LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\
Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 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 X\METHOD\82X052720W.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 5.470 706 719 732 rBV2 145857 419252 4.73% 1.514%
2 5.629 735 745 758 rVB 277834 774345 8.73% 2.796%
3 6.037 800 812 823 rBV2 166904 443459 5.00% 1.601%
4 6.836 931 943 959 rBV 425346 1023471 11.54% 3.695%
5 8.695 1240 1248 1259 rBV 914977 1439511 16.23% 5.197%

10.098 1472 1478 1497 rVB 975792 1313807 14.81% 4.743%
11.122 1640 1646 1659 rVB 846433 1064732 12.00% 3.844%
12.061 1794 1800 1808 rBY 1073178 1334606 15.04% 4.818%
13.463 2025 2030 2066 rBY 7017275 8871271 100.00% 32.028%
13.932 2103 2107 2120 rBV5 46103 122054 1.38% 0.441%

=
QO ~NO®

11 14.231 2152 2156 2186 rBV 6651777 8608771 97.04% 31.081%
12 14.609 2213 2218 2225 rBV 177288 297131 3.35% 1.073%
13 14.731 2234 2238 2250 rVV 237104 369665 4_.17% 1.335%
14 14.834 2251 2255 2271 rVV 585003 985517 11.11% 3.558%
15 14.956 2271 2275 2307 rVB 215781 536439 6.05% 1.937%

16 15.298 2327 2331 2345 rVB 43940 94042 1.06% 0.340%

Sum of corrected areas: 27698073
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\

Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance :
7000000 TIC: VX016492.D

6000000
5000000
4000000
3000000
2000000

1000000
5.47°,63 6.04

e Y N A\ U .

Time--> 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 540 560 5.80 6.00 6.20

Abundance
7000000 TIC: VX016492.D

6000000
5000000
4000000
3000000

2000000

1000000 8.70 17\ 10 11.12

Iy A

T T T T T —— — —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX016492.D

7000000 1446 14.23

6000000

5000000

4000000

3000000

2000000

12.06
1000000 14gs
\ 13.93 14.84.7314.96 1530

e o B T ; ———

Time--> 12.00 12.50 13.00 13.50 14.00 14 50 15 OO 15 50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\

Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .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 1-Nonanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.46 332.36 ug/Il 8871270 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cvclopropane. pentvl- 112 C8H16 002511-91-3 81
3 Chloroacetic acid. nonvl ester 220 C11H21CIl02 005451-96-7 80
4 Cvclopropane. l1-methyl-2-octvl- 168 C12H24 037617-26-8 72
5 Cycloheptane 98 C7H14 000291-64-5 72

Abundance Scan 2030 (13.463 min): VX016492.D (-2025) (-) m/z 56.05 100.00%

56
4 | 70

5000

13.20 13.40 13.60 13.80

111126 143

191 207

0 m/z 55.10 88.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21105: 1-Nonanol
56
41
70
5000 LIS L L L L L LN L
97 13.20 13.40 13.60 13.80
2 4 m/z 70.10 78 .39%
o 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
56
42 0 13.20 13.40 13.60 13.80
5000 m/z 41.00 75.54%
84
g7 112

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76985: Chloroacetic acid, nonyl ester R R R
13.20 13.40 13.60 13.80
m/z 69.10 68.40%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\
Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .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 2 1-Decanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.23 322.52 ug/Il 8608770 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 1-Undecanol 172 C11H240 000112-42-5 90
3 Cvclooctane 112 C8H16 000292-64-8 87
4 Cvclopropane. 1-ethvl-2-heptvl- 168 C12H24 074663-86-8 86
5 Cyclopropane, 1-heptyl-2-methyl- 154 C11H22 074663-91-5 86

Abundance Scan 2156 (14.231 min): VX016492.D (-2152) (-) m/z 55.05 100.00%

g5 70
41

5000

14.00 14.20 14.40 14.60
m/z 70.10 86.64%

o 126140 157 191 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29593: 1-Decanol

55 70
41

14,00 14.20 14.40 14.60
m/z 56.05 86.08%

5000

126140 157

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
M e L R
70 14.00 14.20 14.40 14.60
5000 m/z 41.05 81.43%
84
27
98
0 112126 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6629: Cyclooctane R RaE L ERRREaREY
41 6 14.00 14.20 14. 40 14 60
0 m/z 43.10 79.22%
112
5000 4
27
0 8
I~ IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\

Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .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 wunknownl4.61 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.61 11.13 ug/Il 297131 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 5-methvl-2-(1l-methvle... 158 C10H220 002051-33-4 43
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 38
3 2-Heptanol. 5-ethvl- 144 C9H200 019780-40-6 38
4 Octane. 4-methvl- 128 C9H20 002216-34-4 27
5 Propanal, 2-methyl-, 2-propenylh... 126 C7H14N2 066075-08-9 25

Abundance Scan 2218 (14.609 min): VX016492.D (-2213) (-) m/z 43.10 100.00%

57 71

5000

i}

14.20 14.40 14.60 14.80 15.00

143157

0 m/z 57.05 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29668: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
357 71
5000 85
14.20 14.40 14.60 14.80 15.00
29 m/z 71.10 95.93%
127
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

14.20 14.40 14.60 14.80 15.00
5000 m/z 45.00 90.15%

29 577185

o 99113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21124: 2-Heptanol, 5-ethyl-

%

14.20 14.40 14.60 14.80 15.00
m/z 41.00 70.42%

5000

?

14. 20 14. 40 14. 60 14. 80 15. OO

82X052720W.M Fri May 29 12:22:27 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\
Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .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 unknownl14.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 13.85 ug/Il 369665 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 4-tetradecvl... 286 C17H3403 1000282-05-0 47
2 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 38
3 Oxalic acid. cvclobutvl nonvl ester 270 C15H2604 1000309-70-0 35
4 Propanoic acid. nonvl ester 200 C12H2402 053184-67-1 27
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 22
Abundance Scan 2238 (14.731 min): VX016492.D (-2234) (-) m/z 71.05 100.00%
1
5000 85
126
112 14.40 14.60 14.80 15.00
0 L 209 281 "m/z 45.00 95.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132963: Methoxyacetic acid, 4-tetradecy! ester
5
71
5000
29 85 14.40 14.60 14.80 15.00

m/z 57.05 94 .53%

9 117 141155169 197 215 o4

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
14.40 14.60 14.80 15.00
5000 97 m/z 43.10 903.18%
27 83 126
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119015: Oxalic acid, cyclobutyl nonyl ester
55 14.40 14.60 14.80 15.00
m/z 41.05 64 .00%
5000
4 71
2 85
ol 1| % 100 126 171 ~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\

Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .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 unknownl14.83 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.83 36.92 ug/1 985517 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.4-dimethvl- 184 C13H28 017312-78-6 43
2 1-Hexanol. 5-methvl-2-(l1-methvle... 158 C10H220 002051-33-4 38
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 35
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 35
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 30

Abundance Scan 2254 (14.828 min): VX016492.D (-2251) (-) m/z 43.05 100.00%

a4 57 T

5000

s

14.60 14.80 15.00 15.20

143157 177191 208

o m/z 45.00 99.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48857: Undecane, 3,4-dimethyl-
43 57
71
85
5000 LA L L L L L
14.60 14.80 15.00 15.20
29 126 m/z 71.10 96.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
14.60 14.80 15.00 15.20
5000 85 m/z 57.05 89.34%
29
oL15 112127149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105898: Heptadecane, 8-methyl- T e
57 71 14.60 14.80 15.00 15.20
m/z 41.00 65.67%
43 85
5000
126
99 154
T e e e e e e e e e e R RN Ry R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX052820\
Data File : VX016492.D

Aca On - 28 May 2020 17:48

Operator : JC/SP

sample - L2777-01 -
Misc - 5.0mL/MSVOA X/WATER SR tERR L L B
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .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 Cyclopropane, octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.96 20.10 ug/1 536439 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. octvl- 154 C1l1H22 001472-09-9 94
2 1-Nonene 126 C9H18 000124-11-8 93
3 Chloroacetic acid. undecvl ester 248 C13H25CI102 005458-29-7 90
4 Carbonochloridic acid. decvl ester 220 C11H21Cl02 055488-51-2 90
5 1-Decanol 158 C10H220 000112-30-1 87

Abundance Scan 2276 (14.963 min): VX016492.D (-2271) (-) m/z 55.05 100.00%

56 69
41

5000

14.60 14.80 15.00 15.20
m/z 69.10 88.35%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27047: Cyclopropane, octyl-
55

69

5000

14.60 14.80 15.00 15.20
m/z 43.10 82.08%

111126

154

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43
T T T T
69 14.60 14.80 15.00 15.20
5000 m/z 41.00 81.84%
29 83
97

ol15 111126

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

Abundance #100480: Chloroacetic acid, undecy! ester T T
14.60 14.80 15.00 15.20

m/z 56.10 81.17%

5000

5

14 60 14. 80 15. OO 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX052820\

Data File : VX016492.D

Acg On - 28 May 2020 17:48

Operator : JC/SP

Sample - L2777-01 :
Misg - 5.0mL/MSVOA_X/WATER S L A AN
ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052720W .M
SW846 8260

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Nonanol 13.46 332.4 ug/l1 8871270 4 12.06 1334610 50.0
1-Decanol 14.23 322.5 ug/l 8608770 4 12.06 1334610 50.0
unknownl4 .61 14.61 11.1 ug/Il 297131 4 12.06 1334610 50.0
unknownl14 .73 14.73 13.9 ug/I1 369665 4 12.06 1334610 50.0
unknownl14 .83 14.83 36.9 ug/Il 985517 4 12.06 1334610 50.0
Cyclopropane, octyl- 14.96 20.1 ug/l 536439 4 12.06 1334610 50.0
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