LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@32257.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 9 14 32 rVB 140780 145546 36.22% 4.621%
2 1.191 41 47 60 rvB 95203 84261 20.97% 2.675%
3 1.278 66 74 84 rBV 135112 144423 35.94% 4.585%
4 1.532 146 153 165 rVB 39560 47642 11.86% 1.513%
5 1.596 165 173 184 rBV 54475 69228 17.23%  2.198%
6 1.767 218 226 239 rVB 34063 45931 11.43% 1.458%
7 2.059 307 317 331 rBV 65454 98976 24.63%  3.142%
8 2.471 425 445 453 rBV4 7747 19004 4.73% 0.603%
9 2.516 454 459 469 rVB3 3985 6651 1.66% 0.211%
106 2.696 504 515 529 rBV3 5223 10426 2.59% 0.331%
11 2.973 589 601 617 rBvV3 5428 11907 2.96% 0.378%
12 3.674 804 819 837 rBV3 6854 17007 4.23% 0.540%
13  3.799 848 858 900 rBV 51326 160640 39.98% 5.100%
14  4.256 985 1000 1030 rBV 47449 129707 32.28% 4.118%
15 4.587 1087 1103 1120 rVB6 6487 18071 4.50% 0.574%
16 4.963 1205 1220 1255 rBV2 113084 319413 79.49% 10.141%
17 5.243 1297 1307 1321 rVB7 2533 5573 1.39% 0.177%
18 5.538 1385 1399 1419 rBV 74883 160326 39.90% 5.090%
19 5.834 1481 1491 1506 rBvV3 2316 5033 1.25% 0.160%
20 5.995 1528 1541 1553 rBV 65807 138991 34.59% 4.413%
21  6.921 1816 1829 1854 rBvV2 28093 58175 14.48% 1.847%
22 7.249 1920 1931 1946 rBV 121125 217834 54.21% 6.916%
23 7.326 1946 1955 1969 rVB 25277 47176 11.74% 1.498%
24  7.561 2019 2028 2047 rBV2 17426 36164 9.00%  1.148%
25 8.030 2163 2174 2210 rBV 202298 401817 100.00% 12.758%
26 8.789 2400 2410 2433 rBV 121417 208352 51.85% 6.615%
27  8.956 2454 2462 2480 rVB 6462 10960 2.73% 0.348%
28 9.082 2490 2501 2513 rBV 11186 18946 4.72% 0.602%
29 9.490 2619 2628 2638 rBV3 5078 7952 1.98% 0.252%
30 10.159 2825 2836 2852 rBV 58897 96132 23.92% 3.052%
31 10.860 3046 3054 3067 rvB3 3622 5392 1.34% 0.171%
32 11.188 3147 3156 3178 rBV 123419 197800 49.23% 6.280%

33 11.564 3262 3273 3295 rVB 128275 204144 50.81% 6.482%

Sum of corrected areas: 3149600

SFAMVTR@92923WMA.M Fri Oct 06 17:13:54 2023 1



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\VV100523\

: VWe32257.D

: @5 Oct 2023 15:45

: SY/MD

: 04748-02

: 25.0mL/MSVOA_V/WATER
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92923WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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.
1.085 4.54 ug/L 145546  1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Ethylene oxide 44 C2H40 000075-21-8 9
4 Propane 44 C3H8 000074-98-6 9
5 Propene 42 C3H6 000115-07-1 9

Abundance  Scan 14 (1.085 min): VV032257.D\data.ms (-9) (-) m/z 43.00 100.00%

43)0
5000
36‘~ | 1.101.201.301.40 1.50
Obrrrrrrrr e e m/z 43.95 97.62%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000 R R RN R
0 1.101.201.301.401.50
44. m/z 38.95 71.86%
20,0 |0
0\\\H\\\‘HH‘\\H‘HH}HH‘HH‘\H ‘\H\‘Hl\‘\l\\‘\\\\‘\\\\‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0
RRREEEEEES semny R
1.101.201.301.401.50
5000 m/z 40.95 63.82%
44.0
15.0 ‘
Obrrrrrrrsi e 20, L _Hw‘sﬂ?!mwww
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #84: Ethylene oxide
29.0 1.101.201.301.401.50
44.0 m/z 41.95 25.64%
15.0
5000
) M 1 4 O oy
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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.
1.191 2.63 ug/L 84261 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 56
5 Isobutane 58 C4H1e 000075-28-5 45
Abundance  Scan 47 (1.191 min): VV032257.D\data.ms (-41) (-) m/z 43.00 100.00%
43.0
5000
1.20 140 1.60
35, 49.957.0 4.7 .
O e R e m/z 41.00 47.01%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #267: Isobutane
43.0 j\\
5000 L L L
270 1.20 140 1.60
' m/z 41.95 34.03%
oL 10 180 “m 36|, 500570
HHHH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #266: Isobutane
43.0
e
120 140 1.60
5000 m/z 38.95 19.07%
27.0
o 150 | 360 500570
T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #269: Isobutane
43.0 1.20 140 1.60
m/z 57.00 4.24%
5000
27.0
0 15‘0 \‘\‘ \\‘\ | 50.0 5§0
P T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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.
1.596 2.16 ug/L 69228 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 50
4 Pentane 72 C5H12 000109-66-0 45
5 Isobutylene epoxide 72 C4H80 000558-30-5 40
Abundance Scan 173 (1.596 min): VV032257.D\data.ms (-165) (-) m/z 42.95 100.00%
43.0
57.0
5000
‘ 72.0 1.20 1.40 1.60 1.80 2.00
0l et e bt m/z 42.08 93.92%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 k
5000 BB R
29.0 1.20 1.40 1.60 1.80 2.00
m/z 41.00 84.92%
72.0
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
[ R e
1.20 1.40 1.60 1.80 2.00
27.0 57.0
5000 . m/z 57.00 66.69%
15.0
72.0
0\\\?9\\‘WM\‘H1!M\\\}1\\ﬁ“h}w\\\”\\\w
m/z--> 0 10 20 30 40 50 60 70 80 )\
Abundance #752: 3-Buten-1-ol “AA‘_““‘H‘,“‘W“
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 38.90  28.97%
5000
57.0 72.0
ol 150
m/z--> 0 10 20 30 40 50 60 70 80 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\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.43 ug/L 45931 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 226 (1.767 min): VV032257.D\data.ms (-218) (-) m/z 43.00 100.00%
43.0
5000
R REAEREEEES S

| 570 720 1.40 1.60 1.80 2.00
om_m_‘H_‘H‘Hm‘mwuum”w!”wm m/z 42.00  59.20%

miz--> 0 10 20 30 40 50 60 70 80

Abundance #810: Pentane

43.0 (L
5000 I N R R B
ormwln
m/z . . 0
57.0 720
so || LT
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\}\\‘\\w\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
B o
1.40 1.60 1.80 2.00
5000 m/z 38.95 17.98%
27.0 57.0 720
ootz LT
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane T R
43.0 1.40 1.60 1.80 2.00
m/z 57.00 15.44%
5000 27.0
57.0
15.0 ‘ ‘ 72.0
o““Z:QHW‘HW11‘HH“m‘Ww‘wuwl”wm U L | R
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.471 0.59 ug/L 19604 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 80
Abundance Scan 445 (2.471 min): VV032257.D\data.ms (-425) (-) m/z 42.95 100.00%
5000 71.0 m/
‘ i | w0 2.20 2.40 2.60 2.80
0 e e e e e M/ 42.00 57.04%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
5000
27.0 710 2.20 2.40 2.60 2.80
m/z 41.00 44.66%
15.0 ‘ 57.0
O\\\‘-\\\\‘\\‘\\‘\\}1“\\\\i\}\\‘\\‘1‘\‘\\\\“\\\\‘?6}'\0‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
2.20 2.40 2.60 2.80
5000 71.0 m/z 71.00 40.18%
27.0 57.0
86.0
o380 Ll %0
m/z--> 0O 10 20 30 40 50 60 70 80 90 (“\
Abundance #2047: Pentane, 2-methyl- “‘_““H““m““‘
43.0 2.20 2.40 2.60 2.80
m/z 38.90 23.85%
5000 71.0
57.0
27.0
b 280 L %0
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 6 (DEL) Alkane: Cyclic3.674 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.674 0.53 ug/L 17607 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 819 (3.674 min): VV032257.D\data.ms (-804) (-) m/z 56.00 100.00%

56.0
41.0
5000
69.1
\\\‘\\\\"’\\\\‘\\"\\‘\\\\
‘ ‘ ‘ 84.0 3.40 3.60 3.80 4.00
0 “w“‘w“w“w“u‘\_k‘mhu“‘HK‘H‘J_E“_‘ m/z 41.00  53.48%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 r/\’\
5000 690 \\\‘\A\\\"A\\\\‘\\’m\“\‘\\\\

3.40 3.60 3.80 4.00

m/z 69.10 33.17%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R
41.0 3.40 3.60 3.80 4.00
5000 ITI/Z 55.00 27.02%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘Wm_m,‘mwwuWm,mwmw
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- R AR RRREE R
56.0 3.40 3.60 3.80 4.00
m/z 42.00 24.70%
5000 41.0
69.0
84.0
270
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100523\
Data File : VV@32257.D

Acqg On : 05 Oct 2023 15:45
Operator : SY/MD

Sample : 04748-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 1.085 4.5 ug/L 145546 1 5.542 160326 5.0
(DEL) Alkane: S... 1.191 2.6 ug/L 84261 1 5.542 160326 5.0
(DEL) Alkane: S... 1.596 2.2 ug/L 69228 1 5.542 160326 5.0
(DEL) Alkane: S 1.767 1.4 ug/L 45931 1 5.542 160326 5.0
(DEL) Alkane: S 2.471 0.6 ug/L 19004 1 5.542 160326 5.0
(DEL) Alkane: C 3.674 0.5 ug/L 17007 1 5.542 160326 5.0
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