LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092618\

Data File : VU027208.D

Aca On - 27 Sep 2018 03:54

Operator : MD/SY

sample - J5048-14

Misc - 5.0mL/MSVOA U/WATER SaL .
ALS Vial : 49 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U092218W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.254 19 25 35 rBv2 7789 8743 1.13% 0.157%
2 1.652 145 149 158 rvB2 6497 8012 1.03% 0.144%
3 1.948 234 241 248 rVB 9307 11755 1.51% 0.211%
4 2.096 278 287 305 rVB 37888 64627 8.33% 1.162%
5 2.286 338 346 354 rvv2 12563 18812 2.42% 0.338%
6 2.443 383 395 422 rBV 37405 69092 8.90% 1.243%
7 3.373 673 684 696 rBV5 7967 15593 2.01% 0.280%
8 3.450 696 708 723 rVB 24726 52467 6.76% 0.944%
9 4.228 926 950 971 rBV 230794 587231 75.68% 10.561%
10 4.884 1135 1154 1172 rBvV2 109235 255786 32.97% 4 .600%

11 4.984 1172 1185 1204 rVB 151069 331024 42.66% 5.953%
12 5.311 1271 1287 1310 rBV 137517 291078 37.51% 5.235%
13 5.887 1451 1466 1484 rBvV 232463 452402 58.30% 8.136%
14 6.189 1546 1560 1579 rBV 152058 294929 38.01% 5.304%
15 7.565 1974 1988 2027 rBV 434833 775926 100.00% 13.954%

16 8.228 2182 2194 2225 rVB 252025 448023 57.74% 8.057%
17 8.536 2277 2290 2321 rBV4 16593 74511 9.60% 1.340%
18 8.983 2415 2429 2451 rBvV4 32633 125982 16.24% 2.266%
19 9.089 2451 2462 2489 rVB 340135 583749 75.23% 10.498%
20 10.308 2830 2841 2860 rBV 291674 469769 60.54% 8.448%

21 11.485 3195 3207 3233 rBV 345121 556999 71.79% 10.017%

22 11.880 3322 3330 3339 rVB3 6041 8984 1.16% 0.162%

23 13.584 3851 3860 3884 rBV6 10124 34138 4._.40% 0.614%

24 13.745 3902 3910 3924 rVB 12787 20809 2.68% 0.374%
Sum of corrected areas: 5560441
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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\VU092618\
VU027208.D

27 Sep 2018 03:54

MD/SY

J5048-14

5.0mL/MSVOA U/WATER

49 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

MW-123-SEP18
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027208.D

Aca On : 27 Sep 2018 03:54

Operator : MD/SY

Sample : J5048-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M

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

MW-123-SEP18

Peak Number 1 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 3

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

2.10 9.76 ug/l 64627 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 94
2 1.4-Pentadiene. 3-methvl- 82 C6H10 001115-08-8 9
3 1-Butanamine. 4-(methvlithio)- 119 C5H13NS 055021-77-7 9
4 Cvclopropane. 1.2-dimethvl-3-met... 82 C6H10 062338-02-7 9
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 9

Abundance Scan 288 (2.099 min): VU027208.D (-278) (-) m/z 67.00 100.00%
a7
117
5000 a5
5 5 o s 152 180 2.00 2.20 240
R R L ad RALRa anas o aa s LA E m/z 117.00 62.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67
117
5000 SRS SRR LS R
31 85 1.80 2.00 2.20 2.40
o m/z 85.00 36.05%
19 |, 43, 59 || 76 4| 98 | 133 182
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1253: 1,4-Pentadiene, 3-methyl-
67
USRS SRR RS R
1.80 2.00 2.20 2.40
5000 m/z 69.00 34.28%
39
27
53 81
'W}?P”W””P”W””P“W””P”W””P”W””P”W””P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9084: 1-Butanamine, 4-(methylthio)- e
30 1.80 2.00 2.20 2.40
m/z 119.00 20.79%
5000 119
72
43 61 ‘ 87 104
“V“W““'“ﬁmmb”JHHPMWHiv“'”“V“W““V“W““V“W“ SRS SRR SN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File Vvu027208.D
Aca On 27 Sep 2018 03:54

Sample
Misc
ALS Vial 49
Quant Method
Quant Title

TIC Library

Operator ; MD/SY

J5048-14
5.0mL/MSVOA U/WATER

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M

SW846 8260

C:\DATABASENNIST11.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

Concentration Rank 2

Peak Number 2

Isopropyl Alcohol

MW-123-SEP18

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

2.44 10.44 ug/Il 69092 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
3 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
4 Ethvlamine 45 C2H7N 000075-04-7 7
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 394 (2.440 min): VU027208.D (-383) (-) m/z 45.00 100.00%
45
5000
41 220 2.40 2.60 2.80
59
e SO e 2B e || /2 43.00 20 .66%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45
5000
220 2.40 2.60 2.80
; m/z 41.10 9.63%
15 19 31 gg4l, 59
mz> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #275: Hydrazine, ethyl-
45
220 2.40 2.60 2.80
5000 60 m/z 39.00 6.97%
31
27
W'”'P'”I'“'P'”IJEH'L'"ﬁﬁ'”l"”l“'W'”lP'”l”'W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #278: Hydrazine, 1,2-dimethyl-
45 60 220 2.40 2.60 2.80
m/z 42.00 5.18%
30
5000
w""l"'}f‘ﬁql""|%'l|"§ﬁ""|ﬁ%‘ ""I""I?Z'I""I"'W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Library Search Compound Report

82U092218W_.M Thu

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092618\

Data File : VU027208.D

Aca On - 27 Sep 2018 03:54

Operator : MD/SY

sample - J5048-14

Misc - 5.0mL/MSVOA U/WATER SaL .
ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Propanoic acid, 2-methyl- Concentration Rank 4

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

8.54 6.38 ug/Il 74511 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 90
2 Acetic acid. (acetvloxv)- 118 C4H604 013831-30-6 39
3 CH3C(0)YCH2CH20H 88 C4H802 000590-90-9 37
4 l1sobutvlamine 73 C4H11N 000078-81-9 9
5 4-Hydroxybutyric acid hydrazide 118 C4H10N202 003879-08-1 9

Abundance Scan 2291 (8.540 min): VU027208.D (-2277) (-) m/z 43.00 100.00%
43
5000 A/\\\‘¥-\«N~/m\
73
)| s 83 820 840 860 880
L waa  B  B SS BA Ao o m/z 41.00 48 .83%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #2061: Propanoic acid, 2-methyl-
43
5000 RS A AR AR
27 3 820 840 8.60 8.80
‘ ! m/z 73.00  36.00%
J1 3& [l % 61 88
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #8671: Acetic acid, (acetyloxy)-
43
820 840 860 880
5000 m/z 39.00 22.90%
73
RIS I SRR "'il J"I' "??" SR "|??'§8|'9§'| S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2021: CH3C(O)CH2CH20H
43 8.20 8.40 8.60 8.80
m/z 45.00 17.58%
5000
70
61 88
5 a6 s 5%
m/z--> 10 20 30 4'0 50 ' 70 8 90 100 8.20 8.40 8.60 8.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
VU027208.D

27 Sep 2018 03:54

MD/SY

J5048-14

5.0mL/MSVOA U/WATER

49 Sample Multiplier: 1

MW-123-SEP18

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

C:\DATABASENNIST11.L
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 Butanoic acid Concentration Rank 1

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

8.98 10.79 ug/Il 125982 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 D-Serine 105 C3H7NO3 000312-84-5 9
3 4-Bromobutvric acid 166 C4H7Bro02 002623-87-2 9
4 Benserazide 257 CI10H15N305 000322-35-0 9
5 Hexanoic acid 116 C6H1202 000142-62-1 9

Abundance Scan 2428 (8.980 min): VU027208.D (-2415) (-) m/z 60.00 100.00%
60
5000 /\\kaw\—ﬁﬁhy
73
4l NSRS RRARE R RN
”M a8 8.60 8.80 9.00 9.20 9.40
T ..L'....,....,....,”..,....,.... m/z 72.95 34.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2020: Butanoic acid
60
5000 RREBERAARE SARS AR
73 860 8.80 9.00 920 9.40
27 41 m/z 41.05 26.21%
T }ﬁ 'h' ,hM'?QI,., T |'8?" | N RN WL BN
m/z--> 20 40 60 80 100 120 140 160
Abundance #4899: D-Serine
28 60
42 74 8.60 8.80 9.00 9.20 9.40
5000 m/z 42.00 22.75%
il ST ??|9§|%0§|| S
m/z--> 20 40 60 80 100 120 140 160
Abundance #35268: 4-Bromobutyric acid SRR RBEEE L E T R
60 8.60 8.80 9.00 9.20 9.40
m/z 43.05 19.79%
5000
87
15 69 . | 96107 121 151 167
m/z--> I I 0 8|0 1(I)O 12|0 140 1é0 8. %0 8. 80 9. OO 9. 20 9. L10
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092618\
Vvu027208.D

27 Sep 2018 03:54

MD/SY

J5048-14
5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

49

MW-123-SEP18

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

Ethane, 1,2-dichl... 2.10
Isopropyl Alcohol 2.44
Propanoic acid, 2... 8.54
Butanoic acid 8.98
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125982

1 4.99 331024 50.0
1 4.99 331024 50.0
3 9.09 583749 50.0
3 9.09 583749 50.0

Page: 7



