl- 130 C8H180 000625-25-2 27
5 2-Propanone, 1l-cyclohexyl- 140 C9H160 000103-78-6 25
Abundance Scan 4002 (14.641 min): VN056625.D (-3992) (-) m/z 59.00 100.00%
59
5000 81
41 I B U
6 123138 14.40 14.60 14.80 15.00
o} m/z 81.10 46.73%
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 43.72%
o2 | 7 119135153 a2 299
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280 300
Abundance
59
14.40 14.60 14.80 15.00
5000 m/z 55.05 29.03%
41 82
0 15 97 123 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #842: 2-Propanol, 2-methyl- A LA S SR e
59 14.40 14.60 14.80 15.00
m/z 67.00 28.86%
5000 31
0"W”'WL'W”'W”'W”'W”'W”'W”'W”'W”'W”'W”'W”"”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VNO70919\
Data File : VN056625.D

Acq On 9 Jul 2019 13:20

Operator : JC/SP

Sample - K3643-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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 4.07 303.6 ug/l 4273640 1 7.20 422283 30.0
4-Octene, 2,6-dim... 11.81 70.5 ug/1 1889940 3 11.41 804461 30.0
unknownl12 .94 12.94 5.4 ug/Il 143667 3 11.41 804461 30.0
unknownl13.14 13.14 9.9 ug/Il 265193 3 11.41 804461 30.0
3-Hexanol, 3-ethyl- 13.35 6.2 ug/Il 166094 3 11.41 804461 30.0
2-(3,4-Dibromo-4-... 14.64 7.1 ug/l 190350 3 11.41 804461 30.0
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