Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA V\DATA\VV051518\
VV005917.D
15 May 2018 15:56
SY/MD

J2905-05
25.0 mL/MSVOA V/WATER

Sample Multiplier: 1

1

Parameters: rteint.p

RTE
ON
1
0.1
0

Peak separation: 5

Method = W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA.M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 1.032 30 44 67 rBv 861058 1086920 100.00%
2 1.119 67 71 79 rvB 13234 16303 1.50%
3 1.321 124 134 147 rVB 145994 164449 15.13%
4 1.585 209 216 231 rVB 127468 150955 13.89%
5 2.135 377 387 397 rBV 270273 380303 34.99%
6 2.318 435 444 459 rBV 69441 119180 10.96%
7 2.540 505 513 520 rBv4 8978 14137 1.30%
8 3.964 939 956 1006 rBV2 140546 472032 43.43%
9 4.411 1076 1095 1116 rBvV 202786 495514 45.59%
10 5.102 1289 1310 1333 rBv2 460232 1077918 99.17%
11 5.671 1473 1487 1522 rBV 335094 690122 63.49%
12 5.951 1557 1574 1587 rBv4 17492 34787 3.20%
13 6.128 1613 1629 1656 rBV 253694 536492 49.36%
14 7.038 1900 1912 1932 rBV 112002 205956 18.95%
15 7.366 1999 2014 2033 rBV 463196 842241 77 .49%
16 7.671 2098 2109 2127 rBV 67815 118811 10.93%
17 8.147 2243 2257 2295 rBV2 445141 1060872 97.60%
18 8.903 2475 2492 2523 rBV 496642 844302 77.68%
19 10.269 2902 2917 2938 rBV2 163892 264843 24.37%
20 10.437 2958 2969 2979 rBv4 9645 17348 1.60%
21 11.301 3221 3238 3262 rBV 407401 692079 63.67%
22 11.588 3314 3327 3343 rBV3 52264 102486 9.43%
23 11.678 3344 3355 3380 rVB 452533 752149 69.20%
24 12.408 3573 3582 3590 rBV7 6811 11547 1.06%
Sum of corrected areas: 10151746

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP
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% of
total
10.707%
0.161%
1.620%
1.487%
3.746%

1.174%
0.139%
4 _.650%
4.881%
10.618%

6.798%
0.343%
5.285%
2.029%
8.297%

1.170%
10.450%
8.317%
2.609%
0.171%

6.817%
1.010%
7.409%
0.114%
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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

W:\HPCHEM1\MSVOA V\DATA\VV051518\
VV005917.D

15 May 2018 15:56

SY/MD

J2905-05

25.0 mL/MSVOA V/WATER

1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005917.D

Aca On : 15 May 2018 15:56

Operator : SY/MD

Sample = J2905-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Isopropyl Alcohol Concentration Rank 3

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

2.32 0.86 ug/L 119180 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropvl Alcohol 60 C3H80 000067-63-0 72
3 Isopropvl Alcohol 60 C3H80 000067-63-0 72
4 Isopropvl Alcohol 60 C3H80 000067-63-0 72
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56

Abundance Scan 445 (2.321 min): VV005917.D (-435) (-) m/z 45.00 100.00%
5
5000 JL
A
59 2.00 220 2.40 2.60
o o 94t AT 288282 hyo43.00 0 23.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
45
2.00 220 2.40 2.60
m/z 41.00 9.01%
27 59
G L R R R L LA AR AN LS SRR SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
45
200 220 240 260
5000 m/z 39.00 7.70%
27
14 59
G R R R R L LA AR AN LS SRR SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #294: Isopropyl Alcohol LA L L B N N LR |
45 2.00 220 2.40 2.60
m/z 42.00 5.63%
N Mku
0-}ﬁLU%V&~?3-~|~-w-~-w-~|~----~ BRRSEBRARE BN SRR USSR R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005917.D

Aca On : 15 May 2018 15:56

Operator : SY/MD

Sample = J2905-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 4
R.T. EstConc Area Relative to ISTD R.T.
11.59 0.74 ug/L 102486 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 3328 (11.591 min): VV005917.D (-3314) (-) m/z 57.00 100.00%
57
41
5000
70 83
| o | ” | o % w2 11.20 11.40 11.60 11.80 12.00
) I | . 1 RO A 1ol m/z 41.00 55.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5000 41 A I R USRI
0 11.20 11.40 11.60 11.80 12.00
29 ! 83 m/z 55.00 43.24%
0 15 51 ||| 63 77 % 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.20 11.40 11.60 11.80 12.00
5000 m/z 43.00 37.25%
43
29 70 83
0 18 51 |, 63 77 % 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.20 11.40 11.60 11.80 12.00
m/z 70.00 27 .08%
5000 41 /L
29
70 83
| N A A0 N - S AV S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_V\DATA\VV051518\
Data File : VV005917.D

Acq On : 15 May 2018 15:56

Operator : SY/MD

Sample - J2905-05

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50518WMA _M
TRACE VOA SOMO1.0

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 2.32 0.9 ug/L 119180 1 5.67 690122 5.0
1-Hexanol, 2-ethyl- 11.59 0.7 ug/L 102486 3 11.30 692079 5.0
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