LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101819\

Data File : VX013137.D

Aca On - 18 Oct 2019 19:04

Operator : JC/SP

sample - K5451-08

Misc - 5.0mL/MSVOA X/WATER R PG
ALS Vial : 16 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 X\METHOD\82X100819W.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 1.070 26 30 42 rBV 692046 842193 100.00% 12.885%
2 1.265 59 62 68 rBv 12942 17749 2.11% 0.272%
3 1.399 80 84 91 rvB 21145 21236 2.52% 0.325%
4 2.430 248 253 263 rBV 6551 11490 1.36% 0.176%
5 2.594 272 280 291 rBV 36772 67062 7.96% 1.026%
6 4.301 549 560 571 rBv4 4666 13716 1.63% 0.210%
7 5.490 743 755 767 rBV 90311 255333 30.32% 3.906%
8 5.655 771 782 806 rVB 170343 512278 60.83% 7.837%
9 6.057 836 848 860 rBV 102016 271839 32.28% 4_.159%
10 6.338 881 894 906 rBV 143759 428300 50.86% 6.553%
11 6.850 968 978 990 rBV 257443 599006 71.12% 9.164%
12 7.569 1087 1096 1102 rBV 23746 48088 5.71% 0.736%
13 7.636 1102 1107 1110 rvv2 18764 38823 4.61% 0.594%
14 7.679 1110 1114 1123 rVB 14474 29679 3.52% 0.454%

15 8.051 1165 1175 1187 rBV 173829 330730 39.27% 5.060%

16 8.173 1187 1195 1206 rVB 193622 384001 45.60% 5.875%
17 8.453 1235 1241 1252 rVB2 7342 14501 1.72% 0.222%
18 8.679 1269 1278 1279 rBV 67076 102468 12.17% 1.568%
19 8.709 1279 1283 1299 rVB 511088 804632 95.54% 12.310%

20 9.038 1331 1337 1342 rBvV2 7262 11136 1.32% 0.170%
21 9.258 1362 1373 1378 rBv4 13367 20692 2.46% 0.317%
22 10.111 1507 1513 1518 rBV 465830 646865 76.81% 9.896%
23 10.355 1545 1553 1558 rVB7 5151 11005 1.31% 0.168%
24 10.642 1590 1600 1608 rBV7 5746 13943 1.66% 0.213%
25 10.831 1621 1631 1638 rBV7 6123 12629 1.50% 0.193%
26 11.135 1675 1681 1693 rBV 349410 471730 56.01% 7.217%
27 11.276 1696 1704 1709 rVB4 8164 12738 1.51% 0.195%
28 12.074 1829 1835 1846 rBV 424773 529667 62.89% 8.103%
29 13.714 2098 2104 2109 rVB 7579 12889 1.53% 0.197%
Sum of corrected areas: 6536418
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101819\
Data File : VX013137.D

Aca On : 18 Oct 2019 19:04

Operator : JC/SP

Sample : K5451-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX013137.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101819\
Data File : VX013137.D

Aca On : 18 Oct 2019 19:04

Operator : JC/SP

Sample : K5451-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 5

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

2.59 6.55 ug/Il 67062 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
3 Ethvlamine 45 C2H7N 000075-04-7 5
4 Formamide 45 CH3NO 000075-12-7 5
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 4

Abundance Scan 279 (2.588 min): VX013137.D (-272) (-) m/z 45.00 100.00%
45
5000
3£?41 59 26 220 2.40 2.60 2.80 3.00
Obrprrrrprrrprerr e e m/z 43.10 25.14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45
5000 At "'f$?"|"
220 2.40 2.60 2.80 3.00
. m/z 41.10 9.14%
19 41
0'I'”'I”'}ﬁ"h"”I'L!?&'W'?ﬁlhll"'W'?ﬁl"ﬁ?'”'I”"P"W'”'I”'W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
220 2.40 2.60 2.80 3.00
5000 60 m/z 39.00 8.10%
31
27
0 39 57
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #86: Ethylamine
30 220 2.40 2.60 2.80 3.00
m/z 42.00 6.48%
5000
45
42
o 158 21 3630 |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101819\
Data File : VX013137.D

Aca On : 18 Oct 2019 19:04

Operator : JC/SP

Sample : K5451-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 3 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

6.34 35.75 ug/1 428300 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 72
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64

Abundance Scan 894 (6.338 min): VX013137.D (-881) (-) m/z 57.10 100.00%
57
5000 J/\\
41 S A N —
99 6.00 6.20 6.40 6.60
o AN | | - - N - N By =y -0 T R Y Q.Y
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
g7
5000 ERARSERAARE AR RAREE Y
a1 6.00 6.20 6.40 6.60
29 m/z 41.05 25.94%
L2 1B ,h 50 J, 69 83 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
600 620 640 660
5000 m/z 43.05 15.98%
- 41
0 "W'"'P%§'I”"I"”I"'?g'"I”'§?"“Ig?'ﬂ"'??“"l'”'l'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60

m/z 39.00 8.64%

5000
41
29
o2 15 ] “ 48 || 64 71 83 9 114

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101819\
Data File : VX013137.D

Aca On : 18 Oct 2019 19:04

Operator : JC/SP

Sample : K5451-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 4 Pentane, 2,3,4-trimethyl- Concentration Rank 4

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

8.05 27.61 ug/1 330730 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Hexanoic acid. l1l.1-dimethvlpropyv... 186 C11H2202 116423-69-9 83
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 74

Abundance Scan 1175 (8.051 min): VX013137.D (-1165) (-) m/z 43.10 100.00%
43 71
5000
55
| 8 97 114 7.80 8.00 820 8.40
o} R L m/z 71.10 87.32%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 7
5000 U L N U I
7.80 8.00 820 8.40
27 55 m/z 70.10 63.77%
ol 15 , ,H . 83 97 114
m/z--> 0 20 40 60 80 100 120 140 160 '
Abundance
43 71
©7.80 8.00 8.20 840
5000 99 m/z 41.10 30.98%
29 55
e S L S L |?7"|" }}T-%39}f%--1?7-%1%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3981: Pentane, 3-ethyl-
43 7.80 8.00 820 8.40
m/z 55.10 23.82%
5000 70
29
55
0 1 15 H ‘ “ Il ‘H I 85 100
m/z--> 0 20 40 60 80 100 120 140 160 ' 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101819\
Data File : VX013137.D

Aca On : 18 Oct 2019 19:04

Operator : JC/SP

Sample : K5451-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 5 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

8.17 32.05 ug/1 384001 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53

Abundance Scan 1195 (8.173 min): VX013137.D (-1187) (-) m/z 43.05 100.00%
43
71
5000 S 85
| 9 7.80 8.00 820 8.40 8.60
O I e B o e R R SR m/z 71.10 67.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
/
5000 71 AR RN LR R
57 7.80 8.00 8.20 8.40 8.60
27 85 m/z 70.05 55.47%
0 2 15 | ‘ 99 113
miz--> 370 % 30 4b % 6 70 80 % 160 110 120 130
Abundance
43
7.80 8.00 820 8.40 8.60
5000 5 7 o m/z 57.05 50.12%
29
o2 15 9 112
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 \
Abundance #12706: Hexane, 2,3,4-trimethyl- R o S R B
43 7.80 8.00 8.20 8.40 8.60

m/z 85.10 41 _.29%

5000
29

‘ \‘ M d 99 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 780 8.00 820 8.40 8.60

82X100819W.M Mon Oct 21 12:25:56 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101819\
Data File : VX013137.D

Acq On : 18 Oct 2019 19:04

Operator : JC/SP

Sample - K5451-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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]
Isopropyl Alcohol 2.59 6.5 ug/Il 67062 1 5.65 512278 50.0
Butane, 2,2,3,3-t... 6.34 35.8 ug/I1 428300 2 6.85 599006 50.0
Pentane, 2,3,4-tr... 8.05 27.6 ug/l 330730 2 6.85 599006 50.0
Pentane, 2,3,3-tr... 8.17 32.0 ug/I1 384001 2 6.85 599006 50.0
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