LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090220\
Data File : VU040024.D

Aca On : 02 Sep 2020 15:02

Operator : SY/MD

Sample : L3891-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO83120WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.366 3 8 18 rVB 51749 50839 8.58% 1.143%
2 1.498 42 49 62 rvB 47272 49433 8.35% 1.111%
3 1.607 74 83 94 rvVB2 86817 97877 16.53% 2.201%
4 1.922 173 181 191 rVB 40773 52745 8.91% 1.186%
5 2.002 197 206 218 rBvV2 34055 47098 7.95% 1.059%
6 2.215 262 272 284 rVB2 23220 34594 5.84% 0.778%
7 2.578 372 385 398 rBV 86363 142408 24.04% 3.202%
8 2.642 399 405 418 rVB 5921 10554 1.78% 0.237%
9 2.806 442 456 467 rBV 11982 20351 3.44% 0.458%
10 3.099 538 547 558 rVB3 7321 14647 2.47% 0.329%
11 3.372 620 632 646 rVB3 4904 9898 1.67% 0.223%
12 3.713 724 738 751 rBV5 8138 18492 3.12% 0.416%
13 4.542 985 996 1011 rBV3 3686 8573 1.45% 0.193%

14 4.642 1011 1027 1052 rBV 90579 229515 38.75% 5.160%
15 5.079 1146 1163 1183 rBV 82651 184098 31.08% 4_.139%

16 5.398 1249 1262 1272 rBVS8 5309 13449 2.27% 0.302%
17 5.739 1347 1368 1396 rBV3 161429 436516 73.70% 9.814%
18 6.144 1485 1494 1504 rBV3 6088 11212 1.89% 0.252%
19 6.259 1515 1530 1550 rBvV 164307 302828 51.13% 6.809%
20 6.552 1609 1621 1633 rVB3 24476 46717 7.89% 1.050%
21 6.700 1648 1667 1681 rBV2 106146 207003 34.95% 4.654%
22 6.767 1681 1688 1690 rBv4 7172 7613 1.29% 0.171%
23 7.571 1927 1938 1955 rBV 55052 95056 16.05% 2.137%
24 7.902 2019 2041 2055 rBvV 192974 333111 56.24% 7.490%
25 7.976 2055 2064 2075 rVB3 20382 34109 5.76% 0.767%
26 8.185 2119 2129 2140 rVV3 35649 59074 9.97% 1.328%
27 8.555 2232 2244 2255 rBV3 24229 41876 7.07% 0.942%
28 8.639 2255 2270 2303 rBvV 332518 592286 100.00% 13.317%
29 8.790 2310 2317 2331 rVB7 4581 8960 1.51% 0.201%
30 9.417 2495 2512 2527 rBV 237390 395508 66.78% 8.892%
31 9.568 2549 2559 2570 rBV2 7967 11611 1.96% 0.261%
32 9.690 2587 2597 2608 rBV3 6409 10188 1.72% 0.229%

33 10.754 2915 2928 2940 rBV 91060 145738 24.61% 3.277%
34 11.806 3241 3255 3271 rBV 239718 382393 64.56% 8.598%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090220\
Data File : VU040024.D

Aca On : 02 Sep 2020 15:02

Operator : SY/MD

Sample : L3891-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO83120WMA .M
Title - TRACE VOA SOMO1.0
35 12.053 3323 3332 3346 rVB5 5693 8887 1.50% 0.200%

36 12.185 3361 3373 3387 rBvV 207276 332438 56.13% 7.474%

Sum of corrected areas: 4447695
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090220\
Vu040024.D

02 Sep 2020 15:02

SY/MD

L3891-01

25_0mL/MSVOA U/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090220\
Data File : VU040024.D

Aca On : 02 Sep 2020 15:02

Operator : SY/MD

Sample - L3891-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.37 0.84 ug/L 50839 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 9
2 Propane 44 C3H8 000074-98-6 9
3 Propane 44 C3H8 000074-98-6 4
4 Propane 44 C3H8 000074-98-6 4
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance Scan 9 (1.369 min): VU040024.D (-3) (-) m/z 43.10 100.00%
39 43
5000
34 | 1.40 1.50 1.60 1.70 1.80
AR RN RRRRA SRS AN RAREE R AR AR "i””P”W'”%l”P'”I m/z 39.00 92.52%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #57: Propene
a
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 44_.00 87 .75%
1 121 19 24| 1111] aa
miz--> 3Tl s 2 25 30 %5 40 45 % 55 60 oa
Abundance #78: Propane
29
140 150 160 1.70 180
5000 m/z 41.05 78 .03%
44
) 39
1215 20 ANl
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #80: Propane
29 1.40 1.50 1.60 1.70 1.80
m/z 42.00 39.93%
5000
39 44
15 2
2 12| 19 |,
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090220\
Data File : VU040024.D

Aca On : 02 Sep 2020 15:02

Operator : SY/MD

Sample - L3891-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

1.50 0.82 ug/L 49433 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 47
2 lIsobutane 58 C4H10 000075-28-5 47
3 Isobutane 58 C4H10 000075-28-5 38
4 l1sobutane 58 C4H10 000075-28-5 38
5 2-Nitro-2-methyl-1,3-propanediol 135 C4HO9NO4 000077-49-6 9

Abundance Scan 50 (1.501 min): VU040024.D (-42) (-) m/z 43.05 100.00%
43
5000
39 65
51 58 | 85 1.40 1.50 1.60 1.70 1.80 1.90
R L et L e S st RS ) ) A A A Al At U m/z 41.10 58.86%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #235: Isobutane
43
5000
27 1.40 1.50 1.60 1.70 1.80 1.90
39 m/z 42.00 35.60%
s | Tl s
ALY LAY ALY LAY ALY L) ALY AN LAY RAR) LA KARA) L M) M) RALAY LAY WL LS A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #237: 1sobutane
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.00 26.98%
27 39
15
2 ‘ 1y All, 50 57
BARAARES RARAY RARLA KUY RAMSA BUARA ALLA RSN RARE) SALKLARAN SURAE RLLSA BURA RARRENRRL KRS RLA AR BB B
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #238: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.10 26 .59%
5000
27
39
15 ‘ . 51 58
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 | | 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090220\
Data File : VU040024.D

Aca On : 02 Sep 2020 15:02

Operator : SY/MD

Sample - L3891-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.00 0.78 ug/L 47098 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 90
3 Butane. 2-methvl- 72 C5H12 000078-78-4 87
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 205 (1.999 min): VU040024.D (-197) (-) m/z 43.10 100.00%
43
57
5000
39
‘. 5053 63 72 7 1.60 1.80 2.00 2.20 2.40
m”“WmW”W”“PmP”W”W“W”“W!P”W”JL“W“P”WLW”W“”W m/z 42.10 87.66%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 3 m/z 41.10 79.55%
S | | N
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #713: Butane, 2-methyl-
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 60.15%
39
72
'“'“'w%“'v"w4g'h'“|"'?EJ'P?ﬁl“'w"*l“ﬂg'?ﬁb'“?}'§ﬁ'“lJ'w'“'v'“l“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 39.10 35.05%
57
5000 27
39
15
2 12 1] ! \ 53\ 7\2
m/z--> 0 5 10 fs 20 25 30 35 40 45 50 55 eb 65 70 75 80 85 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\VU090220\
Data File : VU040024.D

Aca On : 02 Sep 2020 15:02

Operator : SY/MD

Sample - L3891-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

2.21 0.57 ug/L 34594 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Oxirane, ethyl- 72 C4H80 000106-88-7 47

Abundance Scan 271 (2.211 min): VU040024.D (-262) (-) m/z 43.05 100.00%
43
5000
39 -
72
=N I 1.80 2.00 2.20 2.40 2.600
FARRARRS LARRN KRR ARRSE RRLAA SRASA REARA RUARA RALRA RLARS RARAN NERAN RARLS BARRA AR LRSS REARARLN m/z 41.10 67.25%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #708: Pentane
43
5000 27 ST e e
1.80 2.00 2.20 2.40 2.60
39 m/z 42.05 61.67%
15 57 72
2 12] 180 |, 5053, |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #709: Pentane
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.00 24 .99%
27
39 57 72
15 wgo | |||, 5053 | 6265 69\
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 57.10 15.05%
5000
27 39 57 7
15 \30 ! 5053, | 6265 69 |
m/z--> 0 5 10 15 20 25 30 §5 40 45 50 §5 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU090220\
Data File : VU040024.D

Acq On : 02 Sep 2020 15:02

Operator : SY/MD

Sample - L3891-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.37 0.8 ug/L 50839 1 6.26 302828 5.0
(DEL) Alkane: Str... 1.50 0.8 ug/L 49433 1 6.26 302828 5.0
(DEL) Alkane: Str... 2.00 0.8 ug/L 47098 1 6.26 302828 5.0
(DEL) Alkane: Str... 2.21 0.6 ug/L 34594 1 6.26 302828 5.0
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