LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122117\
Data File : BG031689.D

Aca On : 22 Dec 2017 00:59

Operator : SJ/JU

Sample : 17002-03

Misc :

ALS Vial : 16 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-BG122117.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 3.444 20 26 38 rBv 39658 81601 2.12% 0.459%
2 5.741 410 417 426 rBV 35744 62184 1.62% 0.350%
3 6.246 495 503 514 rBV 606827 1072044 27.88% 6.031%
4 7.927 779 789 801 rVB 638502 1212540 31.53% 6.821%
5 8.338 850 859 868 rBV 655988 1207101 31.39% 6.791%

8.826 934 942 952 rBV 135559 240643 6.26% 1.354%
9.166 990 1000 1010 rBV 492979 911790 23.71% 5.129%
10.024 1138 1146 1158 rBV 349641 646387 16.81% 3.636%
11.716 1426 1434 1445 rVB 193094 360536 9.38% 2.028%
14.090 1829 1838 1849 rVB 1330194 2170905 56.45% 12.212%

=
QO ~NO®

11 14.889 1968 1974 1980 rBV 72663 114878 2.99% 0.646%
12 15.459 2064 2071 2080 rVB2 344698 592542 15.41% 3.333%
13 16.934 2315 2322 2336 rVB 1276991 1977582 51.42% 11.125%
14 18.197 2530 2537 2545 rBV2 534381 862790 22.44% 4 _.854%
15 19.020 2672 2677 2685 rBV3 55389 87845 2.28% 0.494%

16 20.259 2883 2888 2893 rBV3 54380 83054 2.16% 0.467%
17 20.729 2962 2968 2975 rBV 2835505 3845690 100.00% 21.634%

18 22.557 3271 3279 3291 rVB2 592082 1133638 29.48% 6.377%
19 26.340 3911 3923 3936 rBvV 351314 1112565 28.93% 6.259%

Sum of corrected areas: 17776315
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031689.D

Aca On : 22 Dec 2017 00:59

Operator : SJ/JU

Sample - 17002-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122117.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: BG031689.D

2500000
2000000
1500000

1000000

6.25 7.93 834

9.17
500000 10.02
8.63 11.72

3.44 5.74
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Time--> 3.50 4.00 4.50 500 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 11.00 1150 1200 12.50
Abundance TIC: BG031689.D

20.73
2500000

2000000

1500000

1000000

18.20 22.56

500000 15.46

14.89 A 19.02 20.26
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Time--> 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: BG031689.D

2500000

2000000

1500000

1000000

500000 26.34
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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\BG122117\
Data File : BG031689.D

Aca On : 22 Dec 2017 00:59

Operator : SJ/JU

Sample : 17002-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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.

5.74 5.17 ng 62184 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 417 (5.741 min): BG031689.D (-410) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 .
| 83.0 540 560 580 600
R e R N R R e A8 & Rt R NSNS m/z 59.10 67.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL L L B
59.0 540 560 580 600
m/z 101.10 28.06%
?1‘.0 L1 L 83.0 10%.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
540 560 580 600
0
5000 1010 m/z 58.10 19.31%
28.0 59.0
15.0 73.0 840
mmﬁmmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 540 5.60 5.80 6.00
m/z 41.00 7.63%
5000 41.0
S S Y. S .U 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031689.D

Aca On : 22 Dec 2017 00:59

Operator : SJ/JU

Sample : 17002-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 unknown8.34 Concentration Rank 1

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

8.34 100-32 ng 1207100 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 859 (8.338 min): BG031689.D (-850) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 T hn Qb aan q R
401 540 8.00 8.20 8.40 8.60
..,....,....,....,":...,.:..,.:I-.'...'..,5??.?,..!.,.197.,0....,...., b m/z 134.00  32.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PP
40 s30 T e m/z 68.10 31.93%
‘ ‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
800 820 840 860
5000 m/z 66.00 20.03%
104.0
140 270 39.0 510 00770 o9, 115.0
wwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e M Amamy
132.0 8.00 8.20 8.40 8.60
m/z 96.00 13.75%
97.0
5000 0.0
31.0 52.0
| H ! 86.0 . 11§ 0 !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.0 840 8.60

8270-BG122117.M Fri Dec 22 16:51:05 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031689.D

Aca On : 22 Dec 2017 00:59

Operator : SJ/JU

Sample : 17002-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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.
19.02 2.04 ng 87845 Phenanthrene-d10 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2677 (19.020 min): BG031689.D (-2672) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1 213.2
97.1 171.1
H‘h %“%m 18.80 19.00 19.20 19.40
Al gl : m/z 60.00 76.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.80 19.00 19.20 19.40

83.0 0
TM 1570 1gs0 2180 2560 m/z 43.10 69.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 730
18.80 19.00 19.20 19.40
5000 129.0 m/z 41.10 53.50%
171.0
97.0 214.0
15.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0 18.80 19.00 19.20 19.40
m/z 57.10 52 .35%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122117\
Data File : BG031689.D

Acq On : 22 Dec 2017 00:59

Operator : SJ/JU

Sample - 17002-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.74 5.2 ng 62184 1 8.83 240643 20.0
unknown8.34 8.34 100.3 ng 1207100 1 8.83 240643 20.0
n-Hexadecanoic acid 19.02 2.0 ng 87845 4 18.20 862790 20.0
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