LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 27 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\82U061318W.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 1.092 141 156 173 rBvY 624543 768026 30.20% 6.715%
2 1.407 247 254 267 rVB 96129 103194 4._.06% 0.902%
3 1.477 269 276 287 rBV 54915 67366 2.65% 0.589%
4 2.018 435 444 460 rVB 76800 124354 4 .89% 1.087%
5 2.445 567 577 591 rVB 19303 34171 1.34% 0.299%
6 2.989 735 746 762 rVB 31963 59473 2.34% 0.520%
7 4.233 1108 1133 1155 rBvV2 57068 144171 5.67% 1.261%
8 4.889 1320 1337 1353 rBv 183833 413267 16.25% 3.613%
9 4.989 1353 1368 1391 rVvB 244224 536496 21.09% 4.691%
10 5.313 1453 1469 1485 rBV 184197 391240 15.38% 3.421%
11 5.394 1485 1494 1509 rVB3 18531 39913 1.57% 0.349%

12 5.889 1593 1648 1664 rBvV 423894 1315966 51.74% 11.506%
13 7.570 2157 2171 2189 rBvV 664999 1169168 45.97% 10.222%
14 7.853 2242 2259 2260 rBV3 44938 94338 3.71% 0.825%
15 9.091 2632 2644 2651 rBV 532070 954258 37.52% 8.343%

16 10.310 3011 3023 3040 rBvV 520687 816231 32.09% 7.137%
17 11.487 3375 3389 3409 rVB 606312 959276 37.71% 8.387%
18 12.570 3718 3726 3737 rVB3 18501 28800 1.13% 0.252%
19 12.962 3837 3848 3870 rBV 232434 388593 15.28% 3.398%
20 13.323 3949 3960 3982 rBV2 99835 222901 8.76% 1.949%

21 15.130 4513 4522 4544 rBV3 51441 115421 4._.54% 1.009%
22 15.689 4683 4696 4754 rBV 1298101 2543539 100.00% 22.239%

23 16.020 4792 4799 4810 rVB2 59266 82368 3.24% 0.720%
24 16.888 5061 5069 5080 rVB2 44949 64754 2.55% 0.566%
Sum of corrected areas: 11437284
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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\VU061818\
Vu024705.D

18 Jun 2018 20:39

MD/SY

J3477-06

5.0mL/MSVOA U/WATER

27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W .M
SW846 8260

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\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
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 Acetaldehyde Concentration Rank 6

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

1.48 6.28 ug/Il 67366 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 56
2 Propane 44 C3HS8 000074-98-6 5
3 Ethvlene oxide 44 C2H40 000075-21-8 5
4 2-Hexanamine. 4-methvl- 115 C7H17N 000105-41-9 5
5 Tuaminoheptane 115 C7H17N 000123-82-0 5

Abundance Scan 277 (1.481 min): VU024705.D (-269) (-) m/z 44.00 100.00%
a4
5000
1.20 1.40 1.60 1.80
...,....,....,....,'I a2 69 788 %8 XS . m/z 43.00 59.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #72: Acetaldehyde
29
44
5000 UR RN IR S U
15 1.20 1.40 1.60 1.80
m/z 42.00 21.46%
"W“l“%%mll”"A“'W"”I'”'I”"P"W"”I'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
29
1.20 1.40 1.60 1.80
5000 m/z 41.00 9.49%
44
"'I'%?'%%'"I"??P"'I""I'"'I""I”"I""I""I""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #75: Ethylene oxide R R e e
29 1.20 1.40 1.60 1.80
a4 m/z 45.00 3.09%
15
5000
"'Pw”?%“nh'”IJ“'P'”I'”'P'”I”"P'”I”'W"”I”
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
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 unknown2.02 Concentration Rank 5

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

2.02 11.59 ug/Il 124354 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 40
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Fluoroacetic acid 78 C2H3F02 000144-49-0 2

Abundance Scan 445 (2.021 min): VU024705.D (-435) (-) m/z 45.00 100.00%
45
5000 /k\_
R R R a
1.60 1.80 2.00 2.20 2.40
R | NSNS S o S e oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95: Ethanol
1
5000 45 RS NRARE SRR N
160 180 2.00 2.20 2.40
m/z 43.00 21.00%
15
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
28 [Ty
15 1.60 1.80 2.00 2.20 2.40
5000 m/z 42.00 9.09%
miz-> 20 40 60 80 100 120 140 160 180 200 JW
Abundance #92: Methane, nitroso- AR ma e e
30 1.60 1.80 2.00 2.20 2.40
45 m/z 40.95 1.96%
15
”"Iﬂ"Nm"I”"I”"I”"I”"I”"I”"I”"I”" [Ty
m/z--> 200 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.96 20.25 ug/1 388593 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 94
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
3 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 40
4 Methvl-4-deoxy-2.3-di-O-methvl.b... 218 C9H1406 1000312-09-9 40
5 Heptanoic acid, 2,6-dimethyl-, m... 172 C10H2002 033315-72-9 38
Abundance Scan 3847 (12.959 min): VU024705.D (-3837) (-) m/z 72.95 100.00%
B 88
5000
41 5
101 AR A SO AR
| 11|6 I 12/60 12.80 13.00 13.20
S O — m/z 88.00 93.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20867: Hexanoic acid, 2-ethyl-
73 88
5000 57 VN SN RS
41 12.60 12.80 13.00 13.20
29 101 146 m/z 41.05 35.69%
---1?-‘-‘--‘.“-‘--‘%.--“-‘- .‘-“- .,‘...‘l,.l??.,l‘.‘“...,....,....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73 88
12.60 12.80 13.00 13.20
5000 m/z 57.05 30.82%
" 101
29 55
"'I""I"'W""I""I""I""I"}Sﬁ"'l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88 12.60 12.80 13.00 13.20
m/z 55.00 22 .05%
5000
75
101
45
T 59 \‘ | 110129 145 176 189
Trrprrrryrrrryrrtrryrrrrprrrryrrrrprrrrrrr1rrrr —v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—r
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
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 1-Nonanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.32 11.62 ug/Il 222901 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cvclopropane. 1l-methvl-2-octvl- 168 C12H24 037617-26-8 80
3 Cvcloheptane 98 C7H14 000291-64-5 74
4 Cvclopropane. l-ethvl-2-heptvl- 168 C12H24 074663-86-8 64
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64
Abundance Scan 3959 (13.319 min): VU024705.D (-3949) (-) m/z 56.05 100.00%
4 P 4,
5000 a3
98
” 11 126 13.00 13.20 13.40 13.60
B e e I e B O m/z 55.00 97 .15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21105: 1-Nonanol
56
41
70
5000 URRUNRAR TN ISR B
83 4 13.00 13.20 13.40 13.60
29 ‘ m/z 41.00 83.71%
15 -W--‘. ol .‘l‘- =S
m/z--> 20 40 60 80 100 120 140 160
Abundance
a1 9
13.00 13.20 13.40 13.60
5000 m/z 70.05 79.30%
83
29 97
111 125 140 153 168
miz--> 20 40 60 8 100 120 140 160
Abundance #3304: Cycloheptane
aq B 98 13.00 13.20 13.40 13.60
70 m/z 69.05 72.93%
83
5000
27
||1|5||M||l‘||‘|“|‘||‘|‘|||w|||‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
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 unknownl5.13 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.13 6.02 ug/l 115421 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 43
2 2.3-Dimethvildecane 170 C12H26 017312-44-6 38
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 35
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 35
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 35
Abundance Scan 4522 (15.130 min): VU024705.D (-4513) (-) m/z 45.00 100.00%
57 7
5000 85
T 1480 1500 15,20 1540 |
111 157 . . . .
-..:||,..'..,.-||...,1?‘?..~,....,....,2]°.7.. m/z 71.10 98.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
5000 57 71 85 R R
14.80 15.00 15.20 15.40
- m/z 43.00 95.84%
w T e 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
71 R NI SRR BRI UGS
57 14.80 15.00 15.20 15.40
5000 a5 m/z 57.10 80.07%
29 126
97
15 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48836: Nonane, 5-butyl- e A AREREE TS
43 57 7 14.80 15.00 15.20 15.40
m/z 41.00 64.42%
85
- WJ\/\W
126
29
"'I"J"H“' ﬂyl"l '|W"?K '}%%I' "}?q'lﬁﬂl"' e rrrrT AL N B BRI UGS
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024705.D

Aca On : 18 Jun 2018 20:39

Operator : MD/SY

Sample : J3477-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
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 unknownl5.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.69 132.58 ug/Il 2543540 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 47
2 Dichloroacetic acid. 4-methvlpen... 212 C8H14Cl1202 1000282-43-7 38
3 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 38
4 10-Methvlnonadecane 282 C20H42 056862-62-5 38
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 35
Abundance Scan 4696 (15.689 min): VU024705.D (-4683) (-) m/z 71.05 100.00%

5000

—

15.40 15.60 15.80 16.00
m/z 43.05 99.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48837: Nonane, 5-butyl-
43 57 71
85
5000 126 LA INL L L L L O L L LB

15.40 15.60 15.80 16.00
m/z 57.05 86.90%

i “ Loy, 112 \ 140 155 184

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

_%

Abundance
43
15.40 15.60 15.80 16.00
5000 71 m/z 85.10 62.36%
84
56
29 111 142
mewmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113723: Sulfurous acid, decy! 2-propy! ester EBREEE RS o o
43 15.40 15.60 15.80 16.00
m/z 41.00 62.32%
57
5000 71 85
29 ‘ ‘ 99
i 125 141 175 205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. OO

82U061318W.M Tue Jun 19 14:32:51 2018

Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061818\
Data File : VU024705.D

Acq On : 18 Jun 2018 20:39

Operator : MD/SY

Sample - J3477-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.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 1.48 6.3 ug/Il 67366 1 4.99 536496 50.0
unknown?2 .02 2.02 11.6 ug/Il 124354 1 4.99 536496 50.0
Hexanoic acid, 2-... 12.96 20.3 ug/I1 388593 4 11.49 959276 50.0
1-Nonanol 13.32 11.6 ug/Il 222901 4 11.49 959276 50.0
unknown15.13 15.13 6.0 ug”/Il 115421 4 11.49 959276 50.0
unknownl15.69 15.69 132.6 ug/l 2543540 4 11.49 959276 50.0
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