LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 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 F\METHODS\8270-BF123115.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
1 4.316 193 195 199 rBv 255136 305919 3.07% 0.416%
2 4.978 250 253 256 rBVY 1633679 2407084 24.18% 3.270%
3 5.413 288 291 293 rBVY 5091779 4608861 46.30% 6.261%
4 5.813 324 326 328 rBV 395261 409732 4.12% 0.557%
5 6.441 379 381 384 rBVY 2424833 2673984 26.86% 3.633%

6.579 390 393 395 rBV 7684174 7809620 78.46% 10.610%
6.807 411 413 415 rBV 1924363 1833764 18.42% 2.491%
6.967 424 427 429 rBV 7101013 7713404 77.49% 10.479%
5713232 6815345 68.47% 9.259%
7.824 499 502 506 rBvV 59306 107389 1.08% 0.146%
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11 8.087 523 525 528 rBV 2079887 2313751 23.24% 3.143%
12 9.173 617 620 622 rBVY 9398991 9954220 100.00% 13.523%
13 9.562 652 654 659 rvB 170418 214356 2.15% 0.291%
14 9.848 676 679 681 rBV 2834578 2800899 28.14% 3.805%
15 10.282 714 717 719 rVB2 148111 223209 2.24% 0.303%

16 10.636 745 748 751 rBV 5832836 6306443 63.35% 8.568%
17 10.750 756 758 763 rVB 105149 150944 1.52% 0.205%
18 11.322 806 808 811 rBv2 2179181 2617320 26.29% 3.556%
19 12.922 945 948 950 rBV 8734358 9850600 98.96% 13.383%
20 13.825 1024 1027 1033 rBV2 144502 280405 2.82% 0.381%

21 13.962 1036 1039 1041 rBV 2594216 2448782 24.60% 3.327%
22 14.808 1111 1113 1116 rVB 106560 107741 1.08% 0.146%
23 15.368 1159 1162 1165 rBV 1190416 1653309 16.61% 2.246%

Sum of corrected areas: 73607081
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF084530.D

8000000 6.58
6.97
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084530.D

8000000

6000000 10.64

4000000
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Abundance TIC: BF084530.D

8000000
6000000

4000000

13.96

2000000
15.37

3.8 14.81 A‘
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.32 3.34 ng 305919 1,4-Dichlorobenzene-d4 6.81
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. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 195 (4.316 min): BF084530.D (-193) (-) m/z 55.10 100.00%
55 83
5000 43
98
e B
4.00 420 4.40 4.60
0 ...,....,....,..?3|,-':..‘.‘?'.|::.?1..‘??,...7?,.'...,....,.... m/z 83.10 92.39%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IS SUADE SUARE AR LR
29 98 4.00 4.20 4.40 4.60
m/z 43.05 41 _.94%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 440 460
5000 43 m/z 98.10 32.89%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- O maa AR Eam e L
5 83 4.00 420 4.40 4.60
m/z 39.10 27 .84%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... SN B VSN,
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.98 26.25 ng 2407080 1,4-Dichlorobenzene-d4 6.81
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 253 (4.978 min): BF084530.D (-250) (-) m/z 43.05 100.00%
43
59
5000
1o 460 480 500 520 5.40
o yb a2 |7 7 5910 57,620
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL U S
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 17.98%
2\7\ Il H 70 83 1o
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 14 .92%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R  ma )
59 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.12%
5000
41
0'”'I'Mhﬂm“'wi'1%I?g"P"'I'”'I"'W""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4

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

5.81 4_47 ng 409732 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 9
4 Hexane. 2-methvl- 100 C7H16 000591-76-4 9
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9

Abundance Scan 326 (5.813 min): BF084530.D (-324) (-) m/z 43.05 100.00%
43 78
5000
115 N OERN ERN ANN R DA
55 100 540 5.60 5.80 6.00 6.20
Obrrr e Sl e 87 8 Tm/z 73.10  98.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 AR RN RS LN R
540 560 580 6.00 6.20
m/z 115.10 13.19%
miz--> % 30 40 % 6 70 80 90 100 110 120
Abundance
43
540 560 580 6.00 6.20
5000 m/z 41.10 10.11%
58
527 37, 5 i gs 100
O e T T e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)-
7 540 5.60 5.80 6.00 6.20
m/z 42.05 6.79%
5000
43
0 SN, 8 101 U5
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 1

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

6.58 85.18 ng 7809620 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 393 (6.579 min): BF084530.D (-390) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 640 6.60 6.80 7.00
7 . . . . .
ol e \sus m/z 68.10 44.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI S L R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 35.56%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.10 28.94%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e & o)
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.83%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es f 206 | S 5 |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011716\
Data File : BF084530.D

Aca On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.29 ng 280405 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
2 1-Nonadecene 266 C19H38 018435-45-5 74
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 74
4 lsotridecanol- 200 C13H280 027458-92-0 74
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 72

Abundance Scan 1027 (13.825 min): BF084530.D (-1024) (-) m/z 57.05 100.00%

43 57

83

97

5000

-

13.60 13.80 14.00 14.20
m/z 43.05  88.44%

125 149

0 167 185 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83

13!60 13.I80 14.I00 14.I20
m/z 55.05  73.64%

5000

125

139153167181196 224

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43 o7 83 97
S
11 13.60 13.80 14.00 14.20
5000 10 m/z 83.10 70.03%
- 125

oL15 139154168182196210224238 266

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I

Abundance #148859: Trichloroacetic acid, pentadecy! ester T T
13.60 13.80 14.00 14.20

m/z 97.05 61.84%

5000

12

:

5
139153167182 210

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011716\
Data File : BF084530.D

Acq On : 17 Jan 2016 12:30

Operator : SJ/UM

Sample : H1148-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
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... 4.32 3.3 ng 305919 1 6.81 1833760 20.0
2-Pentanone, 4-hy... 4.98 26.3 ng 2407080 1 6.81 1833760 20.0
2-Pentanone, 4-me... 5.81 4.5 ng 409732 1 6.81 1833760 20.0
unknown6 .58 6.58 85.2 ng 7809620 1 6.81 1833760 20.0
Trichloroacetic a... 13.83 2.3 ng 280405 5 13.96 2448780 20.0
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