LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099942.D

Aca On - 29 Oct 2017 4:40 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16059-01 Gl
Misc i 101817-TIDO-F-D-B
ALS Vial : 32 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-BF102317.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 4.998 493 495 518 rBV 87082 124486 4_.31% 0.722%
2 5.410 562 565 586 rBV 649969 809761 28.02% 4 .696%
3 6.428 736 738 757 rBV 493778 644723 22.31% 3.739%
4 6.557 757 760 776 rVB 1625726 1504372 52.06% 8.724%
5 6.787 796 799 809 rBV 618567 577307 19.98% 3.348%
6 6.940 821 825 841 rBVY 2147391 2093481 72.45% 12.140%
7 7.357 892 896 915 rBVY 1479412 1574572 54.49% 9.131%
8 8.069 1013 1017 1028 rBV 868406 768823 26.61% 4 .458%
9 8.628 1109 1112 1121 rBV 116791 98951 3.42% 0.574%
10 9.145 1195 1200 1203 rBV 2969548 2889515 100.00% 16.756%

11 9.539 1264 1267 1275 rVB 163231 129409 4.48% 0.750%
12 9.822 1306 1315 1318 rBV 904711 777458 26.91% 4._.508%
13 9.857 1318 1321 1327 rVB 126686 121405 4._.20% 0.704%

14 10.033 1348 1351 1359 rVB 60288 56374 1.95% 0.327%
15 10.375 1406 1409 1413 rBV 85742 73698 2.55% 0.427%
16 10.492 1426 1429 1433 rBV 58108 46389 1.61% 0.269%

17 10.533 1433 1436 1440 rBvV 455126 358172 12.40% 2.077%
18 10.616 1447 1450 1460 rBV 826944 746026 25.82% 4_.326%
19 11.310 1565 1568 1571 rBV 649896 605813 20.97% 3.513%
20 11.339 1571 1573 1578 rVB 164515 143131 4._.95% 0.830%

21 12.533 1772 1776 1783 rVB 68082 62540 2.16% 0.363%
22 12.698 1801 1804 1808 rVB 80830 70311 2.43% 0.408%
23 12.763 1808 1815 1821 rVB 44969 62063 2.15% 0.360%
24 12.898 1833 1838 1841 rBV 1948405 1855649 64.22% 10.761%
25 13.404 1921 1924 1928 rVB 54741 43505 1.51% 0.252%
26 13.774 1984 1987 1995 rBV3 29855 36386 1.26% 0.211%

27 13.963 2015 2019 2027 rBV 566870 499580 17.29% 2.897%
28 15.421 2263 2267 2277 rVB 377260 470931 16.30% 2.731%

Sum of corrected areas: 17244831
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102817\

BF099942.D

29 Oct 2017 4:40

SJ/Ju

16059-01

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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2500000

2000000

1500000

1000000

500000

TIC: BF099942.D

6.94

6.56

5.41 6.79

6.43

L

7.36

0
Time-->

5.00 5.50 6.00 6.50 7.00

Abundance

2500000

2000000

1500000

1000000

500000

8.07

TIC: BF099942.D

12.90

11.31

.34

9.54 .8§_0.03 19\351\& 1

13.40

o
T T T T

Or——r
Time-->

12.00 12.50

11.50

1|2A53%Z'Qq L
10.50 11.00

13.00

13.50

Abundance

2500000

2000000

1500000

1000000

500000

13.77
0

TIC: BF099942.D

13.96

15.42

Time-->

14.00

18.00 18.50

17.00 17.50

16.00 16.50

15.50

14.50 15.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099942.D

Aca On : 29 Oct 2017 4:40

Operator : SJ/JU

Sample : 16059-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4

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

5.00 4_.31 ng 124486 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 495 (4.998 min): BF099942.D (-493) (-) m/z 43.00 100.00%
43.0

59.1
5000
101.1

| 83.0 460 4.80 5.00 5.20 5.40
A A A 5 AN A AR AR B m/z 59.10 61.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Tr T T[T [ rr i rrrrprT
59.0 460 480 500 5.20 5.40
m/z 101.10 23.12%
31.0 101.0
Ol sttt et o 930
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
IIIIIIIIIIIII‘IIIIIIIIII
570 4.60 4.80 500 5.20 5.40
5000 m/z 58.00 15.52%
20.0 101.0
15.0 73.0 83.0
| MRSRRSRANSSIEN FSER  FONERR | MM C LA RN EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one e e
43.0 460 4.80 5.00 520 5.40
m/z 41.00 9.55%
5000
55.0
15.0 27.0
R N ‘\ 710 830 98.0
ot e e e e RMMMMSMBESE S BN | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099942.D

Aca On : 29 Oct 2017 4:40

Operator : SJ/JU

Sample : 16059-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 52.12 ng 1504370 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.557 min): BF099942.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """"""'l""l'
401 540 6.20 6.40 6.60 6.80
o....,....::...,.:..,.:I.',..7.55,0....,..!.,.1??.?....,...., b m/z 68.10 35.29%
m/z--> 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 SRR U SN
6.20 6.40 6.60 6.80
210 510 m/z 134.00 31.94%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 20.42%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.49%
5000
00 770 104.0
ol el 870l 150 SRR | W
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099942.D

Aca On : 29 Oct 2017 4:40

Operator : SJ/JU

Sample : 16059-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.63 2.57 ng 98951 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Ethanol. l1-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 .alpha.-(Methvlthio)acetamide 105 C3H7NOS 022551-24-2 7
4 Guanidine 59 CH5N3 000113-00-8 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1112 (8.628 min): BF099942.D (-1109) (-) m/z 59.10 100.00%
59.1
5000
77.1 105.0 SSUURN A N ——
43.0 ‘ 8.20 8.40 8.60 8.80 9.00
0 E—1 .-'..i....,.9.1:0.,.|~..?2,1'.1...,....,....,.. m/z 105.00  31.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 RS RS AR R A
8.20 8.40 8.60 8.80 9.00
430 77.0 105.0 m/z 77.10 24 .98Y%
oL 290 ‘\ ‘ 91.0 ‘\ 121.0 149.0
m/z--> 20 40 éo 80 100 120 140 160 180
Abundance
59.0
A |
820 840 8.60 8.80 9.00
5000 m/z 106.00 17.88%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #4914: .alpha.-(Methylthio)acetamide s Raan m]
59.0 8.20 8.40 8.60 8.80 9.00
m/z 51.00 12.13%
5000 105.0
44,
27.0
(U R M 28 |gzo"| L DR SR UL DU RSN ARS SSE RAE R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099942.D

Aca On : 29 Oct 2017 4:40

Operator : SJ/JU

Sample : 16059-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.53 9.21 ng 358172 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzopinacol 366 C26H2202 000464-72-2 50
3 1.2-Propanedione. 1-phenvl- 148 C9H802 000579-07-7 43
4 Vinvl benzoate 148 C9H802 000769-78-8 43
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
Abundance Scan 1435 (10.528 min): BF099942.D (-1433) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
sdo o 162 1014 10,60 10,80
Ittt m/z 77.00 60.14%
m/z--> 50 100 150 200 250 300 350
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 BRI BN SRR SRR
10.20 10.40 10.60 10.80
m/z 182.10 42 .85%
0 00 | | 1520 |
m/z--> "~ 's0 100 150 200 250 300 350
Abundance
105.0 183.0
770 10.20 10.40 10.60 10.80
5000 m/z 51.00 21.99%
50.0 152.0 243.0271.0 349.0
m/z--> 50 100 150 200 250 300 350
Abundance #23263: 1,2-Propanedione, 1-phenyl- R R
105.0 10.20 10.40 10.60 10.80
m/z 181.10 9.54%
77.0
5000
0 15.0 43"(]) ‘ 148.0
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099942.D

Aca On : 29 Oct 2017 4:40

Operator : SJ/JU

Sample : 16059-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.70 2.81 ng 70311 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 45
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1804 (12.698 min): BF099942.D (-1801) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.3 SN R W N | U—
85.1 I I I I
157.1 185.1 213.2 12.40 12.60 12.80 13.00
Ot m/z 57.05 52.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 41.00 39.71%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 185 0 213 0 ‘ \‘ 283 0 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 43.05 39.52%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R I R R RN LA L S S RS LA LA RSN LRSS RS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0 12.40 12.60 12.80 13.00
m/z 73.00 34.97%
5000
239.0
29.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 T 12. 40 12.60 12.80 13.00

8270-BF102317.M Mon Oct 30 13:32:51 2017 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
Data File : BF099942.D

Acq On 29 Oct 2017 4:40

Operator : SJ/JU

Sample - 16059-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.00 4.3 ng 124486 1 6.79 577307 20.0
unknown6 .56 6.56 52.1 ng 1504370 1 6.79 577307 20.0
2-Hydroxy-iso-but. .. 8.63 2.6 ng 98951 2 8.07 768823 20.0
Benzophenone 10.53 9.2 ng 358172 3 9.82 777458 20.0
Hexadecanoic acid... 12.70 2.8 ng 70311 5 13.96 499580 20.0
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