LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036160.D

Aca On : 12 Dec 2019 19:59

Operator : JC/MD

Sample : K6273-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTR121219WMA .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 1.430 3 28 56 rBvY 3865058 7474632 100.00% 50.295%
2 1.980 189 199 211 rBvV 144483 239123 3.20% 1.609%
3 2.417 328 335 352 rVB 132104 246057 3.29% 1.656%
4 3.208 570 581 595 rBV 260558 470185 6.29% 3.164%
5 5.697 1352 1355 1389 rVB2 61084 127765 1.71% 0.860%

6.192 1486 1509 1538 rBV2 356547 852435 11.40% 5.736%
6.491 1581 1602 1628 rVB3 47538 158982 2.13% 1.070%
6.629 1631 1645 1668 rBvV 267993 491118 6.57% 3.305%
7.028 1754 1769 1784 rBV 196939 373455 5.00% 2.513%
7.240 1820 1835 1855 rVB 39586 100255 1.34% 0.675%

=
QO ~NO®

11 7.799 1996 2009 2032 rBV 80944 149496 2.00% 1.006%
12 8.108 2091 2105 2117 rBV 303561 540699 7.23% 3.638%
13 8.169 2117 2124 2136 rVV2 54431 102607 1.37% 0.690%
14 8.240 2136 2146 2159 rVB2 41336 75632 1.01% 0.509%
15 8.362 2172 2184 2205 rBV 51174 94084 1.26% 0.633%

16 8.793 2300 2318 2333 rBvV 313858 713678 9.55% 4.802%
17 8.870 2334 2342 2353 rvv2 115882 230884 3.09% 1.554%
18 9.536 2536 2549 2563 rBvV 329353 633888 8.48% 4._.265%
19 10.819 2931 2948 2968 rBvV2 160850 333412 4._46% 2.243%
20 11.860 3259 3272 3289 rBV 326154 579213 7.75% 3.897%

21 12.237 3374 3389 3403 rBV 360966 625447 8.37% 4_.209%
22 12.918 3585 3601 3618 rBV3 135278 248435 3.32% 1.672%

Sum of corrected areas: 14861482
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
VU036160.D

12 Dec 2019 19:59

JC/MD

K6273-03

25_0mL/MSVOA U/WATER

16 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA .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\VU121219\
Data File : VU036160.D

Aca On : 12 Dec 2019 19:59

Operator : JC/MD

Sample : K6273-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA .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 Acetic acid Concentration Rank 7

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

5.70 1.30 ug/L 127765 1,4-Difluorobenzene 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 80
2 Thiirane 60 C2H4S 000420-12-2 9
3 Formic acid hvdrazide 60 CH4N20 000624-84-0 9
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Acetic acid 60 C2H402 000064-19-7 9

Abundance Scan 1356 (5.700 min): VU036160.D (-1352) (-) m/z 43.00 100.00%
60
5000 W_\jt
o ok aho e
77 : : : :
0 o 23320 ' "m/z 60.00 87.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #260: Acetic acid
43
60
5000
5.40 5.60 5.80 6.00
15 m/z 45.00 83.96%
o2 |3
m/z--> 6 ﬁo Jo 60 éo 160 150 150 160 180 200 250 250
Abundance
45 60
540 560 580 600
5000 27 m/z 44.05 23.21%
e R A A A R LA RS LA SRR LARES EARSS R AR MWWMHA/\\waﬂVW%waM
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #302: Formic acid hydrazide e
60 5.40 5.60 5.80 6.00
m/z 42.00 15.11%
5000 43
m/z--> c') 2'0 4'0 60 80 1(')0 12'0 14'10 160 180 200 250 24'10 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036160.D

Aca On : 12 Dec 2019 19:59

Operator : JC/MD

Sample : K6273-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA .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 7 unknown-01 Concentration Rank 4

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

8.87 1.82 ug/L 230884 Chlorobenzene-d5 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1-chloro-2-nitro- 109 C2H4CINO2 000625-47-8 40
2 Ethane. 1.1-dichloro- 98 C2H4cCIl2 000075-34-3 28
3 .alpha.-Chloroethvl chloroformate 142 C3H4C1202 050893-53-3 25
4 Hvdrazine. methvl- 46 CH6N2 000060-34-4 9
5 1,3-Propanediol, 2-methyl-2-[(ni... 255 C5H9N309 003032-55-1 9

Abundance Scan 2342 (8.870 min): VU036160.D (-2334) (-) m/z 46.05 100.00%
46
63
5000
| - 860 8.80 9.00 9.0
Ol v et bt e e 2ok m/z 63.10  55. 75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5514: Ethane, 1-chloro-2-nitro-
63
5000 RS R R R R
27 46 8.60 8.80 9.00 9.20
m/z 105.10 12.71%
ol 93 109
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
63
860 8.80 9.00 9.0
5000 m/z 59.10 12.38%
27
o 47 % o8
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19265: .alpha.-Chloroethyl chloroformate A e mae
63 8.60 8.80 9.00 9.20
m/z 42.00 8.28%
5000
27 107
SRE e
0 il 1 ‘ 79 | 127
P“'P”W'“W"W”'W””I””P'”P”'P“W'”W”"“”I””P' T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036160.D

Aca On : 12 Dec 2019 19:59

Operator : JC/MD

Sample : K6273-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA .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 8 unknown-02 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.82 2.88 ug/L 333412 1,4-Dichlorobenzene-d4 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane-d. trichloro- 119 CDCI3 000865-49-6 38
2 Methane-d. trichloro- 119 CDCI3 000865-49-6 33
3 3.3"-Bi(2-0xo0-1.3-oxazolidine) 172 C6H8N204 089533-03-9 9
4 Cvclobutall.2-b:3.4-b"1dithiophe... 172 C8H12S2 074421-28-6 9
5 Methane-d, trichloro- 119 CDCI3 000865-49-6 9

Abundance Scan 2948 (10.819 min): VU036160.D (-2931) (-) m/z 84.00 100.00%
au
5000
98 SN A
5 49 6|3 _ | 13|3 170 10.60 10.80 11.00 11.20
/SRS Ay | -S|V 1V O | FES—| P m/z 86.00 65.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9151: Methane-d, trichloro-
a1
5000 R SUCRIR SR U R
10.60 10.80 11.00 11.20
47 m/z 98.00 21.10%
o 14 % L. 70 119
miz--> 20 40 60 8 100 120 140 160
Abundance
84
"' 10/60 10.80 11.00 11.20
5000 m/z 96.00 16.10%
47
o 26 35 58 70 119
miz--> 20 40 60 8 100 120 140 160
Abundance #40018: 3,3-Bi(2-0x0-1,3-0xazolidine) s
86 10.60 10.80 11.00 11.20
28 " m/z 63.00 15.30%
5000
15 56 69
- ,.&“..,‘:..‘J,..‘.., A _por w4 128 it : S 5 v
m/z--> 20 40 80 100 120 140 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036160.D

Aca On : 12 Dec 2019 19:59

Operator : JC/MD

Sample : K6273-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA .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 9 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.92 2.14 ug/L 248435 1,4-Dichlorobenzene-d4 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 80
2 Nonanal 142 C9H180 000124-19-6 59
3 Nonanal 142 C9H180 000124-19-6 53
4 2-Hepten-1-ol. (E)- 114 C7H140 033467-76-4 49
5 Butane, 1l-isocyanato- 99 C5HOINO 000111-36-4 30
Abundance Scan 3602 (12.921 min): VU036160.D (-3585) (-) m/z 41.10 100.00%
4 57
70
5000 81 og J{
114 124 12.60 12,80 13.00 13.20
0"|""|""|""I .l..sﬁ).ll..',.”‘ |||.| |I|| ”'||”|'EL'O"7|"I"'|' P m/z 57.10 95.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
4 57
29
5000 UL AR U U SRR
98 nmnmwmmw
m/z 55.05 76.63%
0

.‘I. Al 49| ” | |.. .106 1t 124
.WHH,HHP.H,H.P”..HW.”. AR R e e R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 57

12.60 12.80 13.00 13.20

5000 29 . o m/z 56.05 63.96%
82
oL 15 Ha 124 gy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19922: Nonanal Ram s e RN
57 12.60 12.80 13.00 13.20
a1 m/z 43.05 60.57%
98
70
5000 29 82
114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121219\
Data File : VU036160.D

Acq On : 12 Dec 2019 19:59

Operator : JC/MD

Sample - K6273-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetic acid 5.70 1.3 ug/L 127765 1 6.63 491118 5.0
unknown-01 8.87 1.8 ug/L 230884 2 9.54 633888 5.0
unknown-02 10.82 2.9 ug/L 333412 3 11.86 579213 5.0
Nonanal 12.92 2.1 ug/L 248435 3 11.86 579213 5.0
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