LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 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\82X052819W.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 1.276 16 20 24 rBvV 232697 322433 1.22% 0.337%
2 1.489 51 55 66 rvB 541037 668810 2.54% 0.699%
3 2.172 151 167 170 rBV 6545997 17557580 66.58% 18.347%
4 2.452 205 213 228 rBVY 7594867 13109086 49.71% 13.699%
5 2.629 233 242 259 rVV 4180502 7637197 28.96% 7.981%
6 2.776 260 266 276 rVB 394495 694633 2.63% 0.726%
7 3.989 450 465 481 rBV 1142775 3310520 12.55% 3.459%
8 4.836 593 604 621 rVB 224116 652062 2.47% 0.681%
9 5.501 702 713 724 rVB 102144 287949 1.09% 0.301%
10 5.659 729 739 761 rVB 180897 522400 1.98% 0.546%

11 6.062 795 805 817 rBV 128199 334470 1.27% 0.350%
12 6.226 822 832 845 rBV 155485 411800 1.56% 0.430%
13 6.860 926 936 951 rBV 298554 717729 2.72% 0.750%
14 7.305 1001 1009 1028 rVB 1019490 2053256 7.79% 2.146%
15 8.714 1234 1240 1246 rBV 624301 964606 3.66% 1.008%

16 9.293 1330 1335 1340 rBvV 333895 493624 1.87% 0.516%
17 9.439 1353 1359 1364 rBvV 355304 506040 1.92% 0.529%
18 10.110 1464 1469 1481 rVB 603283 833358 3.16% 0.871%
19 10.634 1550 1555 1559 rBvV 690592 850197 3.22% 0.888%
20 11.134 1631 1637 1647 rBV 530930 718595 2.72% 0.751%

21 11.804 1743 1747 1757 rVB3 276787 424857 1.61% 0.444%
22 11.945 1765 1770 1773 rBV2 177297 268753 1.02% 0.281%
23 12.073 1785 1791 1797 rVB2 612071 944908 3.58% 0.987%
24 12.152 1797 1804 1810 rBV4 215947 488470 1.85% 0.510%
25 12.268 1819 1823 1829 rBV 1355062 1605053 6.09% 1.677%

26 12.475 1853 1857 1861 rVB 313811 347853 1.32% 0.363%
27 12.646 1879 1885 1898 rVB 21114581 26372236 100.00% 27.558%
28 13.018 1941 1946 1953 rVB3 228610 419373 1.59% 0.438%
29 13.201 1971 1976 1984 rVB2 566741 827577 3.14% 0.865%
30 13.316 1990 1995 1997 rBV 247622 304018 1.15% 0.318%

31 13.347 1997 2000 2004 rVB2 210498 290359 1.10% 0.303%
32 13.475 2017 2021 2031 rBV 1381878 1762236 6.68% 1.842%
33 13.640 2043 2048 2058 rVB3 347018 742987 2.82% 0.776%
34 14.091 2118 2122 2126 rVB 266046 278242 1.06% 0.291%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W_M
SW846 8260

35 14.249 2144 2148 2164 rBV 3923751 5318349 20.17% 5.558%
36 15.188 2297 2302 2309 rBV 950882 1451083 5.50% 1.516%

37 15.279 2313 2317 2324 rVB 527242 822939 3.12% 0.860%
38 16.176 2457 2464 2480 rBV 198125 380042 1.44% 0.397%

Sum of corrected areas: 95695680
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc - 5.0mL/MSVOA X/WATER

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
SW846 8260

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

Abundance TIC: VX009979.D
2e+07

1.5e+07

le+07

2.45
217

5000000 2.63

3.99
”81w 2,78 484 5.505.66 6.066.23

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20
Abundance TIC: VX009979.D

2e+07

1.5e+07
le+07

5000000

10.11 10.63 11.13
SRS, .S | Sy MO, s oSy D S O S

T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00
Abundance TIC: VX009979.D

2e+07

1.5e+07

le+07

5000000 14.25

12.27 15
11.801. 9£19/15) 12&8J ( 13, 0213 Zﬁaaﬁ ‘B 64 14.09 /@28 16.18
i e e e A

Time--> 12.00 12.50 13 OO 13 50 14.00 14.50 15.00 15.50 16.00 16.50

82X052819W.M Mon Jun 03 14:28:11 2019 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 Acetaldehyde Concentration Rank 10

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

1.49 64 .01 ug/1 668810 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 56
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3HS8 000074-98-6 4
4 Acetic acid. l(aminocarbonvDami... 132 C3H4N204 000585-05-7 4
5 2-Propanamine 59 C3HSN 000075-31-0 4

Abundance Scan 55 (1.489 min): VX009979.D (-51) (-) m/z 44.00 100.00%

44.0
5000

1.40 160 1.80

0 ...,....,....,....,....,'I a0 840 PO 918 U2l 0 'm/z 43.00 56.17%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #72: Acetaldehyde
29.0
44.0
5000
15.0 140 160 1.80
m/z 42.00 18.38%
0 ||| day N
N AR A L o e o R )
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #75: Ethylene oxide

29.0
44.0

15.0 1.40 160 1.80
5000 ' m/z 41.00 7.61%

0...,....,.‘.l.,..‘l‘li....,H.‘..,....,....,....,....,....,....,....,.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance :

#79: Propane ....,.... T T
29.0 1.40 160 1.80
m/z 45.10 2.55%

5000
44.0
o 10 130 MH A A?

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.40 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 Ethanol Concentration Rank 1

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

2.17 1680.47 ug/l 17557600 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 167 (2.172 min): VX009979.D (-151) (-) m/z 45.10 100.00%
43.1
5000
180 2.0 2.20 240 2.60
o] | N7/ S £ 05 S N S 22 m/z 46.05 40.90%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #96: Ethanol
31.0
45.0
5000 N LN I L
180 2.00 2.20 2.40 2.60
m/z 43.00 21.15%
2.0 150
mz> 0 10 20 3 4 80 60 70 85 95 160 110 120 130
Abundance #98: Dimethyl ether
45.0
280 R RS LR R
15.0 1.80 2.00 2.20 2.40 2.60
5000 m/z 42.00 8.13%
0'“I”'WA'W'”'ﬂ”'P'”I””I”'W'”'P'”P'”I”'W”'W'”W'”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #92: Methane, nitroso-
30.0 1.80 2.00 2.20 2.40 2.60
45.0 m/z 41.00 2.36%
5000
15.0
0'“P'”P“'P”M'”'HHW'”W”'W”'W””I””I”“P'”P'”P” AR RS LR R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 Isopropyl Alcohol Concentration Rank 3

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

2.63 730.97 ug/l 7637200 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
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 242 (2.629 mm) VX009979.D (-233) (-) m/z 45.05 100.00%
4|:
5000
39.0 50.1 220 2.40 2.60 2.80 3.00
| S N O 1 Rl L6 74 € £ O R m/z 43.05 18.71%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #295: |sopropy! Alcohol
44.0
5000 /\I""I ""f%"' [T
220 2.40 2.60 2.80 3.00
970 m/z 41.05 8.03%
. 13.0190 750 390 59.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #278: Hydrazine, 1,2-dimethyl-
44.0 60.0
30.0 220 2.40 2.60 2.80 3.00
5000 ' m/z 39.05 6.37%
15.0
0 [ . ‘ 11 1y |
FLIRRARA SRR LRARA NRARN RARAN KRN RARRN ARRRN KRR RARRY RARRN ARARA REARN RUALE RARSA RERRA RERRA B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #275: Hydrazine, ethyl- e BARar L L
45.0 220 2.40 2.60 2.80 3.00
m/z 42.00 4_39%
5000 60.0
31.0
O'P”W”“P”W””'LE'L ?99“3““P“W“JP“W““P“W““P“W““P'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 1-Propanol Concentration Rank 4

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

3.99 316.86 ug/l 3310520 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 64
2 2-Fluoropnropene 60 C3H5F 001184-60-7 50
3 Allvl fTluoride 60 C3H5F 000818-92-8 32
4 Propene 42 C3H6 000115-07-1 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance Scan 465 (3.989 min): vx009979 D (-450) (-) m/z 59.10 100.00%

42.1
5000

360 380 400 420 440

) 53.0 65.0 73.1 82.7
Obeprerrrereprrrerrrrrrrrrrs e ot 020 731 827 | "m/z  42.10  89.25%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #291: 1-Propanol
31.0
5000 LA LI L L L L L L L L L LB
3.60 3.80 4.00 4.20 4.40
420 59.0 m/z 41.05 56.69%
150 250, ol 830 |
Oty e R e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #287: 2-Fluoropropene
59.0
EEEE e e
39.0 3.60 3.80 4.00 4.20 4.40
5000 m/z 60.05 53.18%
27.033.0 45.0
0 20.0 | “ \‘ ‘\ \‘ !
q”upuquupuq”upuquupuquupuqu.puquupuquupuqu”pu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #285: Allyl fluoride R ma
59.0 360 380 400 420 440
m/z 39.00 38.67%
5000
39.0
27.033.0
15.0 ! \‘ \\\45\0 !
.

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 1-Butanol Concentration Rank 6

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

7.31 143.04 ug/l 2053260 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 36
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 10
4 Oxirane. (1-methvlethv)- 86 C5H100 001438-14-8 9
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 9

Abundance Scan 1010 (7.311 min): VX009979.D (-1001) (-) m/z 56.10 100.00%
56.1
411
5000
| | . 700 7.0 7.40 7.60
O R B e AR R S m/z 41.10 72.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #839: 1-Butanol
310 56.0
41.0
5000 UL S IR I R
7.00 7.20 7.40 7.60
m/z 43.05 58.32%
15.0 || | | | | 73.0
0”'P'”I“'W'“'P'”I” UUNBRIE R RN NS SRR SRS SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione
56.0
41.0 U S I I LR
7.00 7.20 7.40 7.60
5000 m/z 42.10 31.67%
27.0
0'“|“'w'”bw'“h“"'ﬂ“ “'W"“I”'W'“'I“'W'”'I}?%q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #853: 1- Propanol, 2—methy|— L L L Y L BB LN |
43.0 7.00 7.20 7.40 7.60
m/z 55.10 19.04%
5000 310
‘ ‘ s50 740
0"w}ﬁql“j“'“'il“w'M“w'“l”'w"“l“'w"“l“'w'“'w" UL L I I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 6 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.27 84 .93 ug/1 1605050 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 45
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 42
Abundance Scan 1823 (12.268 min): VX009979.D (-1819) (-) m/z 57.10 100.00%
57.1
5000 411
70.1 83.0
98.0 12.00 12.20 12.40 12.60
0..,....,....,....',!...,.-...',....|,|-....,:|!..,...!,...1.}.2.'.1.,..1.2.?'.:?.1f‘,1.'.9.1f3.?'.3.,. m/z 41.10 39.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0 (
5000
43.0 12.00 12.20 12.40 12.60
29.0 70.0 830 m/z 43.10 34 _.57%
daso el LT o e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
12.00 12.20 12.40 12.60
m/ 55.05 26.68%
5000 430 z (
29.0 69.0 83.0
0 15.0 M‘\ \‘ ‘ | . ‘\ 9§'0 112'0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13662: 2-Propyl-1-pentanol A e e
57.0 12.00 12.20 12.40 12.60
m/z 56.10 21.48%
5000
41.0 70.0 A\
29.0 83.0
0 ”I%?;gl'”'I""I'”'I""P"'I"'W""I'ﬁéf?”%}?;Pﬁ'"'I”"I"”I""P SR UL SN BN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 7 1-Octanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.65 1395.49 ug/I 26372200 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 Formic acid. octvl ester 158 C9H1802 000112-32-3 90
3 Cvclopropane. pentvl- 112 C8H16 002511-91-3 78
4 Cvclooctane 112 C8H16 000292-64-8 78
5 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 64

Abundance Scan 1886 (12.652 min): VX009979.D (-1879) (-) m/z 56.10 100.00%

56.1
5000 84.0
39

12. 40 12. 60 12. 80 13. 00

112.1
0 il 1921 169.9  207.0 | Thzz 55.05  89.59%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13630: 1-Octanol
41.0
70.0
5000 LA L L L L L LB L LB

12.40 12,60 12.80 13.00
m/z 41.10 85.63%

o 15.0 o 1120
< e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30202: Formic acid, octyl ester

56.0

84.0 12.40 12.60 12.80 13.00
5000 m/z 43.10 67.25%
39
0|||||1120||15§|30||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6691: Cyclopropane, pentyl-
56.0 12.40 12.60 12.80 13.00

m/z 70.05 66 .23%

5000
83.0
|| H 112.0
0 1| il | |

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 8 1-Nonanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.47 93.25 ug/1 1762240 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 87
2 Cvclopropane. 1l-heptvl-2-methvl- 154 C11H22 074663-91-5 64
3 Isopropvlcvclobutane 98 C7H14 000872-56-0 62
4 1-Heptene 98 C7H14 000592-76-7 58
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 58
Abundance Scag 2020 (13.469 min): VX009979.D (-2017) (-) m/z 56.10 100.00%
5¢.1
5000
39
04.0 13.20 13.40 13.60 13.80
132.1
ol 149.2166.1 m/z 55.10 95.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21105: 1-Nonanol
5.0
83.0 13.20 13.40 13.60 13.80
29.0 m/z 41.10 90.83%
m/z--> 20 40 60 86 160 150 150 1éo 1éo 260
Abundance #27084: Cyclopropane, 1-heptyl-2-methyl-
56.0
| 13.20 13.40 13.60 13.80
5000 m/z 43.10 81.12%
29.0 83.0
SN 1 e =2 Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3336: Isopropylcyclobutane i Lan eSSt
56.0 13.20 13.40 13.60 13.80
m/z 70.10 66.94%
5000 390
98.0
0 "'I""I"'I'"'8:‘-4'0"'I""I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 9 Cyclodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.25 281.42 ug/Il 5318350 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecane 140 C10H20 000293-96-9 94
2 1-Decanol 158 C10H220 000112-30-1 91
3 Cvclopropane. nonvl- 168 C12H24 074663-85-7 90
4 Carbonochloridic acid. decvl ester 220 C11H21Cl102 055488-51-2 90
5 Cyclooctane 112 C8H16 000292-64-8 87

Abundance Scan 2148 (14.249 min): VX009979.D (-2144) (-) m/z 55.10 100.00%

54.1

5000

1121 14.00 14.20 14.40 14.60

140.2 169.1 207.1

(0} m/z 43.10 87.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17940: Cyclodecane
55.0
83.0
5000
14.00 14.20 14.40 14.60
29.0 111.0 1400 m/z 41.10 87.43%
Ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29594: 1-Decanol
43.0 70.0
14.00 14.20 14.40 14.60
5000 m/z 56.10 83.32%
97.0
0 H “ [ 19.0140.0
RARRRERAEERS SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36766: Cyclopropane, nonyl- R L RARRERE
55.0 14.00 14.20 14.40 14.60

m/z 70.05 81.18%

5000

111.0

140.0 168.0

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX053119\
Data File : VX009979.D

Aca On : 31 May 2019 12:24

Operator : JC/SP

Sample : K2964-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .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 10 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.19 76.78 ug/1 1451080 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 80
2 Propanoic acid. 2-methvl-., 2-met... 144 C8H1602 000097-85-8 50
3 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 43
4 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 43
5 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43
Abundance Scan 2302 (15.188 min): VX009979.D (-2297) (-) m/z 71.10 100.00%
1
5000
1431 1731 14.80 15.00 15.20 15.40 15.60
ol e 19022084 | nz7 43.10  96.41%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71.0
43.0
5000
14.80 15.00 15.20 15.40 15.60
9.0 m/z 56.05 37.91%
ol ﬁ | 111.0 14;3.0 173.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #21030: Propanoic acid, 2-methyl-, 2-methylpropyl ester
430 710
14.80 15.00 15.20 15.40 15.60
5000 m/z 41.10 33.69%
89.0
oL 150 | | | 140
m/z--> 0 20 40 éo 80 160 120 140 160 180 200
Abundance #1834: Butane, 2,2-dimethy!l- T T T T
43.0 14.80 15.00 15.20 15.40 15.60
71.0 m/z 83.10 30.32%
5000
20 || |
0'I”"PI'W"JI'”'P"W"”I'”'I”""”I'”'I”" AR AR B B B I
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40 15.60

82X052819W.M Mon Jun 03 14:28:15 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX053119\
Data File : VX009979.D

Acq On : 31 May 2019 12:24

Operator : JC/SP

Sample - K2964-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetaldehyde 1.49 64.0 ug/I 668810 1 5.67 522400 50.0
Ethanol 2.17 1680.5 ug/1 17557600 1 5.67 522400 50.0
Isopropyl Alcohol 2.63 731.0 ug/l 7637200 1 5.67 522400 50.0
1-Propanol 3.99 316.9 ug/l1 3310520 1 5.67 522400 50.0
1-Butanol 7.31 143.0 ug/l 2053260 2 6.86 717729 50.0
1-Hexanol, 2-ethyl- 12.27 84.9 ug/1 1605050 4 12.08 944908 50.0
1-Octanol 12.65 1395.5 ug/l 26372200 4 12.08 944908 50.0
1-Nonanol 13.47 93.3 ug/1 1762240 4 12.08 944908 50.0
Cyclodecane 14.25 281.4 ug/l 5318350 4 12.08 944908 50.0

4

Propanoic acid, 2... 15.19 76.8 ug/1 1451080 12.08 944908 50.0
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