LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039937.D

Aca On : 21 Aug 2020 18:50

Operator : SY/MD

Sample : L3776-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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\SOMUTRO81920WMA .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 1.363 3 7 16 rVB 22758 22291 5.14% 0.613%
2 1.604 73 82 91 rBv 44986 51474 11.87% 1.414%
3 1.922 173 181 193 rVB 42544 54608 12.60% 1.501%
4 2.578 375 385 398 rBV 64567 104483 24.10% 2.871%
5 2.662 398 411 431 rVB 16851 41904 9.67% 1.151%
6 2.848 443 469 529 rBvV2 57832 407248 93.95% 11.191%
7 4_.517 974 988 1007 rVB4 4228 11167 2.58% 0.307%
8 4.652 1015 1030 1054 rBvV 60288 163613 37.74% 4 .496%
9 4.825 1068 1084 1106 rvVvB 48110 111064 25.62% 3.052%
10 5.083 1149 1164 1181 rBvV2 68483 148480 34.25% 4.080%

11 5.742 1348 1369 1387 rBV2 124787 328236 75.72% 9.020%
12 6.263 1516 1531 1547 rBV 106089 193554 44 .65% 5.319%
13 6.703 1654 1668 1687 rBvV 90233 172880 39.88% 4._.751%

14 7.423 1880 1892 1901 rVBS8 5016 9468 2.18% 0.260%
15 7.575 1928 1939 1955 rBV 45876 76859 17.73% 2.112%
16 7.906 2028 2042 2056 rBV 149576 254605 58.73% 6.996%
17 8.185 2119 2129 2142 rBvV2 29778 50626 11.68% 1.391%
18 8.639 2258 2270 2293 rBV 248539 433484 100.00% 11.912%
19 8.922 2346 2358 2374 rBV7 3410 7968 1.84% 0.219%
20 9.420 2498 2513 2529 rBVY 150372 246628 56.89% 6.777%
21 9.780 2618 2625 2633 rVB5 3783 5051 1.17% 0.139%
22 10.526 2848 2857 2866 rBV4 3020 4657 1.07% 0.128%
23 10.755 2914 2928 2942 rBV 70708 114931 26.51% 3.158%
24 11.468 3141 3150 3162 rVB2 11588 17838 4.12% 0.490%
25 11.809 3243 3256 3269 rBV 147015 229292 52.90% 6.301%
26 12.050 3320 3331 3347 rBV2 56447 93043 21.46% 2.557%
27 12.189 3360 3374 3386 rBV 169167 266309 61.43% 7.318%
28 13.201 3679 3689 3699 rBV4 12142 17323 4 _.00% 0.476%
Sum of corrected areas: 3639084
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
VU039937.D

21 Aug 2020 18:50

SY/MD

L3776-15

25_0mL/MSVOA U/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR081920WMA .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\VU082120\
Data File : VU039937.D

Aca On : 21 Aug 2020 18:50

Operator : SY/MD

Sample : L3776-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Ethane, 1,1-difluoro- Concentration Rank 5

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

1.36 0.58 ug/L 22291 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 83
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 74
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 64
4 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 4
5 Propiolonitrile 51 C3HN 001070-71-9 3

Abundance Scan 6 (1.359 min): VU039937.D (-3) (-) m/z 50.90 100.00%
51
65
5000
39 4| | 140 150 1.60 1.70 180
Obrrrrrrrprrerprrerprerepreeepreerpreereer e e e e m/z 64.90 57 .74%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65 L L U IR I
1.40 150 1.60 1.70 1.80
- 47 m/z 46.90 27 .06%
0 2 1215 19 247 33y M 62
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
o 140 150 1.60 1.70 180
5000 m/z 44.85 19.31%
47
o 27131 4044
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro-
51 1.40 150 1.60 1.70 1.80
m/z 43.90 14 .10%
5000 65
47
27 31 44 62
e A S AN AR NN LA KAL) RARR RARAN RARAS NARS RS RARL) RARS) RARAS LS L L U
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039937.D

Aca On : 21 Aug 2020 18:50

Operator : SY/MD

Sample : L3776-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 2 Isopropyl Alcohol Concentration Rank 1

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

2.85 10.52 ug/L 407248 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 83
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 64
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 470 (2.851 min): VU039937.D (-443) (-) m/z 44.95 100.00%
45
5000 //ﬂ\\\\\_
T T e
3g 4|1I 59 2.60 2.80 3.00 3.20
(0 B L e o R RN S R S s e S RARR m/z 42.85 22.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000 L AN LR R
2.60 2.80 3.00 3.20
27 m/z 41.00 9.80%
15 19 31 41 59
0'w'“l“'w'“lw'“lhjl“'w'ﬁ'wl” RS RARRE RRRRA RARRE RERRE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 39.00 7.76%
15 19 2T 3 3g 41 59
01
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20
m/z 42.00 5.98%
5000
1519 2 31 g4l 53 59
U IR AR AR RS IARAN RARN RALEN RAARS NARRS RARRANARRS RRARS

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039937.D

Aca On : 21 Aug 2020 18:50

Operator : SY/MD

Sample : L3776-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Ethyl Acetate Concentration Rank 2

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

4.83 2.87 ug/L 111064 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 83
4 Ethvl Acetate 88 C4H802 000141-78-6 45
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 1085 (4.829 min): VU039937.D (-1068) (-) m/z 42.90 100.00%
43
5000 /\/\¥
s o o 440 460 4.80 500 520
O'W“P“WMW““PMP“WNWJ’vmv“W“W““PMLJWMW““WLP“W“ m/z 45.00 15.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43
5000 ----|/¥¥*|---- T
440 460 480 500 520
29 61 m/z 61.00 13.66%
o 1519 26| 33 !, 58 | | 74 88
miz> 5 10 15 20 25 30 35 40 45 80 85 60 65 70 75 80 8 90 96
Abundance
43
440 460 450 500 520
5000 m/z 70.00 9.27%
15 2 61
o 19 26 0 88
S AL ARRN LARAN AL KAL) RALE) RALKN RLALN LA RLLLS LAKE) RARE) ARA LRRMN LAAA LAY ALY RLAS) ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate SN N S s W—
43 440 460 480 500 520

m/z 41.90 8.08%

5000
29 61
70
1518 26| AL 57| 74 838
SN . N RS N SO A N SN < s

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.40 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039937.D

Aca On : 21 Aug 2020 18:50

Operator : SY/MD

Sample : L3776-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 5 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.05 2.03 ug/L 93043 1,4-Dichlorobenzene-d4 11.81
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 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3331 (12.050 min): VU039937.D (-3320) (-) m/z 57.00 100.00%
57
5000 41
‘ 70 83
98 112 11.80 12.00 12.20 12.40
o...,....,....,....|,!...?’n.l',...'.|!'!.?7.,-:|!..9,1...!,....,....,. m/z 40.90 48.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.80 12.00 12.20 12.40
! 83 m/z 43.00 37.22%
ol 15 M\ M‘ 51“ 63 \‘ 77 ‘\ ¥ 1w
miz--> T % % 4 % % 8 % 1 10 B
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 55.00 35.60%
43
29 70 83
0 18 51 |, 63 77 %8 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl- R Aa s e AR Ram
57 11.80 12.00 12.20 12.40
m/z 70.00 25.06%
5000 41 /t
29
70 83
S 1 O 0 - B U VO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11,80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU082120\
Data File : VU039937.D

Acq On : 21 Aug 2020 18:50

Operator : SY/MD

Sample : L3776-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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]
Ethane, 1,1-diflu... 1.36 0.6 ug/L 22291 1 6.26 193554 5.0
Isopropyl Alcohol 2.85 10.5 ug/L 407248 1 6.26 193554 5.0
Ethyl Acetate 4.83 2.9 ug/L 111064 1 6.26 193554 5.0
1-Hexanol, 2-ethyl- 12.05 2.0 ug/L 93043 3 11.81 229292 5.0
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