LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041316\
Data File : BG021633.D
Aca On : 13 Apr 2016 22:51 Instrument :
Operator : UM/SJ (BZII\!A_(tSS el

- - lentosampleld :
a?zgle : H2472-01 SES-CS-PH3-COA-01
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:\HPCHEM1I\BNA G\METHODS\8270-BG041316.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

4.690 309 315 323 rBV 126612 189510 6.65% 1.701%
5.301 411 419 429 rBvV 232552 371360 13.02% 3.333%
rBv 166351 274198 9.62% 2.461%
6.388 597 604 610 rVB 25229 39902 1.40% 0.358%
7.351 760 768 776 rBV 111264 193025 6.77% 1.733%
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7.745 824 835 843 rBV 309583 518397 18.18% 4._.653%
8.221 909 916 922 rBV 102483 176562 6.19% 1.585%
8.544 963 971 980 rVB 407167 717356 25.16% 6.439%
9.384 1105 1114 1122 rBV 365146 652271 22.87% 5.855%
11.035 1388 1395 1403 rVB 145277 262342 9.20% 2.355%

=
QO ~NO®

11 13.456 1799 1807 1816 rVB 1030986 1622685 56.90% 14.565%
12 14.825 2033 2040 2048 rVB2 249925 396872 13.92% 3.562%
13 16.299 2283 2291 2299 rBV 526183 777099 27.25% 6.975%
14 16.505 2322 2326 2330 rBV 20197 28978 1.02% 0.260%
15 17.557 2498 2505 2511 rBV 356500 525216 18.42% 4.714%

16 19.625 2853 2857 2862 rBV 211048 239400 8.40% 2.149%
17 20.148 2939 2946 2955 rBV 2059154 2851604 100.00% 25.595%

18 21.828 3225 3232 3241 rBV 416087 681913 23.91% 6.121%
19 25.154 3788 3798 3809 rBV3 209525 622619 21.83% 5.588%

Sum of corrected areas: 11141309
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041316\

Data File : BG021633.D

Aca On : 13 Apr 2016 22:51

Operator : UM/SJ

ﬁ?ggle i H2472-01 SES-CS-PH3-COA-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG021633.D
2000000

1500000

1000000

500000 8.54

¢ 30 7.74
4.69 576 7.35 8.22 11.04
6.39

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG021633.D
2000000 20.15

1500000

13.46
1000000

16.30

500000 21.83
17.56

14.82 19.62

16.51

O L o e o o o B 0 N (B 6 o o o s B L S R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021633.D
2000000

1500000

1000000

500000
25.15
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041316\

Data File : BG021633.D

Aca On : 13 Apr 2016 22:51

Operator : UM/SJ

ﬁ?ggle i H2472-01 SES-CS-PH3-COA-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.69 21.47 ng 189510 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 72
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 315 (4.690 min): BG021633.D (-309) (-) m/z 55.00 100.00%
4.0 3.
5000 43.0
98.0
| L eo 440 460 480 500
0...,”..,”..,”.:Hh..P”!.,”.],”..,J..,”..,”.. m/z 83.00 96.02%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 LR I L L UL
o 30 98.0 440 460 480 5.00
m/z 42.95 47 .14%
0 ‘ ‘ ‘ Ly il ‘ | 67.0 75.0 !
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
5.0 i 4k 4B b0
5000 43.0 m/z 98.00 34.97%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- B L
83.0 4.40 4.60 4.80 5.00
55.0 m/z 39.00 27 .93%
41.0
5000
27.0 98.0
15.0
67.0
0 ”'I'”'I'”'I'”'I'”'I'”'I'”'I7§ql'”'l'”'l'”' UL U L R
m/z--> 10 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041316\

Data File : BG021633.D

Aca On : 13 Apr 2016 22:51

Operator : UM/SJ

ﬁ?ggle i H2472-01 SES-CS-PH3-COA-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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, 4-hydroxy-4-me... Concentration Rank 3

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

5.30 42 .07 ng 371360 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 9
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 419 (5.301 min): BG021633.D (-411) (-) m/z 43.00 100.00%
43.0
5000 590
101.0 HRRE U N LN LA
| 83.0 | 5.00 520 5.40 5.60
S 1 HEENSSTH | NSRS NS m/z 59.00 51.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN LN UL LS I
59.0 500 520 540 560
0
150 4, 1010 m/z 101.00 17.40%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 560
5000 410 m/z 58.00 15.76%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime ey
43.0 5.00 520 5.40 5.60
m/z 41.00 8.42%
5000
101.0
oL 150 310 | 80690 860 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041316\

Data File : BG021633.D

Aca On : 13 Apr 2016 22:51

Operator : UM/SJ

ﬁ?ggle i H2472-01 SES-CS-PH3-COA-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

6.39 4.52 ng 39902 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 23
3 2-Pentanone. 4-methvl-. oxime 115 C6H13NO 000105-44-2 23
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 604 (6.388 min): BG021633.D (-597) (-) m/z 43.00 100.00%
43.0
73.0
5000
56.0 oo 1000 1150 6.00 6.20 6.40 6.60 6.80
o 1S TS s S N m/z 73.00 75.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 AR RS SRR AR R
6.00 6.20 6.40 6.60 6.80
m/z 115.00 9.63%
150 290 | 550 830 1000 1§0
OFrr T T T T T T
I " N
Abundance
73.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.00 9.44%
41.0 57.0
29.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7636: 2-Pentanone, 4-methyl-, oxime
73.0 6.00 6.20 6.40 6.60 6.80
m/z 56.00 7.37%
5000 42.0
57.0
m/z--> 10 2'0 3'0 40 50 ' 7'0 8IO 9 100 110 12'0 6.00 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041316\
Data File : BG021633.D

Aca On : 13 Apr 2016 22:51

Operator : UM/SJ

Sample : H2472-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl19.63 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.63 9.12 ng 239400 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1.1"-Toxvbis(2.l-ethaned... 218 C12H2603 000112-73-2 43
2 2-Propanol. 1-(2-methvlpropoxv)- 132 C7H1602 023436-19-3 38
3 Butane. 1-(l1-methvIlpropoxv)- 130 C8H180 000999-65-5 38
4 Butanoic acid. 4-methoxv-. methv... 132 C6H1203 029006-01-7 38
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 37

Abundance Scan 2858 (19.631 min): BG021633.D (-2853) (-) m/z 57.00 100.00%
57.0
5000
41.
119.0 " 1040 19.60 19°80 20.00
145.0161.0 19.40 19.60 19.80 20.00
0 190.9207.9 m/z 44.95 76.81%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #67972: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
5000 IR S BULRL BN SR
41 19.40 19.60 19.80 20.00
75.0 m/z 103.00 61.79%
101.0
0..1.5.'0“...'....l....|....|....|:.L?].“.O|....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
57.0
" 10.40 1960 19.80 20.00
5000 m/z 101.00 37.80%
41.0
87.0
0 18.0 114.0131.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13294: Butane, 1-(1-methylpropoxy)- e
57.0 19.40 19.60 19.80 20.00
m/z 58.95 35.76%
5000 a
101.0
0 250 || | 730 130.0
m/z--> 20 40 60 80 100 120 140 160 180 200 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG041316\

Data File : BG021633.D

Acq On : 13 Apr 2016 22:51

Operator : UM/SJ

ﬁ?ggle i H2472-01 SES-CS-PH3-COA-01
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.69 21.5 ng 189510 1 8.22 176562 20.0
2-Pentanone, 4-hy... 5.30 42.1 ng 371360 1 8.22 176562 20.0
2-Pentanone, 4-me... 6.39 4.5 ng 39902 1 8.22 176562 20.0
unknown19.63 19.63 9.1 ng 239400 4 17.56 525216 20.0
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