LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1e15-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70552.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.030 106 15 48 rVvB2 113030 236667 2.29% 0.393%
2 2.239 83 93 109 rBV3 99631 256321 2.48% 0.426%
3 2.593 216 225 245 rVB 106111 184676 1.79% 0.307%
4 4.143 781 803 833 rBV 643989 1835328 17.77% 3.047%
5 4.285 834 856 904 rVB 1301615 3837087 37.15% 6.371%
6 4.578 940 965 1005 rBV 930975 3023980 29.28% 5.021%
7 6.581 1686 1712 1766 rBV2 1700078 5595739 54.18% 9.290%
8 7.335 1975 1993 2019 rVB2 135976 358969 3.48% 0.596%
9 7.657 2094 2113 2141 rBV3 40682 113668 1.10% 0.189%
10 7.839 2158 2181 2207 rBV 425143 1016963 9.85% 1.688%
11  8.021 2228 2249 2260 rBV 675954 1619694 15.68% 2.689%
12 8.083 2260 2272 2305 rVB 1309022 2985485 28.91% 4.957%
13 8.437 2383 2404 2432 rBV2 902998 2271446 21.99% 3.771%
14  8.965 2581 2601 2638 rBV 2002098 4117135 39.86% 6.835%
15 9.268 2699 2714 2730 rVB3 66237 129106 1.25% 0.214%

16 10.293 3058 3096 3126 rBV4 105561 570083 5.52%
17 10.440 3133 3151 3167 rBV 3014825 5654936 54.75%
18 10.682 3226 3241 3262 rBV 640242 1138551 11.02%
19 10.827 3281 3295 3323 rBV 545184 994894  9.63%
20 11.143 3381 3413 3464 rBV2 2748646 10328048 100.00% 17.147%
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R

21 11.741 3611 3636 3664 rBV 2824740 5861550 56.75%
22 12.728 3980 4004 4027 rBV 2217642 3933153 38.08%
23 13.672 4341 4356 4378 rBV 2179277 3746957 36.28%
24 13.769 4380 4392 4408 rVB2 251173 421236 4.08%
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N
N
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Sum of corrected areas: 60231672
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO70552.D\data.ms
3000000

2500000

2000000
6.581

1500000 4.285
1000000 4.578
4.143

500000
0302.239 2.593
FANA- AN

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.60 6.80

Abundance TIC: VNO70552.D\data.ms

3000000
10.440 11.143 11.741

2500000

2000000 8.965

1500000 8.083

1000000 8.437

83 10-88 827
500000 7.839

7.657 9.268 10.29
obr— —— L —— VN —r — R — —
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VNO70552.D\data.ms
3000000

2500000
12.728 13.672
2000000

1500000

1000000

500000
13.769

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©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.143  30.74 ug/l 1835330  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 56
3 Propylene oxide 58 C3H60 000075-56-9 7
4 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 5
5 Borane, compd. with dimethylamin... 59 C2H1@BN 000074-94-2 4

Abundance Scan 803 (4.143 min): VN070552.D\data.ms (-781) (-) m/z 58.00 100.00%

58.0
5000 /\p/\\
R aa R AAREEEEEE
36 3.80 4.00 4.20 4.40
e 28 e 2087 sz 57.00 27.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #247: Propanal
29.0 58.0
5000 T T T T T T T[T
3.80 4.00 4.20 4.40
m/z 38.95 7.13%
\\\‘\‘\"\\H““‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28.0
RERREEEREEEEEES S
3.80 4.00 4.20 4.40
5000 58.0 m/z 41.95 5.77%
i R B
m/z--> 20 40 60 80 100 120 140 160 180 200 /\J\\J\
Abundance #253: Propylene oxide T R
28.0 58.0 3.80 4.00 4.20 4.40
’ m/z 38.00 4.56%
5000 JU\\/\
mj SESVIRV I
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Isopropyl Alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,578 50.64 ug/l 3023980  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 83
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

3 Formamide 45 CH3NO 000075-12-7 5
4 Oxirane, (methoxymethyl)- 88 C4H802 000930-37-0 4

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 4
Abundance Scan 965 (4.578 min): VN070552.D\data.ms (-940) (-) m/z 45.00 100.00%

45.0
5000

4.20 4.40 4.60 4.80 5.00

O rrrr et e e e 200S m/z 42,95 20.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol
45.0
5000 N R N B R B

4.20 4.40 4.60 4.80 5.00
m/z 40.95 7.84%

19.
\\\“\“ﬂ\“\\““‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
S EARENEENES S e
4.20 4.40 4.60 4.80 5.00
5000 m/z 39.00 6.34%
15.0
e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #102: Formamide R RN R
45.0 4.20 4.40 4.60 4.80 5.00
m/z 42.00 4.59%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Propanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.581 93.72 ug/l 5595740  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 59
2 2-Fluoropropene 60 C3HSF 001184-60-7 38
3 Allyl fluoride 60 C3H5F 000818-92-8 38
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 10

5 Cyclopropane 42 C3H6 000075-19-4 9
Abundance Scan 1712 (6.581 min): VNO70552.D\data.ms (-1686) (-)| | m/z 58.95 100.00%

59.0
5000 /L
T

37 6.20 6.40 6.60 6.80 7.00

el 2070 sz 41.95  86.58%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #336: 1-Propanol

31.0
5000 LI LA L L L L L L L B
6.20 6.40 6.60 6.80 7.00
m/z 40.95 56.17%
59.0
\\\\“\“i‘\\““‘\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
T
6.20 6.40 6.60 6.80 7.00
5000 m/z 60.00 53.31%
33.0
e T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #330: Allyl fluoride R EAAEEEEEEEEE
59.0 6.20 6.40 6.60 6.80 7.00
m/z 39.00 38.67%
5000
27.0
\H\‘\‘\‘\‘\”}M‘H1“‘”H‘HH‘\H\‘\m‘\m‘\m‘\m‘m\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Methyl propionate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.839 17.03 ug/l 1016960  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propionate 88 C4H802 000554-12-1 90
2 Glycerol, 1-tert-butyl ether 148 C7H1603 1010381-75-8 28
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 9
4 Hydrazinecarboxylic acid, 1,1-di... 132 C5H12N202 000870-46-2 9
5 tert-Butyl isopropyl carbonate 160 C8H1603 030221-21-7 9

Abundance Scan 2181 (7.839 min): VN070552.D\data.ms (-2158) (-) m/z 57.00 100.00%

57.0
5000
88.0
R RS e  BA
7.60 7.80 8.00 8.20
el 2069 /7 58,95 33.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2283: Methyl propionate
57.0
29.0
5000 LB L L L L R L B
7.60 7.80 8.00 8.20
88.0 a
m/z 88.00  31.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R a  AAREERNREEE
7.60 7.80 8.00 8.20
5000 m/z 54.95 5.19%
29.0
100.0 133.0
L o LA e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2216: Hydrazine, 1,2-diethyl- ﬁfﬁTT?NH““W““‘H‘
31.0 7.60 7.80 8.00 8.20
50.0 ggo m/z 45.00 5.15%
h j\./\
AR :WHu_m‘H‘H‘HH‘HH_M‘HH_MWH R ARRaS S e Al
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Propanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.293 6.92 ug/1 570083 1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid 74 C3H602 000079-09-4 90
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 25
3 3-Nitropropanoic acid 119 C3H5NO4 000504-88-1 17
4 N-Nitrosodimethylamine 74 C2H6N20 000062-75-9 9
5 Methane, nitroso- 45 CH3NO 000865-40-7 9
Abundance Scan 3096 (10.293 min): VN070552.D\data.ms (-3058) (- | m/z 74.00 100.00%
74.0
44.9
5000
— —
9.9 10.00 10.50
\\\’\\H’\H\’\\H"M\‘\‘\’\‘H\’.HH‘\‘H‘\8\\7\.‘0\\H‘HH‘HH‘HH m/z 44.96 83.0600
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #933: Propanoic acid
28.0 450 74.0
5000 e —
10.00 10.50
m/z 73.00 64.25%
\\\’]\-\5\.\0’\\“\ l‘\\H"\M\‘\‘\’\‘\H"q\\\‘\ ‘H‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
74.0
——— —
29.0 57.0 10.00 10.50
5000 m/z 56.95 37.71%
87.0
15.0 12 102.0
AR R AR E o s e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10242: 3-Nitropropanoic acid —— 7
45.0 73.0 10.00 10.50
290 m/z 55.00 21.95%
5000
150 | ‘ “ m‘ . 600 | 870 1020 1200 ..
e e e e e e P —
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.00 10.50

82N122721W.M Wed Jan 12 08:20:55 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.682 9.71 ug/1l 1138550  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 95
2 Oxazolidin-2-one 87 C3H5NO2 000497-25-6 72
3 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 59
4 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 52
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 50
Abundance Scan 3241 (10.682 min): VN070552.D\data.ms (-3226) (- | m/z 87.00 100.00%
87.0
59.0
1050 1100
78.0 ) 115.0 . . .
\H‘HH‘HH‘\\\\‘i‘\‘HH‘H‘\M\H\’\H\‘\\H‘H]\-F)‘]\-\(\)\’H‘H‘\\H‘HH m/Z 58.95 59.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0
31.0
5000 — ——
10.50 11.00
m/z 40.95 40.46%
.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
87.0
= =
28.0 59.0 10.50 11.00
5000 m/z 57.00 32.04%
42.0
14.0
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl- = ==
87.0 10.50 11.00
m/z 72.00 18.62%
5000 59.0
41.0
2 o 1290 A UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Oxazolidin-2-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.827 8.49 ug/1 994894  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 95
2 Oxazolidin-2-one 87 C3H5N02 000497-25-6 64
3 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 59
4 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 58
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 50
Abundance Scan 3295 (10.827 min): VN070552.D\data.ms (-3281) (- | m/z 87.00 100.00%
87.0
59.0
5000
1050 1100
115.0 : .
HH_?"?HHu“w‘!‘,wmmu_m_mwwﬁ‘??:q m/z 59.00  57.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0
31.0
5000 - ——
10.50 11.00
m/z 41.00 40.58%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0
= ==
280 0 10.50 11.00
5000 m/z 56.95 28.67%
T e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl- = ==
87.0 10.50 11.00
m/z 72.00 19.92%
5000 59.0
31.0 ‘
S D W e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.143  88.10 ug/l 10328000  Chlorobenzene-d5 11.744
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 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

Abundance Scan 3413 (11.143 min): VNO70552.D\data.ms (-3381) (- | m/z 45.00 100.00%

45.0
5000
— —

11.00 11.50

Ol 7801049 2068 /7 42,95  19.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 T
11 00 ll 50

44,00 6.36%

"}%9M‘w“w‘zqe“W‘”‘M“W‘”‘M“W‘”‘M“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0

1100 1150
5000 m/z 61.00 5.93%
19.0
76.0
T T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol =t T
45.0 11.00 11.50

42.00 4.01%

5000
19.0, 75.0

m/z--> 20 40 60 80 100 120 140 160 180 200 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.769 5.62 ug/l 421236  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 59
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 59
4 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 56
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 4392 (13.769 min): VN070552.D\data.ms (-4380) (- | m/z 57.00 100.00%
57.0
5000 AJM
‘83'0 1350  14.00
112.1 : :
"w‘H“i“muuM‘p““‘J"m_““1‘5‘1‘7””_”‘2‘9‘7:9 m/z 40.95 43.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 S —
13.50 14.00
29.0 ‘ 83.0 m/z 43.00  34.63%
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—— —
13.50 14.00
5000 m/z 55.00 31.31%

97.0
129.0 171.0
T T T T T T [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#94091: Heptyl isobutyl carbonate T
57.0 13.50 14.00

m/z 56.00  23.48%

5000
290‘ 98.0
0 L T 1200 1610

e ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11022\
Data File : VN@70552.D

Acqg On : 10 Jan 2022 19:00
Operator : JC/MD

Sample : N1015-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propanal 4.143 30.7 wug/l 1835330 1 8.086 2985490 50.0
Isopropyl Alcohol 4.578 50.6 ug/l 3023980 1 8.086 2985490 50.0
1-Propanol 6.581 93.7 wug/l 5595746 1 8.086 2985490 50.0
Methyl propionate 7.839 17.0 ug/l 1016960 1 8.086 2985490 50.0
Propanoic acid 10.293 6.9 ug/l 570083 2 8.965 4117140 50.0
1,3-Dioxolane, ... 10.682 9.7 wug/l 1138550 3 11.744 5861550 50.0
Oxazolidin-2-one 10.827 8.5 ug/l 994894 3 11.744 5861550 50.0
Propylene Glycol 11.143 88.1 wug/l 10328000 3 11.744 5861550 50.0
1-Hexanol, 2-et... 13.769 5.6 ug/l 421236 4 13.672 3746960 50.0
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