LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ U\Method\SFAMUTRO91624WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@60912.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.660 408 426 489 rBV 1452224 7218565 24.17% 13.207%
2 2.952 507 517 568 rVB 309160 1010047 3.38% 1.848%
3  4.714 1026 1065 1144 rBV 8220819 29870266 100.00% 54.650%
4 5.062 1147 1173 1209 rBV4 593307 4606244 15.42%  8.427%
5 5.718 1358 1377 1392 rBV3 171749 440542  1.47%  0.806%
6 6.242 1530 1540 1573 rVB 175440 357854 1.20% 0.655%
7 6.386 1574 1585 1618 rVB 178329 370684 1.24% 0.678%
8 6.534 1618 1631 1643 rBV 156401 305589 1.02% 0.559%
9 6.763 1689 1702 1746 rVB 2007902 4460350 14.93% 8.161%
10 7.174 1802 1830 1872 rBV2 1239763 2962204 9.92% 5.420%
11  7.673 1972 1985 2019 rBV 173679 487843 1.63% 0.893%
12 7.891 2041 2053 2068 rVB 218506 395795 1.33% 0.724%
13 8.627 2273 2282 2309 rVB 194428 385869 1.29% 0.706%
14  9.412 2514 2526 2551 rVB 248764 420603 1.41% 0.770%
15 10.451 2838 2849 2871 rBV 206301 319520 1.07% 0.585%
16 11.361 3118 3132 3152 rBV2 161747 330198 1.11% 0.604%
17 11.804 3259 3270 3292 rVB 239794 394336 1.32% 0.721%

18 12.187 3375 3389 3410 rVB 191503 321078 1.07% ©.587%

Sum of corrected areas: 54657587
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU060912.D\data.ms
8000000 4.714

7000000
6000000
5000000
4000000
3000000

2000000
2.660

1000000
5.062
2.952 5.718 6.242385534

0\\‘\\W\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.40 1.60 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 6.60

Abundance TIC: VU060912.D\data.ms
8000000

7000000
6000000
5000000
4000000

3000000
2000000763
7.174
1000000
7.6737.891 8.627 9.412 10.451 11
0! T T P N — " 4
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU060912.D\data.ms
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61 11.804 121
. AN

7000000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Methyl isobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.386 5.18 ug/L 370684 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl isobutyrate 102 C5H1002 000547-63-7 91
2 Methyl isobutyrate 102 C5H1002 000547-63-7 90
3 Methyl isobutyrate 102 C5H1002 000547-63-7 72
4 Methyl isobutyrate 102 C5H1002 000547-63-7 64
5 Butyric acid hydrazide 102 C4H1eN20 003538-65-6 35
Abundance Scan 1585 (6.386 min): VU060912.D\data.ms (-1574) (-) m/z 42.95 100.00%
43.0
71.0
5000 58.9 86.9
Rmade e RARAREY
‘ ‘ 102.0 6.00 6.20 6.40 6.60 6.80
Ol et e e e Mz 71,000 61.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate
43.0
5000 [T [T T T T[T T T
27.0 6.00 6.20 6.40 6.60 6.80
59.0 71.0 9
87.0 m/z 40.95 40.34%
. .] | topo
0H‘HH‘\HM‘\‘H”\}‘H‘H‘H“\H\‘\}H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate
43.0
R RAREL
6.00 6.20 6.40 6.60 6.80
5000 m/z 86.90 39.03%
59.0 10
27.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate R R R
43.0 6.00 6.20 6.40 6.60 6.80
m/z 58.85 37.44%
5000 71.0
59.0 87.0
ol I A O M
0 H"m;‘H‘1_“le‘W‘JH‘M‘H‘;M“H“_“W“‘W‘ RENERRRREEEESE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2-Pentanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.763  62.32 ug/L 4460350 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 90
2 2-Pentanone 86 C5H100 000107-87-9 90
3 2-Pentanone 86 C5H100 000107-87-9 87
4 2-Pentanone 86 C5H100 000107-87-9 72
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 45

Abundance Scan 1702 (6.763 min): VU060912.D\data.ms (-1689) (-) m/z 42.90 100.00%
42.9
5000 ]\
86.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
580 710 6.40 6.60 6.80 7.00
Obr et e b e e m/z 86.00  25.04%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0
5000 L L L L L L BB B B I
6.40 6.60 6.80 7.00
86.0 m/z 71.00 11.72%
15.0 27.0 58.0 71.0
O \\‘\\‘;\‘\\\‘\“\\\\“M{\\‘\\\!‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone
43.0
6.40 6.60 6.80 7.00
5000 ITI/Z 40.90 11.44%
86.0
58.0 71.0
o 380 FT0 L T L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone R RN RN R R
43.0 6.40 6.60 6.80 7.00
m/z 58.00 9.69%
5000
86.0
27.0 58.0 710
0“‘H"_‘JW"lem“u‘W“u“u“u“_“
m/z--> 10 20 30 40 50 60 70 80 90 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Butanoic acid, methyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.174  41.39 ug/L 2962200 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 90
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 90
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 64
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 27
Abundance Scan 1830 (7.174 min): VU060912.D\data.ms (-1802) (-) m/z 73.90 100.00%
73.9
43.0
5000
58.9 86.9
RN e A RmaE
‘ ‘ ‘ 102.0 6.80 7.00 7.20 7.40
b e e T m/z 42.95 83.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0
5000 RN RN RN R
27.0 6.80 7.00 7.20 7.40
15.0 59.0 87.0 m/z 71.00  76.27%
‘ \\‘\ MH ‘ ‘ N 102.0
O\\\‘\\\\‘\\\f[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4842: Butanoic acid, methyl ester
43.0
74.0
6.80 7.00 7.20 7.40
5000 m/z 40.90 31.07%
27.0
15.0 59.0 87.0
; 1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4849: Butanoic acid, methyl ester R EaammmasnEee
43.0 6.80 7.00 7.20 7.40
m/z 58.90  29.94%
74.0
5000 270
15.0
590 87.0
o"w‘mc_‘HWH‘JNMH‘HM«‘H‘HuH“H‘_‘}?%QW‘ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45

Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
: TRACE VOA SFAM1.0

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 4 Disulfide, dimethyl Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.673 6.82 ug/L 487843  1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 96
2 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94
3 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94
4 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91

Abundance Scan 1985 (7.673 min): VU060912.D\data.ms (-1972) (-) m/z 93.90 100.00%

93.9
5000 88
44.9

| 60.9 7.40 7.60 7.80 8.00
el b A mjz 78.85  50.53%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2845: Disulfide, dimethyl
94.0
79.0

5000 45.0 “‘,
7.40 7.60 7.80 8.00

m/z 44.90 35.11%

61 0
15.0 320 M |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\
mi/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2848: Disulfide, dimethyl
45.0 94.0

o

o

79.0 S BARRARRRE
7.40 7.60 7.80 8.00
5000 m/z 45.90 20.32%
61.0
20
oS N X N NS [ S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2849: Disulfide, dimethyl AN REE s RE
94.0 7.40 7.60 7.80 8.00

m/z 46.90 17.14%

45.0 79.0
5000
150 61.0
1.0 32 0 ‘ ‘ ‘ ‘
0 L 1l 1 L

m/z--> 0 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: VUe60912.D

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe91924\

: 19 Sep 2024 20:45

: MD/SY
. P3987-18

: 25.0mL/MSVOA_U/WATER
: 28  Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
: TRACE VOA SFAM1.0

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 Hexanoic acid,

methyl ester

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.451 3.80 ug/L 319520 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 92
2 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 90
3 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 90
4 Methyl valerate 116 C6H1202 000624-24-8 59
5 Heptanoic acid, methyl ester 144 C8H1602 000106-73-0 53

Abundance Scan 2849 (10.451 min): VU060912.D\data.ms (-2838) (- | m/z 73.90 100.00%
73.9
5000 42.9 K
58.9 99.0
\M H ‘11301280 1050
o) RSERSESSSENER | S A8 A e A 42.90  37.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15458: Hexanoic acid, methyl ester
74.0
5000
"0 500 99.0 1050
° : m/z 86.99  33.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15469: Hexanoic acid, methyl ester
74.0
1050
5000 43.0 m/z 58.90 23.74%
270 59.0 99.0
ool WL L 1103300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15468: Hexanoic acid, methyl ester
74.0 10 50
m/z 99.00 21.40%
5000 43.0
59.0 99.0
SR O T A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Dimethyl trisulfide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.361 4.19 ug/L 330198 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl trisulfide 126 C2H6S3 003658-80-8 89
2 Dimethyl trisulfide 126 C2H6S3 003658-80-8 64
3 Dimethyl trisulfide 126 C2H6S3 003658-80-8 50
4 Dimethyl trisulfide 126 C2H6S3 003658-80-8 38
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 35
Abundance Scan 3132 (11.361 min): VU060912. D\datams(3118)( m/z 71.00 100.00%
71.0 25.8
88.9
5000 56.0
40,
— ——
M “ 11‘0'9 | 11.00 11.50
Obrrererprreereeetlhe M L nz 125,80 97.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12503: Dimethyl trisulfide
126.0
5000 — —
450 79.0 11.00 11.50
" 640 111.0 m/z 88.90  54.05%
OH‘\H\‘\\H‘HH‘HH\‘\\H“\!H‘\H\l‘\\\\‘\99\0‘\\\\"\\\\‘\\‘!‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12500: Dimethy! trisulfide
126.0
— LA
45.0 11.00 11.50
5000 79.0 m/z 78.90  50.13%
150 640 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12501: Dimethy! trisulfide — P
126.0 11.00 11.50
m/z 56.00 40.71%
45.0 79.0
5000
0
111.0
0940, S |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91924\
Data File : VU@60912.D

Acqg On : 19 Sep 2024 20:45
Operator : MD/SY

Sample : P3987-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91624WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methyl isobutyrate 6.386 5.2 ug/L 370684 1 6.242 357854 5.0
2-Pentanone 6.763 62.3 ug/L 4460350 1 6.242 357854 5.0
Butanoic acid, 7.174 41.4 ug/L 2962200 1 6.242 357854 5.0
Disulfide, dime... 7.673 6.8 ug/L 487843 1 6.242 357854 5.0
Hexanoic acid, 10.451 3.8 ug/L 319520 2 9.412 420603 5.0
Dimethyl trisul... 11.361 4.2 ug/L 330198 3 11.804 394336 5.0
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