LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 41 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\82U092218W.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 2.135 249 299 306 rBV2 19913794 117329962 100.00% 23.390%
2 2.338 352 362 389 rVB 1981311 3881473 3.31% 0.774%
3 2.534 390 423 523 rVB2 25074223 88940414 75.80% 17.730%
4 3.807 745 819 869 rBVY 7834495 57244065 48.79% 11.412%
5 4.235 934 952 987 rBV 536878 1465408 1.25% 0.292%
6 4.399 988 1003 1036 rVB 563008 1276155 1.09% 0.254%
7 5.399 1294 1314 1355 rVB 3485031 9383855 8.00% 1.871%
8 6.296 1535 1593 1626 rBY 18641963 88762701 75.65% 17.695%
9 6.620 1681 1694 1714 rVB 721118 1338973 1.14% 0.267%
10 8.167 2153 2175 2185 rBvY 11938108 25811681 22.00% 5.146%

11 8.228 2185 2194 2200 rVV 1209669 2111562 1.80% 0.421%
12 8.273 2200 2208 2234 rVB 2124169 3486561 2.97% 0.695%
13 8.472 2260 2270 2282 rVV 5223246 8577119 7.31% 1.710%
14 8.649 2283 2325 2375 rVB 1379390 7125385 6.07% 1.420%
15 9.128 2428 2474 2505 rBV2 1917008 9181985 7.83% 1.830%

16 9.710 2637 2655 2666 rBV 14462345 25811085 22.00% 5.145%
17 9.771 2666 2674 2677 rVV 827126 1184013 1.01% 0.236%
18 9.800 2678 2683 2692 rVV 1542824 2247299 1.92% 0.448%
19 10.315 2830 2843 2846 rBV 757620 1234352 1.05% 0.246%
20 11.032 3055 3066 3074 rBV 6257676 9217235 7.86% 1.837%

21 11.106 3074 3089 3100 rVB4 2112343 4746600 4._05% 0.946%
22 11.533 3195 3222 3270 rBV2 2391757 8061568 6.87% 1.607%
23 12.225 3425 3437 3442 rBV4 1907492 3339216 2.85% 0.666%
24 12.279 3448 3454 3475 rVB 2562932 3696347 3.15% 0.737%
25 12.578 3533 3547 3565 rBV 1129608 2307836 1.97% 0.460%

26 13.305 3761 3773 3776 rBV2 1625610 2207391 1.88% 0.440%
27 13.353 3784 3788 3809 rVB 2475764 3240055 2.76% 0.646%
28 14.302 4070 4083 4087 rBV2 2129556 3207358 2.73% 0.639%
29 14.328 4088 4091 4107 rVB2 1893366 2292947 1.95% 0.457%
30 15.234 4360 4373 4406 rVB4 1767370 2919752 2.49% 0.582%

Sum of corrected areas: 501630353
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
VU027200.D

27 Sep 2018 00:47

MD/SY

J5048-03

5.0mL/MSVOA U/WATER

41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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1.5e+07

le+07

5000000

TIC: VU027200.D

2.14

3.81

4.234.40
T

Ob—
Time-->

T T
4.00 4.50

6.30

6.6

Abydergs
2e+07
1.5e+07
le+07
5000000

04—

TIC: VU027200.D

9.71

11.038

1.11 11.53

Time-->

10.00

9.50

T
10.50

T I T I T
11.00 11.50

T
12.00

Abundance
2.5e+07
2e+07
1.5e+07

le+07

5000000

i

TIC: VU027200.D

12.58 W

A

1%%?5

Time-->

15.00

T
14.50

14.00

12.50

13.00 13.50

LN T
16.50 17.00

T
17.50

82U092218W.M Thu Sep 27 16:36:28 2018

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Ethanol Concentration Rank 1

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

2.14 625.17 ug/l 117330000 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 78
2 Hvdrazine. methvl- 46 CHG6N2 000060-34-4 9
3 Dimethvl ether 46 C2H60 000115-10-6 9
4 Methane. nitroso- 45 CH3NO 000865-40-7 4
5 Ethene, fluoro- 46 C2H3F 000075-02-5 4

Abundance Scan 301 (2.142 min): VU027200.D (-249) (-) m/z 45.05 100.00%
45
5000

1.80 2.00 2.20 2.40

Ot 23, 6L 88 e it m/Z  46.10  50.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #95: Ethanol
31
5000 45 |||||||||||||||||||4||

1.80 2.00 2.20 2.40
m/z 43.05 25.41%

2l ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #102: Hydrazine, methyl-
46
28
1.80 2.00 2.20 2.40
5000 m/z 42.00 9.72%
“ 36 11,
,,,, R EmaE e  AREERREE B L
m/z--> 10 50 60 70 80 90 100 110 120
Abundance #97: Dimethyl ether
45 1.80 2.00 2.20 2.40
m/z 44.05 2.79%
5000 29
| /1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 3 1-Propanol Concentration Rank 3

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

3.81 305.01 ug/l 57244100 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 64
2 2-Fluoropropene 60 C3H5F 001184-60-7 47
3 Allvl fluoride 60 C3H5F 000818-92-8 32
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Propene 42 C3H6 000115-07-1 9

Abundance Scan 820 (3.810 min): VU027200.D (-745) (-) m/z 59.10 100.00%
4 59 ?
5000
3 | 3.40 3.60 3.80 4.00 4.20
el e S et er 505 90 82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #291: 1-Propanol
31
5000
3.40 3.60 3.80 4.00 4.20
" 59 m/z 41.05 58.02%
15 26,1 37 53
miz--> 0 20 30 4 50 60 70 8 9
Abundance #286: 2-Fluoropropene
59
3.40 3.60 3.80 4.00 4.20
5000 m/z 60.10 57.30%
39
27 33 45
-~|-}§3Q-J-NL-WP-Jn|--J=w---|-~-|----w---|
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #285: Allyl fluoride
59 3.40 3.60 3.80 4.00 4.20
m/z 39.05 38.72%
5000
39
27 55 ‘
15 20 \‘ | ‘ i 4\5 !
m/z--> 10 20 30 40 50 60 70 80 9 ' 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 1-Butanol Concentration Rank 7

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

6.30 50.00 ug/1 88762700 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 12
3 Butane. l1l-chloro- 92 C4HocCl 000109-69-3 9
4 Oxirane. (1-methvlethvl)- 86 C5H100 001438-14-8 9
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 9

Abundance Scan 1594 (6.299 min): VU027200.D (-1535) (-) m/z 56.10 100.00%

56
41
5000

6.00 620 640 660

73
o...,....,....,...:|;..".‘.‘,9..|'.,..6.6.,....,8.2...,.?“?.,....,....,...1.?9...,. m/z 41.05 73.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #839: 1-Butanol
31 56
41
5000 LA L L L LB LB BN |
6.00 6.20 6.40 6.60
m/z 43.10 60.50%
15 ||I 149 |, 3
”.P.”,”.W.H.P.“,“ T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #853: 1-Propanol, 2-methyl-
43
e R N A ]
6.00 6.20 6.40 6.60
5000 - m/z 42.05 33.05%
‘ ‘ 55 74
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2436: Butane, 1-chloro-

56 6.00 620 640 660
m/z 55.10 18.36%

41
5000
27
15 ‘\ I 49“6‘3 75 92
S = S N 1 .0 e Y - N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

82U092218W.M Thu Sep 27 16:36:32 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 1-Pentanol Concentration Rank 4

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

8.17 140.56 ug/l 25811700 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 90
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 50
4 Carbonochloridic acid. pentvl ester 150 C6H11CI02 000638-41-5 43
5 Formic acid, pentyl ester 116 C6H1202 000638-49-3 40

Abundance Scan 2176 (8.170 min): VU027200.D (-2153) (-) m/z 42.10 100.00%

780 800 820 840 860

4
55
5000 7f

0 bt S A 188 e 207 m/z 55.05  78.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2093: 1-Pentanol
a2
55
5000 31 70 ||||||||||||||||||||

7.80 8.00 8.20 8.40 8.60
m/z 41.10 64 .97%

s |l Il | e
L A i o o o o o N BN e o i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #553: 1-Pentene
42

55 7.80 8.00 8.20 8.40 8.60
5000 m/z 70.05 48.03%
27 70
-
i o o L e o L I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #577: Cyclopropane, ethyl- R L L R B
42 7.80 8.00 8.20 8.40 8.60

m/z 43.05 25.85%

55
5000
27 70
s |
P | Y
o Tt e T T e e N L o i oS P

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Hexanal Concentration Rank 8

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

8.47 46.71 ug/1 8577120 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Cvclobutanol. 2-ethvl- 100 C6H120 035301-43-0 36
3 Butanal 72 C4H80 000123-72-8 35
4 Oxirane. 2-methvl-3-(1-methvleth... 100 C6H120 001192-31-0 32
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 32

Abundance Scan 2269 (8.469 min): VU027200.D (-2260) (-) m/z 44.00 100.00%
4 56
5000
39
| o P8 oo o ek
] |..?1.'.-|.!,6.2..|.,'...77.,!...,.??.1?9..., m/z 56.10 87.29%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3772: Hexanal
4
56
27
5000 RN S R R L
8.20 8.40 860 8.80
39 9
o 72 g2 m/z 41.10 80.06%
| s1 .
miz--> 20 3 40 50 60 70 8 9 100
Abundance #3863: Cyclobutanol, 2-ethyl-
44 37
72 8.20 8.40 860 8.80
5000 29 m/z 43.10 60.04%
39
L S L ?%‘l'* U fs‘7'|"" '|8F" UNB NS
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #648: Butanal
44 8.20 8.40 860 8.80
m/z 57.05 54 .36%
27 72
5000
39 57
"'P'l'l??“ﬂil”'?{'"I”"Iw"'l”"l""l'”'I
m/z--> 20 30 40 50 60 70 80 90 100 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Propanoic acid, 2-methyl- Concentration Rank 9

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

8.65 38.80 ug/1 7125390 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 91
2 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9
3 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 9
4 Acetic acid. (acetvloxv)- 118 C4H604 013831-30-6 9
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 2325 (8.649 min): VU027200.D (-2283) (-) m/z 43.10 100.00%
43
5000
73
3 55 88 8.40 8.60 8.80 9.00
Bl a9 B0 e | w0 P U010 80420
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2060: Propanoic acid, 2-methyl-
43
5000 27
73 8.40 8.60 8.80 9.00
m/z 73.00 33.22%
. 38|||| 505560 68 g3 B8
miz--> 10 20 30 40 50 6 70 8 90
Abundance #2021: CH3C(O)CH2CH20H
43
8.40 8.60 8.80 9.00
5000 m/z 39.00 17.91%
e Ll w0 LT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2169: Propane, 2-nitro-
43 8.40 8.60 8.80 9.00
m/z 45.00 16.63%
27
5000
15 132 38|, 51 57 71
m/z--> 10 20 30 40 50 60 70 80 90 ' 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 1-Hexanol Concentration Rank 5

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

9.71 140.55 ug/l 25811100 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Hexvl chloroformate 164 C7H13CI02 006092-54-2 83
3 1-Pentanol. 4-methvl- 102 C6H140 000626-89-1 72
4 Formic acid. hexvl ester 130 C7H1402 000629-33-4 56
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 42

Abundance Scan 2655 (9.710 min): VU027200.D (-2637) (-) m/z 56.05 100.00%
56
43
5000
69
a4 940 960 980 1000
obrrererrrer 3 b L 77 8 1o wms 0 h7 43 05 58.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4411: 1-Hexanol
56
43
31
5000 BERAEEE RS S AR

9.40 9.60 9.80 10.00
69 m/z 55.10 53.63%

| |,
..,.”.,..!L...:iJh.,ﬂ:L,....p.??,.!”,...}ﬂ%..,.”.,....P...,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34018: Hexy| chloroformate
56
43

9.40 9.60 9.80 10.00

5000 m/z 41.05 45 .81%
69
29 84
15 || sell, 1| 77 | o1 107 121 135

e aa maaa m e AR L= R sEEa o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4444: 1-Pentanol, 4-methyl-

56 9.40 9.60 9.80 10.00

m/z 42.05 41 _.54%

a
5000 69
31
s il ] 84 99

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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-Heptanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.03 57.17 ug/1 9217240 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol 116 C7H160 000111-70-6 90
2 Formic acid. heptvl ester 144 C8H1602 000112-23-2 74
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 72
4 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 72
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
Abundance Scan 3065 (11.029 min): VU027200.D (-3055) (-) m/z 70.10 100.00%
a PP
5000
S
83 10.80 11.00 11.20 11.40
ol ool B Ms  Th/7 56.10  95.50%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8318: 1-Heptanol
4 s 70
29
5000
10.80 11.00 11.20 11.40
5 m/z 41.10 79 .25%
MMM R s At i - O
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20883: Formic acid, heptyl ester
29 41 5 70
10.80 11.00 11.20 11.40
5000 m/z 55.10 77.01%
el Ml T %P a0eue ass
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70 10.80 11.00 11.20 11.40
a1 m/z 43.05 68.61%
5000
27 a3
15 i
'“ﬁ“WH“PHWH“LL'NL'“H““HHWH“V“W““P“W““V“W' UL SR SRR B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027200.D

Aca On : 27 Sep 2018 00:47

Operator : MD/SY

Sample = J5048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Heptanoic acid, ethyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.28 22.93 ug/1 3696350 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 90
2 Ethvl 5-methvlhexanoate 158 C9H1802 010236-10-9 56
3 Nonanoic acid. 5-methvl-. ethvl ... 200 C12H2402 116530-40-6 50
4 Decanoic acid. ethvl ester 200 C12H2402 000110-38-3 45
5 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 43
Abundance Scan 3454 (12.279 min): VU027200.D (-3448) (-) m/z 88.10 100.00%
g8
5000 113
| 6070 101 LINLINLEN LI L L L L L L LI
12.00 12.20 12.40 12.60
Ol e .',| Lk |'. AL bl Ll 131243 358 207 0 77 113.10  34.03%
m/z--> 20 80 100 120 140 160 180 200
Abundance #30238: Heptanoic acid, ethyl ester
88
5000 29 43 AR RARSA BARAR AR
60 101 118 12.00 12.20 12.40 12.60
73 m/z 101.10 27 .43%
15 ‘ | 131143 158
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30199: Ethyl 5-methylhexanoate
88
12.00 12.20 12.40 12.60
5000 m/z 43.10 26 .56%
43
101 115
“..\M. MM M‘ ‘.N»..JL,???.}%%.¥5§....,....,....
m/z--> 20 100 120 140 160 180 200
Abundance #61188. Nonan0|c acid, 5-methyl-, ethyl ester
88 12.00 12.20 12.40 12.60

m/z 60.00 20.32%

5000 43
29
55 69 01
‘ 129 13 157 191 185 200

m/z--> 20 40 60 80 100 120 140 160 180 200 12. OO 12. 20 12. 40 12 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092618\
Data File : VU027200.D

Acq On : 27 Sep 2018 00:47

Operator : MD/SY

Sample - J5048-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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]
Ethanol 2.14 625.2 ug/l1 117330000 1 4_.99 9383860 50.0
1-Propanol 3.81 305.0 ug/1 57244100 1 4_.99 9383860 50.0
1-Butanol 6.30 50.0 ug/1 88762700 2 5.89 88762700 50.0
1-Pentanol 8.17 140.6 ug/1 25811700 3 9.09 9181990 50.0
Hexanal 8.47 46.7 ug/l 8577120 3 9.09 9181990 50.0
Propanoic acid, 2... 8.65 38.8 ug/1 7125390 3 9.09 9181990 50.0
1-Hexanol 9.71 140.6 ug/1 25811100 3 9.09 9181990 50.0
1-Heptanol 11.03 57.2 ug/1 9217240 4 11.49 8061570 50.0
Heptanoic acid, e... 12.28 22.9 ug/1 3696350 4 11.49 8061570 50.0
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