LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091622\
Data File : VV027882.D

Acqg On : 16 Sep 2022 15:15
Operator : SY/MD

Sample : N4652-01DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  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@27882.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 76 83 105 rBvV2 133452 161972 10.66%  1.980%
2 1.584 157 169 181 rBV2 165212 282073 18.57% 3.448%
3 2.108 322 332 350 rVB 188659 277060 18.24%  3.387%
4 2.506 446 456 471 rBV 45794 76252 5.02% ©.932%
5 3.188 653 668 697 rBV 187898 397770 26.18% 4.863%
6 3.908 873 892 930 rBv4 177016 540002 35.54% 6.602%
7 4.346 1009 1028 1051 rBvV2 115023 289981 19.09%  3.545%
8 4.606 1089 1109 1130 rBV 140909 352273 23.19% 4.307%
9 5.043 1229 1245 1275 rBV2 249985 630897 41.53% 7.713%
10 5.616 1410 1423 1448 rBV 153760 317309 20.89% 3.879%
11 6.066 1550 1563 1592 rBV 136345 286347 18.85%  3.501%
12 6.985 1837 1849 1867 rBV2 63272 120226 7.91% 1.470%
13 7.313 1937 1951 1966 rBV 293312 518313 34.12% 6.337%
14 7.390 1966 1975 1989 rVB 44241 81896 5.39% 1.001%
15 7.622 2038 2047 2074 rBV 39093 78024 5.14%  0.954%
16 7.976 2149 2157 2169 rVB4 15438 26723 1.76% 0.327%
17 8.088 2182 2192 2229 rBV 224557 473059 31.14% 5.783%
18 8.850 2418 2429 2449 rBV 244777 404420 26.62%  4.944%
19 9.014 2471 2480 2492 rBV2 10317 16562 1.09% 0.202%
20 9.140 2509 2519 2535 rBv2 18087 33977 2.24% 0.415%
21  9.545 2632 2645 2661 rBV2 13184 26572 1.75% 0.325%
22 10.214 2842 2853 2872 rBV2 91119 145662 9.59% 1.781%
23 10.381 2889 2905 2917 rVB4 6935 15860 1.04% 0.194%
24 10.914 3061 3071 3086 rBvV2 25047 40888 2.69% ©0.500%
25 11.246 3164 3174 3187 rBV 247735 392450 25.83% 4.798%

26 11.336 3195 3202 3212 rVB2 13827 22117  1.46%
27 11.525 3249 3261 3281 rBV 953139 1519224 100.00% 1
28 11.622 3281 3291 3308 rVB 323037 532414 35.05%
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29 12.255 3477 3488 3501 rBVS8 10457 19868 1.31% 243%

30 12.680 3611 3620 3623 rBV8 13432 20198 1.33% 247%

31 12.715 3623 3631 3641 rVVv3 28077 61766 4.07% 0.755%

32 12.763 3642 3646 3658 rvww7 9726 17434 1.15% 0.213%
Sum of corrected areas: 8179589
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91622\

: VW027882.D

: 16 Sep 2022 15:15

: SY/MD

: N4652-01DL 40X

: 25.0mL/MSVOA_V/WATER
. 13

Sample Multiplier: 1

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

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

Abundance TIC: VV027882.D\data.ms
800000
600000
400000
5.043
200000 1.584 2.108 3.188 3.908
5.616
1.307 4.346 4.606 6.066
I Ll
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\m‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance TIC: VV027882.D\data.ms
11.525
800000
600000
400000
11.622
7.313
8.088 8.850 11.246
200000
6.985 3907622 10.214
0 . 7.97 9.094140  9.545 A}o381 10.914 .336
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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: VV027882.D\data.ms
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200000
12.255  1b4afP83
T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091622\
Data File : VV027882.D

Acqg On : 16 Sep 2022 15:15
Operator : SY/MD

Sample : N4652-01DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  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 2 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.525 19.36 ug/L 1519220 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 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
Abundance Scan 3261 (11.525 min): VV027882.D\data.ms (-3249) (- m/z 57.10 100.00%
57.1
5000 J
30 ] T
98.1 11.50
112.1
o,1280 m/z 41.85 36.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 — :
11.50
83.0 m/z 55.10  30.64%
: \ IR
H‘\H\‘HH‘HH‘H\\‘\\H‘HH‘\H\‘\H\‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
T T
11.50
m/z 43.10  28.85%
5000 41.0 /
27.0 83.0
. 98.0 112.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl- — I
57.0 11.50
m/z 70.05 26.60%
5000
41.0
83.0
A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091622\
Data File : VV027882.D

Acqg On : 16 Sep 2022 15:15
Operator : SY/MD

Sample : N4652-01DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.715 0.79 ug/L 61766 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 80
2 2-Decene, 4-methyl-, (Z)- 154 C11H22 074630-30-1 59
3 2-Methyl-2-octene 126 CO9H18 016993-86-5 53
4 5-Nonanol, pentafluoropropionate 290 C12H19F502 1000463-47-9 45
5 5-Nonanol, trifluoroacetate 240 C11H19F302 1000463-48-1 42
Abundance Scan 3631 (12.715 min): VV027882.D\data.ms (-3623) (- m/z 69.10 100.00%
69.1
5000 410
‘ ‘ 871 12:50 13.00
117.2 . :
Y S | Y1 OO ‘m e m/Z 70.10 39.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13231: 1-Hexene, 3,3,5-trimethyl-
69.0
5000 oy, oy //M
12.50 13.00
m/z 56.10 38.37%
0240 I | 850 11101270
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
69.0
41.0 12.50 13.00
5000 m/z 41.00 35.42%
L e B e E RS
m/z--> 20 40 60 80 100 120 140 160
Abundance #13182: 2-Methyl-2-octene —— —
69.0 12.50 13.00
41.0 m/z 43.00 25.57%
5000
126.0
o il o | W M
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091622\
Data File : VV027882.D

Acqg On : 16 Sep 2022 15:15
Operator : SY/MD

Sample : N4652-01DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  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|
1-Hexanol, 2-et... 11.525 19.4 ug/L 1519220 3 11.246 392450 5.0
(DEL) Alkane: S... 12.715 0.8 ug/L 61766 3 11.246 392450 5.0
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