LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122818\
Data File : VU028975.D

Aca On : 27 Dec 2018 19:52

Operator : MD/SY

Sample = J6506-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR122818WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.399 63 70 84 rvB 45166 47961 14.02% 1.414%
2 1.681 150 158 172 rVB 41464 50590 14.78% 1.491%
3 2.029 258 266 273 rBV3 1969 3504 1.02% 0.103%
4 2.273 328 342 352 rBV 84634 127336 37.21% 3.753%
5 2.328 352 359 370 rVB2 12334 19619 5.73% 0.578%
6 2.453 385 398 421 rBV 102736 199639 58.34% 5.884%
7 2.842 508 519 530 rVB2 4270 8835 2.58% 0.260%
8 4.193 923 939 981 rBV2 56088 182144 53.23% 5.368%
9 4.649 1065 1081 1104 rvB2 62919 146185 42.72% 4 .308%
10 5.337 1274 1295 1322 rBv3 125648 342208 100.00% 10.086%

11 5.887 1452 1466 1496 rBV 138990 271456 79.32% 8.000%
12 6.331 1590 1604 1621 rBV 81353 162127 47 .38% 4.778%

13 7.228 1872 1883 1902 rBV 43060 74074 21.65% 2.183%
14 7.565 1974 1988 2005 rBV 164092 288317 84.25% 8.497%
15 7.639 2008 2011 2029 rVB5 3241 5133 1.50% 0.151%
16 7.852 2067 2077 2095 rBvV2 25159 42287 12.36% 1.246%
17 8.180 2163 2179 2190 rBV 5529 10758 3.14% 0.317%

18 8.315 2209 2221 2250 rBV 192469 342123 99.98% 10.083%
19 9.090 2450 2462 2493 rBvV 196559 330885 96.69% 9.752%
20 10.430 2867 2879 2904 rVB 63556 101948 29.79% 3.005%

21 10.607 2921 2934 2945 rBV2 8171 13389 3.91% 0.395%

22 11.482 3193 3206 3227 rBV 199355 321217 93.87% 9.467%

23 11.745 3277 3288 3306 rBV2 23199 40331 11.79% 1.189%

24 11.858 3311 3323 3346 rVB 158677 256442 74.94% 7 .558%

25 12.475 3505 3515 3525 rVB2 2526 4536 1.33% 0.134%
Sum of corrected areas: 3393044
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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\VU122818\
VU028975.D

27 Dec 2018 19:52

MD/SY

J6506-09

25_0mL/MSVOA U/WATER

12 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
- TRACE VOA SOM01.0

: 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\VU122818\
Data File : VU028975.D

Aca On : 27 Dec 2018 19:52

Operator : MD/SY

Sample = J6506-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
TRACE VOA SOM01.0

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 1

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

2.45 3.68 ug/L 199639 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropvl Alcohol 60 C3H80 000067-63-0 86
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 397 (2.450 min): VU028975.D (-385) (-) m/z 45.10 100.00%
45 p
5000
41 59 220 2.40 2.60 2.80
Ob e e e 2o e || M/Z 43.05  18.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45
5000 IR AR AN RN A
220 2.40 2.60 2.80
- m/z 41.10 7.01%
15 19 | 31 3g4l 59
Or e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
220 2.40 2.60 2.80
5000 m/z 39.10 5.62%
15 19 27 31 3g4 53 59
R R AR AR RS AR RRARS AR RAA RS NARES RANRS NARA RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropyl Alcohol
45 220 2.40 2.60 2.80
m/z 59.10 4_32%
5000
15 19 27 31 41 59
0'|“'w'“‘l”'“'“'H'Jl“'w'ﬁ'“l” AR RS RALRA KRN RARRS S AR A LR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122818\
Data File : VU028975.D

Aca On : 27 Dec 2018 19:52

Operator : MD/SY

Sample = J6506-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
TRACE VOA SOM01.0

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-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 0.63 ug/L 40331 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
Abundance Scan 3289 (11.749 min): VU028975.D (-3277) (-) m/z 57.10 100.00%
57
5000 a /\\J\
70 g3 SNERYA MY 2 N
| | 9% 5, 11.40 11.60 11.80 12.00
o N | RSO | RO | TS AN SN — m/z 41.10 36.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 11.40 11.60 11.80 12.00
70 83 m/z 43.10 33.45%
0"'I'%§'I"JJJ"'Ji!"ﬁq'“II""4“"'IJ!"I"?ﬁ""%%?"l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57
11a0 1150 1180 90
5000 m/z 55.10 29.89%
43
‘ 70
98
0"'|"E§"Jjﬂ“"Hl"ﬁq'kll”"w"'w'h" ”'ll"“%%?"P"'l'”'
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13667: 1-Hexanol, 2-ethyl- S, W .V W
57 11,40 11.60 11.80 12.00
m/z 56.20 25.65%
5000
- 41 70
98
112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU122818\
Data File : VU028975.D

Acq On : 27 Dec 2018 19:52

Operator : MD/SY

Sample - J6506-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
TRACE VOA SOMO01.0

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]
Isopropyl Alcohol 2.45 3.7 ug/L 199639 1 5.89 271456 5.0
1-Hexanol, 2-ethyl- 11.75 0.6 ug/L 40331 3 11.48 321217 5.0
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