LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 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 V\METHOD\SOMVTR053020WMA .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 1.306 61 67 81 rvB 49871 52600 5.37% 1.337%
2 1.573 142 150 165 rvB 36219 47072 4 .80% 1.197%
3 2.113 309 318 332 rVB 77072 111074 11.34% 2.824%
4 3.981 881 899 916 rBV2 14264 61054 6.23% 1.552%
5 4.380 1006 1023 1038 rBv 49317 118599 12.10% 3.015%

5.064 1220 1236 1251 rBV2 119645 261111 26.65% 6.638%
5.624 1398 1410 1425 rBV 81023 154430 15.76% 3.926%
6.074 1540 1550 1565 rVB 52811 104570 10.67% 2.658%
6.653 1711 1730 1731 rBV2 64484 199009 20.31% 5.059%
6.955 1807 1824 1833 rBV 409369 979831 100.00% 24.909%

=
QO ~NO®

11 7.322 1930 1938 1951 rVB 143982 236184 24.10% 6.004%
12 8.138 2187 2192 2214 rVB 154546 271798 27.74% 6.910%

13 8.498 2297 2304 2306 rBVvV2 29567 40452 4._.13% 1.028%
14 8.881 2414 2423 2443 rVB 147517 237967 24.29% 6.050%
15 10.244 2840 2847 2862 rVB 54184 88898 9.07% 2.260%

16 11.270 3156 3166 3178 rBV 129769 194165 19.82% 4._.936%
17 11.646 3272 3283 3300 rVB 119978 187439 19.13% 4_765%

18 12.363 3499 3506 3516 rBVS8 7507 11203 1.14% 0.285%
19 14.829 4263 4273 4280 rBV5 6866 10952 1.12% 0.278%
20 15.357 4416 4437 4483 rBV6 92209 395085 40.32% 10.044%
21 15.733 4546 4554 4569 rVB6 16647 30014 3.06% 0.763%
22 17.286 5016 5037 5049 rBV10 11010 32452 3.31% 0.825%

23 17.414 5061 5077 5102 rBV3 32736 107649 10.99% 2.737%

Sum of corrected areas: 3933608
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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 V\DATA\VV060120\
VVvV016407.D

01 Jun 2020 13:18

SY/MD

L2780-12

25_0mL/MSVOA V/WATER

11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53020WMA .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 V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 unknown-01 Concentration Rank 3

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

6.65 6.44 ug/L 199009 1,4-Difluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroaen chloride 36 CIH 007647-01-0 9
2 Hvdroaen chloride 36 CIH 007647-01-0 9
3 Ammonium Chloride 53 CIH4N 012125-02-9 4
4 Methanol-D4 36 CD40 000811-98-3 2
5 1-Propanamine, 3-chloro- 93 C3H8CIN 014753-26-5 1

Abundance Scan 1729 (6.650 min): VV016407.D (-1711) (-) m/z 36.00 100.00%
36
_ [\/\’\
640 6.60 6.80 7.00
45 60 : : : :
SN || R N N /A | TN - m/z 38.00 34.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #45: Hydrogen chloride
36
5000 IR RS L R
6.40 6.60 6.80 7.00
m/z 37.00 7.92%
OF T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
36
640 6.60 6.80 7.00
5000 m/z 45.00 3.71%
L S S S L UL S SIS SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #132: Ammonium Chloride
36 6.40 6.60 6.80 7.00
17 m/z 60.00 3.37%
5000 jL
‘ 28 !
L S UL S L UL S S SR IR AR N R
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 1

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

6.96 31.72 ug/L 979831 1,4-Difluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 91
2 Acetic acid 60 C2H402 000064-19-7 90
3 Acetic acid 60 C2H402 000064-19-7 90
4 Acetic acid 60 C2H402 000064-19-7 83
5 Acetic acid 60 C2H402 000064-19-7 83

Abundance Scan 1826 (6.961 min): V\V016407.D (-1807) (-) m/z 43.00 100.00%
43
60
5000
6.60 680 7.00 7.20
o...,....,....,..353.,'!!..,“.3?..,....,.7.4..?1..5.‘7.,....,.1.0?.,.. m/z 45.00 91.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #263: Acetic acid
43
60
6.60 6.80 7.00 7.20
m/z 60.00 60.95%
15 29
N s I UL UL I I R RS W B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
60 6.60 680 7.00 7.20
5000 m/z 42.00 17.14%
15
29
36
G L L UL S IS UL IS UL LI AN B __N_*ﬂ_w/wk~J«¥uA~\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #261: Acetic acid R e
43 6.60 6.80 7.00 7.20
m/z 44.00 6.15%
60
5000 15
29
0'"|ﬂl”|'“lw'“'ﬂ'“'|"“|"“|"“|"'w'"'w"'l“ S R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 unknown-02 Concentration Rank 5

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

8.50 0.85 ug/L 40452 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroaen chloride 36 CIH 007647-01-0 9
2 Hvdroaen chloride 36 CIH 007647-01-0 9
3 Ammonium Chloride 53 CIH4N 012125-02-9 4
4 Methanol-D4 36 CD40 000811-98-3 2
5 2-Chloroethylamine 79 C2H6CIN 000689-98-5 1

Abundance Scan 2305 (8.502 min): VV016407.D (-2297) (-) m/z 36.00 100.00%
] MJ\
5000
8.20 8.40 8.60 8.80
4245 5760 67 7377 82
Ofprrrrprrrrprrrr e e e m/z 38.00 36.38%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #45: Hydrogen chloride wkwwvmwvvaﬂf\\\\H\MaxJ\hM
36
5000 RN U L R R
8.20 8.40 8.60 8.80
m/z 36.90 6.49%
L LA RS RN SR LA SR LR AR RARS) AALAS LRSS RARA AL BRAA AR NJN\NwMMWfMWHMMWMMM
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
36
820 840 860 880
5000 m/z 45.00 4 .69%

F

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #132: Ammonium Chloride L e R B
36 8.20 8.40 8.60 8.80
17 m/z 60.00 2.46%
5000
14/, 28 |,
ObprrrrprrrHrprrre e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 Tetradecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.36 10.17 ug/L 395085 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid
2 Tetradecanoic acid
3 Tetradecanoic acid
4 Tetradecanoic acid
5 Tridecanoic acid

228 C14H2802
228 C14H2802
228 C14H2802
228 C14H2802
214 C13H2602

000544-63-8 99
000544-63-8 98
000544-63-8 98
000544-63-8 94
000638-53-9 86

m/z 72.95 100.00%

15.00 15.20 15.40 15.60

m/z 59.95 85.87%

15. OO 15 20 15. 40 15.60

m/z 43.00 79 .40%

15.00 15.20 15.40 15.60

m/z 41.00 69.21%

15.00 15.20 15.40 15.60

Abundance Scan 4438 (15.360 min): VV016407.D (-4416) (-)
73
43 60
5000 129
85 97 185
115
LrJi 143 157 171 | 4199 228
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
60 73
43
5000 129
29 185
97 115 | 143 __ 171 228
o..l?,.w.\..w..ulu...w HH\ 0 PR 0 A - S W
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
73
60
43
5000 129
87 185
115 228
101 143 171 168,
O T e T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84454: Tetradecanoic acid
43 60 73
5000 29 129 228
185
97 115 | 143
171
ol 25 \»..w..ulu\.w.\ W Al P i | e |
m/z--> 20 40 60 100 120 140 160 180 200 220

m/z 55.00 63 .86%

15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 5 Acetic acid, trifluoro-, un... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.73  0.77 ug/l 30014  1,4-Dichlorobenzene-d4  11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 91
2 Chloroacetic acid. undecvl ester 248 C13H25CI102 005458-29-7 91

3 l1-Hexadecanol 242 C16H340 036653-82-4 90
4 Pentafluoropropionic acid. undec... 318 C14H23F502 959014-11-0 87
5 1-Tetradecanol 214 C14H300 000112-72-1 87
Abundance Scan 4553 (15.730 min): VV016407.D (-4546) (-) m/z 54.95 100.00%
83 g7
5000
111 IIIIIIIIIIIIIIIIIIIIIII
| 125 207 15.40 15,60 15.80 16.00
0 e m/z 41.00 94_49%
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #116954 Acetic acid, trifluoro-, undecyl ester
5 69
97
5000 LI L L L Y LB R L |
15.40 15.60 15.80 16.00
11 126 m/z 42.95 92.61%
o h | 138 154168181 199 250
I~ IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
55 69 83 g7
T T T
15.40 15.60 15.80 16.00
5000 41 126 m/z 56.95 73.59%
111
154
o 2 130 169 99 248
e R e g aRmERC=A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95985: 1-Hexadecanol R ARSRAEEE L
- 15.40 15.60 15.80 16.00
69 83 m/z 69.00 70.90%
97
5000
111
0 ‘h‘mmmmm 224
”.“.”,”.w. SN N Mt o e L S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 6 unknown-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.29 0.84 ug/L 32452 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. 1.1-dimethoxv-. (Z2)- 312 C20H4002 015677-71-1 38
2 Silane. trichlorodocosvl- 442 C22H45CI13Si 007325-84-0 14
3 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 14
4 Cvclohexaneethanol. 4-methvl-_be... 154 C10H180 015714-12-2 14
5 5,9-Dimethyl-2-(1-methylethylide... 224 C15H280 069239-72-1 14
Abundance Scan 5038 (17.289 min): VV016407.D (-5016) (-) m/z 43.00 100.00%
5000 ~w,~,ﬁ__~_/\,/1/\\//\\“\w,\ﬁ
95 125 = AN
" I l 20 281 1700 1720 17.40
0 I "". N — m/z 55.00 65.04%
m/z--> 100 150 200 250 300 350 400
Abundance #154958: 9-Octadecene, 1,1-dimethoxy-, (2)-
31
5000 L SRS USRS BLSLEL A B
17.00 17. 20 17.40
m/z 41.00 40.62%
0 I HH‘ \\\\1\\%5\\15\2 184 222 248 280
m/z--> ' 260 2éo 360 3%0 460 '
Abundance
43
' 17.00 1720 1740
5000 m/z 70.95 38.01%
71
97
0 125 154 196 224 266 294 398 442
LR SR UL SURLELEL SR SR UL SRR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #129466: 18-Nonadecen-1-ol N e B
55 17.00 17.20 17.40
m/z 58.00 36.99Y%
82
5000
109
o J] J L\ | ,138 166 194 236 264
m/z--> 5'0 1(')0 1éo 2(')0 25'30 3(')0 350 4(|)O ' 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016407.D

Aca On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 2-Heptadecanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.41 2.77 ug/L 107649 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 95
2 2-Heptadecanone 254 C17H340 002922-51-2 90
3 2-Nonadecanone 282 C19H380 000629-66-3 90
4 2-Tridecanone 198 C13H260 000593-08-8 83
5 2-Tetradecanone 212 C14H280 002345-27-9 83
Abundance Scan 5076 (17.411 min): VV016407.D (-5061) (-) m/z 58.00 100.00%
43 ”
5000
17.00 17.20 17.40
111127
N — 160 281 m/z 43.00 88.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105856: 2-Heptadecanone
43
5000 [rrr T T
17.00 17.20 17.40
29 m/z 59.00 61.96%
o 15\J‘M ‘ 111127 152166180 196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58
43 1700 1720 1740
5000 m/z 71.00 46.74%
29
0 82 %110 157 152166180196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129460: 2-Nonadecanone e A i
17.00 17.20 17.40
m/z 41.00 27.13%
B ,_,_/L/J\/\‘k
| 111127 152166180 222 239 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1700 1720 17.40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060120\
Data File : VV016407.D

Acq On : 01 Jun 2020 13:18

Operator : SY/MD

Sample : L2780-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 6.65 6.4 ug/L 199009 1 5.63 154430 5.0
Acetic acid 6.96 31.7 ug/L 979831 1 5.63 154430 5.0
unknown-02 8.50 0.8 ug/L 40452 2 8.88 237967 5.0
Tetradecanoic acid 15.36 10.2 ug/L 395085 3 11.27 194165 5.0
Acetic acid, trif... 15.73 0.8 ug/L 30014 3 11.27 194165 5.0
unknown-03 17.29 0.8 ug/L 32452 3 11.27 194165 5.0
2-Heptadecanone 17.41 2.8 ug/L 107649 3 11.27 194165 5.0
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