LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: RTEINT3.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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 N\METHODS\624N081019W.M
Title - METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.217 125 138 160 rBV 1797736 2862158 100.00% 13.969%
2.320 162 170 179 rVBS 22934 43078 1.51% 0.210%
rBv 103161 249531 8.72% 1.218%
3.384 485 501 515 rBvV 189827 446807 15.61% 2.181%
3.474 515 529 558 rVvB 779608 1871090 65.37% 9.132%
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3.641 565 581 609 rBvV 406830 1077154 37.63% 5.257%
3.892 642 659 680 rBv2 170312 439981 15.37% 2.147%
rBv 350946 1034227 36.13% 5.048%
6.757 1531 1550 1566 rBV3 46862 134845 4.71% 0.658%
7.436 1742 1761 1784 rBV2 344938 856153 29.91% 4.178%
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11 7.870 1882 1896 1912 rBVS5 20783 52202 1.82% 0.255%
12 8.008 1919 1939 1957 rBvV 864303 1879053 65.65% 9.171%
13 8.616 2110 2128 2149 rBvV 618881 1260196 44.03% 6.150%
14 8.850 2192 2201 2214 rVBS8 14506 29386 1.03% 0.143%
15 9.558 2406 2421 2440 rBV 1415021 2665726 93.14% 13.010%

16 9.783 2481 2491 2502 rVB3 48392 80435 2.81% 0.393%
17 9.943 2527 2541 2559 rBV2 81405 186480 6.52% 0.910%
18 10.091 2576 2587 2593 rBV2 21640 41492 1.45% 0.203%

19 10.236 2620 2632 2651 rBV2 58503 114544 4._00% 0.559%
20 10.342 2651 2665 2679 rBV3 90573 171121 5.98% 0.835%

21 10.448 2686 2698 2727 rVB2 98485 286368 10.01% 1.398%
22 10.905 2826 2840 2864 rBV 1115273 1993699 69.66% 9.730%
23 11.705 3079 3089 3100 rVB2 50523 82387 2.88% 0.402%
24 11.921 3143 3156 3174 rBV 748026 1260232 44.03% 6.151%
25 12.738 3394 3410 3423 rBV 245236 377919 13.20% 1.844%

26 12.988 3476 3488 3512 rBV 553239 958950 33.50% 4 _.680%
27 13.647 3685 3693 3703 rBv4 21499 34346 1.20% 0.168%

Sum of corrected areas: 20489560
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN057205.D

1500000

1000000
3.47

500000 3.64

33 3.89
3.00
2.32

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 440 4.60 4.80 5.00 5.20 5.40 560 5.80 6.00
Abundance TIC: VN057205.D

1500000 9.56

1000000

8.01

500000

04
Time--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 820 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Abundance TIC: VN057205.D

1500000

10.90
1000000

11.92

12.99
500000

12.74

11.71 13.65

e = L R s T o et e A AR RARaN TS

Time--> 10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol Concentration Rank 5

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

3.00 7.24 ug/l 249531 Bromochloromethane 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 90
2 Ethanol 46 C2H60 000064-17-5 74
3 Ethanol 46 C2H60 000064-17-5 64
4 Dimethvl ether 46 C2H60 000115-10-6 9
5 Methane, nitroso- 45 CH3NO 000865-40-7 7

Abundance Scan 382 (3.002 min): VN057205.D (-370) (-) m/z 45.00 100.00%
45
5000
4 o 260 2.80 3.00 3.20 3.40
A m/z 46.10 38.03%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #90: Ethanol
31
5000 45
2.60 2.80 3.00 3.20 3.40
27 m/z 43.00 18.94%
o 12119 24 4
”'””I””I””I””I””I””I””I'”I””I””I””I””I””I””I””
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
31
45 260 2.80 3.00 320 3.40
5000 m/z 42.00 8.00%
27
o 2 1215 19 24 42
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #91: Ethanol SMESY AP AV
31 2.60 2.80 3.00 3.20 3.40
m/z 44.05 4 .36%
5000 45
27
0 121519 94 | |, 3942
m/z--> c') é 1'0 1'5 2'0 2'5 3'0 3'5 4'0 4'5 5'0 5'5 6|O 6|5 260 250 300 3'20 3110
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Propanal Concentration Rank 4

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

3.38 12.96 ug/Il 446807 Bromochloromethane 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethvlene oxide 58 C3H60 000503-30-0 56
3 Propanal 58 C3H60 000123-38-6 40
4 Propanal 58 C3H60 000123-38-6 40
5 Propylene oxide 58 C3H60 000075-56-9 7

Abundance Scan 500 (3.381 min): VN057205.D (-485) (-) m/z 58.00 100.00%
58
5000
% o 3B 350 Sk ako ko
O A B L O R B T m/z 57.00 30.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #212: Propanal
29 58
5000 R A LN L
3.00 3.20 3.40 3.60 3.80
m/z 39.00 6.53%
15 |, 2
N A L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28
300 320 340 3.60 3.80
5000 58 m/z 42.00 5.09%
15 39
N L L U S S W I L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #211: Propanal
29 58 3.00 3.20 3.40 3.60 3.80
m/z 38.00 4.07%
5000
0"”IJh”?%'”H"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Isopropyl Alcohol Concentration Rank 2

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

3.64 31.25 ug/1 1077150 Bromochloromethane 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 83
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 83
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 83
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 581 (3.641 min): VN057205.D (-565) (-) m/z 45.00 100.00%
45
5000 /\
g 41 59 340 360 3.80 4.00
0.,....,....,....,....,....,....,....,!:.: M m/z 43.00 19.05%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #286: Isopropy! Alcohol
45
5000

3.40 3.60 3.80 4.00
m/z 41.00 8.89%

27
1519 % sl 59
O I I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
3.40 3.60 3.80 4.00
5000 m/z 39.00 5.85%
15 19 2l 31 gg4l 53 59
04
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #288: Isopropy! Alcohol
45 3.40 3.60 3.80 4.00
m/z 59.10 4.48%
5000
15 19 27 31 sg 4 59
3 S YIS AN 1 O SN,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5 2,4-Pentadienenitrile Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.45 4.31 ug/l 286368 Chlorobenzene-d5 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Pentadienenitrile 79 C5H5N 001615-70-9 91
2 2.4-Pentadienenitrile 79 C5H5N 001615-70-9 91
3 s-Triazolol4.3-alpvridine. 6-met... 133 C7H7N3 004919-09-9 64
4 2-Pvridinecarboxaldehyde 107 C6H5NO 001121-60-4 64
5 Cephaloridine 415 C19H17N304S2 000050-59-9 50
Abundance Scan 2699 (10.451 min): VN057205.D (-2686) (-) m/z 52.00 100.00%
52
5000 &
39
| ||| 64 I 10.20 10.40 10.60 10.80
r--rrtr—ttr-r et m/z 79.00 51.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1021: 2,4-Pentadienenitrile
52
5000
79 10.20 10.40 10.60 10.80
39 m/z 51.00 20.28%
27
0'W'JtP”JP'”Nk'ﬂﬁﬁj%“h'”'P'”l””l“'W“'W'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
52
10.20 10.40 10.60 10.80
5000 79 m/z 53.00 15.60%
7 39
64
e A RN AR RS RS RSN RARES AN SRS BARSS RARRS RERRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14208: s-Triazolo[4,3-a]pyridine, 6-methyl-
52 133 10.20 10.40 10.60 10.80
m/z 50.00 15.47%
5000
79
39 ‘ 106
0"P'“I”'L'“'lL'W'”'P'Ji”'ﬂ"”l”tﬂ'”'I“'W'L'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6 Heptanoic acid, methyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.74 5.69 ug/Il 377919 Chlorobenzene-d5 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid. methvl ester 144 C8H1602 000106-73-0 90
2 Heptanoic acid. methvl ester 144 C8H1602 000106-73-0 78
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 64
4 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 64
5 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 64

Abundance Scan 3411 (12.741 min): VN057205.D (-3394) (-) m/z 74.00 100.00%

74
5000 43 87

| | 1?1 13 207 12.40 12.60 12.80 13.00
0...,”..,.”P,.”',T:”,..w,..”,..”,...w...w.... m/z 87.00 37.54%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #20051: Heptanoic acid, methy! ester /L
74
5000 AU U
87 12. 40 12. 60 12. 80 13. 00

m/z 43.00 35.65%

. \‘ ‘\‘ )l ul ‘ “ 129 144
Ot e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74

12.40 12.60 12.80 13.00

5000 43 m/z 55.10 18.85%
55 87
29 101 113
15 144
o NSRS 1 W17 M S S R £
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37237: Nonanoic acid, methy! ester A REAEE . R E e
74 12.40 12. 60 12. 80 13. 00

m/z 41.10 17.08%

5000 87
M g me I

m/z--> 80 100 120 140 160 180 200 12. 40 12. 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081219\
Data File : VNO0O57205.D

Aca On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N081019W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.99 14.43 ug/I1 958950 Chlorobenzene-d5 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
Abundance Scan 3489 (12.992 min): VN057205.D (-3476) (-) m/z 57.10 100.00%
57
5000 a
70 g3
98 112 12.60 12.80 13.00 13.20 13.40
o ..||-!.,|!...',....,....,....,....,.1.91.,?95?. m/z 41.05 36.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13219: 1-Hexanol, 2-ethyl-
57
5000 41
0 12.60 12.80 13.00 13.20 13.40
29 83 m/z 43.05 30.23%
98
0..1.5|....|. |....|....|.:.L:!-2.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
12.60 12.80 13.00 13.20 13.40
5000 m/z 55.05 29.30%
43
29 70 83
18 98 112
e L S S S I L L L B LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13218: 1-Hexanol, 2-ethyl- R R AR
57 12.60 12.80 13.00 13.20 13.40
m/z 70.10 25.05%
5000
- 4l 70 83
98
112
m/z--> 20 40 60 80 100 120 140 160 180 200 12/60 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN081219\
Data File : VNO57205.D

Acq On : 12 Aug 2019 10:34

Operator : JC/SP

Sample : K4271-01 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\624N081019W .M
METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol 3.00 7.2 ug/l 249531 1 6.58 1034230 30.0
Propanal 3.38 13.0 ug/I1 446807 1 6.58 1034230 30.0
Isopropyl Alcohol 3.64 31.3 ug/1 1077150 1 6.58 1034230 30.0
2,4-Pentadienenit... 10.45 4.3 ug/l 286368 3 10.91 1993700 30.0
Heptanoic acid, m... 12.74 5.7 ug/Il 377919 3 10.91 1993700 30.0
1-Hexanol, 2-ethyl- 12.99 14_.4 ug/I1 958950 3 10.91 1993700 30.0
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