LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 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 X\METHOD\82X082120W.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 1.471 59 63 79 rBvV 12691456 13978240 100.00% 34.748%
2 2.087 159 164 173 rBvY 134657 206638 1.48% 0.514%
3 2.331 197 204 212 rBY 1096498 1680624 12.02% 4.178%
4 2.416 212 218 233 rVV 2346486 3798069 27.17% 9.442%
5 2.575 237 244 258 rVB 126057 238619 1.71% 0.593%
6 3.629 410 417 428 rVB 71726 160112 1.15% 0.398%
7 3.812 439 447 457 rBV 168243 414983 2.97% 1.032%
8 3.910 457 463 474 rVvB2 171159 427349 3.06% 1.062%
9 4.452 542 552 565 rBV 336942 926207 6.63% 2.302%
10 5.471 705 719 730 rBV3 277394 816331 5.84% 2.029%

11 5.635 733 746 758 rvv2 474763 1357385 9.71% 3.374%
12 6.038 799 812 820 rBv2 287130 770584 5.51% 1.916%
13 6.830 931 942 952 rBV 704332 1665544 11.92% 4.140%
14 6.940 954 960 968 rVB 145588 322703 2.31% 0.802%
15 7.269 1006 1014 1023 rBVv2 102141 225451 1.61% 0.560%

16 8.696 1241 1248 1255 rBV 1484490 2292258 16.40% 5.698%
17 8.769 1255 1260 1269 rVB 189621 307901 2.20% 0.765%
18 10.098 1472 1478 1486 rVB 1463437 1988468 14.23% 4.943%
19 11.122 1640 1646 1652 rBV 1254522 1501328 10.74% 3.732%
20 11.988 1782 1788 1791 rBV2 95346 139817 1.00% 0.348%

21 12.061 1791 1800 1808 rVB2 1635226 2240360 16.03% 5.569%
22 12.256 1827 1832 1843 rBV 236483 355141 2.54% 0.883%
23 13.305 2000 2004 2007 rBV 361513 414670 2.97% 1.031%
24 13.420 2020 2023 2026 rBV 147366 174217 1.25% 0.433%
25 13.737 2068 2075 2078 rBV3 108639 236902 1.69% 0.589%

26 13.884 2094 2099 2102 rVvVv 380666 532491 3.81% 1.324%
27 13.951 2106 2110 2116 rVB4 146679 242402 1.73% 0.603%
28 14.079 2126 2131 2134 rBV 1132431 1229670 8.80% 3.057%
29 14.542 2204 2207 2213 rVB3 189771 310764 2.22% 0.773%
30 14.603 2213 2217 2222 rVB 116898 147578 1.06% 0.367%

31 14.652 2222 2225 2231 rBV2 347797 403397 2.89% 1.003%
32 14.792 2244 2248 2252 rBV 671597 720867 5.16% 1.792%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W.M
SW846 8260

Sum of corrected areas: 40227070
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

TIC Library :
TIC Integration Parameters:

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VX018385.D
a7

2.42

23
2.09 25 3%3&% 4.45 5.475.64 6.04

o

Time-->

VAN
L L L L L I L I L B L L L L L L I L B L L L L L L L L L

1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 540 5.60 5.80 6.00 6.20
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1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: VX018385.D

8.70
6.83

7.27 AEE.\??

Time-->

I T
7.00 7.50 9.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VX018385.D

12.06 14.08

12.26 13.38.42 8§%s, 145 5@ 9

I
12.50 13.00 13.50 14.00 14 50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 Acetaldehyde Concentration Rank 1

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

1.47 514.90 ug/1 13978200 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 74
2 Propane 44 C3HS8 000074-98-6 5
3 Ethvlene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Ethyne, fluoro- 44 C2HF 002713-09-9 3

Abundance Scan 63 (1.471 min): VX018385.D (-59) (-) m/z 44.00 100.00%
5000

1.20 1.40 160 1.80

ol 71 85 104 121 140157 175190 207223 247 268 287 m/z 42.95 60.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71: Acetaldehyde
29 44
5000 LI L L L L L L L L L
15 1.20 1.40 1.60 1.80
m/z 42.00 21.27%
0 ‘\ i
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
29
B B e e S
1.20 1.40 160 1.80
5000 m/z 41.00 9.25%
44
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75: Ethylene oxide T
29 1.20 1.40 160 1.80
a4 m/z 45.00 3.23%
15
5000
OHJHN”,L”,””,””“.”“.”“”.“”w.”w”.w”..””,””,”” L ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 Propanal Concentration Rank 2

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

2.33 61.91 ug/1 1680620 Pentafluorobenzene 5.64
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 9
3 Oxirane. methvl-. (S)- 58 C3H60 016088-62-3 7
4 Propvlene oxide 58 C3H60 000075-56-9 7
5 Borane, compd. with dimethylamin... 59 C2H10BN 000074-94-2 4

Abundance Scan 204 (2.331 min): VX018385.D (-197) (-) m/z 57.95 100.00%
58
5000 M
e e
39 200 2.20 240 2.60
Ol 093 1L 136 165 209 238 2801 "m/z 56.95 29.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #218: Propanal
29 58
5000 BENARAE SRR RS SRR
200 2.20 240 2.60
m/z 39.00 7.77%
o 15 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
28
SERARASRARSERALSERenEY
2.00 220 2.40 2.60
5000 58 m/z 42.00 6.04%
o 14 42
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #230: Oxirane, methyl-, (S)-
58 2.00 220 2.40 2.60
28 43 m/z 37.95 5.01%
5000
o 14
- ‘rrrrrrrrrrrrrrq-rrrrrrrrrrrrnTrrrrrrrrrrrrrrrrrn-rrrn-rrr ||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 2-Propen-1-ol Concentration Rank 7

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

3.81 15.29 ug/I 414983 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-ol 58 C3H60 000107-18-6 53
2 2-Propvn-1-ol. propionate 112 C6H802 001932-92-9 9
3 Methane. isocvanato- 57 C2H3NO 000624-83-9 4
4 Formic acid. 2-propenvl ester 86 C4H602 001838-59-1 4
5 Propylene oxide 58 C3H60 000075-56-9 4

Abundance Scan 447 (3.812 min): VX018385.D (-439) (-) m/z 57.00 100.00%
g7
5000
39
3.40 3.60 3.80 4.00 4.20
o 76 95 115 140155 182 207223 281 n/z  39.00 31.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #223: 2-Propen-1-ol
57
29
5000
3.40 3.60 3.80 4.00 4.20
m/z 57.95 18.21%
ol 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
340 3.60 380 4.00 4.20
5000 39 m/z 38.00 8.15%
0 15 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189: Methane, isocyanato-
57 3.40 3.60 3.80 4.00 4.20
m/z 40.00 8.15%
5000 28
oL 12 | 42
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 260 280 340 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 1-Propanol Concentration Rank 6

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

3.91 15.74 ug/I1 427349 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 59
2 2-Fluoropropene 60 C3H5F 001184-60-7 47
3 Allvl fluoride 60 C3H5F 000818-92-8 38
4 Cvclopropane 42 C3H6 000075-19-4 32
5 Isoxazolidine, 5-ethyl-2,4-dimet... 129 C7H15NO 056728-14-4 23

Abundance Scan 463 (3.910 min): VX018385.D (-457) (-) m/z 59.00 100.00%

59
42
5000

3.60 380 400 420
o 76 95 113 133147 190 208 243 282 m/z 42.05 76 .41%

Wwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #291: 1-Propanol
31
5000

3.60 3.80 4.00 4.20

59 m/z 60.05 55.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R o EAREEREEEEmEmae
39 3.60 3.80 4.00 4.20
5000 m/z 41.10 49.54%
o 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #285: Allyl fluoride
59 3.60 3.80 4.00 4.20
m/z 39.00 41 .05%
5000
39
o.npﬁhpnj.”w”.w””“.”“”.“”w.”w””,””“.”“”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 2,3-Butanedione Concentration Rank 3

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

4.45 34.12 ug/1 926207 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanedione 86 C4H602 000431-03-8 80
2 2-Pentanone 86 C5H100 000107-87-9 45
3 Azetidine. l1-nitroso- 86 C3H6N20 015216-10-1 7
4 Acetic acid ethenvl ester 86 C4H602 000108-05-4 7
5 Ethanone, 1l-oxiranyl- 86 C4H602 004401-11-0 5

Abundance Scan 552 (4.452 min): VX018385.D (-542) (-) m/z 43.00 100.00%
43
5000
8 420 4.40 4.60 4.80
Obrrrprrrry ...,.‘??.,.'...,.1..1.2,.1.??.1.“3.1.,.?.7?’,....2]97.. 234 280 283 'm/z 85.95 16.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1658: 2,3-Butanedione
43
5000 rrTTTTTTT T T T T T
420 4.40 4.60 4.80
86 m/z 42.00 8.67%
15
0 IIII""I""I""I""I""I'"'I""I""I""I""I""I""I""IIIII T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
420 4.40 4.60 4.80
5000 m/z 44.00 2.52%
86
27 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1610: Azetidine, 1-nitroso- AR EARE L
28 420 4.40 4.60 4.80
m/z 41.00 2.16%
5000
86
i
s R R A R A LN LA AR LN SRS RARAY ARSI LS AREN R R L IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 1,3-Dioxane, 2-methyl- Concentration Rank 9

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

6.94 9.69 ug/Il 322703 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxane. 2-methvl- 102 C5H1002 000626-68-6 53

2-T2-T2-12-T2-12-12-(2-Methoxvet. .. 426 C19H38010 1000351-91-7 53
2-12-T2-12-T2-12-(2-Methoxvethox. .. 382 C17H3409 1000351-91-6 53
4 Hvdrazine. 1.1-diethvl-2-(l-meth... 130 C7H18N2 067398-39-4 47
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 514 C23H46012 1000351-89-8 42
Abundance Scan 960 (6.940 min): VX018385.D (-954) (-) m/z 86.95 100.00%
87
59
5000
6.60 6.80 7.00 7.20
ol 102 141 159 176 200 216 261 297 m/z 43.00 92 . 80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4265: 1,3-Dioxane, 2-methyl-
87
43
5000
2 6.60 6.80 7.00 7.20
‘ m/z 58.95 55.32%
0"WA'WH”ﬂ'”'P”}9%”P'”I””I”'W”'W'”W'”'P”'P'”P'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
87
6.60 6.80 7.00 7.20
5000 59 m/z 58.05 53.75%
43 103
ol 28 131147 175191 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #203137: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]e...
87 6.60 6.80 7.00 7.20
m/z 40.95 34.67%
59
5000
43
103
oz, | 13y 175191 219 . k j\¥
m/z--> 20 40 60 éo 100 120 150 160 180 200 220 240 260 280 300 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.30 9.25 ug/Il 414670 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 64
Abundance Scan 2003 (13.298 min): VX018385.D (-2000) (-) m/z 57.05 100.00%
43 57
5000
99 112 170 13.00 13.20 13.40 13.60
o 127141 157 207 221 251 m/z 43.00 89 _37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38315: Dodecane
57
43
71
5000
85 13.00 13.20 13.40 13.60
29 m/z 41.00 54 _.46%
98 112 127 170
ol [ N | | P 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 il AN N7 N
71 13.'00 13.'20 13.'40 13.|60
5000 g5 m/z 71.10 50.47%
29
. 9 113127141155169 198
m/z--> 25 45 éo 85 160 150 150 160 180 200 250 250 '
Abundance #48834: Tridecane
43 7 13.00 13.20 13.40 13.60
m/z 85.10 31.74%
71
5000 85
29 %
J ) | L) P 12127 141155 169 184
m/z--> 25 45 éo 85 160 150 150 160 180 200 250 250 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 1-Decene, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.88 11.88 ug/Il 532491 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene. 4-methvl- 154 C11H22 013151-29-6 81
2 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 80
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 72
4 2-Undecene. 5-methvl- 168 C12H24 056851-34-4 72
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
Abundance Scan 2098 (13.878 min): VX018385.D (-2094) (-) m/z 57.10 100.00%
57 o,
5000

T 99 s 129145155 13.60 13.80 14.00 14.20

ol 142199168183196 216 246 269 mn/z 71.05 79 85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27044: 1-Decene, 4-methyl-

57
43 71

5000
13.60 13.80 14.00 14.20

112 m/z 43.00 69.51%
L \\ 97 | 126139154

o

e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71
13.60 13.80 14.00 14.20
5000 43 m/z 41.00 44 .96%
85
29 113
99 141
oY Y S et M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161093: Sulfurous acid, 2-ethylhexyl nony! ester R B
57 13.60 13.80 14.00 14.20
71 m/z 69.00 29.57%
5000 43
85 113
h ‘ 99 127
0.“.”,”.q:u.ﬂ.”,”.w.”.“.” e e S o UM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.08 27.44 ug/1 1229670 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 87
4 Dodecane 170 C12H26 000112-40-3 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81

Abundance Scan 2131 (14.079 min): VX018385.D (-2126) (-) m/z 57.10 100.00%

57

5000

13.80 14.00 14.20 14.40

112127 184 597

155 238253 289

o] m/z 43.10 81.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48834: Tridecane
57
5000 4 85
13.80 14.00 14.20 14.40
m/z 71.10 64 .69%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
a1 13.80 14.00 14.20 14.40
5000 85 m/z 41.00 46.81%
ol14 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59881: Tetradecane T
57 13.80 14.00 14.20 14.40
m/z 85.05 39.93%
4
5000 85
0 “ 111 ‘ Jooal 1}3 141 169 198
B A L o e o R RABANRRERNRARSAREIESEENms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091420\
Data File : VX018385.D

Aca On : 14 Sep 2020 15:50

Operator : JC/SP

Sample : L3952-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title : SW846 8260

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 10 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.79 16.09 ug/Il 720867 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 2248 (14.792 min): VX018385.D (-2244) (-) m/z 57.05 100.00%

g7
43

71

5000

14.40 14.60 14.80 15.00 15.20

127 151 169183198 215 232 251

281

0 m/z 43.00 81.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane
57
43
5000 85

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_v_v—rv_r
14.40 14.60 14.80 15.00 15.20
m/z 71.10 65.73%

99
198
L Lo 1e7 assyyg 16

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 W

14.40 14.60 14.80 15.00 15.20

o

5000 85 m/z 41.05 46.09%
99
o 27 127 155 183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 M/\/\’\/\/\AJ
Abundance #48834: Tridecane R AR RREBRRE
43 57 14.40 14.60 14.80 15.00 15.20
m/z 85.00 41.82%
5000 85
2 99
N 1 O -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091420\
Data File : VX018385.D

Acq On : 14 Sep 2020 15:50

Operator : JC/SP

Sample - L3952-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetaldehyde 1.47 514.9 ug/1 13978200 1 5.64 1357390 50.0
Propanal 2.33 61.9 ug/1 1680620 1 5.64 1357390 50.0
2-Propen-1-ol 3.81 15.3 ug/I1 414983 1 5.64 1357390 50.0
1-Propanol 3.91 15.7 ug/I1 427349 1 5.64 1357390 50.0
2 ,3-Butanedione 4.45 34.1 ug/Il 926207 1 5.64 1357390 50.0
1,3-Dioxane, 2-me... 6.94 9.7 ug/l 322703 2 6.83 1665540 50.0
Dodecane 13.30 9.3 ug/Il 414670 4 12.06 2240360 50.0
1-Decene, 4-methyl- 13.88 11.9 ug/I1 532491 4 12.06 2240360 50.0
Tridecane 14.08 27.4 ug/1 1229670 4 12.06 2240360 50.0

4

Tetradecane 14.79 16.1 ug/I 720867 12.06 2240360 50.0
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