LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\

Data File : BG023410.D

Aca On : 3 Aug 2016 00:21 Instrument :

Operator : UM/SJ ?Z'I\!A_(t;S el
- _ lentosampleld :

a?zgle : H4288-04 SB-64-14.0-15.0

ALS Vial : 19 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 G\METHODS\8270-BG080116.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 2.992 21 26 48 rVB 6223329 10984125 100.00% 15.161%
2 5.183 393 399 410 rBV 820975 1302678 11.86% 1.798%
3 5.664 474 481 489 rBV 2912603 4660016 42.43% 6.432%
4 7.280 748 756 769 rBY 3101934 5485117 49.94% 7.571%
5 7.650 810 819 829 rBVY 2958901 5072392 46.18% 7.001%

8.120 891 899 906 rBV2 467726 804421 7.32% 1.110%
8.449 946 955 962 rBV 1845380 3257439 29.66% 4._.496%
9.295 1089 1099 1108 rBV 1802593 3298402 30.03% 4 _553%
10.951 1372 1381 1390 rBV 684526 1268545 11.55% 1.751%
13.395 1789 1797 1805 rBV 4540697 7560307 68.83% 10.435%

=
QO ~NO®

11 14.223 1931 1938 1945 rBV 649402 949824 8.65% 1.311%
12 14.781 2026 2033 2043 rBV2 1255092 2005713 18.26% 2.768%
13 16.279 2281 2288 2306 rVB 5009620 7913510 72.04% 10.923%
14 16.467 2316 2320 2327 rBV 86603 143872 1.31% 0.199%
15 17.542 2497 2503 2510 rBV2 1707506 2636717 24.00% 3.639%

16 18.412 2647 2651 2662 rBV2 175784 290826 2.65% 0.401%
17 20.151 2941 2947 2953 rBV 7143618 9713756 88.43% 13.407%

18 21.854 3230 3237 3247 rVB 1535954 2589399 23.57% 3.574%
19 25.232 3802 3812 3825 rVB2 842348 2513690 22.88% 3.470%

Sum of corrected areas: 72450749
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023410.D

Aca On : 3 Aug 2016 00:21

Operator : UM/SJ

Sample : H4288-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023410.D
7000000

2.99
6000000

5000000

4000000
7.28

3000000 5.66 7.65

2000000 8.45 9.29

1000000 5.18
8.12 10.95

T e o L e o L L T T

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 6. 50 7.00 750 800 850 9.00 0. 50 10 00 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG023410.D
7000000 20115

6000000

16.28
5000000
13.40

4000000
3000000

2000000 17.54 21.85

14.78
1000000 14.22

6.47 18.41
O e o e L B LA B e e e BAR R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG023410.D
7000000

6000000
5000000
4000000
3000000
2000000

1000000 25.23

O T T e T T T T T e T e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023410.D

Aca On : 3 Aug 2016 00:21

Operator : UM/SJ

Sample : H4288-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 unknown2.99 Concentration Rank 1

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

2.99 273.09 ng 10984100 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 Methane. i1sothiocvanato- 73 C2H3NS 000556-61-6 9
3 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 9
4 1-Propanol. 2-methyl-2-nitro- 119 C4H9NO3 000076-39-1 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 26 (2.992 min): BG023410.D (-21) (-) m/z 73.05 100.00%
7B
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
- ,h...L,O.“.l?f‘,l??.l?l??(?.,....3,0.6.33.7,..:?5?9,....,.‘.‘5?9,..?‘.‘} m/z 43.05 63.89%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
s000] 43 1ﬂﬂTj}§>Fnﬂ*TTrrnﬂTTTfrnﬂ*T
2.90 3.00 3.10 3.20 3.30 3.40
‘ m/z 89.05 48 .30%
“‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

ﬁ

Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 14.54%
45
15
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8173: 2-Butanone, 3-methoxy-3-methyl-
78 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 12.44%
43
5000
I, | 101
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023410.D

Aca On : 3 Aug 2016 00:21

Operator : UM/SJ

Sample : H4288-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 32.39 ng 1302680 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 47
4 Pentane. 2-methoxv- 102 C6H140 006795-88-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 399 (5.183 min): BG023410.D (-393) (-) m/z 43.05 100.00%
43
5000
i T S s S ok
@ 83 | 134 177 207 233 258 306 345 373 ../, 59 05  67.87%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A S UL LU
4.80 5.00 520 5.40 5.60
m/z 101.05 22 .58%
101
?ﬁq VL'§% J"" LRI UL UL UL U
m/z--> 50 100 150 200 250 300 350
Abundance
59
480 500 520 540 560
5000 m/z 58.05 16.28%
41
101
m/z--> " 50 100 150 200 250 300 350
Abundance #4460: 3-Pentanol, 2-methy!- A R m e B
59 480 5.00 520 5.40 5.60
m/z 41.05 9.21%
5000
31
'Jﬂhh‘h?§l' HELE UL UL SR UL S B A LS IR AR
m/z--> 50 100 150 200 250 300 350 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023410.D

Aca On : 3 Aug 2016 00:21

Operator : UM/SJ

Sample : H4288-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 3 unknown7.65 Concentration Rank 2

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

7.65 126.11 ng 5072390 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 819 (7.650 min): BG023410.D (-810) (-) m/z 132.05 100.00%
132
68
5000
w0 | % 740 7.60 7.80 8.00
b gL 185216 280 322 398 436 471 m/z 68.05 58.21%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 5 AR MR AR e
7.40 7.60 7.80 8.00
q 10 m/z 66.05 37.73%
[

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

132

69 104 7.40 7.60 7.80 8.00
5000 m/z 133.95 35.06%

31

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #14491: 5-Aminoindole s B L e
132 7.40 7.60 7.80 8.00
m/z 69.05 24 .67%
5000
104
66
14 39, |4
e B e B B e IR B L a e
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG080216\
Data File : BG023410.D

Aca On : 3 Aug 2016 00:21

Operator : UM/SJ

Sample : H4288-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.21 ng 290826 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2651 (18.412 min): BG023410.D (-2647) (-) m/z 73.05 100.00%
7B
43
5000 129
171 213 256
18.00 18.20 18.40 18.60 18.80
mlp b lbeph 1283 368 415 S5 1 CL7o7760.05  90.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 RS B
129 18.00 18.20 18.40 18.60 18.80
213 m/z 55.05 63.76%
s
I‘IHI\‘HWHH ‘\H\\\\‘ |‘|‘|||‘|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 57.15 62.51%
171
214
101
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39472: n-Decanoic acid
60 18.00 18.20 18.40 18.60 18.80
m/z 43.05 60.90%
5000 29 129
172
AL “',‘.ﬂ‘...,..‘.. T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60 18.80

8270-BG080116.-M Wed Aug 03 16:11:44 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080216\
Data File : BG023410.D

Acq On : 3 Aug 2016 00:21

Operator : UM/SJ

Sample - H4288-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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]
unknown?2 .99 2.99 273.1 ng 10984100 1 8.12 804421 20.0
2-Pentanone, 4-hy... 5.18 32.4 ng 1302680 1 8.12 804421 20.0
unknown? .65 7.65 126.1 ng 5072390 1 8.12 804421 20.0
n-Hexadecanoic acid 18.41 2.2 ng 290826 4 17.54 2636720 20.0
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