LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91522\
Data File : VNO@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

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\82N©91522W.M

Title : SW846 8260

Signal : TIC: VNO74468.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 47 52 60 rBV 949648 1656964 18.93%  3.489%
2 4,228 388 398 406 rBvV 72455 199590 2.28% 0.420%
3 5.010 522 531 542 rBV4 39791 119974 1.37% 0.253%
4 7.340 920 927 935 rvB3 75118 178072 2.03% 0.375%
5 7.951 1021 1031 1036 rBV 384644 930875 10.63% 1.960%

6 8.016 1036 1042 1055 rVB 634650 1456201 16.63% 3
7 8.369 1093 1102 1115 rBV 430896 999405 11.42% 2
8 8.492 1115 1123 1130 rBV 425910 939709 10.73% 1.978%
9 8.904 1184 1193 1210 rVB 1025510 2156670 24.63% 4
9.492 1283 1293 1298 rBV 241263 518947 5.93% 1

11  9.563 1298 1305 1317 rVB 4974024 8754796 100.00% 18.
12 10.181 1403 1410 1420 rBV 902952 1570764 17.94%
13 10.381 1436 1444 1453 rBV 1575133 2843428 32.48%
14 10.557 1467 1474 1483 rVB 1218385 2012302 22.99%
15 10.816 1510 1518 1527 rBV 1311696 2099505 23.98%

[>]
i
w
w
R

b uUuw
N
w
~N
R

16 10.910 1527 1534 1543 rVV3 273651 489942  5.60%
17 10.998 1543 1549 1551 rVV 482023 813009  9.29%
18 11.033 1551 1555 1563 rVV 2015611 3197493 36.52%

N D OR R
N
w
N
R

19 11.122 1563 1570 1581 rVB 1445484 2283195 26.08% 807%
20 11.433 1615 1623 1638 rBV 3759917 5809770 66.36% 12.232%
21 11.598 1646 1651 1658 rBV2 61431 96078 1.10% 202%
22 11.686 1658 1666 1677 rVV 1714676 2944612 33.63% 200%
23 12.039 1720 1726 1733 rBV3 59614 98019 1.12%

24 12.139 1736 1743 1749 rBV 306525 467247  5.34%
25 12.674 1826 1834 1844 rBV 1285174 2197999 25.11%

POOOO®
N
[
[))
B

26 13.616 1987 1994 2003 rBV 1650743 2661510 30.40% 5.604%

Sum of corrected areas: 47496076
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

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

Ab%&o TIC: VN074468.D\data.ms

4000000
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2000000

1000000 2.193

4.228 5.010
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Abtgb%adbc(% TIC: VN074468.[;\(1a6t§.ms
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Ab%&o TIC: VN074468.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Sulfur dioxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.193 56.89 ug/l 1656960  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 52 (2.193 min): VNO74468.D\data.ms (-47) (-) m/z 63.90 100.00%

3.9
5000 /\\\\ﬂWA
e AR
2.00 2.20 2.40 2.60
ot L 958 m/z 47.95 51.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA L L L L B B B
2.00 2.20 2.40 2.60
m/z 65.85 4.60%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
B L
2.00 2.20 2.40 2.60
5000 m/z 49.90 2.30%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- R
64.0 2.00 2.20 2.40 2.60
m/z 44.00 0.83%
5000
44,
16.0
ol L ‘ L ‘ 93.0 1150 143.0 169.0
R L e R B e
m/z--> 20 40 60 80 100 120 140 160 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©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 3-Pentanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.492 12.03 ug/l 518947 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 9
3 Diazene, bis(1,1-dimethylethyl)- 142 C8H18N2 000927-83-3 9
4 Neopentane 72 C5H12 000463-82-1 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 7

Abundance Scan 1293 (9.492 min): VN074468.D\data.ms (-1283) (-) m/z 57.00 100.00%

57.0
5000

84&9 ) 9.20 9.40 9.60 9.80
obrrupd 8991190 2071 28117 ge.e0  19.63%
miz--> 50 100 150 200 250
Abundance #1925: 3-Pentanone
57.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
27.0 9.20 9.40 9.60 9.80
m/z 41.95 5.25%

O T ‘\ H} ‘\‘H H\ T 8\*\.0‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #1992: Ethyl-1-propenyl ether
57.0

9.20 9.40 9.60 9.80

5000 m/z 40.95 3.91%
270
o) \h!\ ‘UM ‘ il 8‘ \‘.O‘ , Ceo — —
miz--> 50 100 150 200 250
Abundance #22915: Diazene, bis(1,1-dimethylethyl)- R o
57.0 9.20 9.40 9.60 9.80

m/z 56.00 3.74%

5000
87.0 127.0
O\MH“”H‘H‘HH‘\ — — M@Lﬂ&/

m/z--> 50 100 150 200 250 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.563 202.97 ug/l 8754800 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 9
3 1-Butanamine 73 C4H11IN 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 1305 (9.563 min): VN074468.D\data.ms (-1298) (-) m/z 43.00 100.00%

43.0
5000

—
770 ‘ 9.50
ol Ll e 2070 2808 ., 6100 27.22%
miz--> 50 100 150 200 250
Abundance #4776 n-Propyl acetate
43.0
5000 e |
9.50

m/z 73.00 14.13%

r3o
O 1\41.\0‘\‘ ‘\H‘ ‘ ‘\ \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4786: Isopropyl acetate

43.0

T
9.50

5000 m/z 42.00 10.86%
87.0
(o JREREE WH‘L : ““ : e e —
mlz--> 50 100 150 200 250
Abundance #852: 1-Butanamine — I
30.0 9.50

m/z 41.00 8.89%

5000
73.0
ol ‘ —
9.50

miz--> 50 100 150 200 250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Propanoic acid, 1-methyleth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.181 36.42 ug/l 1570760  1,4-Difluorobenzene 8.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 53
3 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 o-Isopropylhydroxylamine 75 C3HONO 1000322-42-6 9
Abundance Scan 1410 (10.181 min): VNO74468.D\data.ms (-1403) (- | m/z 56.95 100.00%
57.0
5000
— —
101.0 10.00 10.50
oo o | 3909 sz 43,00 59.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9304 Propanoic acid, 1-methylethyl ester
57.0
5000 —— J\ —t
290 10.00 10.50
m/z 74.95  26.38%
‘ ‘ ‘ 101.0
O \\\‘\‘\\\‘i‘\‘\\\“‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9264: Propanoic acid, propyl ester
57.0
— —
10.00 10.50
5000 m/z 40.95 20.38%
29.0
Lk A8
0 \\\‘HM\“h\\\H“\\\‘\‘\‘\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5062: Propane, 1-(1-methylethoxy)- —— P
43.0 10.00 10.50
m/z 59.00 9.59%
5000
73.0
150 ‘ | ‘ 1020
0‘uh_“”H“‘:m“_m_uw‘um_m_m_m_m —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Isobutyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.557  34.17 ug/1 2012300 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
3 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 40
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 9
5 Isobutylamine 73 C4H11IN 000078-81-9 9
Abundance Scan 1474 (10.557 min): VNO74468.D\data.ms (-1467) (- m/z 43.00 100.00%
3.0
5000 1
73.0 T \
‘ ‘ 10.50
b 280 87010111162 1328 /7 56.00  28.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9157: Isobutyl acetate
43.0
5000 — A
10.50
730 m/z 72.95 18.06%
o 270 || 580 | 101.0116.0
H‘H\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9201: Acetic acid, butyl ester
43.0
A
10.50
5000 m/z 41.00 14.16%
27.0 | 77'0
O beeprrtberr e 280 doL0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9100: Pentanoic acid, 4-oxo- Pt
43.0 10.50
m/z 39.00 7.47%
5000
0 ! 27\\'\0 ILl 73\'0 101.0116.0
e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Propanoic acid, 2-methyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.816  35.65 ug/l 2099510  Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 45
3 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 40
4 2,3-Hexanedione 114 C6H1002 003848-24-6 40
5 Isopropyl butyrate 130 C7H1402 000638-11-9 38
Abundance Scan 1518 (10.816 min): VN074468.D\data.ms (-1510) (- | m/z 42.95 100.00%
43.0
5000
= e
‘ 89‘-0 ‘ 10.50 11.00
Obrrrprrrli b 4304 2079 2811 4, 71,00 33.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 P AL
10.50 11.00

m/z 41.00 24.54%

89.0
O \H‘\‘}\\“‘M‘H\"\H‘\’\{‘H‘\\\‘\]-‘2\?.\‘0\\\\‘\H\‘\H\’\H\‘\\H‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15557: Propanoic acid, 2-methyl-, propyl ester
43.0
— s

10.50 11.00
5000 m/z 89.00 12.66%
89.0
0 b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8580: 3-Pentanone, 2,4-dimethyl- — P
43.0 10.50 11.00
m/z 38.95 10.72%
5000
114.0
0,7'?,
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91522\

Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator JC\MD

Sample : N4578-04 :
Misc : 5.8mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@91522W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 3-Pentanone, 2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.998 13.81 ug/l 813009 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
,3-Hexanedione 114 C6H1002 003848-24-6 72
-Hexanone, 2-methyl- 114 C7H140 007379-12-6 53

000106-58-1 16
000627-48-5 9

iperazine, 1,4-dimethyl- 114 C6H14N2
yanic acid, ethyl ester 71 C3H5NO

Abundance Scan 1549 (10.998 min): VN074468.D\data.ms (-1543) (- | m/z 43.05 100.00%
3.0
5000
71.0
AR
‘ 114.0 11.00
Ol e 1769 2070, 7109 35.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8580: 3-Pentanone, 2,4-dimethyl-
43.0
5000 j\‘ [
71.0 11.00
m/z 41.00 23.11%
100l |
0 \\\“\}\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8120: 2,3-Hexanedione
43.0 ]\
‘ O
11.00
5000 ITI/Z 39.00 12.03%
71.0
‘ 114.0
O R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 ]\
Abundance #8509: 3-Hexanone, 2-methyl- ‘ e
43.0 11.00
m/z 114.00 8.33%
71.0
5000
M 114.0
0"W‘UHHm‘wwum‘H“_‘H“H‘_‘H“H‘_“W‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.033  54.29 ug/l 3197490 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38
3 Azetidine 57 C3H7N 000503-29-7 9
4 Isobutyl ether 130 C8H180 000628-55-7 9
5 Trimethylaluminum 72 C3H9Al 000075-24-1 9
Abundance Scan 1555 (11.033 min): VN074468.D\data.ms (-1551) (- | m/z 57.00 100.00%
57.0
5000 /\A
ST \
87.0 11.00
O b b 23482070 sz 75,00 40.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9259: Propanoic acid, propyl ester
57.0
29.0
5000 L
11.00
m/z 41.00 10.32%
87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15464: Propanoic acid, butyl ester
57.0 A
e
11.00
so00/ 220 m/z 42.00  9.12%
‘ ‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #218: Azetidine A~ ™~
28.0 11.00
m/z 87.00 8.76%
57.0
5000
0 M et
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91522\

Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator JC\MD

Sample : N4578-04 :
Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1
ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: 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 Acetic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.122  38.77 ug/1 2283200 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Isobutyl acetate 116 C6H1202 000110-19-0 38
3 Isobutylamine 73 C4H11IN 000078-81-9 9
4 Isopropyl pyruvate 130 C6H1003 1000431-41-9 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 1570 (11.122 min): VN074468.D\data.ms (-1563) (- | m/z 43.00 100.00%
43.0
- M
73.0 RN T
‘ ‘ ‘ ) 11.00 11.50
ol W} . 1150 1920 28L. n/; s56.10  36.47%
m/z--> 50 100 150 200 250
Abundance #9201: Acetic acid, butyl ester
43.0
5000 — —
11.00 11.50
73.0 m/z 73.00 17.08%
01\4‘.\0“\‘ ‘\““M\‘ \“\ T ‘1:!-5\-0\ L B B B B B B B
m/z--> 50 100 150 200 250
Abundance #9158: Isobutyl acetate
43.0
11.00 11.50
5000 ITI/Z 40.95 16.14%
73.0
T
m/z--> 50 100 150 200 250
Abundance #857: Isobutylamine
30.0 11.00 11.50
m/z 61.00 13.57%
5000
73.0
e o e e S . RIS
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VN@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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@ Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.433  98.65 ug/1 5809770  Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 59
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 53
Abundance Scan 1623 (11.433 min): VNO74468.D\data.ms (-1615) (- | m/z 42.95 100.00%
3.0
71.0
5000
‘ 1150
115.0 :
0 HwWUMWHuh,w‘uHM‘wwww_mz‘??‘-? m/z 71.00  72.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 T
11.50
m/z 40.95 31.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 fo\
—— =
11.50
5000 m/z 89.00 27.17%
71.0
o8 L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester e
43.0 11.50
m/z 39.00 15.40%
71.0
5000
0 18.0 ‘h ‘ 101.0 /M
L B I —— { i
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91522\
Data File : VNO@74468.D

Acqg On : 15 Sep 2022 17:58

Operator : JC\MD

Sample : N4578-04

Misc : 5.0mL/MSVOA_N/WATER CHERRY-HILL-COMP-1

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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|
Sulfur dioxide 2.193 56.9 wug/l 1656960 1 8.016 1456200 50.0
3-Pentanone 9.492 12.0 ug/l 518947 2  8.904 2156670 50.0
n-Propyl acetate 9.563 203.0 ug/l 8754800 2 8.904 2156670 50.0
Propanoic acid,... 10.181 36.4 wug/l 1570760 2  8.904 2156670 50.0
Isobutyl acetate 10.557 34.2 ug/l 2012300 3 11.686 2944610 50.0
Propanoic acid,... 10.816 35.6 wug/l 2099510 3 11.686 2944610 50.0
3-Pentanone, 2,... 10.998 13.8 ug/l 813009 3 11.686 2944610 50.0
Propanoic acid,... 11.033 54.3 ug/l 3197490 3 11.686 2944610 50.0
Acetic acid, bu... 11.122 38.8 wug/l 2283200 3 11.686 2944610 50.0
Isopropyl butyrate 11.433 98.7 wug/l 5809770 3 11.686 2944610 50.0
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