LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095114.D

Aca On : 12 May 2017 16:21

Operator : SJ/MA

Sample = 13098-02

Misc :

ALS Vial : 7 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-BF050217 .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 5.007 518 522 533 rBV 39790 92902 2.85% 0.455%
2 5.648 628 631 657 rBV 430428 1093526 33.50% 5.360%
3 7.260 902 905 918 rBV 231312 588348 18.03% 2.884%
4 7.360 918 922 940 rVB 1523642 2402750 73.61% 11.778%
5 7.701 976 980 996 rVB 362103 467799 14.33% 2.293%
6 7.936 1015 1020 1037 rBV 1516479 1880304 57.61% 9.217%
7 8.601 1128 1133 1152 rBV 1139226 1623835 49.75% 7.960%
8 9.725 1319 1324 1347 rVB 403595 674964 20.68% 3.309%
9 11.495 1619 1625 1641 rVB 2630796 3263975 100.00% 16.000%
10 12.195 1737 1744 1752 rBvV2 52746 111590 3.42% 0.547%
11 12.548 1799 1804 1815 rBV2 553490 815163 24.97% 3.996%
12 12.966 1867 1875 1879 rBV4 24244 47872 1.47% 0.235%
13 13.436 1951 1955 1961 rBvV2 36185 49156 1.51% 0.241%
14 13.848 2019 2025 2035 rBV 1159546 1745681 53.48% 8.557%
15 14.160 2075 2078 2087 rBvV3 33355 59398 1.82% 0.291%
16 14.465 2123 2130 2135 rBvV6 23097 37082 1.14% 0.182%
17 14.518 2135 2139 2142 rBvV3 22965 34203 1.05% 0.168%
18 14.889 2198 2202 2207 rVB3 26273 34263 1.05% 0.168%

19 14.954 2208 2213 2225 rVV 484767 768034 23.53% 3.765%
20 15.918 2373 2377 2389 rBV 131482 197217 6.04% 0.967%

21 17.006 2558 2562 2569 rBV 113988 170032 5.21% 0.833%
22 17.277 2602 2608 2614 rBV2 2238918 2812164 86.16% 13.785%
23 17.512 2642 2648 2649 rBV6 24913 35730 1.09% 0.175%
24 18.524 2816 2820 2827 rBV6 34328 58970 1.81% 0.289%
25 18.624 2833 2837 2844 rBV 517372 720680 22.08% 3.533%

26 19.489 2981 2984 2990 rVB 56733 61106 1.87% 0.300%
27 20.289 3116 3120 3131 rBV 376941 553553 16.96% 2.713%

Sum of corrected areas: 20400297
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LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051217\

Data Path :

Data File : BF095114.D

Aca On : 12 May 2017 16:21
Operator : SJ/MA

Sample : 13098-02

Misc :

ALS Vial -7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095114.D

Aca On : 12 May 2017 16:21

Operator : SJ/MA

Sample = 13098-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5

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

5.01 3.97 ng 92902 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 522 (5.007 min): BF095114.D (-518) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.0 460 4.80 5.00 5.20 5.40
Ol et et e | M/Z 59.00  62.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I RN R
59.0 460 480 500 520 5.40
m/z 101.00 21.02%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
ARSERARRARARES AR
41.0 460 4.80 5.00 5.20 5.40
5000 m/z 58.00 12.52%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime SN S || S
43.0 460 480 500 520 5.40

m/z 41.00 7.21%

5000
101.0
15.0 58.0
0 \ 280 I, | 69.0 840

m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095114.D

Aca On : 12 May 2017 16:21

Operator : SJ/MA

Sample = 13098-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.36 Concentration Rank 1

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

7.36 102.73 ng 2402750 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 922 (7.360 min): BF095114.D (-918) (-) m/z 132.00 100.00%
132.0
5000 68.1 K
96.1 TrrTTTTTTT T T T T T T
400 540 7.00 7.20 7.40 7.60
Obrr eyt o bl 880 L3070 L m/z 68.10 37.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L SR L
7.00 7.20 7.40 7.60
2.0 510 m/z 134.00 32.60%
0'w'“'w'“l”'“'“'M'“l”'h“'w'“'w'“l“'w'“'w'“l“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60
5000 67.0 m/z 66.00 22.02%
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 #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60
m/z 69.05 14 .64%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095114.D

Aca On : 12 May 2017 16:21

Operator : SJ/MA

Sample = 13098-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.92 5.14 ng 197217 Phenanthrene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 15

Abundance Scan 2377 (15.918 min): BF095114.D (-2373) (-) m/z 73.00 100.00%

43.0 730

5000

-

15.60 15.80 16.00 16.20

0 m/z 43.00 84.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 R RARREEEEEE Ry

15.60 15.80 16.00 16.20
m/z 60.00  77.51%

0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
410 15.60 15.80 16.00 16.20
5000 129.0 m/z 57.05 64 .94%
83.0
157.0 213.0 256.0
102.0 185.0
Ol b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid R L e
43.0 73.0 15.60 15.80 16.00 16.20
m/z 41.05 61.32%
- T NmmhwmhdunwwAR«MNAwwfwvdv
O N B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16. 00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095114.D

Aca On : 12 May 2017 16:21

Operator : SJ/MA

Sample = 13098-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.01 4.72 ng 170032 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2563 (17.012 min): BF095114.D (-2558) (-) m/z 43.05 100.00%

43.0 73.0

5000

16.60 16.80 17.00 17.20 17.40
m/z 73.00 92.09%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3.0

5000
16.60 16.80 17.00 17.20 17.40

m/z 60.00 74 .58%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
16.60 16.80 17.00 17.20 17.40
5000 129.0 m/z 57.05 68.32%
970 1990 2420
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R el
60.0 16 60 16. 80 17. 00 17. 20 17. 40
m/z 55.00 65.14%
5000
157.0 185.0 213.0 256.0
01 R EEEEEmEEEEn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 60 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095114.D

Aca On : 12 May 2017 16:21

Operator : SJ/MA

Sample = 13098-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl19.49 Concentration Rank 7

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

19.49 2.21 ng 61106 Perylene-di12 20.29

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 47
2 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 32
3 Pvrrolidine. 1-acetvl-2-(chlorom... 161 C7H12CINO 054385-06-7 25
4 Phthalic acid. 3.5-difluorophenv... 348 C19H18F204 1000315-54-1 22
5 Phthalic acid, 3,5-difluoropheny... 334 C18H16F204 1000314-97-0 22

Abundance
70.1

149.0

5000

Scan 2984 (19.489 min): BF095114.D (-2981) (-)

m/z 70.10 100.00%

19.20 19.40 19.60 19.80

m/z 149.00 60.31%

19.20 19.40 19.60 19.80

m/z 112.10 51.23%

A A
LI L L I L L L

19.20 19.40 19.60 19.80

m/z 261.20 39.13%

19.20 19.40 19.60 19.80

04
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000
41.0
o ‘M h\ | ‘h ‘m 1790 2320 | | 304.0333.0361.0
L B e e o e I B i B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
70.0
41.0
5000 112.0
141.0169.0
O N . e o T o SR
m/z--> 50 100 150 200 250 300 350
Abundance #31731: Pyrrolidine, 1-acetyl-2-(chloromethyl)-
70.0
5000 112.0
4%0 161.0
0 Lol o | A
— Ll
m/z--> 50 100 150 200 250 300 350

m/z 167 .00 29.25%

19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051217\
Data File : BF095114.D

Acq On : 12 May 2017 16:21

Operator : SJ/MA

Sample - 13098-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 4.0 ng 92902 1 7.70 467799 20.0
unknown? .36 7.36 102.7 ng 2402750 1 7.70 467799 20.0
Tridecanoic acid 15.92 5.1 ng 197217 4 14.95 768034 20.0
Octadecanoic acid 17.01 4.7 ng 170032 5 18.62 720680 20.0
unknown19 .49 19.49 2.2 ng 61106 6 20.29 553553 20.0

8270-BF050217.M Mon May 15 16:30:06 2017 Page: 8



