LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52 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\SFAMVTR121323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVve@33317.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.079 7 12 28 rVB 124784 125359 32.40% 3.130%
2 1.182 38 44 60 rvv 68492 60518 15.64% 1.511%
3 1.269 64 71 91 rVB 127861 135116 34.92% 3.374%
4 1.378 98 105 112 rVB 12433 13373  3.46% 0.334%
5 1.523 142 150 159 rBV 50036 57961 14.98% 1.447%
6 1.587 162 170 178 rBvV2 30102 37221 9.62% 0.929%
7 1.754 214 222 230 rBV2 19376 24762 6.40% 0.618%
8 2.050 301 314 328 rBV 106374 160382 41.45% 4.004%
9 2.227 361 369 377 rBVS 3083 5804 1.50% 0.145%
10 2.458 427 441 448 rBV7 5718 12678 3.28% 0.317%
11 2.497 449 453 467 rVB1leo 4051 7176 1.85% 0.179%
12 2.677 501 509 518 rBvS 4408 7252 1.87% 0.181%
13 2.944 582 592 6606 rVB8 5764 12544 3.24% 0.313%
14 3.645 796 810 824 rBVS 7150 19648 5.08% 0.491%
15 3.802 846 859 863 rBv8 4746 9014  2.33% 0.225%
16 3.876 866 882 900 rVvV2 12518 47390 12.25% 1.183%
17 4.240 976 995 1017 rBV 73751 195053 50.41% 4.870%
18 4.555 1079 1093 1102 rBV9 7551 18604 4.81% 0.464%
19 4.944 1197 1214 1228 rBV3 169571 386897 100.00% 9.660%
20 5.127 1261 1271 1283 rVB5 4235 10196 2.64% 0.255%
21 5.211 1287 1297 1305 rBvVS8 2038 4038 1.04% 0.101%
22 5.526 1382 1395 1417 rBV2 130665 260016 67.21% 6.492%
23 5.777 1460 1473 1483 rBV4 10695 25696 6.64% 0.642%
24  5.986 1525 1538 1564 rBV2 86318 196865 50.88%  4.915%
25 6.104 1565 1575 1586 rVB5 4929 9180 2.37% 0.229%
26 6.908 1814 1825 1844 rBV2 39485 73381 18.97% 1.832%
27 7.236 1917 1927 1941 rBV 203301 354907 91.73% 8.861%
28 7.310 1941 1950 1966 rVB 75483 131761 34.06%  3.290%
29 7.555 2013 2026 2042 rBV2 23882 43985 11.37% 1.098%
30 8.040 2167 2177 2197 rBV 109367 214446 55.43% 5.354%
31 8.783 2397 2408 2429 rBV 200787 347032 89.70%  8.665%
32 8.947 2449 2459 2470 rVB 20494 30938 8.00% 0.772%
33 9.072 2486 2498 2512 rBV 25476 42433 10.97% 1.059%
34 9.481 2614 2625 2637 rBV 12560 20034 5.18% 0.500%
35 10.156 2825 2835 2850 rVB2 57020 91074 23.54% 2.274%
36 10.384 2896 2906 2912 rBV3 6080 9235 2.39% 0.231%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52 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\SFAMVTR121323WMA.M
Title : TRACE VOA SFAM1.0
37 10.474 2926 2934 2947 rVB2 3661 6671 1.72% 0.167%
38 10.677 2989 2997 3007 rBV2 3411 5143 1.33% 0.128%
39 10.850 3042 3051 3067 rVB 15215 22617 5.85% 0.565%
40 11.185 3144 3155 3174 rBV 211044 340079 87.90% 8.491%
41 11.275 3174 3183 3193 rvVvB2 5793 9134 2.36% ©0.228%
42 11.561 3260 3272 3296 rVB 208292 349474 90.33% 8.725%
43 12.242 3474 3484 3492 rBV7 2668 4950 1.28% 0.124%
44 12.821 3655 3664 3672 rVB8 3004 4863 1.26% 0.121%
45 15.792 4571 4588 4590 rBvVS8 9163 19593 5.06% ©.489%
46 16.252 4722 4731 4740 rVB2 27539 40714 10.52% 1.017%
Sum of corrected areas: 4005207
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\

: VWe33317.D

: 14 Dec 2023 07:55

: SY/MD

: 05770-19

: 25.0mL/MSVOA_V/WATER
: 52

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
200000

150000

100000

50000

079..269

TIC: VV033317.D\data.ms

4.944

5.526

2.050
5.986

5.777

2.227 24882.677 2.944 on

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\
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: VV033317.D\data.ms
" _
200000 7.236 8.783 11.185 11.61
150000
8.040
100000
7.310
10.156
50000 6.908
7.555 072
8.oR) 9.481 10.850
/\ /\ 105384710.677 ]\ # 275
0 - Pl ‘ — I 1 N B L I e e e i ey . i
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: VV033317.D\data.ms
200000
150000
100000
50000
16.252
15.792
12.242 12.821 MJM
0 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 ‘ 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\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.079 2.41 ug/L 125359 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 56
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 12 (1.079 min): VV033317.D\data.ms (-7) (-) m/z 42.95 100.00%

43.0
5000 M
BRRARREEE RESasEEE
364 ‘ 1.101.201.301.401.50
‘ 62.8 9
HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H ‘\H\‘HH‘HH‘HH‘HH‘H m/z 44.09 92.67A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane
29.0
5000 [T T[T T[T T[T [T
1.101.201.301.401.50
44.0 m/z 38.95 78.68%
150 H
HHHH‘\H\‘HH‘HH‘HH[HH‘\H‘HH:B‘Z\?MH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #89: Propane
29.0
1.101.201.301.401.50
5000 m/z 40.95 63.36%
44.0
o 10 || s
PP T T
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #90: Propane
29.0 1.101.201.301.401.50
m/z 42.00 26.68%
5000
44.0
2 |
‘
HHHH_H‘_HWHHM‘HMHWH‘_‘H_HWHH‘HHMHWHH‘HHMHWH PR el
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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.
1.182 1.16 ug/L 60518 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4Hie 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 50

4 Isobutane 58 C4H10 000075-28-5 50
5 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 9

Abundance  Scan 44 (1.182 min): VV033317.D\data.ms (-38) (-) m/z 43.00 100.00%

43.0
5000 M
A

A e
49.9 57.0

120 140 160
e S e e M/Z 41,00 50.74%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0

5000 LI L L B L B B B
120 140 1.60
27.0 m/z 42.00  34.06%
SAT | (e
\HHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H HHH‘HH‘\}H‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0 A\
e BRARAN Bua e
120 1.40 160
27.0
180 M 360 |||, 500570
MR o L AAdRRaaana:
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0 . 140 1.60

m/z 57 00 5.29%

5000
27.0
15.0
2.0 \‘ il ! | 50.0 57\\0

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1. 140 1. 60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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.
1.587 0.72 ug/L 37221 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 53
2 2-Methylene-1,3-propanediol 88 C4H802 003513-81-3 33
3 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 25
4 Oxirane, ethyl- 72 C4H80 000106-88-7 25
5 tert-Butyl carbamate 117 C5H11NO2 004248-19-5 23
Abundance Scan 170 (1.587 min): VV033317.D\data.ms (-162) (-) m/z 40.95 100.00%
41.0 57.1
5000
71.9 1.20 1.40 1.60 1.80 2.00
e ALl myz 42.95  93.33%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0 k
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
29.0 1.20 1.40 1.60 1.80 2.00
m/z 57.10 86.36%
72.0
15.0 ‘ 1 ‘ |
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2323: 2-Methylene-1,3-propanediol
420 570 A )\
I VR 1 | 2
290 1.20 1.40 1.60 1.80 2.00
5000 m/z 42.00 84.59%
70.0
o | 50
miz--> 10 20 30 40 50 60 k j\ j\
Abundance #723: 1,3—Dimethyld|a2|r|d|ne R e AR
42.0 56.0 1.20 1.40 1.60 1.80 2.00
m/z 38.95 49.72%
30.0
5000 71.0
R R L A PR T A
m/z--> 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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 Butylated Hydroxytoluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.252 0.60 ug/L 40714  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 93
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 93
Abundance Scan 4731 (16.252 min): VV033317.D\data.ms (-4722) (- m/z 205.20 100.00%
205.2
5000
—— —
570 909 1511770 | ‘ , 16.00 16.50
\H‘HH‘\Hw“\‘\\‘\‘il\\‘\‘\“\‘\\W“\}“\“\“‘\‘\‘H“‘HH“H‘H‘\‘H\‘HH‘H\%\G?\- m/z 229.16 23.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99217: Butylated Hydroxytoluene
205.0
5000 [
57.0 16.00 16.50
m/z 206.10  14.82%
29‘0‘ | 1050 14?0 177.0 ‘
| S R Y Y TR |
\H‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99218: Butylated Hydroxytoluene
205.0
—— —
16.00 16.50
5000 m/z 145.05 10.97%
10 1050 145077, |
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #99219: Butylated Hydroxytoluene T | —
205.0 16.00 16.50
m/z 177.00 8.23%
5000
57.0
1050 %1770 ‘ /\
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121323\
Data File : VV@33317.D

Acqg On : 14 Dec 2023 @07:55
Operator : SY/MD

Sample : 05770-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR121323WMA.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: S... 1.079 2.4 ug/L 125359 1 5.529 260016 5.0
(DEL) Alkane: S... 1.182 1.2 ug/L 60518 1 5.529 260016 5.0
(DEL) Alkane: S... 1.587 0.7 ug/L 37221 1 5.529 260016 5.0
Butylated Hydro... 16.252 0.6 ug/L 40714 3 11.185 340079 5.0
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