LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101118\

Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc - 5.0mL/MSVOA_U/WATER S AR TTANIK
ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82U101118W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.476 86 94 103 rBvY 21699 24921 1.73% 0.230%
2 2.247 325 334 345 rVB 24085 35817 2.49% 0.331%
3 2.328 347 359 387 rBV 313946 512889 35.60% 4.735%
4 2.456 388 399 421 rVB 52225 100937 7.01% 0.932%
5 2.836 503 517 537 rBvV2 29014 62476 4._34% 0.577%
6 3.186 612 626 649 rvVB3 16411 36337 2.52% 0.335%
7 3.993 861 877 903 rBvV 76117 198553 13.78% 1.833%
8 4.267 949 962 990 rBvV 107126 264579 18.37% 2.443%
9 4.887 1139 1155 1171 rBV3 102949 229806 15.95% 2.122%
10 4.987 1172 1186 1207 rVV 165566 362822 25.19% 3.350%

11 5.312 1269 1287 1299 rBV 126104 264633 18.37% 2.443%
12 5.392 1299 1312 1328 rVB 342889 720981 50.05% 6.656%
13 5.787 1419 1435 1453 rBV 246605 522263 36.25% 4.821%
14 5.887 1454 1466 1500 rVvVv 265646 560969 38.94% 5.179%

15 6.032 1500 1511 1537 rVB 34481 81812 5.68% 0.755%
16 6.176 1546 1556 1584 rBV 35377 80172 5.57% 0.740%
17 6.421 1618 1632 1660 rBV 214134 420253 29.17% 3.880%
18 6.582 1676 1682 1699 rVB 8957 16038 1.11% 0.148%
19 6.787 1731 1746 1748 rBV2 29573 43916 3.05% 0.405%
20 6.826 1749 1758 1784 rVB 117807 245766 17.06% 2.269%
21 6.958 1789 1799 1817 rVvVv 12113 22709 1.58% 0.210%
22 7.369 1916 1927 1944 rBV 16270 30188 2.10% 0.279%

23 7.463 1944 1956 1977 rBV 287613 564952 39.22% 5.216%
24 7.566 1977 1988 2006 rvVv 400768 727870 50.53% 6.720%
25 7.704 2020 2031 2063 rVB 101863 204795 14.22% 1.891%

26 7.906 2082 2094 2137 rBV 773862 1440546 100.00% 13.299%
27 8.167 2162 2175 2188 rBV 71193 133675 9.28% 1.234%

28 8.231 2189 2195 2212 rVB2 15916 28252 1.96% 0.261%
29 8.369 2227 2238 2256 rBV2 68941 127863 8.88% 1.180%
30 8.485 2263 2274 2295 rVB9 8664 27030 1.88% 0.250%
31 8.588 2296 2306 2313 rVV6 10266 20884 1.45% 0.193%
32 8.636 2314 2321 2328 rVV 21974 38922 2.70% 0.359%
33 8.681 2329 2335 2355 rVvB2 24100 44272 3.07% 0.409%
34 8.784 2356 2367 2390 rBV2 16873 36545 2.54% 0.337%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101118\

Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc - 5.0mL/MSVOA_U/WATER S AR TTANIK
ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82U101118W.M

Title : SW846 8260

35 8.951 2408 2419 2435 rBV 45427 86064 5.97% 0.795%
36 9.051 2436 2450 2452 rvVVv6 12674 25260 1.75% 0.233%
37 9.090 2452 2462 2484 rVB 337980 588468 40.85% 5.433%
38 9.218 2494 2502 2506 rBV 12034 16729 1.16% 0.154%
39 9.260 2507 2515 2535 rVB2 72088 155182 10.77% 1.433%
40 9.376 2544 2551 2564 rVB3 12949 22754 1.58% 0.210%
41 9.459 2564 2577 2588 rBV3 13393 30919 2.15% 0.285%
42 9.781 2668 2677 2684 rBV3 11862 19695 1.37% 0.182%
43 9.922 2715 2721 2734 rVB2 10529 17422 1.21% 0.161%
44 10.051 2747 2761 2764 rBV4 18147 30847 2.14% 0.285%

45 10.196 2796 2806 2830 rVV 137194 270617 18.79% 2.498%

46 10.308 2830 2841 2865 rVB2 267364 498539 34.61% 4.602%

47 10.421 2866 2876 2889 rBV4 19855 38082 2.64% 0.352%
48 10.572 2907 2923 2933 rBvVS8 7508 19978 1.39% 0.184%
49 11.102 3073 3088 3095 rBV2 40936 67368 4.68% 0.622%
50 11.144 3095 3101 3114 rVB5 16145 29545 2.05% 0.273%
51 11.421 3178 3187 3196 rBvV 61704 95282 6.61% 0.880%
52 11.485 3196 3207 3219 rVvV 305185 478612 33.22% 4.418%
53 12.041 3372 3380 3386 rBVv2 11111 18203 1.26% 0.168%
54 12.363 3473 3480 3495 rVB4 17131 29947 2.08% 0.276%
55 12.485 3510 3518 3534 rBV7 9689 20958 1.45% 0.193%
56 14.202 4045 4052 4062 rVB2 25433 37132 2.58% 0.343%
Sum of corrected areas: 10832046
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
VU027608.D

11 Oct 2018 18:50

MD/SY

J5456-01

5.0mL/MSVOA_U/WATER

28 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 1 Isopropyl Alcohol Concentration Rank 7

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

2.46 13.91 ug/Il 100937 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
3 4-Penten-2-ol 86 C5H100 000625-31-0 9
4 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 400 (2.460 min): VU027608.D (-388) (-) m/z 45.00 100.00%
45 q
5000
e
3£?4|1|| 59 220 2.40 2.60 2.80 '
R SRR AR RARRA RN RRARA RALES RARLARRARS RRARS RARLNRRARARRARS SRARS RARRAN m/z 43.00 19.14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropyl Alcohol
45
5000
220 2.40 2.60 2.80
m/z 41.00 8.43%
27
.,..”,...}ﬁ.ﬁ?....“l.l?&..,.ﬁqﬁﬁl: '”'I'ﬁql"?ﬁ"'ﬁ"'ﬁ""P"'P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45 60
30 220 2.40 2.60 2.80
5000 m/z 39.00 6.39%
Bg 27 5 57
WWWWTWWWWWWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol
45 220 2.40 2.60 2.80
m/z 41.95 4_95%
5000
27 4
| 3134 39\% 5053 57 63 67 71

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 Butanal Concentration Rank 4

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

3.99 27.36 ug/1 198553 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene, ethoxy- 72 C4H80 000109-92-2 47
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 38
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
5 O-Methylisourea 74 C2H6N20 002440-60-0 33

Abundance Scan 876 (3.990 min): VU027608.D (-861) (-) m/z 43.95 100.00%
44
72
5000 39 57
3.60 3.80 4.00 4.20 4.40
5053 69 86
'W”“W”P”Wmﬁ”“W”P”'I'”“P”WWW“”PMP“WMW“”PWP”W m/z 41.10 96.43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
at
72
5000 29 A RARNRARESRAREENARS RN
57 3.60 3.80 4.00 4.20 4.40
m/z 43.10 91.60%
"P'”I”'}E'%g'“'i'lﬁ'ﬁ?P?Lﬁ“ "“?ﬁ'?ﬁ'“'v'“?§§%l”'v"w'“'v'“l“'w
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
44
3.60 3.80 4.00 4.20 4.40
5000 29 72 m/z 72.10 62.58%
28 41 57
) RALRE AR LSS RRAAA ALY RERAN RAAANRRARN LARKY RRAMN ALL) RARAA LAKAS RRALNRALE) RERMN LAAL ALLI N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #697: 1-Propene, 3-methoxy-
29 a1 3.60 3.80 4.00 4.20 4.40
72 m/z 39.10 44 .84%
5000 > 57
15 ) 5
12w 19 133 | 53 69
m/z--> 5 10 15 20 25 35 35 40 45 50 55 60 65 70 fs 80 85 90 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 2-Butanone, 3-methyl- Concentration Rank 2

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

5.79 46.55 ug/1 522263 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
2 2-Pentanone 86 C5H100 000107-87-9 64
3 2,3-Butanedione 86 C4H602 000431-03-8 50
4 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9
5 1-Propen-2-ol, formate 86 C4H602 032978-00-0 7

Abundance Scan 1436 (5.791 min): VU027608.D (-1419) (-) m/z 43.00 100.00%
43
5000
39 86 540 560 580 6.00 6.20
50 5558 62 67 /1 . ' ) '
'W““W“P“WNW““W“P“hLH““PNP“WMW““W“P“WMWL“PNP m/z 41.10 16.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1769: 2-Butanone, 3-methyl-
43
5000
540 5.60 5.80 6.00 6.20
o m/z 86.10 15.75%
2l a3 55 61 71
miz> 8 10 15 20 25 30 35 40 45 50 95 60 65 70 75 80 5 90 95
Abundance
43
540 5.60 5.80 6.00 6.20
5000 m/z 39.00 7.11%
27 58 71 8
15 31 39 5053 61 67
L LARR R RRRN ARARA LAAS) RERRNAALES RUALA LLERNRRMLN RRRRNRUREN RARM) ERRN ALK RUARA LARENRRAL LN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1661: 2,3-Butanedione
43 540 5.60 5.80 6.00 6.20
m/z 42.00 5.16%
5000
15 86
12 | 2831 3639 ,| 5053 57 69
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 | | 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 2-Pentanone Concentration Rank 3

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

6.42 37.46 ug/1 420253 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 91
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 50
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 1632 (6.421 min): VU027608.D (-1618) (-) m/z 43.00 100.00%
43
5000 !
39 58 71 8 6.00 6.20 6.40 6.60 6.80
50 557 6367 . : : :
e e 20 S 8367 L | n/z 86.10  15.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1709: 2-Pentanone
43
5000
6.00 6.20 6.40 6.60 6.80
. . - 86 m/z 41.10 11.59%
15 31 39| 5083 61 67 |
s B o T T % T o B o 6 6 b T B 85 30 5
Abundance
43
6.00 6.20 6.40 6.60 6.80
5000 m/z 71.10 8.23%
20 55 39 55 61 71 8
AR KLY RARE RRAN RAALN RARLY ARRA LALLA RALL) LARRD RARAD RANL) RARENAARAD RAAL) RARENRLERN RARK) RAREN LK
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1661: 2,3-Butanedione T AREmmE ey
43 6.00 6.20 6.40 6.60 6.80
m/z 58.00 7.81%
5000
15 86
12 | 252831 3639 ,| 505357 69
m/z--> 5 10 fs 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 2-Butanone, 3,3-dimethyl- Concentration Rank 5

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

6.83 21.91 ug/1 245766 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 72
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 64
3 3-Hexanone 100 C6H120 000589-38-8 53
4 Diazene, bis(l,l-dimethylethyl)- 142 C8H18N2 000927-83-3 47
5 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 45

Abundance Scan 1759 (6.829 min): VU027608.D (-1749) (-) m/z 57.10 100.00%
g7
41
5000
100
6.40 6.60 6.80 7.00 7.20
85
SR | O R A ) N m/z 41.05 59.10%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57
41
5000 29
6.40 6.60 6.80 7.00 7.20
15 100 m/z 43.00 43.86%
| o sl e e
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43 57
6.40 6.60 6.80 7.00 7.20
5000 29 m/z 100.10 23.03%
71 100
21 37 51 65 79 85
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3783: 3-Hexanone A REmmR R
43 57 6.40 6.60 6.80 7.00 7.20
m/z 39.00 15.72%
71
5000 100
29
15 ‘L‘ 37\“ 51 | 63 | 77 8
m/z--> 10 20 30 40 50 6 70 8 9 100 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 2-Pentanone, 3-methyl- Concentration Rank 6

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

7.70 17.40 ug/Il 204795 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 90
2 2-Butanone 72 C4H80 000078-93-3 53
3 2-Hexanone 100 C6H120 000591-78-6 47
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 47
5 5,9-Dodecadien-2-one, 6,10-dimet... 208 C14H240 1000132-10-9 28

Abundance Scan 2030 (7.701 min): VU027608.D (-2020) (-) m/z 43.00 100.00%
a3
5000
57
72
85 100 7.40 7.60 7.80 8.00
...,....,....,...3?',:...5,0..-.|.,.‘?“?.,.|...,..-..,....:...., m/z 57.05 35.94%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3864 2-Pentanone, 3-methyl-
43
5000
29 57 7.40 7.60 7.80 8.00
72 m/z 41.00 29.91%
I 37‘M 51 w‘ 63 85 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
43
7.40 7.60 7.80 8.00
5000 m/z 72.10 21.15%
29 72
15 37 50 '
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3778: 2-Hexanone A
43 7.40 7.60 7.80 8.00

m/z 56.05 12.62%

5000 58

29
L sl s

m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00

71 85 100
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 2-Pentanol, 4-methyl- Concentration Rank 1

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

7.91 122.40 ug/l 1440550 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 78
3 2-0Octanol 130 C8H180 000123-96-6 64
4 2-Octanol, (S)- 130 C8H180 006169-06-8 64
5 2-Octanol, (R)- 130 C8H180 005978-70-1 64

Abundance Scan 2095 (7.910 min): VU027608.D (-2082) (-) m/z 45.00 100.00%
45
5000
| T TR0 70 600 820
56 87 . . . .
..,....,....,..?.ﬁ'.'!..,..'.".,....|,..7.?,.:.'.,...??9...,....,....,.... m/z 43.05 25.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4443: 2-Pentanol, 4-methyl-
45
5000
7.60 7.80 8.00 8.20
97 69 m/z 69.10 20.48%
RN N . ™
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
7.60 7.80 8.00 8.20
5000 m/z 41.05 19.36%
69
19 27 38 55 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13625: 2-Octanol
45 7.60 7.80 8.00 8.20
m/z 38.95 8.84%
5000
55
29
s Pl | g ST w2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 8 2-Pentanone, 4,4-dimethyl- Concentration Rank 8

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

8.17 11.36 ug/Il 133675 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 90
2 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 64
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 59
4 2-Heptanone 114 C7H140 000110-43-0 25
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 17

Abundance Scan 2176 (8.170 min): VU027608.D (-2162) (-) m/z 43.00 100.00%
43
5000 57
99 114 7.80 8.00 820 8.40 8.60
....,....',|~ s Y m/z 57.05  48.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7562: 2-Pentanone, 4,4-dimethyl-
43
5000 57
7.80 8.00 820 8.40 8.60
15 29 L m/z 58.00 34.06%
Ll 71 8e 99
m/z--> 25 40 60 80 160 120 140 160 180 200
Abundance
43
57
7.80 8.00 820 8.40 8.60
5000 m/z 41.05 20.75%
87 114
29
15 73 101 131 159
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7495: 2-Hexanone, 5-methyl-
43 7.80 8.00 820 8.40 8.60
m/z 39.00 8.97%
5000
58
15 27 71
...‘.,.‘.‘..‘,‘a..‘.“,..‘..,8.5...9?..1.1.4,....,....,....,....,.... A—Lﬁ
m/z--> 20 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 9 3,4-Dimethyl-2-pentanone Concentration Rank 10

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

8.95 7.31 ug/l 86064 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 72
2 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 53
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 45
4 2-Butanone 72 C4H80 000078-93-3 43
5 2-Buten-1-ol, acetate 114 C6H1002 000628-08-0 42

Abundance Scan 2419 (8.951 min): VU027608.D (-2408) (-) m/z 43.05 100.00%
43
5000
72
55 99 114 8.60 8.80 9.00 9.20
...,....,....,....','::..,..'.'.,....i|....??...,....-,....,.:..,.. m/z 72.10 27.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7550: 3,4-Dimethyl-2-pentanone
43
5000
72 8.60 8.80 9.00 9.20
28 o m/z 71.10 19.87%
o fliosnll T e3 ‘ 83 o1 99 107114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
8.60 8.80 9.00 9.20
5000 72 m/z 41.05 13.91%
Z > 6 79 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3807: Butanal, 2-ethyl- e B
43 8.60 8.80 9.00 9.20
m/z 39.00 8.21%
5000
72
27
|| . 51 FF 82 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 860 880 9.00 920
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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 10 unknownll.42 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.42 9.95 ug/Il 95282 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 32
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 28
3 2-Pentanone 86 C5H100 000107-87-9 27
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 25
5 Eicosane 282 C20H42 000112-95-8 23
Abundance Scan 3187 (11.421 min): VU027608.D (-3178) (-) m/z 43.00 100.00%
43
57
5000
LA
| 99109 127 11,20 11.40 11.60 11.80
R B m/z 57.05 59.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28438: Nonane, 4,5-dimethyl-
43 57
71
5000 85 U B B B B
11.20 11.40 11.60 11.80
29 m/z 71.05 37.22%
T o0 il ] e 13126 14 156
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
71 11.20 11.40 11.60 11.80
0
5000 23 g5 m/z 41.05 36.26%
29
97 127139 151161 179 191
miz--> 20 40 60 80 100 120 140 160 180
Abundance #1709: 2-Pentanone L e B
43 11.20 11.40 11.60 11.80
m/z 86.10 30.05%
5000
T }?I ﬁT"HM "?ﬁ' 7?'|' A DAL SN IR SRR SUL L B S BV
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027608.D

Acq On : 11 Oct 2018 18:50

Operator : MD/SY

Sample - J5456-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_M
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]
Isopropyl Alcohol 2.46 13.9 ug/I1 100937 1 4.99 362822 50.0
Butanal 3.99 27.4 ug/I1 198553 1 4.99 362822 50.0
2-Butanone, 3-met... 5.79 46.5 ug/1 522263 2 5.89 560969 50.0
2-Pentanone 6.42 37.5 ug/I1 420253 2 5.89 560969 50.0
2-Butanone, 3,3-d... 6.83 21.9 ug/I1 245766 2 5.89 560969 50.0
2-Pentanone, 3-me... 7.70 17.4 ug/I1 204795 3 9.09 588468 50.0
2-Pentanol, 4-met... 7.91 122.4 ug/l 1440550 3 9.09 588468 50.0
2-Pentanone, 4,4-_.. 8.17 11.4 ug/I1 133675 3 9.09 588468 50.0
3,4-Dimethyl-2-pe... 8.95 7.3 ug/l 86064 3 9.09 588468 50.0

4

unknownll.42 11.42 9.9 ug/Il 95282 11.48 478612 50.0
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