LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31423\
Data File : VV030193.D

Acqg On : 14 Mar 2023 14:23
Operator : SY/MD

Sample : 01884-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 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\SFAMVTRO22323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@30193.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.114 18 23 42 rVB 65489 84791 4.26% 1.161%
2 1.195 42 48 63 rvv 128390 123879 6.22% 1.697%
3 1.282 67 75 86 rvB 92887 107726 5.41% 1.476%
4 1.539 148 155 170 rVB 75460 89482  4.49%  1.226%
5 1.915 262 272 292 rVB 216687 304845 15.31% 4.175%
6 2.066 309 319 333 rBV 148259 214755 10.79% 2.942%
7 3.828 852 867 915 rBV3 42518 169510 8.51% 2.322%
8 4.262 985 1002 1027 rBV 87415 231771 11.64% 3.175%
9 4.973 1206 1223 1249 rBV2 196109 506630 25.45% 6.939%
10 5.545 1387 1401 1424 rBV 200055 413829 20.79% 5.668%
11 6.002 1526 1543 1558 rBV 114644 238567 11.98%  3.268%
12 6.924 1819 1830 1848 rBV2 49836 94146 4.73% 1.290%
13 7.252 1918 1932 1951 rBV 239232 422715 21.23% 5.790%
14 7.564 2017 2029 2055 rBV2 30000 55764 2.80% 0.764%
15 8.037 2165 2176 2195 rBV 188484 340936 17.12% 4.670%
16 8.821 2400 2420 2459 rBV2 911051 1990946 100.00% 27.270%
17 9.079 2484 2500 2517 rVB9 10369 23923 1.20% 0.328%
18 10.162 2826 2837 2855 rVB 87462 142030 7.13%  1.945%
19 10.339 2882 2892 2901 rBV4 16400 26803 1.35% 0.367%
20 10.812 3030 3039 3048 rBV2 19163 28818 1.45% 0.395%
21 11.001 3090 3098 3105 rBV 23476 31681 1.59% 0.434%
22 11.194 3147 3158 3182 rVB2 372813 802986 40.33% 10.999%
23 11.493 3231 3251 3262 rBV3 44694 96724 4.86% 1.325%
24 11.571 3263 3275 3294 rVB 278707 482966 24.26% 6.615%
25 11.693 3304 3313 3329 rBv4 27087 52089 2.62% 0.713%
26 12.246 3477 3485 3498 rVB2 30667 46939 2.36% 0.643%
27 12.361 3516 3521 3530 rVB2 18641 26964 1.35% 0.369%
28 12.615 3586 3600 3612 rBvV1ie 33990 77051 3.87% 1.055%
29 13.281 3793 3807 3816 rVB5 10269 24565 1.23% 0.336%
30 13.657 3903 3924 3934 rBV5 7887 22006 1.11% 0.301%
31 16.262 4725 4734 4743 rVB2 17430 24967 1.25% 0.342%

Sum of corrected areas: 7300804
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31423\

: VVe30193.D

: 14 Mar 2023 14:23

: SY/MD

: 01884-06

: 25.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV030193.D\data.ms
800000
600000
400000
1.915 4973 5.545
200000
1.195 2.066
282 6.002
11 1.539 4.262
\A‘J\ 3.828
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 5.80 600 6.20 6.40
Abundance TIC: VV030193.D\data.ms
8.821
800000
600000
400000 11.194
11.571
7.252
200000 8.037
6.924 10.162
- 7.564 .001 11.498) 693
9079 10.339 10.814
ol A — e e ‘ ——— I A R
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: VV030193.D\data.ms
800000
600000
400000
200000
. 12.28%6112.615 13.281 13,657 16262
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 ‘ 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\VVv031423\
Data File : VV@30193.D

Acqg On : 14 Mar 2023 14:23
Operator : SY/MD

Sample : 01884-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 Difluorochloromethane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.114 1.02 ug/L 84791 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Difluorochloromethane 86 CHC1F2 000075-45-6 91
2 Difluorochloromethane 86 CHC1F2 000075-45-6 91
3 2-p-Nitrobenzoyl-1,3,5-tribenzyl... 569 C33H31NO8 1000129-85-6 9
4 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 7
5 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 5

Abundance  Scan 23 (1.114 min): VV030193.D\data.ms (-18) (-) m/z 51.00 100.00%

51.0
5000
67.0 RARRNREREREEEEARESEENE
37.0 850 1.101.201.301.401.50
0 ‘H“"w“"_“T‘H‘u}‘u““mH“‘W‘ui‘_“ m/z 67.00 19.49%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2063: Difluorochloromethane
51.0
5000 IERAEA RN R R
1.101.201.301.401.50
m/z 69.00 6.39%
31.0 67.0
0 .1, 43.0 L 8570
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2062: Difluorochloromethane
51.0
A
1.101.201.301.401.50
5000 m/z 50.00 5.65%
31.0 67.0
0 13 0 “ | N 85.0
‘H“H“H"_“w“u“u“u“_“w“u“u
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #345102: 2-p-Nitrobenzoyl-1,3,5-tribenzyl-.alpha.-d-ribos
51.0 1.101.201.301.401.50
m/z 66.00 2.51%
5000
43HO ‘ 69.0
0 m‘uH‘mWmMm““H“‘09‘1““””‘””“” bbb
m/z--> 10 20 30 40 50 70 80 90 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031423\
Data File : VV@30193.D

Acqg On : 14 Mar 2023 14:23
Operator : SY/MD

Sample : 01884-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.195 1.50 ug/L 123879 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 78
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 72
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 50
Abundance  Scan 48 (1.195 min): VV030193.D\data.ms (-42) (-) m/z 43.05 100.00%
43.0
5000 K
120 140 160
36. 50.1 571 -
O e e e e R e e m/z 41.10 47.30%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000 LN L A B L B B
270 120 140 1.60
' m/z 42.10 34.20%
0 1?O ‘y\ 35d‘ _50.057.0
H\HH\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
e
120 1.40 160
5000 m/z 39.10 18.63%
27.0
0 1.0 19.0 ‘\ _50.057.0
T e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #270: Isobutane Aw‘ B e
43.0 120 140 1.60
m/z 57.10 4.78%
5000
27.0
0 15.0 \ 360 |, 510580 B A
T e e e e e T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031423\
Data File : VV@30193.D

Acqg On : 14 Mar 2023 14:23
Operator : SY/MD

Sample : 01884-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 Ethyl ether Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.915 3.68 ug/L 304845 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H1e0 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 83

4 Ethyl ether 74 C4H1e0 000060-29-7 83
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 56

Abundance Scan 272 (1.915 min): VV030193.D\data.ms (-262) (-) m/z 59.10 100.00%

59.1
74.1
45.0
5000

1.60 1.80 2.00 2.20

Obr el e 9L h 7410 78.48%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #972: Ethyl ether
31.0
59.0
74.0
5000 45.0 ARG AR RARRE RARRA

1.60 1.80 2.00 2.20
m/z 45.05 68.10%

15.0
O\\\‘\\‘\\‘\\1\’\\\\“\‘\\\‘\\\\‘\\\\‘\‘\‘\\’\\\\‘\\\\
miz--> 10 20 30 50 60 70 80 90

Abundance #973. Ethyl ether
31.0

59.0 1.60 1.80 2.00 2.20
5000 45.0 74.0 m/z 43.00  18.84%
15\.0 \‘ “ ‘
Ot e e e
miz—-> 10 20 30 40 50 60 70 80 90
Abundance #970: Ethyl ether R e A
31.0 1.60 1.80 2.00 2.20

m/z 41.05 11.76%

5000 59.0
45.0 74.0
0 \ “\ | ‘

m/z--> 10 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031423\
Data File : VV@30193.D

Acqg On : 14 Mar 2023 14:23
Operator : SY/MD

Sample : 01884-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.493 0.60 ug/L 96724  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 52
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 3251 (11.493 min): VV030193.D\data.ms (-3231) (- m/z 57.10 100.00%
57.1
5000 21.0
83.1 119.1 |
“ ‘ 98.1‘ ‘134-1 1150
o‘wH_Ww‘\mwnmuMMwm“uuwm‘ww‘w m/z 41.85 37.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 sae
11.50
83.0 m/z 55.05 31.55%
L
O\\\‘\\H‘\HH“HH‘!H\“H\‘H\w‘H\\‘\!\\‘H\l‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
T
11.50
5000 ITI/Z 43.10 28.60%
41.0
Ll
b Ll L aseo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 %NWMVN/LM
Abundance #15691: 1-Hexanol, 2-ethyl- g f”f”?“
57.0 11.50
m/z 119.10 28.19%
5000 41.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31423\
Data File : VV030193.D

Acqg On : 14 Mar 2023 14:23
Operator : SY/MD

Sample : 01884-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.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|
Difluorochlorom... 1.114 1.0 ug/L 84791 1 5.545 413829 5.0
(DEL) Alkane: S... 1.195 1.5 ug/L 123879 1 5.545 413829 5.0
Ethyl ether 1.915 3.7 ug/L 304845 1 5.545 413829 5.0
1-Hexanol, 2-et... 11.493 0.6 ug/L 96724 3 11.194 802986 5.0
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