LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25564.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.220 50 56 65 rBv2 13886 15386 1.92% 0.278%
2 1.314 75 85 97 rBvV 171306 173710 21.71% 3.133%
3 1.574 157 166 176 rBV 86304 98976 12.37% 1.785%
4 1.638 177 186 201 rVB 151891 193562 24.19%  3.491%
5 1.812 232 240 249 rBV2 20379 27542  3.44% 0.497%
6 1.908 263 270 279 rVB 11353 14838 1.85% 0.268%
7 2.031 300 308 317 rW 22815 33208 4.15% 0.599%
8 2.114 321 334 352 rVB 150991 225824 28.22% 4.073%
9 2.506 440 456 473 rBV6 22883 70929 8.86% 1.279%
10 2.584 473 480 495 rVB3 15857 30177 3.77%  0.544%
11  2.767 523 537 552 rBV3 14542 29321 3.66% ©.529%
12 3.770 832 849 863 rBV3 16879 40767 5.10% 0.735%
13 3.902 877 890 920 rBvV2 46410 161857 20.23% 2.919%
14  4.355 1014 1031 1059 rBV 90346 227159 28.39% 4.097%
15 4.680 1118 1132 1148 rBv4 14812 38736 4.84% 0.699%
16 4.760 1149 1157 1159 rBV3 7116 8125 1.02% 0.147%
17 5.053 1232 1248 1255 rBV2 198499 472700 59.08%  8.526%
18 5.101 1255 1263 1294 rVV 355592 800103 100.00% 14.431%
19 5.236 1296 1305 1322 rVB4 12517 35260 4.41% 0.636%
20 5.619 1413 1424 1452 rBV 148223 306677 38.33% 5.531%
21 5.915 1505 1516 1527 rBV 7593 17075 2.13% 0.308%
22 6.072 1551 1565 1596 rBV2 113638 248592 31.07% 4.484%
23 6.657 1735 1747 1760 rVB4 7571 17332 2.17% 0.313%
24 6.776 1772 1784 1799 rBV5 15668 33795 4.22% 0.610%
25 6.989 1840 1850 1872 rBV 45797 89749 11.22% 1.619%
26 7.317 1942 1952 1971 rBV 221191 391487 48.93% 7.061%
27 7.397 1972 1977 1988 rVB2 5378 9477 1.18% 0.171%
28 7.628 2038 2049 2070 rBvV2 25163 48977 6.12% ©0.883%
29 7.940 2133 2146 2159 rBV 9889 18286 2.29% 0.330%
30 8.091 2183 2193 2231 rBV 169327 358805 44.84% 6.472%
31 8.853 2419 2430 2452 rBV 237996 389770 48.71% 7.030%
32 9.146 2510 2521 2530 rBV4 5773 10035 1.25% 0.181%
33 10.217 2843 2854 2870 rBV 67406 108173 13.52% 1.951%
34 10.384 2891 2906 2915 rVB3 20554 36152 4.52% 0.652%
6.

35 11.249 3161 3175 3198 rBV 234843 366310 45.78%
36 11.529 3252 3262 3278 rVB 19578 33608 4.20% 0.606%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

37 11.622 3278 3291 3310 rBV 204438 327267 40.90%  5.903%

38 12.252 3472 3487 3497 rBV 14878 24388 3.05% 0.440%
39 14.040 4030 4043 4053 rBv2 5991 10101 1.26% 0.182%
Sum of corrected areas: 5544236

SFAMVTRO40822WMA.M Tue Apr 19 17:40:32 2022 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41522\

: VV025564.D

: 15 Apr 2022 13:46

: SY/MD

: N2356-09DL 100X

: 25mL/MSVOA_V/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.M

Quant Title

TIC Library

: 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\VVv041522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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.
1.638 3.16 ug/L 193562 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Pentane 72 C5H12 000109-66-0 45
4 Isobutylene epoxide 72 C4H80 000558-30-5 42
5 3-Buten-1-o0l 72 C4H80 000627-27-0 38
Abundance Scan 186 (1.638 min): VV025564.D\data.ms (-177) (-) m/z 43.05 100.00%
3.0
57.1
5000
M e e
‘ ‘ 72.1 1.40 1.60 1.80 2.00
o et s e 8RS myz 41,05 84.28%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 82.89%
72.0
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\i‘\\\‘\\\\‘\\\\“\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.10 70.72%
15.0
72.0
0“‘?9“‘m"_‘11_“‘M1“pudiw“‘ﬂ“W‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane D et
43.0 1.40 1.60 1.80 2.00
m/z 39.00 26.87%
5000 27.0
15.0 ‘ ‘ 510 720
0 ““219“‘”‘”‘”11‘””‘“1”‘”‘1“”H‘lu“‘
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\VVv041522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
2.031 0.54 ug/L 33208 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 86
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 86
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86

Abundance Scan 308 (2.031 min): VV025564.D\data.ms (-300) (-) m/z 55.00 100.00%

55.0
5000 70.1 A Aﬁ/\
e A S amamanar
“ 620 1.80 2.00 2.20 2.40
Ol et e 220 e m/z 70,10 43.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene
55.0
420 70.0 1.80 2.00 2.20 2.40
29.0 m/z 41.00 30.79%
TS N - T
‘HH‘HH‘HH‘HH‘HH‘\\H‘HH’HH‘HH‘HH HH‘HH‘HH’HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #660: Cyclopropane, 1,1-dimethyl-
55.0
1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 39.00 25.74%
29.0
0 ‘mwmWWW‘MEW‘ oy Hmﬁ'ww Mﬁ%ﬂm,mww
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.80 2.00 2.20 2.40
m/z 42.00 22.44%
5000 70.0
41.0
29 0
0 \‘ | u ‘\ | 63.0 I
“““‘ e
m/z--> 5 10 15 20 25 30 35 4 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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: Cyclic3.770 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.770 0.66 ug/L 40767 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 68
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 58
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 52
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 49
Abundance Scan 849 (3.770 min): VV025564.D\data.ms (-832) (-) m/z 56.05 100.00%
56.0

%

5000 a1 69.1
A
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
) ———] - u_wm”ww”w m/z 41.10  51.25%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
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41.0
5000 69.0
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m/z 69.10 45.33%
280 M ‘ 84.0
O \\\‘\\\\‘]\-?\.(\)‘\\}H“\\\}}\‘\\\i‘\u‘\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0 j\
3.40 3.60 3.80 4.00
5000 41.0 m/z 55.10 31.20%
69.0
84.0
27.0 ‘ ‘ |
NS .t A IS S N
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0 3.40 3.60 3.80 4.00
m/z 39.00 27.87%
41.0
5000
69.0
27.0
‘ H ‘ 84.0
0 "‘1"‘0"‘_1?(9‘H;l“m;}“uwuwM_m:‘mw!uw
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.236 0.57 ug/L 35260 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 45
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 45
3 [Bromo(cyano)methyl-oxoazanylide... 219 C6H10BrN30 1000436-83-4 45
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 39
5 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 36

Abundance Scan 1305 (5.236 min): VV025564.D\data.ms (-1296) (-) m/z 57.10 100.00%

57.1
5000
99.1 5.00 5.20 5.40 5.60
Ol et et e M/Z 56.05 41.05%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000 /\MH‘HH‘HH‘HH’/\\H
5.00 5.20 5.40 5.60
290 m/z 41.00 18.93%
O 2.01199.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
J(A‘Wm R TT .
5.00 5.20 5.40 5.60
5000 m/z 43.00 11.59%
29.0‘
99.0
0 %HNWM‘ﬂwHHH‘wu‘ﬂu‘wu‘wu‘wu‘wu‘wu‘wu
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 X\ /\\
Abundance #97931: [Bromo(cyano)methyl-oxoazanylidene](tert-butyl, ﬂ““w““‘MM_“‘,M‘
57.0 5.00 5.20 5.40 5.60
m/z 39.00 8.95%
5000
29.0
0 | L) 820 1200 1600 2080
e e e e N AREaRER TS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
6.776 0.55 ug/L 33795 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 47

Abundance Scan 1784 (6.776 min): VV025564.D\data.ms (-1772) (-) m/z 43.00 100.00%

43.0
71.1
57.1 85.1
5000
98.9 6.40 6.60 6.80 7.00
0L errreerprermpreerretlbe el sl L mjz 71.10 s1.51%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0 /\
5000 71.0 L L L L L B B
57.0 6.40 6.60 6.80 7.00
270 85.0 m/z 70.10  67.48%
o ] ‘ 990 1130
\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
. )
6.40 6.60 6.80 7.00
5000 m/z 85.10 53.38%
57.0 71.0
27.0 ‘ ‘ 85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl- L RS
43.0 6.40 6.60 6.80 7.00
m/z 57.10 52.23%
71.0
5000
57.0
290 j\ [\
85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41522\
Data File : VV025564.D

Acqg On : 15 Apr 2022 13:46
Operator : SY/MD

Sample : N2356-09DL 100X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 1.638 3.2 ug/L 193562 1 5.619 306677 5.0
(DEL) Alkane: S... 2.031 0.5 ug/L 33208 1 5.619 306677 5.0
(DEL) Alkane: C... 3.770 0.7 ug/L 40767 1 5.619 306677 5.0
(DEL) Alkane: S 5.236 0.6 ug/L 35260 1 5.619 306677 5.0
(DEL) Alkane: S 6.776 0.6 ug/L 33795 1 5.619 306677 5.0
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