LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028732.D

Acq On : 17 Dec 2018 19:56

Operator : MD/SY

Sample - J6440-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82U120618W_M

Title : SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.398 63 70 78 rvVB 6144 7218 1.43% 0.225%
2 1.472 85 93 107 rBvY 129262 143451 28.40% 4.472%
3 1.572 113 124 131 rVB1O 5894 10833 2.14% 0.338%
4 2.321 348 357 370 rvVB 12373 19481 3.86% 0.607%
5 2.447 384 396 411 rBV2 4742 8352 1.65% 0.260%
6 2.829 504 515 529 rBV3 2633 5993 1.19% 0.187%
7 3.990 864 876 892 rBvV2 15416 39458 7.81% 1.230%
8 4.881 1136 1153 1170 rBV3 72821 162952 32.26% 5.079%
9 4.983 1170 1185 1212 rVB 110717 246637 48.82% 7.688%
10 5.308 1272 1286 1301 rBV 87503 183980 36.42% 5.735%
11 5.389 1301 1311 1328 rVB3 11672 25440 5.04% 0.793%
12 5.884 1448 1465 1486 rBV 187588 363040 71.87% 11.316%
13 6.508 1648 1659 1679 rBv4 6620 13771 2.73% 0.429%
14 7.565 1974 1988 2002 rBY 288378 505154 100.00% 15.746%
15 7.636 2003 2010 2031 rVvB 17971 34121 6.75% 1.064%
16 8.456 2258 2265 2277 rBV5 4301 7000 1.39% 0.218%
17 9.089 2447 2462 2483 rBV 254656 421632 83.47% 13.143%
18 9.372 2541 2550 2563 rBV 12508 20272 4_.01% 0.632%
19 9.777 2667 2676 2686 rBV2 5362 7626 1.51% 0.238%
20 9.896 2705 2713 2727 rBV2 6596 10711 2.12% 0.334%
21 10.308 2829 2841 2853 rBvY 193362 302443 59.87% 9.427%
22 10.369 2855 2860 2869 rVB3 4963 7288 1.44% 0.227%
23 10.919 3019 3031 3037 rBv4 4766 6656 1.32% 0.207%
24 11.067 3069 3077 3089 rVB2 13872 20291 4.02% 0.632%
25 11.292 3138 3147 3159 rVB 23830 35788 7.08% 1.116%

26 11.482 3196 3206 3226 rVB 226716 354462 70.17% 11.049%
27 11.742 3275 3287 3303 rBvV 124828 201803 39.95% 6.290%

28 13.745 3896 3910 3930 rBV 9026 18690 3.70% 0.583%

29 13.871 3940 3949 3962 rBV2 7940 12469 2.47% 0.389%

30 13.964 3970 3978 3987 rBV3 7345 11083 2.19% 0.345%
Sum of corrected areas: 3208095
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Vu028732.D

17 Dec 2018 19:56

MD/SY

J6440-08

5.0mL/MSVOA_U/WATER

25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028732.D

Acq On : 17 Dec 2018 19:56

Operator : MD/SY

Sample - J6440-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 3

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

3.99 8.00 ug/1l 39458 Pentafluorobenzene 4.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 47
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 35
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 32
5 Propane, l-nitro- 89 C3H7NO2 000108-03-2 17

Abundance Scan 876 (3.990 min): VU028732.D (-864) (-) 44 .05 100.00%
4144
72
5000
57
3q || 54 360 380 400 420 4.40
”P”W””P”W””P”W””P”4”'P”%l”P”W“”P”W””P”W”' m/z 43.10 94.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butanal
27 44
41
72
5000
3.60 3.80 4.00 4.20 4.40
15 5 57 m/z 41.10 86.20%
‘18 24‘ 3134 L 50 54 | 60 6669 ,
e LT O s a a4 o 5 en e T T
Abundance
43
— 360 3.80 4.00 4.20 4.40
5000 m/z 72.10 61.21%
27 39
15 2431 36 5053 57 69
WWWWWWWWWWWWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #697: 1-Propene, 3-methoxy- R ma R
29 m 360 3.80 4.00 420 4.40
72 m/z 39.10 43.81%
5000 ® 57
15 2% 5
12\‘ 18 ‘ \33 \‘ | ‘ 53\\ 69
IR 040 4 4 S S S A 350 350 4bo 450 Ak
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028732.D

Acq On : 17 Dec 2018 19:56

Operator : MD/SY

Sample - J6440-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 4-Heptanol, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.29 5.05 ug/Il 35788 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 83
2 4-Octanol, 2-methyl- 144 C9H200 040575-41-5 72
3 3-Heptanol, 2,2-dimethyl- 144 C9H200 019549-70-3 64
4 1-Octyn-4-ol 126 C8H140 052517-92-7 64
5 1,2-Hexanediol 118 C6H1402 006920-22-5 64
Abundance Scan 3146 (11.289 min): VU028732.D (-3138) (-) m/z 69.10 100.00%
60
5000 43 87 J\&
|‘ ‘ 57 11,00 11.20 11.40 1160
L H M NS S m/z 43.10 46.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21155: 4-Heptanol, 2,6-dimethyl-
69
5000 45 87 *4*T“A'fﬂ"'ﬁﬁ*ﬂ‘?fﬂ‘r*JL
11.00 11.20 11.40 11.60
57 m/z 87.10 41_.91%
15 2\7\ \‘\‘ H‘ [ 77 il 97 111 126 143
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
11,00 11.20 11.40 1160
5000 87 m/z 45.10 32.74%
41
29 57
111 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21144: 3-Heptanol, 2,2-dimethyl-
69 11.00 11.20 11.40 11.60
m/z 41.10 31.39%
87
5000 a1 57
29
"v%?'v"wr“"“jﬂ'l'”LW'"4”"'v'“'|“"|'“'|"“|";%9"w""v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028732.D

Acq On : 17 Dec 2018 19:56

Operator : MD/SY

Sample - J6440-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.74 28.47 ug/1 201803 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 53
4 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 50
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 3286 (11.739 min): VU028732.D (-3275) (-) m/z 57.10 100.00%
57
5000 a1 /\\
70 g3 DAL BRI SUNILN UL I
| | T 11.40 11.60 11.80 12.00
SNBSS NN RN MBS SIS MU oSSR m/z 41.10 38.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.40 11.60 11.80 12.00
70 83 m/z 43.10 34.82%
‘\ \‘\ ‘ ‘ ‘\ 9\8 112
mz-> 10 "z'o" ' '3'6' " % 8 75 8 90 100 110 130 130 140 150 160
Abundance
57
42 11.40 11.60 11.80 12.00
5000 m/z 55.10 27.34%

29

71 33
98 112 158 143

memwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

%

Abundance #108842: Oxalic acid, isobutyl octy! ester
57 11.40 11.60 11.80 12.00
m/z 56.10 22.81%
41
5000 29
71
I H‘ 8 92 103112 157
T T T T T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028732.D

Acq On : 17 Dec 2018 19:56

Operator : MD/SY

Sample - J6440-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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]
Butanal 3.99 8.0 ug/Il 39458 1 4.98 246637 50.0
4-Heptanol, 2,6-d... 11.29 5.0 ug/Il 35788 4 11.48 354462 50.0

1-Hexanol, 2-ethyl- 11.74 28.5 ug/1 201803 4 11.48 354462 50.0

82U120618W.M Tue Dec 18 18:12:11 2018 RPT1 Page: 6



