LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042719\
Data File : VV010532.D

Aca On : 27 Apr 2019 06:28

Operator : SY/MD

Sample : K2586-10

Misc : 25mL/MSVOA V/WATER

ALS Vial : 27 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 V\METHOD\SOMVTR042719WMA_.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 1.116 3 8 19 rVB 64165 61541 8.19% 0.888%
2 1.222 36 41 57 rVB3 18404 22345 2.97% 0.323%
3 1.319 62 71 83 rvB 93309 103577 13.79% 1.495%
4 1.505 124 129 134 rVB6 7062 8107 1.08% 0.117%
5 1.569 140 149 164 rVB 60123 76168 10.14% 1.099%
6 1.762 204 209 218 rVBS8 5395 7672 1.02% 0.111%
7 2.126 310 322 333 rBV 165493 229652 30.56% 3.315%
8 2.190 333 342 354 rVB2 37947 56614 7.53% 0.817%
9 2.312 369 380 393 rvB4 11119 19785 2.63% 0.286%
10 2.653 475 486 504 rBvV2 9679 23950 3.19% 0.346%

11 3.936 873 885 929 rBV 86715 264454 35.20% 3.817%
12 4.132 934 946 964 rvv2 37491 90518 12.05% 1.307%
13 4.402 1011 1030 1064 rBV2 130093 336362 44.77% 4 _855%
14 5.096 1224 1246 1273 rBV3 304053 751369 100.00% 10.846%
15 5.662 1408 1422 1454 rBV2 240283 511710 68.10% 7.387%

16 5.958 1501 1514 1537 rBV2 148950 299989 39.93% 4 _330%
17 6.116 1546 1563 1591 rBV3 168324 345163 45.94% 4.982%
18 7.029 1832 1847 1863 rBV2 74530 133335 17.75% 1.925%
19 7.360 1935 1950 1964 rBV 355496 641477 85.37% 9.260%
20 7.666 2030 2045 2059 rBvV 46486 81779 10.88% 1.180%

21 7.981 2131 2143 2153 rBV5 5549 11147 1.48% 0.161%
22 8.132 2178 2190 2217 rBV 355991 652791 86.88% 9.423%
23 8.894 2415 2427 2451 rBV 370334 642169 85.47% 9.270%
24 10.058 2779 2789 2795 rBV3 4980 7519 1.00% 0.109%
25 10.260 2841 2852 2869 rBV 133788 212347 28.26% 3.065%

26 10.424 2892 2903 2912 rBV2 10724 16382 2.18% 0.236%
27 11.296 3160 3174 3193 rBV 354705 573903 76.38% 8.284%
28 11.579 3247 3262 3277 rBV 58364 101894 13.56% 1.471%
29 11.672 3280 3291 3310 rVB 393017 634093 84.39% 9.153%
30 12.296 3477 3485 3501 rVB7 5699 9709 1.29% 0.140%

Sum of corrected areas: 6927521
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042719\
VV010532.D

27 Apr 2019 06:28

SY/MD

K2586-10

25mL/MSVOA V/WATER

27 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTRO042719WMA.M

Quant Title

TIC Library

- 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 V\DATA\VV042719\
Data File : VV010532.D

Aca On : 27 Apr 2019 06:28

Operator : SY/MD

Sample : K2586-10

Misc : 25mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042719WMA .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 4

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

1.12 0.60 ug/L 61541 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.l1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 4
5 Propiolonitrile 51 C3HN 001070-71-9 3

Abundance Scan 9 (1.119 min): VV010532.D (-3) (-) m/z 51.00 100.00%
51
65
5000
47
3514144” 1.20 1.30 1.40 1.50
o SRMMSRAMSSSSSNISSSSS—s N TH 1T B SIS FHE——— m/z 65.00 61.66%
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 RS R UL I IR I
1.20 1.30 1.40 1.50
o7 47 m/z 47.00 28.13%
o 2 121519 24 3y M 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
65 1.20 1.30 1.40 1.50
5000 m/z 44.95 18.32%
47

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 1.20 1.30 1.40 1.50
m/z 41.00 8.74%
5000 65
47
2l 31 44 | 62,
O e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042719\
Data File : VV010532.D

Aca On : 27 Apr 2019 06:28

Operator : SY/MD

Sample : K2586-10

Misc : 25mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042719WMA .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 Ethyl Acetate Concentration Rank 3

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

4.13 0.88 ug/L 90518 1,4-Difluorobenzene 5.66
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 86
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 945 (4.129 min): VV010532.D (-934) (-) m/z 42.95 100.00%
a3 |
5000
| 6|1 7|° 88 3.80 4.00 4.20 4.40
O'W“P“Wmﬁ““W“P“W“WJ“”“PMP“WWW”“PLP”W”W“LPWP“' m/z 61.00 16.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000
3.80 4.00 4.20 4.40
29 m/z 44.95 15.34%
15 ‘ 61 70 88
O'P”W“”L}g“zﬂ“P“W““"J”“PmP“WL“P“J”hP”W”“P”W““Pm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 70.00 12 .54%
29 61
o 1519 25 |32 55 024 88
L LA Ly LR L) KRR ) KRR ALY KA LD NN ALY AL AL Ak B AL ALY KAk
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
43 3.80 4.00 4.20 4.40
m/z 41.90 7.86%
5000
29 61 4
o s 2T 74 83 %
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042719\
Data File : VV010532.D

Aca On : 27 Apr 2019 06:28

Operator : SY/MD

Sample : K2586-10

Misc : 25mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042719WMA .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 4 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.58 0.89 ug/L 101894 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 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 Oxirane. [T(2-ethvlhexvDoxvimet... 186 C11H2202 002461-15-6 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3262 (11.579 min): VV010532.D (-3247) (-) m/z 57.00 100.00%
57
5000 41
83
98
112 11.20 11.40 11.60 11.80
0...,....|i..'.' - 207 281 m/z 41.00 49.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13667: 1-Hexanol, 2-ethyl-
57
5000
41 11.20 11.40 11.60 11.80
83 m/z 55.00 38.02%
ZT ‘ ‘ 98112
0 N T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
11.20 11.40 11.60 11.80
5000 41 m/z 43.00 29 .56%
83
o 2f 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13670: 1-Hexanol, 2-ethyl-
57 11.20 11.40 11.60 11.80
m/z 70.10 28.65%
5000
43
29 ‘ 83 o8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

SOMVTRO42719WMA .M Mon Apr 29 15:20:21 2019 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV042719\
Data File : VV010532.D

Acq On : 27 Apr 2019 06:28

Operator : SY/MD

Sample - K2586-10

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042719WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1,1-diflu... 1.12 0.6 ug/L 61541 1 5.66 511710 5.0
Ethyl Acetate 4.13 0.9 ug/L 90518 1 5.66 511710 5.0
1-Hexanol, 2-ethyl- 11.58 0.9 ug/L 101894 3 11.30 573903 5.0
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