LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 N\METHODS\82N031820W.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 2.288 151 160 174 rBV 16912 26572 1.03% 0.168%
2 3.780 607 624 659 rvv 268971 704992 27.23% 4_447%
3 4.014 681 697 723 rBV2 26821 77435 2.99% 0.488%
4 4.291 765 783 810 rBV2 53639 151498 5.85% 0.956%
5 4_.522 833 855 880 rBV 143185 439230 16.96% 2.770%
6 6.509 1454 1473 1500 rBvV2 63635 193869 7.49% 1.223%
7 6.799 1540 1563 1586 rBvV2 61118 187126 7.23% 1.180%
8 7.567 1784 1802 1813 rBV 135115 330589 12.77% 2.085%
9 7.644 1813 1826 1854 rVB 257354 604873 23.36% 3.815%
10 8.005 1915 1938 1957 rBV 162600 417582 16.13% 2.634%

11 8.567 2097 2113 2130 rBV 387515 812689 31.39% 5.126%
12 8.763 2160 2174 2186 rBV 69341 146046 5.64% 0.921%
13 9.021 2241 2254 2276 rBV 43454 88049 3.40% 0.555%
14 9.394 2360 2370 2386 rBV3 14305 28050 1.08% 0.177%
15 9.969 2537 2549 2567 rVB 71387 129237 4._.99% 0.815%

16 10.078 2567 2583 2592 rBV 631842 1146065 44.26% 7.229%
17 10.143 2592 2603 2630 rVB 1418084 2589200 100.00% 16.331%
18 10.268 2630 2642 2656 rBV 52236 96875 3.74% 0.611%
19 10.516 2709 2719 2735 rBV3 20607 41162 1.59% 0.260%
20 10.844 2809 2821 2837 rBV 223912 375454 14 _.50% 2.368%

21 11.400 2979 2994 3013 rBV 618673 1094236 42.26% 6.902%
22 11.503 3016 3026 3040 rVB 62486 111770 4_.32% 0.705%
23 11.609 3045 3059 3079 rvv2 294721 592506 22.88% 3.737%
24 11.766 3102 3108 3117 rBV2 17408 26365 1.02% 0.166%
25 11.940 3152 3162 3171 rBV 206527 370541 14.31% 2.337%

26 11.988 3172 3177 3202 rVB2 86876 190228 7.35% 1.200%
27 12.397 3292 3304 3317 rBV 484127 815797 31.51% 5.145%
28 12.824 3425 3437 3454 rVV 749382 1225248 47.32% 7.728%
29 12.908 3455 3463 3477 rVB 92448 141638 5.47% 0.893%
30 13.069 3505 3513 3516 rBV2 94190 130598 5.04% 0.824%

31 13.101 3517 3523 3534 rVV 243447 365357 14.11% 2.304%
32 13.159 3536 3541 3548 rVVv 29670 40967 1.58% 0.258%
33 13.204 3549 3555 3571 rVB4 25371 45480 1.76% 0.287%
34 13.339 3585 3597 3610 rBV 590644 995783 38.46% 6.281%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W.M
SW846 8260

35 13.445 3621 3630 3645 rVB 597378 905139 34.96% 5.709%
36 14.413 3924 3931 3941 rVB3 31931 53261 2.06% 0.336%

37 14.480 3944 3952 3961 rVV5 35116 62523 2.41% 0.394%
38 14.811 4046 4055 4062 rBv4 45176 100666 3.89% 0.635%

Sum of corrected areas: 15854696
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
VN060601.D

18 Mar 2020 18:42

JC/MD

L1946-04

5.00mL/MSVOA N/WATER

25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 1 Isopropyl Alcohol Concentration Rank 8

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

4.01 6.40 ug/l 77435 Pentafluorobenzene 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 74
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 (RY-(-)-2-Pentanol 88 C5H120 031087-44-2 9
5 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 9

Abundance Scan 696 (4.011 min): VNO60601.D (-681) (-) m/z 45.00 100.00%
45
5000 /\\-‘
39 5 360 380 4.00 420 4.40
1= m/z 43.00 17.08%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #297: Isopropy! Alcohol
45
5000
3.60 3.80 4.00 4.20 4.40
m/z 41.00 8.53%
19 275 39| 53 59
O o T o o T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 7.42%
73
21 23 39 59 79 88
e L S S UL S I S IULIL S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #944: R—(—)—l,Z—propanedioI LGS BN L BN N
45 3.60 3.80 4.00 4.20 4.40
m/z 42.00 4 _89%
5000
1 29
o ¥ | w] s o 76
m/z--> 10 20 30 0 50 60 70 80 9 ' 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\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 2 Butanal Concentration Rank 5

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

6.51 16.03 ug/Il 193869 Pentafluorobenzene 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Propanal. 2-methvl- 72 C4H80 000078-84-2 49
3 1-Propene. 3-methoxv- 72 C4H80 000627-40-7 38
4 Ethene. ethoxv- 72 C4H80 000109-92-2 38
5 3-Bromopropyl isothiocyanate 179 C4H6BrNS 002799-73-7 25

Abundance Scan 1473 (6.509 min): VN060601.D (-1454) (-) m/z 43.95 100.00%
72
5000
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
207 6.20 6.40 6.60 6.80
o s B e m/z 43.00 93.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: Butanal
A
72
5000 29
57 6.20 6.40 6.60 6.80
m/z 41.00 86 .15%
15 L
0""'I""I B UL LA WL NI NI I L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7 6.20 6.40 6.60 6.80
5000 m/z 72.00 68.27%
27
15 57
G T L I I W WL B LI L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #694: 1-Propene, 3-methoxy-
4 7?2 6.20 6.40 6.60 6.80
m/z 39.00 43.17%
5000 29
57
15 ‘
0---‘-|-‘h‘--“i‘---‘*l-- "I""I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path :

Data File : VNO60601.D

Aca On : 18 Mar 2020 18:42
Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER
ALS Vial : 25 Sample Multiplier:

Quant Method

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO031820\

1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .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 3 1-Butanol Concentration Rank 6

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

8.76 8.99 ug/Il 146046 1,4-Difluorobenzene 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 83
2 Formic acid. butvl ester 102 C5H1002 000592-84-7 9
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 9
4 Butane. 1l-chloro- 92 C4HocCl 000109-69-3 9
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 9

Abundance Scan 2173 (8.760 min): VN060601.D (-2160) (-) m/z 56.00 100.00%
56
41
5000
8.40 860 8.80 9.00
ol il 2 2% Tm/z 40,95 70.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #839: 1-Butanol
31 56
3
5000
8.40 860 8.80 9.00
‘ m/z 43.00 58.05%
0 .“.}ﬂ.HLh..ﬁ,.1%,”..“..w..” e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 8.40 860 8.80 9.00
5000 29 m/z 42.00 31.34%
o 15 B
SR SURELILS SRR SRR WL R S L BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1471: Cyclobutane, ethyl-
56 8.40 860 8.80 9.00
a1 m/z 39.00 21.55%
5000
27
‘ ‘ 69
0 .ﬁ.%ﬂnjuhhu‘,”..Fﬁ..“..w..” —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 2-Pentanone Concentration Rank 9

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

9.02 5.42 ug/1l 88049 1,4-Difluorobenzene 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 64
3 2.3-Butanedione 86 C4H602 000431-03-8 47
4 Ethanone. l-oxiranvl- 86 C4H602 004401-11-0 38
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 2254 (9.021 min): VN060601.D (-2241) (-) m/z 43.00 100.00%
43
5000
86
39| 50 58 71 | 8.60 8.80 9.00 9.20 9.40
0'W“W“”W”P”W”W“W“JP“P“WWW”LPWP”WLW””P”W”W”W“ m/z 86.00 18.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43
5000 /\I""I ABRSRARSSRARSS RN
8.60 8.80 9.00 9.20 9.40
86 m/z 41.00 12.70%
27 39 58 71
0"v'“|“'}ﬁ'“|“'w'h'?}"'“lvl‘ ”ﬁg'ﬁ?P'LIQ%W§Z'J'”I“'W'”'P'”I“'W'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
8.60 8.80 9.00 9.20 9.40
5000 m/z 71.00 9.23%
27 39 86
15 71
o 18 31 36 50 57 6367 81
) AN LAY LARE LA LAY AR LARAN RAARS RLRD SELEE LARES RARE) RN RRAR) ARL) RARA) LAREN LLASN 1AM
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1661: 2,3-Butanedione A,. A e AR
43 8.60 8.80 9.00 9.20 9.40

m/z 58.00 8.96%

5000

15 86
|18 2528323639, 50 57 69 A

AN . SN H— SRRV S N S B—

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 5 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.84 17.16 ug/Il 375454 Chlorobenzene-d5 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. butvl ester 116 C6H1202 000123-86-4 78
2 Isobutvl acetate 116 C6H1202 000110-19-0 39
3 Acetic acid. hexvl ester 144 C8H1602 000142-92-7 38
4 1-Butanol. 2-methvlene-. acetate 128 C7H1202 055670-09-2 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 2820 (10.840 min): VN060601.D (-2809) (-) m/z 43.00 100.00%

43
5000 56

73 LIS L  L LLL LLB LB BLL
10 60 10 80 11. 00 11. 20

83
o b L 8 98 w5 ap0 a5 ama 207 Se 00 g0 130

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8119: Acetic acid, butyl ester
43
5000 56

10.60 10.80 11.00 11.20
m/z 41.00 17.96%

73
oL B 2 | 87 101 117
L I B L AL B B B B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r

10.60 10.80 11.00 11.20

5000 m/z 72.95 17.50%
56
73
15 29 86 101
O e L o o e o LN e o e o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20872: Acetic acid, hexyl ester T
43 10 60 10 80 11. 00 11. 20

m/z 61.00 14 .06%

5000 56
ST

‘H || 101 116 129 145

m/z--> 20 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11. 20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 6 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.82 61.52 ug/1 1225250 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 64
3 5-Nonanone 142 C9H180 000502-56-7 59
4 2.4-Hexanedione. 5.5-dimethvl- 142 C8H1402 007307-04-2 53
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 50
Abundance Scan 3436 (12.821 min): VNO60601.D (-3425) (-) m/z 57.05 100.00%
57 85
5000
41
I | 69 77 | 03100100 127 142 12.60 12.80 13.00 13.20
Obrrprrrr e el i el B0 209 e m/Z 85.00  84.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 LR B SO SO BN
41 12.60 12.80 13.00 13.20
m/z 41.00 36.12%
29 ,y 142
0 15 Ll ‘ \‘ " 69 7 ! 1QO 109 1 1 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
85
12.60 12.80 13.00 13.20
5000 41 m/z 57.95 25.82%
29
ol 14 71 100 193 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19936: 5-Nonanone
57 12.60 12.80 13.00 13.20
85 m/z 43.00 18.40%
5000 09 M
142
71
0 --|-]-5n|nn|-n-|-n-|-n-|nn|nn|-n-|-n]-(|)-0n-ilulu3n|--n|-n-|-n-|- L o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 7 Butanoic acid, butyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.91 7.11 ug/l 141638 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 90
2 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 64
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 59
4 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 59
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 50
Abundance Scan 3464 (12.911 min): VNO60601.D (-3455) (-) m/z 71.00 100.00%
!
89
56
5000 "
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
12.60 12.80 13.00 13.20
Obererprrrber dlp e 16 143150174101208 281 | T8 (00 55 04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20897: Butanoic acid, butyl ester
71
43 85
5000 USSR BN B
27 12.60 12.80 13.00 13.20
‘ 7 m/z 56.00 47 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71 89
12.60 12.80 13.00 13.20
5000 m/z 43.00 47 .40%
o 57 115129 154 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13469: Butanoic acid, propy! ester B N EEaaa
! 12.60 12.80 13.00 13.20
m/z 41.00 37 .34%
89
5000 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 4-Heptanol, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.10 18.35 ug/Il 365357 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 83
2 1.3-Dioxan-4-one. 2-(1l.1-dimethv... 172 C9H1603 113505-75-2 78
3 4-Octanol 130 C8H180 000589-62-8 72
4 5-Nonanol 144 C9H200 000623-93-8 72
5 1,2-Hexanediol 118 C6H1402 006920-22-5 72

Abundance Scan 3523 (13.101 min): VN060601.D (-3517) (-) m/z 69.00 100.00%

d9
5000 87

J|‘ 5( 12.80 13.00 13.20 13.40
0...,.”.,.." :

126
ALl 98 111 25 142 199 172 191 207 'm/z 87.00  46.93%

m/z--> 20 60 80 100 120 140 160 180 200
Abundance #21155: 4-Heptanol, 2,6-dimethyl-
69
5000 45 87

12.80 13.00 13.20 13.40

57 m/z 45.00  28.96%
0 15 2\7\ \‘\‘ H‘ I fmiA 98 111 126 143
T e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
57
41 12.80 13.00 13.20 13.40
5000 m/z 41.00 24.55%
87
27
115
128 173
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13628: 4-Octanol
556 69 12.80 13.00 13.20 13.40
m/z 43.00 22 .42%
5000 a1 87
27
ol 35 Ll b | 99 112 129
,, T e e e T
m/z--> 20 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\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 9 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.44 45.45 ug/1 905139 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 74
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 64
3 Carbonic acid. isobutvl 2-ethvlh._.. 230 C13H2603 1000357-82-9 59
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 53
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
Abundance Scan 3628 (13.438 min): VNO60601.D (-3621) (-) m/z 57.05 100.00%

57
5000 a1

83 N AR RABSA
98 13.20 13.40 13.60 13.80
) S ,..'|..,-|!...,.1.1.?,1.??‘.}??.1:‘3,??.7?,....2.9?. 28 Tm/z 41.00  37.83%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 715320 13140 13.60 13.80

29‘ m/z 43.00 31.00%
I

83 o8
B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57

13.20 13.40 13.60 13.80

o

5000 a m/z 55.00 26.35%
27 83
o %112
L L o B B B L R R R R RN EEEEEREREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85987: Carbonic acid, isobutyl 2-ethylhexyl ester R B B B B
57 13.20 13.40 13.60 13.80

m/z 70.05 22 .14%

5000
41 1
‘ ‘ 112
2
1L Lo | s

L - A

Y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13. 80

82N031820W.M Thu Mar 19 15:04:03 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN031820\
Data File : VNO0O60601.D

Aca On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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 Hexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.81 5.05 ug/Il 100666 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Dodecane 170 C12H26 000112-40-3 89
3 Tetradecane 198 C14H30 000629-59-4 68
4 Nonadecane 268 C19H40 000629-92-5 68
5 Heptadecane 240 C17H36 000629-78-7 68

Abundance Scan 4055 (14.811 min): VN060601.D (-4046) (-) m/z 57.00 100.00%
57
43
5000
| 1440 1460 1480 15.00 15.20
Ol sl m/z 43.00 77.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 AR SR BRI IR B
14.40 14.60 14.80 15.00 15.20
29 % m/z 71.05 71.32%
o | L | 7 113127141155 169 183 197 226
m/z--> 20 Jo éo 80 160 150 150 1éo 180 200 220
Abundance
43 57
71 1440 1460 14.80 15.00 15.20
5000 o m/z 85.05 50.10%
29
oL 15 %8 112 127 141 155 170
U I SULILS SO UL WL UL L B SRR LS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane RSB E et S
57 14.40 14.60 14.80 15.00 15.20
43 - m/z 41.00 43.99%
5000 85
29 99
o 15 | “\ Ly oy 118127141 155 169 198
m/z--> 20 40 éo éo 100 150 150 1éo 180 200 220 14.40 14.60 14.80 15.00 15.20

82N031820W.M Thu Mar

19 15:04:05 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031820\
Data File : VNO60601.D

Acq On : 18 Mar 2020 18:42

Operator : JC/MD

Sample : L1946-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031820W .M
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]
Isopropyl Alcohol 4.01 6.4 ug/l 77435 1 7.64 604873 50.0
Butanal 6.51 16.0 ug/Il 193869 1 7.64 604873 50.0
1-Butanol 8.76 9.0 ug/Il 146046 2 8.57 812689 50.0
2-Pentanone 9.02 5.4 ug/Il 88049 2 8.57 812689 50.0
Acetic acid, buty... 10.84 17.2 ug/I1 375454 3 11.40 1094240 50.0
4-Heptanone, 2,6-... 12.82 61.5 ug/1 1225250 4 13.34 995783 50.0
Butanoic acid, bu... 12.91 7.1 ug/l 141638 4 13.34 995783 50.0
4-Heptanol, 2,6-d... 13.10 18.4 ug/I1 365357 4 13.34 995783 50.0
1-Hexanol, 2-ethyl- 13.44 45.5 ug/1 905139 4 13.34 995783 50.0
Hexadecane 14.81 5.0 ug/Il 100666 4 13.34 995783 50.0
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