LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027207.D

Aca On : 27 Sep 2018 03:30

Operator : MD/SY

Sample : J5048-13

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U092218W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.402 63 71 88 rBv 653056 707987 1.03% 0.741%
2 2.096 277 287 312 rVvwV 451502 842106 1.23% 0.881%
3 2.286 333 346 352 rBVY 1756055 2943505 4._.29% 3.079%
4 2.321 353 357 382 rVB 1212968 1805090 2.63% 1.888%
5 2.447 382 396 439 rBVY 3235047 5575556 8.13% 5.833%

2.993 551 566 617 rVB 280351 1055779 1.54% 1.104%
3.450 689 708 741 rBV 471955 1114282 1.62% 1.166%
4.231 924 951 992 rBV 27060544 68605256 100.00% 71.768%
4.916 1138 1164 1178 rBV 1358073 3456982 5.04% 3.616%
10 5.347 1271 1298 1329 rBV2 491581 1355004 1.98% 1.417%

©oo~NO®

11 6.167 1538 1553 1615 rBV 1130948 2325739 3.39% 2.433%
12 7.565 1976 1988 2003 rBV 455062 777280 1.13% 0.813%
13 11.485 3195 3207 3225 rBV2 410483 820944 1.20% 0.859%
14 11.880 3317 3330 3349 rVB 963019 1530876 2.23% 1.601%
15 13.742 3896 3909 3934 rVB 1731299 2676206 3.90% 2.800%

Sum of corrected areas: 95592592
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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\VU092618\
VU027207.D

27 Sep 2018 03:30

MD/SY

J5048-13

5.0mL/MSVOA U/WATER

48 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
SW846 8260

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\VU092618\
Data File : VU027207.D

Aca On : 27 Sep 2018 03:30

Operator : MD/SY

Sample : J5048-13

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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, 1,2-dichloro-1,1,2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

2.0 12.18 ug/l 842106  Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 91

2 Methvl 2-butvnoate 98 C5H602 023326-27-4 9
3 1.4-Pentadiene. 3-methvl- 82 C6H10 001115-08-8 9
4 Cvclopentene. 3-methvyl- 82 CG6H10 001120-62-3 9
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 9
Abundance Scan 288 (2.099 min): VU027207.D (-277) (-) m/z 66.95 100.00%
67
117
5000 a5
rrryrrTTrTrTT T T T
51 1.80 2.00 2.20 2.40
37 59 98 133 152
el e e e m/z 117.00 56.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 m
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67
117
5000
21 85 1.80 2.00 2.20 2.40
o m/z 85.00 36.18%
19 43,1 59 || 76 98 | 133 152

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

-

Abundance #3092: Methyl 2-butynoate
67
1.80 2.00 2.20 2.40
5000 m/z 68.95 32.64%
39
15 29 | 55 || 77 98
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1253: 1,4-Pentadiene, 3-methyl- e
67 1.80 2.00 2.20 2.40
m/z 118.95 18.93%
5000
39
27
53 81
B N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027207.D

Aca On : 27 Sep 2018 03:30

Operator : MD/SY

Sample : J5048-13

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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.

2.45 80.64 ug/1 5575560 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
4 Formamide 45 CH3NO 000075-12-7 5
5 4-Penten-2-o0l 86 C5H100 000625-31-0 4

Abundance Scan 397 (2.450 min): VU027207.D (-382) (-) m/z 45.05 100.00%
45 T
5000
220 2.40 2.60 2.80
59
o...,....,....,..3.3,':|:..,....-,....,....,.ﬁ‘?.,...??.1...,....,....,....,....1;‘3.1...,. m/z 43.05 18.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #297: Isopropy! Alcohol
45
5000 IR S BARSE RN A
220 2.40 2.60 2.80
m/z 41.05 7.71%
27
"'P'“%?”"I”?Z”m"I'”§$'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #278: Hydrazine, 1,2-dimethyl-
4 60
220 2.40 2.60 2.80
30
5000 m/z 39.05 6.04%
15
“W“MVHW““HMWH“V“W““P“W““V“W““V“W““P“W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #275: Hydrazine, ethyl-
45 220 2.40 2.60 2.80
m/z 42.05 4._.28%
5000 60
31
LAR NN SN SRS S N S AR AR AN BARS RS BRSNS SRS SRR &
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027207.D

Aca On : 27 Sep 2018 03:30

Operator : MD/SY

Sample : J5048-13

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
Quant Title : SW846 8260

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-Butanol Concentration Rank 2

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

6.17 50.00 ug/1 2325740 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 1-Hexanol 102 C6H140 000111-27-3 43
3 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 38
4 Cvclobutanone. 3.3-dimethvl- 98 C6H100 001192-33-2 36
5 Cyanic acid, propyl ester 85 C4H7NO 001768-36-1 9

Abundance Scan 1554 (6.170 min): VU027207.D (-1538) (-) m/z 56.10 100.00%
56
41
5000
5.80 6.00 6.20 6.40 6.60
...,....,....,...=|;..".‘.‘?..|'.,..6.6.,?.3..,....,.9.“?.,....,....,....1,?.2..,. m/z 41.05 70.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #839: 1-Butanol
31 56
41
5000
5.80 6.00 6.20 6.40 6.60
‘ ‘ m/z 43.10 57.37%
15 ” | |49 || 73
miz--> T 2 3 4'0 50 60 70 80 90 100 110 120 130 140
Abundance #4412: 1-Hexanol
56
43 5.80 6.00 6.20 6.40 6.60
5000 m/z 42.10 31.13%
69
31
84
18 \‘ y 77
miz--> 10 20 30 4'0 50 80 70 80 0 100 110 120 130 140
Abundance #3364: 1-Pentene, 2,4-dimethyl-
56 5.80 6.00 6.20 6.40 6.60
m/z 39.00 18.02%
43
5000
27
70
s Ll Je? ®a®
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.0 640 6.60

82U092218W.M Thu Sep 27 16:37:31 2018

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092618\
Data File : VU027207.D

Acq On : 27 Sep 2018 03:30

Operator : MD/SY

Sample - J5048-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 48 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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, 1,2-dichl... 2.10 12.2 ug/I1 842106 1 4_.99 3456980 50.0
Isopropyl Alcohol 2.45 80.6 ug/1 5575560 1 4_.99 3456980 50.0
1-Butanol 6.17 50.0 ug/1 2325740 2 5.89 2325740 50.0
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