LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56863.D

Acqg On : 15 Dec 2023 02:38
Operator : MD/SY

Sample : 05770-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41  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_ U\Method\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56863.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 14 21 37 rVB 169284 173572 21.79%  2.134%
2 1.486 54 61 67 rBv 100661 97910 12.29% 1.204%
3  1.515 67 70 76 rVB 9933 9551 1.20% ©.117%
4 1.599 86 96 107 rBvV2 202693 237403 29.81% 2.919%
5 1.911 185 193 206 rVB 74384 99469 12.49% 1.223%
6 1.991 210 218 232 rVB 58535 81589 10.24% 1.003%
7 2.200 275 283 296 rVB 37395 53192 6.68% 0.654%
8 2.367 325 335 347 rVB5S 8829 17214 2.16% 0.212%
9 2.563 381 396 415 rVB 139865 233096 29.26% 2.866%
10 2.682 421 433 443 rVBS8 5568 11863 1.49% 0.146%
11 2.788 456 466 480 rVB 17053 29654 3.72% 0.365%
12 3.042 531 545 548 rBv7 4919 8937 1.12% 0.110%
13 3.078 548 556 565 rvw4 9533 19536  2.45% 0.240%
14 3.132 565 573 582 rVB4 5463 8850 1.11% 0.109%
15 3.357 628 643 654 rVB4 9357 19735 2.48% 0.243%
16 3.695 735 748 762 rBv4 11578 30242 3.80% 0.372%
17 4.528 993 1007 1025 rBv4 11989 29247 3.67% 0.360%
18 4.660 1031 1048 1079 rBV2 145972 490010 61.52% 6.026%
19 5.055 1156 1171 1199 rBV 156845 368687 46.29% 4.534%
20 5.380 1258 1272 1286 rVB5 11624 27896 3.50% 0.343%
21 5.721 1358 1378 1408 rBv4 279085 778094 97.69%  9.568%
22 6.245 1526 1541 1567 rBV 277126 552312 69.34% 6.792%
23 6.502 1606 1621 1629 rBvV2 94716 204317 25.65% 2.513%
24 6.685 1664 1678 1693 rBV 182765 372379 46.75% 4.579%
25 6.753 1694 1699 1706 rVV2 16252 31853 4.00% 0.392%
26 6.801 1707 1714 1728 rVB4 32640 62324 7.82% 0.766%
27 6.975 1755 1768 1788 rBVS8 6863 19737 2.48% 0.243%
28 7.560 1939 1950 1967 rBvV2 84451 155993 19.58%  1.918%
29 7.894 2032 2054 2067 rBV 304231 544739 68.39% 6.699%
30 7.965 2067 2076 2091 rVB 104607 188832 23.71%  2.322%
31 8.177 2132 2142 2155 rBV2 49885 88453 11.11% 1.088%
32 8.550 2248 2258 2267 rBV9 6331 11497 1.44% 0.141%
33 8.634 2270 2284 2318 rBV2 355911 796507 100.00%  9.795%
34  9.412 2514 2526 2552 rBV 398330 725187 91.05%  8.918%
35 9.569 2564 2575 2595 rvVB2 14769 28248 3.55% 0.347%
36 9.692 2600 2613 2626 rBV2 20002 37166 4.67% 0.457%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\

Data File : VU@56863.D

Acqg On : 15 Dec 2023 02:38

Operator : MD/SY

Sample : 05770-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41  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_ U\Method\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0
37 10.100 2731 2740 2752 rBV2 10027 17793 2.23% 0.219%
38 10.749 2931 2942 2958 rBV 145151 239871 30.12% 2.950%
39 11.466 3155 3165 3174 rBv2 9753 15011 1.88% 0.185%
40 11.807 3259 3271 3291 rBV 363683 617517 77.53% 7.594%
41 12.061 3341 3350 3366 rBv4 22257 50827 6.38% 0.625%
42 12.187 3376 3389 3406 rBV 311751 545565 68.49% 6.709%
Sum of corrected areas: 8131875
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\

: VUe56863.D

: 15 Dec 2023 02:38

: MD/SY

: 05770-12

: 25.0mL/MSVOA_U/WATER

: 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

350000

300000

250000

150000

100000

50000

0

200000

TIC: VU056863.D\data.ms

5.721 6.245

1.599

6.68
5.055

2563 4.660
6.502
2.200
2.367 _6%?7\88 BP823.357 3.695 4.52 5.380

Time-->

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 6.60

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU056863.D\data.ms

9.412
8.634 11.807

7.894 12

10.749

7.560

0
Time-->

.801
%.975 J\ 8.550 9.5@’5;/3\{2 10.100 11.466 12./®L
I

‘ T ‘ T T ‘ T T ’ T T T T ‘ T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

350000

300000

250000

200000

150000

100000

50000

0

Time-->

TIC: VU056863.D\data.ms

:

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘
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_U\Data\VU121423\
Data File : VU@56863.D

Acqg On : 15 Dec 2023 02:38
Operator : MD/SY

Sample : 05770-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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.
1.357 1.57 ug/L 173572  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 83
3 Bis(3-methylbutyl) fluorene-2,7-... 466 C23H3006S2 253664-95-8 47

4 2-Hexynoic acid 112 C6H802 000764-33-0 39
5 Imidazol-5(2H)-one, 4-amino-2-(2... 196 C7H8N403 318259-17-5 38

Abundance  Scan 21 (1.357 min): VU056863.D\data.ms (-14) (-) m/z 43.95 100.00%

44.0
5000 k]\\M\AwVJ\NVWW
R a A RAAARARRARE
1.401.501.601.701.80
0 289 m/z 43.00  96.54%
miz--> 0 50 100 150 200 250 300
Abundance #89: Propane
29.0
5000
1.401.501.601.701.80
m/z 39.00 72.21%
Ow
miz--> 0 50 100 150 200 250 300
Abundance #88: Propane
29.0
1.401.501.601.701.80
5000 m/z 41.00 61.08%
0 J““
m/z--> 0 50 100 150 200 250 300
Abundance  #330490: Bis(3-methylbutyl) fluorene-2,7-disulfonate e
39.0 1.401.501.601.701.80
m/z 42.00 23.40%
5000
0 H‘\%‘%P 121.0 %630 245.0 326.1
e e e P e
m/z--> 0 50 100 150 200 250 300 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56863.D

Acqg On : 15 Dec 2023 02:38
Operator : MD/SY

Sample : 05770-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.991 0.74 ug/L 81589  1,4-Difluorobenzene 6.245

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 86
3 Butane, 1-isocyano- 83 C5HON 002769-64-4 10
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 218 (1.991 min): VU056863.D\data.ms (-210) (-) m/z 43.00 100.00%

43.0
57.0
5000
‘ 72.0 1.60 1.80 2.00 2.20 2.40
Ol bl el o m/z 40.95  92.46%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.60 1.80 2.00 2.20 2.40
m/z 42.00  85.99%
72.0
so || | 7
O \\\‘\\\\‘\\‘\\‘\\\\‘\\\\“ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #813: Butane, 2-methyl-
43.0
e e
1.60 1.80 2.00 2.20 2.40
27.0 570
5000 . m/z 57.00 76.16%
15.0
72.0
0 H‘%QH‘m“_‘H‘H‘J‘M‘MNM‘H‘WWH“H‘W‘H‘“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 f\/\
Abundance #1467: Butane, 1-isocyano- \ M e e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 38.90  27.38%
27.0
5000
56.0
0 15.0 | H ‘ “ 68.0 820
R B B B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56863.D

Acqg On : 15 Dec 2023 02:38
Operator : MD/SY

Sample : 05770-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
6.801 0.56 ug/L 62324 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 72
2 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 64
3 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 64
4 3-Hepten-2-one, (Z)- 112 C7H120 069668-88-8 59
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 59
Abundance Scan 1714 (6.801 min): VU056863.D\data.ms (-1707) (-) m/z 97.10 100.00%
97.1
55.0
5000 /\/\
41.0 112.1
69.0 P
| ‘ 6.40 6.60 6.80 7.00 7.20
0 m_m_m,uH_“Hmw‘u‘\_Hw“‘mwuu‘mw;w_ m/z 55.00  72.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7627: 2-Pentene, 2,3,4-trimethyl-
55.0 97.0 /J\
41.0
5000 6.40 6.60 6.80 7.00 7.20
112.0
2r.0 69.0 m/z 40.95 28.32%
‘ ‘ \ L ‘ \‘ | ‘\ ot 0
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7635: 2-Pentene, 2,4,4-trimethyl-
55.0 97.0
‘mwuwmwuw
6.40 6.60 6.80 7.00 7.20
5000 41.0 m/z 112.05 27.92%
27.0 69.0 112.0
0 Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7626 Z-3,4,4-Trimethyl-2-pentene _m‘mwmwwu
55.0 97.0 6.40 6.60 6.80 7.00 7.20
m/z 69.00 22.22%
5000
41.0
69.0 112.0
27.0 ‘ ‘
0 ‘H‘mwmm,uHMHMMmwmﬁhme!‘mwmw A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121423\
Data File : VU@56863.D

Acqg On : 15 Dec 2023 02:38
Operator : MD/SY

Sample : 05770-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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... 1.357 1.6 ug/L 173572 1 6.245 552312 5.0
(DEL) Alkane: S... 1.991 0.7 ug/L 81589 1 6.245 552312 5.0
(DEL) Alkane: S... 6.801 0.6 ug/L 62324 1 6.245 552312 5.0
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