LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1022-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M

Title : SW846 8260

Signal : TIC: VN@65463.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.366 162 176 200 rBV 759533 1288058 39.51% 6.821%
2 3.261 455 473 500 rBvV 128827 325758 9.99% 1.725%
3 3.669 584 600 618 rBV 54816 141522 4.34% 0.749%
4 3.791 623 638 662 rVvB 87436 230365 7.07%  1.220%
5 4.055 692 720 742 rVB 60524 186210 5.71% 0.986%
6 4.296 776 795 817 rBV 83843 235867 7.24% 1.249%
7 5.377 1111 1131 1153 rVB3 18234 60622 1.86% ©0.321%
8 6.032 1310 1335 1384 rBV 1020563 3259674 100.00% 17.262%
9 6.508 1462 1483 1501 rBV2 64682 195730 6.00% 1.037%
106 6.611 1501 1515 1545 rVB2 28486 87748 2.69% 0.465%
11  7.553 1790 1808 1819 rBV 140803 346081 10.62% 1.833%
12 7.630 1820 1832 1865 rVB 235204 562639 17.26% 2.980%
13 7.991 1927 1944 1977 rBV2 183083 440121 13.50% 2.331%
14  8.254 2011 2026 2045 rBV2 37171 87455 2.68% 0.463%
15 8.421 2065 2078 2096 rBV3 21778 48382 1.48% 0.256%
16 8.560 2103 2121 2157 rBV3 819507 1838979 56.42% 739%
17 8.765 2170 2185 2193 rBV 149547 314795 9.66% 667%
18 8.810 2194 2199 2212 rVB2 83736 145615 4.47%

19 10.061 2571 2588 2602 rBV 607101 1143819 35.09%
20 10.322 2657 2669 2694 rVB2 77579 143897 4.41%
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21 10.502 2719 2725 2747 rVV3 31398 66630  2.04%
22 10.788 2790 2814 2886 rBV 756205 2989249 91.70% 15.
23 11.380 2986 2998 3026 rVB 666085 1169970 35.89%
24 12.376 3295 3308 3332 rVB 524591 899012 27.58%

[0 NV4 B ]
=
Yo}
()]
B

25 13.087 3519 3529 3549 rVB6 47971 110235 3.38% 584%
26 13.318 3588 3601 3615 rBV 558094 969944 29.76% 5.137%
27 13.424 3625 3634 3646 rVB 144787 223650 6.86% 1.184%
28 13.489 3646 3654 3660 rBV3 28937 52413 1.61% ©.278%
29 13.646 3694 3703 3713 rBV 46443 66884  2.05% 0.354%
30 14.132 3836 3854 3860 rBV9 24175 57497 1.76% 0.304%
31 14.206 3871 3877 3889 rVB3 21842 38614 1.18% ©0.204%
32 14.270 3890 3897 3903 rBv4 22437 32686 1.00% 0.173%
33 14.498 3959 3968 3977 rBV 192666 267681 8.21%  1.418%
34 14.563 3980 3988 3995 rVWW7 22736 38737 1.19% 0.205%
35 14.614 3996 4004 4017 rVB2 66025 108030 3.31% ©.572%
36 15.010 4122 4127 4139 rVB3 57206 91230 2.80% 0.483%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1022-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Title : SW846 8260

37 15.080 4140 4149 4162 rBV3 97557 183320 5.62% ©.971%
38 15.299 4208 4217 4231 rBV 177864 271050  8.32% 1.435%

39 15.730 4345 4351 4367 rVB5 21548 39314 1.21% 0.208%

40 15.993 4426 4433 4444 rVB2 22692 38291 1.17% 0.203%

41 16.193 4486 4495 4511 rVB 46386 85289 2.62% 0.452%
Sum of corrected areas: 18883063
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

Abundance TIC: VN065463.D\data.ms
1000000 6.032

800000 2.306

600000

400000

200000
3.261

3660/ 9% 4055 4296 6.5
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Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VN065463.D\data.ms
1000000

6
T
60

8.560
800000 10.788
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600000 10.061

400000
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Abundance TIC: VN065463.D\data.ms
1000000

800000
600000 13.318
12.376

400000

200000

15.730 15.9936-193

0~

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Acetaldehyde Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.306 114.47 ug/1l 1288060  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Ethylene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3H8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 1,2-Propanediamine 74 C3H1ON2 000078-90-0 4

Abundance Scan 176 (2.306 min): VN065463.D\data.ms (-162) (-) m/z 44.05 100.00%

44.0
5000 J\\
T
2.00 2.20 2.40 2.60
e 11 FER—. m/z 43.85 55.74%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #72: Acetaldehyde
29.0
44.0
5000 T T T T T[T T [T T T[T
15.0 2.00 2.20 2.40 2.60
m/z 42.00 17.29%
O\\\H\\\‘H\\‘HH‘\H!‘\H\Z‘]\-\(\)\HH ‘\\H‘H\\M!Hi\\\\‘\\\\‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #75: Ethylene oxide
29.0
44.0
A e
15.0 2.00 2.20 2.40 2.60
5000 m/z 41.00 7.01%
0“H‘H‘_H‘_‘H‘HJ‘M‘W‘H‘ H
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #79: Propane
29.0 2.00 2.20 2.40 2.60
m/z 45.00 2.54%
5000
44.0
o m0ng | )
0 P

m/z--> 0 5 10 15 20 25 30 35 40 45 50 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.261  28.95 ug/l 325758  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl 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 473 (3.261 min): VN065463.D\data.ms (-455) (-) m/z 45.05 100.00%

45.0
5000

3.00 3.20 3.40 3.60

Ol et e M/z 46,10 39.09%
miz-> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #96: Ethanol
31.0
45.0
5000 L L L L B B BRI

3.00 3.20 3.40 3.60
m/z 43.05 19.93%

0 2.0 15\'0‘ 25-\&’\‘\ ! ‘
\HHH‘HH‘H\\‘HH‘HH‘HH‘HH‘ H\‘HH‘HH HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #98: Dimethyl ether
45.0
29.0

15.0 3.00 3.20 3.40 3.60
5000 ITI/Z 42.00 7.75%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #92: Methane, nitroso- DB tppopt o e Ay
30.0 3.00 3.20 3.40 3.60
45.0 ITI/Z 44.00 3.65%
5000
15.0
o‘HmwHH‘WNM:MWHM: ST 11— S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 3.00 3.20 3.40 3.60

82N122220W.M Tue Jan 12 14:32:51 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Propanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.669 12.58 ug/l 141522  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 72
2 Trimethylene oxide 58 C3H60 000503-30-0 56
3 (2-Methyloxiranyl)methanol 88 C4H802 1000306-71-6 9
4 Hexanal, 2-methyl- 114 C7H140 000925-54-2 9
5 Benzedrex 155 C10H21N 000101-40-6 9

Abundance Scan 600 (3.669 min): VN065463.D\data.ms (-584) (-) m/z 58.05 100.00%

58.0
5000 /\j\
A REEA
3.40 3.60 3.80 4.00
O 2 o 2088 sz 57.100 28.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #218: Propana
29.0 58.0
5000 L L L L BN B R
3.40 3.60 3.80 4.00
m/z 39.00 6.03%
O\H‘\‘\‘L"'U‘HHW‘\H“\“HH’\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #227: Trimethylene oxide
28.0
H e
3.40 3.60 3.80 4.00
5000 58.0 m/z 42.00 5.14%
oLw,
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #2065: (2-Methyloxiranyl)methanol A e
58.0 3.40 3.60 3.80 4.00
m/z 55.00 3.71%
31.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Propanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.032 289.68 ug/l 3259670 Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 2-Fluoropropene 60 C3HSF 001184-60-7 43
3 Allyl fluoride 60 C3H5F 000818-92-8 43
4 Acetaldoxime 59 C2H5NO 000107-29-9 7
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 1335 (6.032 min): VN065463.D\data.ms (-1310) (-) m/z 59.10 100.00%
59.1

42.1
5000
R A A REmamEe:
‘ 650 5.80 6.00 6.20 6.40
Obreprrrrrrprrmrprer o O e i e H e m/z 42,10 74.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #291: 1-Propano
31.0
5000 L B I L I L I
5.80 6.00 6.20 6.40
420 59.0 m/z 60.10 51.37%
OH‘\H\‘H]\_ﬁ.\o\\\‘\\?ﬁ.}q\)\‘\“ M\‘\H}‘1!i\iH\\‘\5§.\0’H\HHH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #286: 2-Fluoropropene
59.0
R R EEEaaS
5.80 6.00 6.20 6.40
5000 m/z 41.05 47 .37%
39.0
270330 | 450
ol 380
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #285: Allyl fluoride R RS
59.0 5.80 6.00 6.20 6.40
m/z 39.10 32.45%
5000
27.0 390
45.0
OH‘\\\\‘\\:\Lﬁ.\(\)\\‘\\\\‘1H\‘!\!\‘\H\“Hu‘uu‘uuyhl RRRRRRRRRRY R EEAREREEEEE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Butanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.508 17.39 ug/l 195730  Pentafluorobenzene 7.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 47
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 46
4 Ethene, ethoxy- 72 C4H80 000109-92-2 42
5 Isobutylene epoxide 72 C4H80 000558-30-5 35
Abundance Scan 1483 (6.508 min): VN065463.D\data.ms (-1462) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.0
B AmAaEEEEEe ke
37 ‘ 6.20 6.40 6.60 6.80
Obrrsrprrme e rremgrh bbbk m/z 43,10 93.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
44.0
72.0
29.0
5000 T T T T[T T T
57.0 6.20 6.40 6.60 6.80
m/z 41.10 79.24%
15\0 “ 37\1\‘ | Ly i
O \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘ T ‘\H\‘HH‘HH‘HH‘HH‘\ H‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #694: 1-Propene, 3-methoxy-
41.0 72.0
R R
6.20 6.40 6.60 6.80
5000 29.0 m/z 72.10 75.74%
57.0
15.0 ‘
0 wH,m‘mww,l‘!wlwwH !‘Wm‘mUmwmww bepeerrpe
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #685: Propanal, 2-methyl- ‘W““,“H““/}ﬁ“,
43.0 6.20 6.40 6.60 6.80
m/z 39.00 42.38%
72.0
5000
27.0
0 15.0 | \‘ 361J ‘ | 50057\0 |
e e e e R e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Butanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.765 8.56 ug/l 314795 1,4-Difluorobenzene 8.553

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 90
2 1-Hexanol 102 C6H140 000111-27-3 43
3 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 40
4 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 38
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 9

Abundance Scan 2185 (8.765 min): VN065463.D\data.ms (-2170) (-) m/z 56.10 100.00%

56.1
41.0
5000

‘ 8.40 8.60 8.80 9.00
et e B myz 4105 67.07%

| 73.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #839: 1-Butano
31.0 5.0
N \J\JAL/\k

5000 b e
8.40 8.60 8.80 9.00

m/z 43.05 53.75%

\\\‘\\\\‘\\\\’\\\\ \f\\[\\ \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4412: 1-Hexano
56.0

8.40 8.60 8.80 9.00

o

o

43.0
5000 ITI/Z 42.10 29.68%
69.0
31.0
84.0
18.0 \\ ‘
“w“u“u‘,‘u“u“_w s S
miz--> 10 20 30 40 50 60 70 80 90
Abundance #4457: 1-Pentanol, 4-methyl- N R REENE MR
56.0 8.40 8.60 8.80 9.00
41.0 m/z 39.10 18.36%
5000 69.0
27.0
so L)
OH\‘HH‘HH,HHHH‘H\‘Hm“uu‘mu‘\u e e AR
m/z--> 10 20 30 40 50 60 70 80 90 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.788 127.75 ug/l 2989250  Chlorobenzene-d5 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 2-Butanol 74 C4H100 000078-92-2 9

Abundance Scan 2814 (10.788 min): VN065463.D\data.ms (-2790) (- m/z 45.10 100.00%

45.1
5000
—r— ——
61.0 10.50 11.00
Ol et e e 00 M0 sz 43,05 19.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #938: Propylene Glycol
45.0
5000
10.50 11.00
m/z 61.00 6.67%
29.0
61.0
O H\‘]\_\5\.\0“H\‘!“‘HH[‘}‘M\‘\!\‘\‘\H\‘\H.\‘H\\‘\\H‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #944: R-(-)-1,2-propanediol
45.0
—— =
10.50 11.00
5000 ITI/Z 44.05 6.19%
29.0
oS e B0 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #294: Isopropy! Alcohol T T
45.0 10.50 11.00
m/z 42.10 3.73%
5000
27.0 JL\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.424 11.53 ug/l 223650 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 59
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C102 005345-58-4 45

Abundance Scan 3634 (13.424 min): VN065463.D\data.ms (-3625) (- m/z 57.10 100.00%
57.1

83.0 — =
13.50
112.1
(I “‘1‘\ w\“‘l : p‘l e m/z 41.05 38.66%
m/z--> 20 40 60 80 100 120 140
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 ——
13.50
83.0 m/z 43.10 32.47%
0 \1\5\.0‘ T h\“\ \"‘1 T \M “ T “! TT \“‘ \lwlr‘z.\o‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #50341: 1-Isobutoxy-2-ethylhexane
57.0
——
13.50
5000 41.0 ITI/Z 55.05 29.78%
83.0 112.0
0 SO i YN
m/z--> 20 40 60 80 100 120 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl- ——
57.0 13.50
m/z 70.05 24.05%
5000
41,0
83.0
o180 L — L “1 ey ‘1‘1“2"0‘ e /kw —
m/z--> 20 40 60 80 100 120 140 13.50

82N122220W.M Tue Jan 12 14:32:56 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.498 13.80 ug/l 267681 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 C11H24 001120-21-4 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3968 (14.498 min): VN065463.D\data.ms (-3959) (-  m/z 57.05 100.00%
57.0
5000
o4 Jb
=
14.50
112.1 170.2
0 "w‘H"MH“‘u‘“"H‘w"H_HlﬁlwlwW_H?‘Q‘?? m/z 43.10  78.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
5000 T
85.0 14.50
m/z 71.05 57.54%
290
L1120 1410 1700
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
=
14.50
5000 m/z 41.05 41.34%
85.0
290
H“‘H"H‘“H"‘H"_“‘_“w“‘w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane —
57.0 14.50
m/z 85.10 35.97%
5000
85.0
29.0
oL L 30 w0 im0
R o o e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1e22-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.299 13.97 ug/1 271050 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Dodecane 170 C12H26 000112-40-3 86
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86

Abundance Scan 4217 (15.299 min): VN065463.D\data.ms (-4208) (- m/z 57.05 100.00%
57.0

- WMM
1500 1550
99.1 184.2 : :
ob— ““‘“‘“ L gt RS 28LU sy 43,05 74.57%
miz--> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
5000 7 —
15.00 15.50
m/z 71.05 62.27%
27\"0\\ H | ||, 1410 1810
O T T T \“H‘\ \‘ \M\“ \H\H\ \‘ ‘ T T \‘\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59880: Tetradecane
57.0
—— —
15.00 15.50
5000 m/z 85.10  39.11%
7001110 a0 smo
ol b
miz--> 50 100 150 200 250
Abundance #83027: Hexadecane T —
57.0 15.00 15.50
m/z 41.05 38.15%
B M
99.0
7100 || 3%, am10_ses0 2260
ob—A e bt it e —— ——
m/z--> 50 100 150 200 250 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65463.D

Acqg On : 11 Jan 2021 13:12
Operator : JC/MD

Sample : M1022-07

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : 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 2.306 114.5 ug/l 1288060 1 7.630 562639 50.0
Ethanol 3.261 28.9 ug/l 325758 1 7.630 562639 50.0
Propanal 3.669 12.6 ug/l 141522 1 7.630 562639 50.0
1-Propanol 6.032 289.7 ug/l 3259670 1 7.630 562639 50.0
Butanal 6.508 17.4 ug/l 195730 1 7.630 562639 50.0
1-Butanol 8.765 8.6 ug/l 314795 2 8.553 1838980 50.0
Propylene Glycol 10.788 127.8 ug/l 2989250 3 11.380 1169970 50.0
1-Hexanol, 2-et... 13.424 11.5 wug/l 223650 4 13.318 969944 50.0
Dodecane 14.498 13.8 ug/l 267681 4 13.318 969944 50.0
Tridecane 15.299 14.0 ug/l 271050 4 13.318 969944 50.0
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