LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082000.D

Aca On : 3 Oct 2015 3:04

Operator : UM/I1Z

Sample - 63887-03

Misc :

ALS Vial : 22 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-BF092815.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 5.063 253 256 259 rBV 698991 1000985 35.62% 4.511%
2 5.474 290 292 295 rBVY 1502238 1756675 62.51% 7.917%
3 6.514 380 383 385 rBY 1766362 1993945 70.95% 8.986%
4 6.652 392 395 397 rBVY 2121459 2060388 73.32% 9.286%
5 6.880 413 415 427 rBV 354859 548445 19.52% 2.472%

7.040 427 429 431 rBV 1784214 1558200 55.45% 7.023%
7.452 462 465 479 rBV 1176454 1264721 45.00% 5.700%
8.172 526 528 537 rBV 793447 770185 27.41% 3.471%
9.258 620 623 625 rBVY 1734686 2337594 83.18% 10.535%
9.646 655 657 671 rBvV 362859 345151 12.28% 1.556%

=
QO ~NO®

11 9.932 680 682 685 rBVY 1059384 942976 33.56% 4._.250%
12 10.720 749 751 754 rBV 1309272 1503208 53.49% 6.775%
13 10.835 760 761 766 rVB 26201 37944 1.35% 0.171%
14 11.418 810 812 815 rBV 656683 911016 32.42% 4.106%
15 12.835 934 936 939 rBV 138772 121190 4_.31% 0.546%

16 13.018 949 952 969 rBV 2706475 2810221 100.00% 12.665%

17 13.544 996 998 1000 rBV 89511 82094 2.92% 0.370%
18 13.921 1028 1031 1040 rBV 33434 93780 3.34% 0.423%
19 14.069 1040 1044 1057 rVvB 978074 1140388 40.58% 5.140%
20 14.847 1109 1112 1115 rBV 23614 30688 1.09% 0.138%

21 15.532 1169 1172 1187 rBV 533868 878754 31.27% 3.960%

Sum of corrected areas: 22188548
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082000.D

Aca On : 3 Oct 2015 3:04

Operator : UM/I1Z

Sample : 63887-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

H:\HPCHEM1\BNA F\Method\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082000.D

6.65

6.51 7.04

5.47

5.06

6.88

L

7.45

8.17

O=r—
Time-->

4.00 4.50 5.00 5.50

6.00 6.50

7.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082000.D
13.02

9.26

10.72
9.93

11.42

9.65
12.84

1083

L 131(54 13.9

14.07

14.85

O+
Time-->

13.00 13.50

10.00

10.50 11.00 11.50 12.00 12.50

9.00 9.50

14.00

14.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082000.D

15.53

Ol
Time-->

19.50 20.00

18.50 19.00

17.00 17.50 18.00

15.50 16.00 16.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082000.D

Aca On : 3 Oct 2015 3:04

Operator : UM/I1Z

Sample : 63887-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 36.50 ng 1000990 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 256 (5.063 min): BF082000.D (-253) (-) m/z 43.10 100.00%
43.1
59.1
5000
ot 480 500 520 540
0 ...,....,....,....',':...,..':],...6?,1....,8.3.1..,....~,|....,. m/z 59.10 60.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "k Sho sk sk
0,
150 a0 1010 m/z 101.10 18.24%
0 "'I""'I'"wl""'I""'I""I""I""IS?'O"I"'QI""'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

480 5.00 5.20 5.40
5000 41.0 m/z 58.10 17.95%

31.0
69.0 87.0
15.0 50.0 98.0
e S A L L SR I I IR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

480 5.00 5.20 5.40
m/z 41.10 8.67%

5000

41.0

29.0 101.0
. 50.0 ], 730  86.0 \

bt L 500 L), 730 860 ] RSN B RSN -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082000.D

Aca On : 3 Oct 2015 3:04

Operator : UM/I1Z

Sample : 63887-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 75.14 ng 2060390 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.652 min): BF082000.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 PSSR AARDE SRR S
40.1 540 6.40 6.60 6.80 7.00
o S vy Y1 PN <X 11 H | m/z 68.10 38.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S A L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 33.70%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.13%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.28%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082000.D

Aca On : 3 Oct 2015 3:04

Operator : UM/I1Z

Sample : 63887-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.84 2.13 ng 121190 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 37

Abundance Scan 936 (12.835 min): BF082000.D (-934) (-) m/z 56.10 100.00%
56.1
5000 Agﬂ
i
83.1 129.1 257.3
| |I| 157.1 185.2 213.2 12. 60 12. 80 13. 00 13 20

o

S m/z 57.10 57.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000

12.60 12.80 13.00 13.20

29.0 m/z 43.10 36.45%
129.0 257.0
N h I % meq‘ | 167.0 185.0 2130 2830 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.60 12.80 13.00 13.20
5000 m/z 41.10 36.16%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- A A T e
56.0 12.60 12.80 13.00 13.20

m/z 55.10 31.88%

5000

28.0
m A1 880 111.0 1400 168.0 1960

(o LINRE BN Y 1 W00 st 4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF082000.D

Acq On : 3 Oct 2015 3:04

Operator : UM/1Z

Sample - G3887-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

H:\HPCHEM1\BNA_F\Method\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 36.5 ng 1000990 1 6.89 548445 20.0
unknown6 .65 6.65 75.1 ng 2060390 1 6.89 548445 20.0
Hexadecanoic acid... 12.84 2.1 ng 121190 5 14.07 1140390 20.0
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