LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VN050733.D

Aca On - 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 -
Misc - 5_.00mL/MSVOA N/WATER engn st AT Al
ALS Vial : 20 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 N\METHODS\82N081418W_.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 1.658 3 21 47 rBY 1759353 2934247 82.72% 9.768%
2 1.815 62 70 82 rBv3 29399 46237 1.30% 0.154%
3 2.153 168 175 191 rvB2 36904 59574 1.68% 0.198%
4 3.821 679 694 729 rVB2 225541 602457 16.98% 2.006%
5 4.066 751 770 796 rBv4 26579 90892 2.56% 0.303%
6 4.799 974 998 1022 rBV3 46093 165213 4 .66% 0.550%
7 6.561 1527 1546 1562 rBV6 18096 57969 1.63% 0.193%
8 6.844 1611 1634 1657 rBV 87356 256163 7.22% 0.853%
9 7.593 1847 1867 1879 rBV 492881 1248026 35.18% 4 .155%
10 7.670 1879 1891 1913 rVB 713069 1671494 47.12% 5.565%

11 8.034 1985 2004 2024 rBV2 561076 1390498 39.20% 4.629%
12 8.233 2046 2066 2067 rBvV 37633 93821 2.64% 0.312%
13 8.448 2120 2133 2153 rVB 292051 640163 18.05% 2.131%
14 8.587 2161 2176 2191 rBV 1073014 2211364 62.34% 7.362%
15 8.673 2191 2203 2231 rVB 536621 1139437 32.12% 3.793%

16 9.043 2305 2318 2335 rBvV 186189 383809 10.82% 1.278%
17 9.429 2426 2438 2456 rVvB2 119508 253835 7.16% 0.845%
18 9.857 2559 2571 2577 rBV 26984 50663 1.43% 0.169%
19 9.895 2577 2583 2595 rVB4 35031 63214 1.78% 0.210%
20 9.988 2600 2612 2622 rBV 93822 182398 5.14% 0.607%

21 10.095 2630 2645 2660 rBV 1926398 3547145 100.00% 11.809%
22 10.197 2669 2677 2692 rVB 102290 198139 5.59% 0.660%
23 10.313 2702 2713 2721 rBV 85317 152760 4_.31% 0.509%
24 10.358 2722 2727 2743 rVB5 34355 71365 2.01% 0.238%
25 10.609 2793 2805 2827 rVB 189192 369779 10.42% 1.231%

26 10.757 2831 2851 2873 rBV4 131660 347186 9.79% 1.156%
27 10.905 2887 2897 2907 rBvV4 22922 46240 1.30% 0.154%
28 11.069 2935 2948 2959 rBV 98764 174196 4.91% 0.580%
29 11.140 2959 2970 2995 rVB3 114567 221883 6.26% 0.739%
30 11.255 2995 3006 3015 rBV 78615 149362 4.21% 0.497%

31 11.410 3037 3054 3072 rBV 1437187 2538378 71.56% 8.450%
32 11.500 3072 3082 3093 rVV2 165697 361643 10.20% 1.204%
33 11.554 3094 3099 3110 rVvVv 94136 163798 4.62% 0.545%
34 11.619 3112 3119 3125 rVVv4 35135 62662 1.77% 0.209%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VN050733.D

Aca On - 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 -
Misc - 5_.00mL/MSVOA N/WATER engn st AT Al
ALS Vial : 20 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081418W.M
SW846 8260

35 11.664 3125 3133 3144 rVB 70037 117412 3.31% 0.391%

36 11.779 3159 3169 3176 rBV3 25298 47012 1.33% 0.157%
37 11.850 3183 3191 3203 rVB3 47577 84248 2.38% 0.280%
38 11.947 3213 3221 3232 rVB2 39572 65790 1.85% 0.219%
39 12.033 3239 3248 3256 rBV2 31485 50883 1.43% 0.169%
40 12.104 3259 3270 3277 rVV5 35402 64830 1.83% 0.216%

41 12.156 3278 3286 3306 rVB3 99837 230505 6.50% 0.767%
42 12.275 3312 3323 3331 rBV4 25358 45109 1.27% 0.150%
43 12.361 3341 3350 3353 rBVY 82660 120546 3.40% 0.401%
44 12.403 3353 3363 3381 rVB 1235300 2101810 59.25% 6.997%

45 12.574 3409 3416 3423 rBV4 46022 74734 2.11% 0.249%
46 12.657 3435 3442 3448 rBV5 29436 45001 1.27% 0.150%
47 12.728 3456 3464 3475 rVB3 118451 207150 5.84% 0.690%
48 12.808 3477 3489 3498 rBV4 43113 80813 2.28% 0.269%
49 12.889 3509 3514 3524 rVB 31161 48394 1.36% 0.161%

50 12.998 3526 3548 3559 rBvV4 111756 342773 9.66% 1.141%

51 13.162 3589 3599 3609 rBv4 47423 86681 2.44% 0.289%
52 13.239 3612 3623 3643 rVV 414634 863069 24.33% 2.873%
53 13.345 3645 3656 3674 rVB 1218863 2224977 62.73% 7.407%

54 13.509 3700 3707 3710 rBv4 26281 36221 1.02% 0.121%
55 13.545 3712 3718 3725 rVB3 51061 68644 1.94% 0.229%
56 13.596 3725 3734 3737 rBV5 66070 101157 2.85% 0.337%
57 13.673 3752 3758 3763 rBV2 35471 46599 1.31% 0.155%
58 13.895 3819 3827 3835 rBV3 32328 49173 1.39% 0.164%
59 13.995 3850 3858 3870 rBV3 62063 106663 3.01% 0.355%
60 14.377 3971 3977 3989 rVB6 38525 59894 1.69% 0.199%
61 14.471 4000 4006 4013 rBV5 34974 49976 1.41% 0.166%
62 14.522 4015 4022 4032 rVV6 58234 98593 2.78% 0.328%
63 14.583 4033 4041 4053 rVB5 62559 141664 3.99% 0.472%
64 14.657 4056 4064 4072 rBVS8 51183 93316 2.63% 0.311%

65 14.744 4084 4091 4105 rVB3 66243 117405 3.31% 0.391%
66 15.133 4206 4212 4224 rVB 98437 168527 4._75% 0.561%
67 16.355 4585 4592 4602 rVB2 28379 52949 1.49% 0.176%

Sum of corrected areas: 30038528
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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

5.00mL/MSVOA N/WATER
20

= Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

= VNO50733.D

: 17 Aug 2018 16:27

= MD\SY

= J4545-01 :

- RB-BASELINE-WATER

Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081418W .M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VN050733.D
1.66
1500000
1000000
500000
3.82
1.82 2.15 4.07 4.80 6.56
0 L I B L B B B L L L L L L B L L BB ||||||||||||fTTT
Time--> 1.60 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 6.20 6.40
Abundance TIC: VN0O50733.D
10.09
1500000 11.41
8.59
1000000
7.67
500000
9.04 10. } 11.50
9.43 99 110. 0.76 1110
i AR oo j k,\a L[| A 1090 A h528) | Faghe
PP T
Time--> 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN050733.D
1500000
12.40 13.35
1000000
500000 13.24
0 T — —— T —=
Time--> 12 OO 12 50 13 OO 13 50 14 OO 14 50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VN050733.D

Aca On - 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 -
Misc - 5_.00mL/MSVOA N/WATER e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081418W.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 2-Pentanone Concentration Rank 3

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

8.45 14 .47 ug/I1 640163 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 64
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 64
3 2.3-Butanedione 86 C4H602 000431-03-8 59
4 2-Pentanone. 3-ethvl- 114 C7H140 006137-03-7 9
5 2,3-Hexanedione 114 C6H1002 003848-24-6 9

Abundance Scan 2134 (8.451 min): VN050733.D (-2120) (-) m/z 43.00 100.00%
48
5000
86
39 71 8.20 8.40 8.60 8.80
50 55 61 67
O'Wmﬁ”“W“P“WmW””PJP!W““W“P”WMW“”W”P“WMW““PWP m/z 86.10 20.58%
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
48
5000
8.20 8.40 8.60 8.80
86 m/z 41.05 18.03%
15 27 39 58 71
0"P'“I”'W”'W'“'P!”ﬁ%“I”JIL W'”?g?ﬁP'L?}'W§ZW!”'P'“I“'W'“'P'“P
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-
48
8.20 8.40 8.60 8.80
5000 m/z 38.95 8.69%
86
0 T s 3 55 61 71 |
B RRARA NERRE RARRA NS RARRA SERRA ML AARLA KRN ARRES RARRA ARLAN RARAI SRR AAARA SARRARAAAA ARRAA K
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 8.20 8.40 8.60 8.80
m/z 42.00 5.60%
5000
15 86
0 12 | 2831 3639 ,| 5053 57 69
m/z--> é 15 fs 25 55 §o 3% Jo 45 55 §5 eb 85 fo 7% éo 8% 95 55 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VN050733.D

Aca On - 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 -
Misc - 5_.00mL/MSVOA N/WATER e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081418W.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 3-Buten-2-one, 3-methyl- Concentration Rank 2

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

8.67 25.76 ug/1 1139440 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 91
2 3-Penten-2-one 84 C5H80 000625-33-2 90
3 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 64
4 2-Butanone. 4-hvdroxv-3-(hvdroxy... 132 C6H1203 006868-97-9 36
5 3-Penten-2-one, (E)- 84 C5H80 003102-33-8 35

Abundance Scan 2202 (8.670 min): VN050733.D (-2191) (-) m/z 43.00 100.00%
43
69 84
5000 39
8.40 8.60 8.80 9.00
3 505356 6265
OW““PMP“W“W““P“'m”!'vmv“W“W““PMP“W““PMV“W“W m/z 41.05 95.44%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 T
Abundance #1432: 3-Buten-2-one, 3-methyl-
43
5000
39 69 a4 8.40 8.60 8.80 9.00
m/z 69.00 60.75%
0 2731 36/|,|||. 5053 5861 66 | 72
PR 0 g gt gt g
Abundance #1403: 3-Penten-2-one
43 &
8.40 8.60 8.80 9.00
5000 39 84 m/z 84.00 58.04%
28
e L ALy AR AR SRR AL B SARS) RALES LSS MR RARA AL AR SR LA AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1430: Ethanone, 1-cyclopropyl-
43 8.40 8.60 8.80 9.00
69 m/z 39.00 45.94%
5000 39
84
15 27
o J18  ].3236),||. 50 55 6165 ‘
m/z--> 5 10 1'5 20 25 3'0 35 40 45 50 5'5 60 65 7'0 75 80 85 90 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VN050733.D

Aca On - 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 -
Misc - 5_.00mL/MSVOA N/WATER e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081418W.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-Butanone, 3,3-dimethyl- Concentration Rank 6

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

9.43 5.74 ug/l 253835 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 72
2 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 50
3 3-Hexanone 100 C6H120 000589-38-8 37
4 Butane. 2-bromo- 136 C4H9Br 000078-76-2 37
5 Oxalic acid, butyl propyl ester 188 C9H1604 1000309-25-6 37

Abundance Scan 2438 (9.429 min): VN050733.D (-2426) (-) m/z 57.10 100.00%
57
41
5000
100
72 85 9.00 9.20 9.40 9.60 9.80
o...“...“...,”.Ji!”.?¥n!u.??.u...“nh.“...!”.., m/z 41.05 58.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3907: 2-Butanone, 3,3-dimethyl-
57
5000 a1
29 9.00 9.20 9.40 9.60 9.80
100 m/z 43.00 35.69%
. (Ll sy, 67 73 79 8 91 |
miz--> 0 2 30 40 50 60 70 8 90 100
Abundance #3870: 3-Pentanone, 2-methyl-
57
43
9.00 9.20 9.40 9.60 9.80
5000 29 m/z 100.00 19.33%
7 100
| | ‘ l 85
L S S S UL I UL LS IURILLS IR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3782: 3-Hexanone T ma B
29 43 57 9.00 9.20 9.40 9.60 9.80
m/z 39.00 18.64%
71
5000
100
| | ‘\ | | 85
O e e o e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VN050733.D

Aca On - 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 -
Misc - 5_.00mL/MSVOA N/WATER e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081418W.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 2-Pentanone, 4,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.61 7.28 ug/l 369779 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 90
2 1-Butoxv-2-propanol acetate 174 C9H1803 085409-76-3 64
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 56
4 3-Oxetanol. 2.2.3-trimethvl- 116 C6H1202 025910-96-7 38
5 2-Nonanone 142 C9H180 000821-55-6 38
Abundance Scan 2805 (10.609 min): VN050733.D (-2793) (-) m/z 43.00 100.00%
a3
5000 57
71 99 114 10.20 10.40 10.60 10.80 11.00
o..w”.w.”W.HJLM?RMJ“.”ﬁ.]%?ﬁ“.”q”.WJ.W.”W.”., m/z 57.10  49.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7562: 2-Pentanone, 4,4-dimethyl-
a3
5000 57
10.20 10.40 10.60 10.80 11.00
15 29 4 m/z 58.05 37.16%
0 L 36|L, 50 . 64 71 78 86 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #41628: 1-Butoxy-2-propanol acetate
43
10.20 10.40 10.60 10.80 11.00
5000 57 m/z 41.05 21.89%
87
o ol i, 73 101 M4 gy
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7495: 2-Hexanone, 5-methyl-
43 10.20 10.40 10.60 10.80 11.00
m/z 39.05 11.54%
5000
58
15 27
. s s T 81 99 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10,20 1040 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81718\

Data File : VNO50733.D

Acq On : 17 Aug 2018 16:27

Operator : MD\SY

Sample - J4545-01 :
Misc - 5.00mL/MSVOA_ N/WATER R B I = R
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081418W.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]
2-Pentanone 8.45 14.5 ug/I1 640163 2 8.59 2211360 50.0
3-Buten-2-one, 3-... 8.67 25.8 ug/1 1139440 2 8.59 2211360 50.0
2-Butanone, 3,3-d... 9.43 5.7 ug/Il 253835 2 8.59 2211360 50.0
2-Pentanone, 4,4-... 10.61 7.3 ug/l 369779 3 11.41 2538380 50.0
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