LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 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-BF042716.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 4.270 188 191 194 rBVY 1944422 2520414 47 .01% 6.316%
2 4.944 246 250 253 rBVY 2225036 3642104 67.93% 9.128%
3 5.367 284 287 289 rBVY 1168140 1332747 24.86% 3.340%
4 5.778 320 323 325 rBV 474189 630198 11.75% 1.579%
5 6.407 375 378 380 rBV 670802 795863 14.84% 1.995%

6 6.544 387 390 392 rBV 1791734 2516362 46.94% 6.306%
7 6.773 408 410 415 rBV 1059605 1062222 19.81% 2.662%
8 6.933 421 424 426 rBV 3650914 3660443 68.28% 9.174%
9 7.344 456 460 462 rBV 2823582 3233243 60.31% 8.103%
10 8.064 520 523 525 rBV 1119076 1309947 24.43% 3.283%
11 9.139 614 617 620 rBV 4013412 5042240 94.05% 12.636%
12 9.539 649 652 654 rBvY 74401 97398 1.82% 0.244%
13 9.813 673 676 678 rBVY 1717681 1591667 29.69% 3.989%
14 10.247 711 714 716 rBV3 48662 95556 1.78% 0.239%
15 10.476 730 734 737 rBV 29768 58702 1.09% 0.147%

16 10.602 742 745 747 rBV 2185250 2419002 45.12% 6.062%
17 10.727 754 756 763 rVB 94958 136136 2.54% 0.341%

18 11.173 793 795 796 rBV 62841 58361 1.09% 0.146%
19 11.299 803 806 808 rBV 1023239 1466004 27.34% 3.674%
20 12.705 927 929 931 rBV 73234 82752 1.54% 0.207%

21 12.888 942 945 947 rBV 4217509 5361320 100.00% 13.436%
22 13.459 989 995 997 rBV 63210 79714 1.49% 0.200%
23 13.779 1021 1023 1033 rBV 81040 147722 2.76% 0.370%
24 13.928 1033 1036 1038 rBV 1004368 1363700 25.44% 3.418%
25 15.322 1155 1158 1166 rBV 857219 1198392 22.35% 3.003%

Sum of corrected areas: 39902209
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF042716.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: BF086490.D

4000000
6.93

3000000 7.34

4.94
2000000 4.21 6.54

5.37 6.77

1000000
6.41
5.78

e N M B O A R S

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: BF086490.D

4000000 9.14 1289

3000000

10.60
2000000

8.06 11.30
1000000

9.54 10.2510.48\10.73 11.1 12.70“¥ 13.46

N e T e e S e A e e e S e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086490.D

4000000

3000000

2000000

1000000 1393 15.32

78
0ttt ———r——p———m—r—r—r—r—r—"——/—+"r—"—"/—"—"" "

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\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 3

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

4.27 47 .46 ng 2520410 1,4-Dichlorobenzene-d4 6.77
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 91
3 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 191 (4.270 min): BF086490.D (-188) (-) m/z 55.10 100.00%
56 83
5000 43
98
4.00 4.20 4.40 4.60
o S et 67 7 || h77 83i10 87, 16%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43
29 98 4.00 4.20 4.40 4.60
m/z 43.05 45 _.95%
‘ 8, %0 e167 77 | 89
S S S A UL S L UL S SIS SUR AL B
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
83
% IR UL U L U
43 4.00 4.20 4.40 4.60
5000 m/z 39.10 32.33%
29
98
38 50 62 69
o S B L UL S UL S SIS SUL L B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3328: 3,4—DimethyI—Z—pentene(c,t) LI B
55 4.00 4.20 4.40 4.60
a3 m/z 98.10 30.29%
5000 41
27 98
o B “‘\32 “M\ 50, e 77 |
m/z--> 1'0 ' ' 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 2

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

4.94 68.58 ng 3642100 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 250 (4.944 min): BF086490.D (-246) (-) m/z 43.05 100.00%
43
5000 59
101
4.60 4.80 5.00 5.20
Obrrrrerprrre SOl SL 988 | M/Z 59.10  50.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I UL
59 460 480 500 520
m/z 58.05 14 .65%
31 83 g3 101
Ot P T P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 4.80 5.00 5.20
5000 41 m/z 101.10 13.91%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
50 4.60 4.80 5.00 5.20
m/z 41.05 9.37%
5000 41
68
0 50, 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 5

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

5.78 11.87 ng 630198 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
3 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 25
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 323 (5.778 min): BF086490.D (-320) (-) m/z 43.10 100.00%
43 73
5000
e T
115
55 100 540 5.60 5.80 6.00 6.20
Obr st o 84 L 88 %2 AT | "m/z 73.10 82.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 B AREE L LR R
540 5.60 5.80 6.00 6.20
m/z 115.10 11.49%
o P56 B e 83 gg 100 15115
miz--> A R A
Abundance
30 43 73
5.40 560 580 6.00 6.20
5000 58 m/z 41.10 10.89%
15
24 52
e A R RN R NS AR RS RS AR SERAS RARRN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7756: N-.alpha.-Acetylglycinamide L e e e B
30 73 540 5.60 5.80 6.00 6.20
43 m/z 39.10 6.83%
5000
o T L 5158 83 100 117
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 4 unknown6.54 Concentration Rank 4

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

6.54 47.38 ng 2516360 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 390 (6.544 min): BF086490.D (-387) (-) m/z 132.10 100.00%
132
5000
68
96
40 54 75 104 6.20 6.40 6.60 6.80
o....,...:ll!..ﬁn..,‘?l.',....,..5.‘?,..!.,.-:..,.1.1.5.,....,'...,.. m/z 68.10 35.36Y%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
3 78 m/z 134.10 33.50%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 23.59%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.20 6.40 6.60 6.80
m/z 69.10 13.91%
5000
33 44 0 g7 105
0""I'L"I""?%"'iq"'l' '1ﬁ' ﬁ? |"J'|'J”' }}EI""I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086490.D

Aca On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.78 2.17 ng 147722 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. [(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Pentafluoropropionic acid. octad... 416 C21H37F502

4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 72

1000280-07-7 72

5 3-Eicosene, (E)- 280 C20H40 074685-33-9 58
Abundance Scan 1023 (13.779 min): BF086490.D (-1021) (-) m/z 57.10 100.00%
57
5000 83
y ﬂllll e e o R A o
13.40 13.60 13.80 14.00
139
0 ....,....',.l.l-.--.n,...."]0.7...,....,....,....,....,...., m/z 43.10 87.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57
5000 83 LI L L L L L L L LB}
13.40 13.60 13.80 14.00
29 111 m/z 55.05  63.29%
RN T —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
R R e R s )
13.40 13.60 13.80 14.00
5000 83 m/z 71.10 47.20%
111
o 139167 196224 267292 321 462 490
T T T T T T [ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester o L B IR o et e o
43 13.40 13.60 13.80 14.00
m/z 41.10 46.11%
5000 69
97
o ‘ }l (125154181 224252
L o o e B A e o e e e R EEE e R R e R s )
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086490.D

Acq On : 29 Apr 2016 14:18

Operator : UM/SJ

Sample : H2704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.27 47.5 ng 2520410 1 6.77 1062220 20.0
2-Pentanone, 4-hy... 4.94 68.6 ng 3642100 1 6.77 1062220 20.0
2-Pentanone, 4-me... 5.78 11.9 ng 630198 1 6.77 1062220 20.0
unknown6 .54 6.54 47.4 ng 2516360 1 6.77 1062220 20.0
Oxirane, [(dodecy... 13.78 2.2 ng 147722 5 13.93 1363700 20.0
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