LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085567.D

Acq On : 19 Mar 2016 11:14

Operator : UM/SJ

Sample : H1782-01

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-BF031816.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

5.030 237 240 247 rBV 582059 650630 17.17% 2.760%
5.441 274 276 279 rBV 890525 1246474 32.90% 5.288%
rBv 736749 877683 23.16% 3.724%
6.619 376 379 381 rBV 1942439 1948139 51.42% 8.265%
6.847 397 399 402 rBV 751655 775154 20.46% 3.289%
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7.007 410 413 415 rBV 2488062 2194159 57.91% 9.309%
7.419 446 449 451 rBV 1923363 2035455 53.72% 8.635%
8.139 509 512 514 rBV 1127827 1063240 28.06% 4.511%
9.213 603 606 609 rBV 3441318 3267962 86.25% 13.864%
9.888 663 665 668 rBV 1236874 1120857 29.58% 4._755%

=
QO ~NO®

11 10.676 731 734 737 rBV 1589416 1466880 38.71% 6.223%
12 11.374 792 795 797 rBV 1337767 1205006 31.80% 5.112%
13 12.779 916 918 921 rVB 131567 107474 2.84% 0.456%
14 12.962 931 934 936 rBV 3649695 3788922 100.00% 16.074%
15 13.488 978 980 981 rVB 57087 55165 1.46% 0.234%

16 14.002 1023 1025 1028 rBV 1073373 1009600 26.65% 4.283%
17 15.431 1147 1150 1153 rBV 606997 758618 20.02% 3.218%

Sum of corrected areas: 23571418
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085567.D

Acq On : 19 Mar 2016 11:14

Operator : UM/SJ

Sample : H1782-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085567.D
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Abundance TIC: BF085567.D
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Abundance TIC: BF085567.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085567.D

Acq On : 19 Mar 2016 11:14

Operator : UM/SJ

Sample : H1782-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 16.79 ng 650630 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 240 (5.030 min): BF085567.D (-237) (-) m/z 43.10 100.00%
a3
59
5000
101 I B
4.60 4.80 500 5.20 5.40
83
...,....,....,....',....?.1.~..|,...‘?,9....,.-...,....-,....,....,....,....,...., m/z 59.10 60.18%
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
5000 SR A N
59 460 4.80 5.00 5.20 5.40
m/z 101.10 23.69%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 20 % 4 80 60 7o 80 80 100 110 10 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.69%
68
50 126 14
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— | LI BLELELEL B R |/l\l T
43 4.60 4.80 500 5.20 5.40
m/z 41.10 8.48%
5000
101
15
27 & ‘
'“v“'PHM'“WJ'Wth““v'“wgﬁw”'b“w'“WH'W““l““l SSRME SRR SRARSRRARERAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085567.D

Acq On : 19 Mar 2016 11:14

Operator : UM/SJ

Sample : H1782-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknown6.62 Concentration Rank 2

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

6.62 50.26 ng 1948140 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 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 379 (6.619 min): BF085567.D (-376) (-) m/z 132.10 100.00%
5000 68
6 rerryrrrrpTTTTTTTT T T T
40 54 75 104 6.20 6.40 6.60 6.80 7.00
....,....:':..4.8,.-...,6.2.1.|,....??.5.‘?,..!.,.'.'..,.1.1.5.,....,~'...,... m/z 68.10 36.15%
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 I L SN LN L
6.20 6.40 6.60 6.80 7.00
0,
31384451 78 m/z 134.10 33.22%
'”'ﬂ'MIJ'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 22.26%
41 97
53 2 117
34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .68%
5000
6 104
39 51 77 % ‘ 117
1 i | | I |
m/z--> 30 4'0 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00

8270-BF031816.M Mon Mar 21 16:53:51 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085567.D

Acq On : 19 Mar 2016 11:14

Operator : UM/SJ

Sample : H1782-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 4 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.78 2.13 ng 107474 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 87
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 50
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 918 (12.779 min): BF085567.D (-916) (-) m/z 56.10 100.00%
56
5000 a1
| "| o 185 15 2927 1740 1260 12,80 1300 |
el it m/z 57.10 56.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 129 230257 m/z 41.10 41.00%
L) h H\ ot [ 157 185 213 | om3 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 43.10 40.65%
29 73
71137 157 185 213 2957 5 31

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid

12.40 12.60 12.80 13.00
m/z 73.10 32.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085567.D

Acq On : 19 Mar 2016 11:14

Operator : UM/SJ

Sample : H1782-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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]
2-Pentanone, 4-hy... 5.03 16.8 ng 650630 1 6.85 775154 20.0
unknown6 .62 6.62 50.3 ng 1948140 1 6.85 775154 20.0
Hexadecanoic acid... 12.78 2.1 ng 107474 5 14.00 1009600 20.0
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