LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 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_ V\Method\SFAMVTRO90622WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27754.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 75 83 103 rBvV2 91382 110656 9.28% 1.862%
2 1.568 154 164 175 rBV 66795 81211 6.81% 1.366%
3 2.108 321 332 343 rBV 147956 216408 18.16% 3.641%
4 2.204 352 362 377 rVB 37338 58463 4.91% 0.984%
5 3.908 879 892 913 rBV2 57681 174456 14.64%  2.935%
6 4.346 1012 1028 1061 rVB 93562 234397 19.67% 3.943%
7 5.043 1229 1245 1269 rBV2 194353 497763 41.77%  8.374%
8 5.616 1407 1423 1456 rBV 161172 334939 28.10% 5.635%
9 6.066 1550 1563 1587 rBV 113461 241828 20.29% 4.068%
10 6.985 1835 1849 1869 rBV 45317 89079 7.47% 1.499%
11 7.313 1939 1951 1972 rBV 207942 374452 31.42% 6.300%
12 7.622 2036 2047 2067 rBV 26611 51946 4.36% 0.874%
13 8.091 2183 2193 2217 rBV 140587 371426 31.16% 6.249%
14  8.316 2252 2263 2277 rVB3 18429 34942 2.93% 0.588%
15 8.850 2418 2429 2455 rBV 248534 417207 35.01% 7.019%
16 9.146 2512 2521 2534 rBv2 10280 16546 1.39% 278%

17 10.213 2842 2853 2871 rBV 77336 128244 10.76%
18 10.538 2938 2954 2975 rBV 65347 106404  8.93%
19 10.718 3002 3010 3020 rVB2 15007 21218 1.78%
20 11.246 3164 3174 3195 rBV 237805 389333 32.67%
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21 11.529 3253 3262 3280 rBv2 31596 58696 4.92% ©.987%
22 11.622 3280 3291 3310 rVB 212590 336839 28.26% 5.667%
23 12.577 3572 3588 3610 rBV 541684 1191814 100.00% 20.051%
24 12.991 3705 3717 3734 rBV 127256 228837 19.20%  3.850%
25 15.905 4597 4623 4647 rBV 33440 176808 14.84% 2.975%

Sum of corrected areas: 5943912
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV027754.D\data.ms
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Abundance TIC: VV027754.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Dimethyl sulfide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.204 0.87 ug/L 58463 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 94
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 91
5 Dimethyl sulfide 62 C2H6S 000075-18-3 91
Abundance Scan 362 (2.204 min): VV027754.D\data.ms (-352) (-) m/z 61.95 100.00%
47.0 62.0
5000
e
40.9 1.80 2.00 2.20 2.40 2.60
Obrrprererrrers s prrer e e b e | M/Z 47.00 88.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #394: Dimethyl sulfide
47.0 62.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
35.0 1.80 2.00 2.20 2.40 2.60
270 | m/z 44.95 59.25%
15.0 ‘
O H‘HH‘H\}}HH‘HH‘HH‘HH‘HH‘H\M\ H‘HH‘\HH\ H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #391: Dimethyl sulfide
410 62.0
PR TR ey
1.80 2.00 2.20 2.40 2.60
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35.0
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0 H_‘H_:111”H_‘H_lu_ww‘l_ O e
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Abundance #390: Dimethyl sulfide A A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, 1-chloro-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.538 1.37 ug/L 106404 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 96
2 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 96
3 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 95
4 Benzene, 1l-chloro-3-methyl- 126 C7H7C1 000108-41-8 95
5 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 95
Abundance Scan 2954 (10.538 min): VV027754.D\data.ms (-2938) (- m/z 91.10 100.00%
91.1
5000 126.0
SN T
63.0 10.50
39.0 .
0 wHWWMm;um,‘l‘;hﬂ@ﬁm‘;1”&95‘:?”H‘Hmw m/z 126.00  37.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12915: Benzene, 1-chloro-4-methyl-
91.0
5000 N :
126.0 10.50
63.0 m/z 125.10  16.14%
39.0 ‘
O H‘H‘H‘HH‘H\}“H‘\\}‘\\H"M‘H‘\m\\‘Hi\‘1\\\“HH’HH‘H‘\‘!‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12921: Benzene, 1-chloro-4-methyl-
91.0
T T
10.50
m/z 128.00  12.12%
5000 126.0 /
39.0 63.0
olas0 T 770 || 1110 ||
R RAR A B e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12922: Benzene, 1-chloro-4-methyl- s ‘
91.0 10.50
m/z 89.10 12.02%
5000 126.0
39.0 63.0
0 H‘HH‘HH‘H\1“”‘\\}‘\\H"lmu‘\‘\‘\\‘HH‘i1\\\“HH’HH‘H‘\“\‘HH D
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_V\Data\VVv090622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 4 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.528 0.75 ug/L 58696 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3262 (11.529 min): VV027754.D\data.ms (-3253) (- | m/z 57.10 100.00%
57.1
5000 /\/\
70.0 83.1
0“_‘H‘H‘w“u‘u‘WMMJM‘Mpm‘qWH‘_‘H‘H‘W‘H‘_ m/z 41. 06 35.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 n N /\/\/\ . :
1150
90.0 70.0 83.0 m/z 43.00 30.16%
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
m/h A/\ il /\/\A
1150
5000 m/z 55.00 29.43%
43.0
29.0 70.0 830
ol 15.0 \‘\ L H\ \‘ 980 112.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0 1150
m/z 70.00 26.60%
5000 41.0
29.0 70.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 5 Benzene, 1,2-dichloro-3-met... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.577 15.31 ug/L 1191810 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
3 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 96
4 Benzene, 1-chloro-2-(chloromethyl)- 160 C7H6C12 000611-19-8 96
5 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 96
Abundance Scan 3588 (12.577 min): VV027754.D\data.ms (-3572) (- m/z 125.00 100.00%
125.0
5000 160.0
89.0 k
63.0 = -
44.0 H 12.50
| NSRRSERERESEREN A MM A AT T RN | SNBSS m/z 160.00  44.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 160.0 T ‘/\\
89.0 12.50
63.0 m/z 89.00 34.00%
NECT R
\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\\\\
miz--> 20 40 80 100 120 140 160
Abundance #36608: Benzene, 1,4-dichloro-2-methyl-
125.0 /\
b e
160.0 12.50
5000 m/z 127.10 30.93%
89.0
44.0 630
ob2mo o b Ao
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #36607: Benzene, 1,3-dichloro-5-methyl- — —5
125.0 12.50
m/z 162.00 27.87%
160.0
5000
630 890
44.0 ‘
MEVEJ o il N A D N\
m/z--> 20 40 60 80 100 120 140 160 12.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV@27754.D

Acqg On : 06 Sep 2022 20:29

Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA .M

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 Benzene, 1,2-dichloro-4-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.992 2.94 ug/L 228837 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
3 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
4 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
5 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 96
Abundance Scan 3717 (12.991 min): VV027754.D\data.ms (-3705) (- m/z 125.00 100.00%
125.0
5000 160.0
89.0
0 GTO 06.9 J 13.00
0 m_mm PR Y L O m/z 160.00  38.46%
miz--> 20 40 60 80 100 120 140 160
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 160.0 T
89.0 13.00 :
63.0 m/z 127.00  32.60%
44.0
o260 | | 1070
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0
——
5000 m/z 89.00 30.06%
44.0 H
0 Hwnnwhw‘ TR ) WH,‘?‘OW‘ S
m/iz--> 20 100 120 140 160
Abundance #36617: Benzene, 1,2-dichloro-4-methyl- —T—
125.0 13.00
m/z 162.00  24.94%
160.0
5000
63.0 89.0
s
0 m_-“‘u\‘w\‘m Aok BO7O L A
m/z--> 20 40 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N44e4-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 7 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.905 2.27 ug/L 176808 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 4623 (15.905 min): VV027754.D\data.ms (-4597) (- m/z 73.05 100.00%
73.0
43.0
5000 1290
213.2 256.3 —
‘ 171.3 ‘ ‘ 16.00
0! ‘W‘M‘J“‘L‘LH\”N‘M “M Ly m/z 60.00 77 .35%
miz-> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 L | .
213.0 1&00
‘ 171 0 m/Z 42.95 64 .40%
0 w@q A “““\ LT N R
m/z--> 50 100 50 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
AN n Y| .
16.00
5000 m/z 57.00 54.25%
129.0
213.
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M‘ ‘wH““\‘hh“‘ \M\ Ll sl ‘ “ “ “‘u\‘ T - ‘ “
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid e
43.0 73.0 16.00
m/z 55.00 50.72%
5000 256.0
129.0
213.0
0L— “‘ “‘\“H‘u H!‘ HH‘ MMH ‘\u‘\‘u‘\ ‘\ ‘ | “‘u R “ nmA ‘ﬁ I ——
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027754.D

Acqg On : 06 Sep 2022 20:29
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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|
Dimethyl sulfide 2.204 0.9 ug/L 58463 1 5.616 334939 5.0
Benzene, 1-chlo... 10.538 1.4 ug/L 106404 3 11.246 389333 5.0
1-Hexanol, 2-et... 11.528 0.8 ug/L 58696 3 11.246 389333 5.0
Benzene, 1,2-di... 12.577 15.3 ug/L 1191810 3 11.246 389333 5.0
Benzene, 1,2-di... 12.992 2.9 ug/L 228837 3 11.246 389333 5.0
n-Hexadecanoic ... 15.905 2.3 ug/L 176808 3 11.246 389333 5.0
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