LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031467.D

Aca On : 24 Apr 2019 13:48

Operator : JC/SP

Sample : K2517-05

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\SOMUTR042419WMA .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 1.177 21 27 39 rvB 107109 106638 6.73% 0.870%
2 1.299 58 65 80 rBv 376929 390922 24.66% 3.190%
3 1.392 85 94 108 rVvB 194863 233722 14.74% 1.907%
4 1.678 176 183 197 rVB 151853 191521 12.08% 1.563%
5 2.270 356 367 380 rBV 329542 504090 31.80% 4.114%
6 3.987 886 901 910 rBv4 7576 19580 1.24% 0.160%
7 4.212 954 971 1003 rBV 142995 611451 38.57% 4 _.990%
8 4.395 1017 1028 1059 rvB2 125013 351209 22.15% 2.866%
9 4.643 1085 1105 1132 rBvV 219849 538412 33.96% 4 .394%
10 5.331 1298 1319 1340 rBv4 450741 1266873 79.91% 10.338%

11 5.881 1477 1490 1525 rBV 417794 872471 55.03% 7.120%
12 6.328 1614 1629 1651 rBV 284894 601209 37.92% 4._.906%
13 6.550 1686 1698 1713 rBVS5 7514 18639 1.18% 0.152%
14 7.228 1896 1909 1928 rBV 140981 271992 17.16% 2.220%
15 7.562 2000 2013 2027 rBV 536071 977267 61.64% 7.975%

16 7.636 2027 2036 2055 rVB 92711 185694 11.71% 1.515%
17 7.852 2092 2103 2126 rBV 86880 165298 10.43% 1.349%
18 8.315 2234 2247 2287 rBV 771861 1585366 100.00% 12.938%
19 8.472 2288 2296 2311 rVB6 13403 30105 1.90% 0.246%
20 9.086 2475 2487 2517 rBV 587939 1076276 67.89% 8.783%

21 9.254 2529 2539 2550 rBVvV2 11686 20632 1.30% 0.168%
22 9.376 2567 2577 2590 rBV3 23794 43846 2.77% 0.358%
23 9.781 2693 2703 2721 rBv4 23265 53339 3.36% 0.435%
24 10.035 2774 2782 2793 rBV7 18671 33911 2.14% 0.277%
25 10.430 2893 2905 2925 rBV 223076 367933 23.21% 3.003%
26 11.000 3064 3082 3096 rBV7 8780 22752 1.44% 0.186%
27 11.151 3120 3129 3142 rBV2 12734 21537 1.36% 0.176%
28 11.482 3220 3232 3256 rBV 514505 868993 54.81% 7.091%
29 11.765 3309 3320 3329 rBV6 10907 19265 1.22% 0.157%

30 11.858 3336 3349 3370 rBvV 472817 803080 50.66% 6.554%

Sum of corrected areas: 12254023
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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\VU042419\
VU031467.D

24 Apr 2019 13:48

JC/SP

K2517-05

25_0mL/MSVOA U/WATER

12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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\VU042419\
Data File : VU031467.D

Aca On : 24 Apr 2019 13:48

Operator : JC/SP

Sample : K2517-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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.

1.18 0.61 ug/L 106638 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 2-p-Nitrobenzovl-1.3.5-tribenzvl... 569 C33H31NOS8 1000129-85-6 33
5 Methanesulfinic acid 80 CH402S 017696-73-0 9

Abundance Scan 28 (1.180 min): VU031467.D (-21) (-) m/z 51.00 100.00%
51
65 &
5000
39 207 1.20 1.30 1.40 1.50 1.60
0 e e I I B I R m/z 65.00 55.05%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
1.20 1.30 1.40 1.50 1.60
m/z 47.10 21.43%
15 27
0 2 i \\‘ ] \M |
L L SR SR SURBMILS SO B LI BRI WL S U
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
51
65 1.20 1.30 1.40 1.50 1.60
5000 m/z 44.95 15.59%
27 40
o s R R L S B B B WA SRR SRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #365: Ethane, 1,1-difluoro-
51 1.20 1.30 1.40 1.50 1.60
m/z 39.00 13.14%
5000 65
2l
o
m/z--> 6 ﬁo 45 eb éo 160 150 110 1éo 1éo 260 1.20 1.30 1.40 1.50 1.60

SOMUTRO42419WMA .M Thu Apr 25 18:00:49 2019 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031467.D

Aca On : 24 Apr 2019 13:48

Operator : JC/SP

Sample : K2517-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

1.30 2.24 ug/L 390922 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 lIsobutane 58 C4H10 000075-28-5 59
3 Isobutane 58 C4H10 000075-28-5 50
4 l1sobutane 58 C4H10 000075-28-5 45
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 65 (1.299 min): VU031467.D (-58) (-) m/z 43.10 100.00%
43
5000 /L
P 120 140 160
36 4851 S7 78
0““"“W“P“WNW““PNP“W"“WJP'WNW““PWP“WMW““PMP“W“' m/z 41.10 47.12%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #236: Isobutane
43
5000 L L R
27 120 140 160
39 m/z 42.10 33.52%
1 1519 ‘ 51 57
sy Ly LA Ly LA S AL KUY ARSI AL AL AR AR RALSY LA LA LAkt SR LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
L
120 140 160
5000 m/z 39.10 18.72%
27
39
o g 50 57
LLLLRRS LLLE) L AR RARES LA LARSNRARSN ALY RAAL RALAS LI RARAS RRLE) NAAN AL RRLL) KRRA LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #237: 1sobutane -/kw LR I L
43 1.20 140 1.60
m/z 57.10 4 .54%
5000
27 39
15
o 2 | Ao 50 o7
LS LA ARLA SAAR AL SERLA LARSEAUARA LARE) SLLS RALAL NERS) RALA SRLLA LARANILAL) LALAA MARBAIAN AU T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 120 140 160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031467.D

Aca On : 24 Apr 2019 13:48

Operator : JC/SP

Sample : K2517-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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.

4.40 2.01 ug/L 351209 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 86
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1029 (4.399 min): VU031467.D (-1017) (-) m/z 43.00 100.00%
43
5000
a8 oot 88 4.00 420 440 4.60 4.80
S 1 LS. RN N m/z 45.10 15.00%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000
4.00 420 4.40 4.60 4.80
0,
- 61 1o m/z 61.10 12.77%
R L s | 88
LRI LR FUELL LN SR UL LI SR SURLLEN FULELLN U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
4.00 4.20 4.40 4.60 4.80
5000 m/z 70.10 10.95%
61
15 il 55 P g3 88
e S L L S UL L LIS S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate I —
43 4.00 420 4.40 4.60 4.80
m/z 41.95 6.31%
5000
29 61 70
SN NN N s S O
m/z--> 10 20 30 40 50 60 70 80 90 4.00 420 4.40 4.60 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU042419\
Data File : VU031467.D

Acq On 24 Apr 2019 13:48

Operator : JC/SP

Sample : K2517-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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... 1.18 0.6 ug/L 106638 1 5.88 872471 5.0
(DEL) Alkane: Str... 1.30 2.2 ug/L 390922 1 5.88 872471 5.0
Ethyl Acetate 4.40 2.0 ug/L 351209 1 5.88 872471 5.0
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