LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample : PB84765BL

Misc :

ALS Vial : 31 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:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 height area % max. total
1 2.213 7 11 15 rBv 18408 55507 1.28% 0.136%
2 4._407 201 203 209 rvB 324436 377227 8.72% 0.926%
3 5.059 256 260 273 rBV 2509722 3579732 82.72% 8.785%
4 5.459 292 295 298 rBV 3413373 3864589 89.30% 9.485%
5 5.870 329 331 333 rvB 100847 137703 3.18% 0.338%

6.476 381 384 387 rBV 3088372 3820468 88.28% 9.376%
6.624 394 397 399 rBV 3101620 4209203 97.26% 10.330%
6.853 415 417 419 rBV 1217496 1048877 24.24% 2.574%
7.013 428 431 433 rBV 2416304 3143822 72.65% 7.716%
7.413 463 466 468 rBV 2821987 2820395 65.17% 6.922%

=
QO ~NO®

11 8.133 526 529 531 rBV 1454946 1349497 31.18% 3.312%
12 9.208 620 623 626 rBVY 3792758 4327586 100.00% 10.621%
13 9.882 679 682 685 rBV 1297328 1400927 32.37% 3.438%
14 10.671 748 751 753 rBV 2833600 2805592 64.83% 6.886%
15 11.368 809 812 814 rBV 1519334 1499475 34.65% 3.680%

16 12.774 933 935 938 rBV 108776 148749 3.44% 0.365%
17 12.956 948 951 953 rBV 3676775 4251917 98.25% 10.435%
18 13.482 995 997 999 rBV 130095 106780 2.47% 0.262%
19 13.528 999 1001 1002 rBV 55867 45828 1.06% 0.112%
20 13.997 1039 1042 1044 rBvV 854759 971990 22.46% 2.385%

21 15.414 1163 1166 1169 rBV 571183 780291 18.03% 1.915%

Sum of corrected areas: 40746155
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080735.D

3500000 5.46

6.48.62
3000000 701

2500000 5.06 7.01
2000000
1500000 8.13

1000000

500000 441

5.87 U
0 2.21 A L L N

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080735.D
9|21 12,96

3500000
3000000 10.67
2500000
2000000

11.37

1500000 9.88

1000000 14.00

500000

12.77 134
L S A L D L B i B AR R i S

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080735.D

3500000

3000000

2500000

2000000

1500000

1000000

15.41
500000

S B s i P i L L B B B

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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.

4.41 7.19 ng 377227 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 93
2 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 86
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78
5 3-Hexen-2-one 98 C6H100 000763-93-9 72

Abundance Scan 203 (4.407 min): BFO80735.D (-201) (-) m/z 55.10 100.00%
S5 83
5000 43
98 B O W
4.00 4.20 4.40 4.60 4.80
..,....,....,..??L'.-..‘.‘?n'.:.,6.2.??,...77.,.:..,....,.... m/z 83.10 81.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3180: 3-Penten-2-one, 4-methyl-
55 83
43
5000 NGB SRR SRR
29 98 4.00 420 4.40 4.60 4.80
m/z 43.10 40.75%
3
..,...1.8,..ll,...‘l;H..‘.1?‘:‘.l.?%.(.i?.,..??,.l..,....‘,....
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55
83 400 420 440 460 4.80
5000 41 m/z 39.10 27.19%
27 98
15 49 63 0 77
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- R R L
55 83 4.00 4.20 4.40 4.60 4.80
m/z 98.10 26.21%
5000 41
- 98
15 67
"w'“'w'jjw"'Wt"ﬁhP'w'“”w'??lﬁ"l”"l“" [T Tyt
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 2

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

5.06 68.26 ng 3579730 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 260 (5.059 min): BF080735.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 rrrTrrTrTTTrTTrTTT T T T T T
4.80 5.00 5.20 5.40
e SLl 898 | "W/z 59.10  55.37%
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 R RS RN LR R
59 480 5.00 520 540
m/z 58.10 15.20%
”I"”I"”?%'”\u'”I"“I"”I"”I§?”I??'}ﬁ%"P"'P"'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 101.10 14 .01%
31
69 87
15 51 98
mmwmmwmmw
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 e B w s
50 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'w USSR UL UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 unknown5.87 Concentration Rank 6

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

5.87 2.63 ng 137703 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 28
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 331 (5.870 min): BF080735.D (-329) (-) m/z 43.10 100.00%
43 73
5000
55 g5 100 U° 560 580 6.00 620
S PSSO M.~ B NS m/z 73.10 91.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 U LR L SR
5.60 5.80 6.00 6.20
115 m/z 115.10 12.83%
. s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100 IR UL LSS SR
5.60 5.80 6.00 6.20
5000 m/z 41.10 10.12%
115
29 37 5158 67 3798501 107
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #2101: Propane, 2-methoxy-2-methy!l- H e
73 5.60 5.80 6.00 6.20
m/z 42.00 6.64%
5000
41 57
29
”IﬁéW'”'P'”I”'?R'”I”'W'”'P'”I”'W'”'P'”I”' IR UL LSS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.62 80.26 ng 4209200 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 397 (6.624 min): BF080735.D (-394) (-) m/z 132.10 100.00%
132
5000 68
0 s |l 1y Crgsns 5 5l 650 ko 7o
BTN 2 R | N m/z 68.10  40.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I LELILEN BLELEL R B
6.20 6.40 6.60 6.80 7.00
0
- 51 78 m/z 134.10 33.98%
S NS N A M | N | O —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R e e
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 27.72%
41 53 97 117
79
88 106
e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! L ARy
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.25%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 6 unknownl2.77 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.77 3.06 ng 148749 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 47
2 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 43
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 43
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
5 1-Undecene, 2-methyl- 168 C12H24 018516-37-5 38
Abundance Scan 935 (12.774 min): BF080735.D (-933) (-) m/z 56.10 100.00%
56
5000 a1
129 12.40 12.60 12.80 13.00
239 257
S | || ".I.,hl-...'-,'..-.-.,....,.... A Y ey M/Z 57.10  56.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 AR AR AR
41 12.40 12.60 12.80 13.00
1 53 257 m/z 43.05 42.03%
2 h H\ b 157 185 218 7| o83 312
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 41.10 40.16%
41
26 898 12614 4
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 M
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester e .’\, .
56 12.40 12.60 12.80 13.00
m/z 55.10 33.72%
5000 4
26 | “\Jw i Hlll? 157 185 213 2?9 2?7 281 312
m/z--> ﬁo 45 60 éo 100 150 150 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample - PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 7 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.48 2.20 ng 106780 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
3 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 997 (13.482 min): BF080735.D (-995) (-) m/z 56.10 100.00%
36
5000
7 o A W
a4 || w 97 1T9 185 ou1 267285 13.20 13.40 13.60 13.80
et Ay A m/z 57.10 62.03%
miz--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA BURA B SUNEN B
29 13.20 13.40 13.60 13.80

m/z 43.10 46.88%

73
129 285
267
I WA 17 185 og3 241 T gy 340

m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 85 m/z 41.10 38.34%
29
114
e T T T T T
m/z--> 50 100 150 200 250 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- - ./} R B AREa s S
56 13.20 13.40 13.60 13.80
m/z 55.10 34.18%
5000
28
m‘dwu |5 111 140 168 196
el

|
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080735.D

Acq On : 31 Jul 2015 15:39

Operator : TP/UM

Sample : PB84765BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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... 4.41 7.2 ng 377227 1 6.85 1048880 20.0
2-Pentanone, 4-hy... 5.06 68.3 ng 3579730 1 6.85 1048880 20.0
unknown5 .87 5.87 2.6 ng 137703 1 6.85 1048880 20.0
unknown6 .62 6.62 80.3 ng 4209200 1 6.85 1048880 20.0
unknownl12 .77 12.77 3.1 ng 148749 5 14.00 971990 20.0
Octadecanoic acid... 13.48 2.2 ng 106780 5 14.00 971990 20.0
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