LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 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\SFAMVTRO62322WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@26527.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.121 19 25 42 rVB 66526 67865 9.11% ©0.981%
2 1.227 52 58 62 rBv 16079 14813 1.99% 0.214%
3 1.317 77 86 97 rBvV2 188045 223678 30.03%  3.235%
4 1.426 115 120 129 rvB3 15320 18777 2.52% 0.272%
5 1.577 159 167 180 rBV 111267 140398 18.85% 2.030%
6 1.645 184 188 196 rVB2 10779 13016 1.75% 0.188%
7 1.777 223 229 236 rBV 20186 24048 3.23% 0.348%
8 1.815 237 241 250 rVB3 9209 11321 1.52% 0.164%
9 2.118 326 335 351 rVB 217344 319653 42.91% 4.623%
10 2.224 354 368 374 rBV2 7531 18508 2.48% 0.268%
11  2.519 452 460 473 rVB3 6315 11062 1.49% 0.160%
12 3.931 882 899 942 rBV3 39695 201517 27.05% 2.914%
13 4.359 1015 1032 1062 rBvV 127109 313388 42.07% 4.532%
14 5.053 1233 1248 1284 rBV2 290466 744871 100.00% 10.773%
15 5.622 1413 1425 1460 rBV 238757 489612 65.73% 7.081%
16 6.076 1552 1566 1590 rBV 157417 323963 43.49%  4.685%
17 6.992 1841 1851 1867 rBV 57555 106894 14.35%  1.546%
18 7.317 1939 1952 1967 rBV 337459 591439 79.40%  8.554%
19 7.394 1967 1976 1997 rVB 62167 122107 16.39% 1.766%
20 7.629 2038 2049 2071 rBV2 30545 57831 7.76% ©0.836%
21 8.095 2183 2194 2231 rBV 221837 473123 63.52% 6.843%
22 8.854 2419 2430 2454 rBV 352518 589315 79.12% 8.523%
23 9.021 2473 2482 2490 rBv2 5741 9541 1.28% 0.138%
24 9.143 2507 2520 2538 rBvV2 18903 31987 4.29% 0.463%
25 9.548 2637 2646 2657 rBV 11469 18619 2.50% 0.269%
26 9.712 2689 2697 2708 rBv2 9261 16641 2.23% 0.241%
27 10.217 2842 2854 2871 rBV 106865 169106 22.70%  2.446%
28 10.384 2889 2906 2915 rVB3 8815 15193 2.04% 0.220%
29 10.452 2919 2927 2940 rBV2 6547 12267 1.65% 0.177%
30 10.915 3061 3071 3087 rBV 17909 27996 3.76%  0.405%
31 11.024 3096 3105 3106 rBvV3 7713 8324 1.12% 120%
32 11.249 3163 3175 3193 rBV 336491 523482 70.28% 571%
33 11.336 3196 3202 3211 rVB2 8885 12346 1.66%

34 11.529 3251 3262 3281 rBV 219934 417461 56.04%
35 11.622 3281 3291 3312 rVB 327432 528592 70.96%
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36 12.233 3472 3481 3495 rBV3 34921 56071 7.53% 0.811%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 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\SFAMVTRO62322WMA .M
Title : TRACE VOA SFAM1.0
37 12.468 3545 3554 3565 rVB2 4690 8012 1.08% 0.116%
38 12.882 3671 3683 3692 rBv4 7195 10338 1.39% 0.150%
39 13.320 3808 3819 3837 rBV 83267 132506 17.79% 1.916%
40 13.506 3868 3877 3892 rBV 9396 16070 2.16% 0.232%
41 16.178 4700 4708 4716 rBV4 16152 22708 3.05% 0.328%
Sum of corrected areas: 6914459
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV026527.D\data.ms

400000
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100000 121

2 3.931
1284261640805 [} 504 5510

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.20 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
Abundance TIC: VV026527.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.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 (DEL) Alkane: Cyclic1.121 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.121 0.69 ug/L 67865 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane 42 C3H6 000075-19-4 40
2 Propene 42 C3H6 000115-07-1 10
3 Cyclopropane 42 C3H6 000075-19-4 7
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 4
5 Methylenecyclopropane 54 C4He 006142-73-0 2

Abundance  Scan 25 (1.121 min): VV026527.D\data.ms (-19) (-) m/z 41.05 100.00%

41.0
5000
A e R
H 615 600 1.101.201.301.401.50
0‘HHHWHH_HW‘HWHHMHWHHMHWJ"‘WHHMGWHH@HWHH m/z 39.00 87.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #63: Cyclopropane
42.0
5000 AR AR R
27.0 1.101.201.301.401.50
m/z 42.10 58.99%
14.0
OH\H\H‘z\;(\)\‘\H\‘Hi“H\HHH‘!\}\‘HH‘\H\‘ }\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
e T
1.101.201.301.401.50
m/z 43.10  49.89%
5000 27.0
15.0
0mw]‘"hou“m“Hl}mumw!m‘m“!u‘ T IR TTRTR R IRTRR Iy
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64:Cydopropigi) RRERE T SRR
. 1.101.201.301.401.50
m/z 44.05 44.62%
5000 27.0
14.0
0HHHH‘HH‘\H\‘\HH\\H‘H\\i!\}\‘HHHH\‘ b R R RASMERRTEE
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.529 3.99 ug/L 417461  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 3262 (11.529 min): VV026527.D\data.ms (-3251) (- | m/z 57.10 100.00%
57.1
5000
41.1
70.1 83.1
L
0‘w‘H‘_‘H‘H‘hh‘wﬂm‘_HWN‘HMW‘WH‘W‘H‘MNN‘HH m/z 41. 19 36.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 T
41.0 11.50
27 70.0 83.0 m/z 55.10 32.37%
ST A 2
0H‘\H\‘\HH‘\H\“\‘H\‘\‘H\‘H\\“‘\H\‘\1\\‘H\\‘HH‘}\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
T
1150
5000 m/z 43.10 30.33%
70.0 83.0
M‘\ \“\ \“ 98\.0 11?'0
0H‘\H\‘\H\‘\H\‘\H\‘\H\‘H\HM\\‘H\\‘H\‘\‘HH‘HH“\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl- N‘AT
57.0 1150
m/z 70.10 27.20%
5000
43.0
29.0 70.0 830
980
ol 150 || L) 1120
H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 2-Nonanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.233 0.54 ug/L 56071 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanone 142 C9H180 000821-55-6 91
2 2-Nonanone 142 C9H180 000821-55-6 90
3 2-Nonanone 142 C9H180 000821-55-6 78
4 2-Tridecanone 198 C13H260 000593-08-8 64
5 2-Dodecanone 184 C12H240 006175-49-1 64
Abundance Scan 3481 (12.233 min): VV026527.D\data.ms (-3472) (- m/z 58.10 100.00%
58.1
5000 A
142.1 ) 1200 12'50
o,,,267" m/z .00  80.10%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22965: 2-Nonanone
43.0
5000 e P
12.00 12.50
71.0 m/z 71.10 30.40%
0150H ‘\‘ ‘ \\\990 \14‘20
H\‘HH’H\\‘HH‘HH‘HH‘HH‘HH’HH’H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22979: 2-Nonanone
58.0
/\ﬂ‘ A‘A/\‘ A ‘!\‘
12.00 12.50
5000 m/z 59.10 23.80%
29.0
ool il o w0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22980: 2-Nonanone T —
58.0 12.00 12.50
m/z 57.05 21.55%
5000
29.0 ‘ 142.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.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 2-Decanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.320 1.27 ug/L 132506 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decanone 156 C10H200 000693-54-9 97
2 2-Decanone 156 C10H200 000693-54-9 97
3 2-Decanone 156 C10H200 000693-54-9 93
4 2-Decanone 156 C10H200 000693-54-9 91
5 2-Undecanone 170 C11H220 000112-12-9 78
Abundance Scan 3819 (13.320 min): VV026527.D\data.ms (-3808) (- m/z 58.10 100.00%
58.1
5000 j\
410 m 3. 00 3 0
96.1 156.2 1 13.5
79 113.1
om_mh‘uw_‘muﬁjhu”‘Hm_‘l‘e"’?‘lm‘_ m/z 43.00  79.60%
m/z--> 20 60 80 100 120 140 160
Abundance #32844: 2-Decanone
58.0
5000
13. 00 13 50
m/z 71.10 34.85%
41/0
0l 150 1 810 9. 1270 1560
\\\‘\\\\‘\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #32835: 2-Decanone
58.0
13. 00 13 50
5000 m/z 59.10 26.85%
1.0
0 \‘ m A 80 1130 13801560
H“““““‘“““““‘H“““““‘_
m/z--> 20 60 80 100 120 140 160
Abundance #32843: 2-Decanone — I
58.0 13.00 13.50
m/z 40.95 18.84%
5000
41,0
0 15.0 H “ m Ll 8\\5\0 L 1130 L 156.0 A0y A o\
L A e B A IS B e e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062322\
Data File : VV026527.D

Acqg On : 23 Jun 2022 20:19
Operator : SY/MD

Sample : N3400-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.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|
(DEL) Alkane: C... 1.121 0.7 ug/L 67865 1 5.622 489612 5.0
1-Hexanol, 2-et... 11.529 4.0 ug/L 417461 3 11.249 523482 5.0
2-Nonanone 12.233 0.5 ug/L 56071 3 11.249 523482 5.0
2-Decanone 13.320 1.3 ug/L 132506 3 11.249 523482 5.0
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