LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101358.D

Aca On : 13 Dec 2017 5:04

Operator : SJ/JU

Sample : 16764-04

Misc :

ALS Vial : 31 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-BF113017.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 5.045 500 503 513 rBV 34545 46972 4 _.45% 0.566%
2 5.445 567 571 588 rBV 885313 862197 81.64% 10.397%
3 6.463 740 744 758 rBV 872631 951584 90.11% 11.475%
4 6.598 763 767 770 rBVY 1072202 930374 88.10% 11.219%
5 6.822 802 805 813 rBB 301993 243846 23.09% 2.940%
6 6.981 828 832 835 rBV 840901 727881 68.92% 8.777%
7 7.392 898 902 913 rBV 533923 512123 48.49% 6.175%
8 8.104 1020 1023 1042 rBB 349552 309297 29.29% 3.730%
9 9.180 1202 1206 1209 rBvV 1328017 1056053 100.00% 12.734%
10 9.575 1267 1273 1279 rBB 98220 82286 7.79% 0.992%
11 9.780 1305 1308 1312 rVB 33295 23454 2.22% 0.283%
12 9.863 1318 1322 1329 rVB 364198 308086 29.17% 3.715%
13 10.280 1390 1393 1396 rVB 38942 29420 2.79% 0.355%
14 10.657 1453 1457 1465 rBvV 485333 450395 42.65% 5.431%
15 10.757 1470 1474 1482 rVV 24506 28422 2.69% 0.343%
16 11.357 1572 1576 1579 rBvV 326790 278184 26.34% 3.354%
17 12.574 1780 1783 1788 rBvV 41852 33110 3.14% 0.399%
18 12.804 1820 1822 1829 rVB 36604 28839 2.73% 0.348%
19 12.939 1841 1845 1849 rBvV 861092 805848 76.31% 9.717%
20 13.498 1936 1940 1946 rBV7 7349 13220 1.25% 0.159%
21 13.827 1994 1996 2000 rVB 29774 29702 2.81% 0.358%
22 14.010 2022 2027 2030 rBV 263997 271320 25.69% 3.272%
23 15.057 2202 2205 2207 rBV2 21004 25022 2.37% 0.302%
24 15.427 2265 2268 2270 rVB 14308 14041 1.33% 0.169%
25 15.486 2271 2278 2283 rBV 159936 202359 19.16% 2.440%
26 15.892 2344 2347 2351 rVB6 11665 14696 1.39% 0.177%
27 16.586 2463 2465 2471 rVB7 11405 14206 1.35% 0.171%

Sum of corrected areas: 8292937
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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\BF121217\

BF101358.D

13 Dec 2017 5:04

SJ/Ju

16764-04

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF101358.D

6.60

5.45 6.46

6.98

6.82

5.05

7.39

0
Time-->

5.00

5.50

6.00

6.50

7.00

T
7.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF101358.D

12.94

10.66

9.86 11.36

12.5712.8f

A
T T

10.28

A A
e e e S B m m a

0.76

.57
A 9].\7

13.50

Or——
Time-->

12.00 12.50

10.00

11.50

9
T

T
9.50 10.50 11.00 13.00

13.50

Abundance

1200000

1000000

800000

600000

400000

200000

13.83

TIC: BF101358.D

14.01

15.49

15.06  15. 15.89 16.59

Time-->

14.00

17.50 18.00 18.50

16.00 16.50 17.00

14.50

15.00 15.50

19.00

8270-BF113017.

M Wed Dec 13 14:44:04 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101358.D

Aca On : 13 Dec 2017 5:04

Operator : SJ/JU

Sample : 16764-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 3

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

5.05 3.85 ng 46972 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 504 (5.051 min): BF101358.D (-500) (-) m/z 43.10 100.00%
a3
59
5000
1‘|’1 480 500 520 540
e s et e e e | M7z 59.10  62.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 17.81%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 14 _.50%
55
37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R T REama e
43 480 5.00 520 5.40
m/z 41.00 9.83%
57
5000
29 101
15 |, o3y 51 ||| 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101358.D

Aca On : 13 Dec 2017 5:04

Operator : SJ/JU

Sample : 16764-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 76.31 ng 930374 1,4-Dichlorobenzene-d4 6.82
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 767 (6.598 min): BF101358.D (-763) (-) m/z 132.00 100.00%
5000 o8
40 | % J 620 640 6.60 6.80 7.00
54 - - - - -
el 778 Lapsus L Tm/z 68.10  36.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AL AR N
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 32.81%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 23.87%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propionyl R A RAREE REEEE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .29%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. NS § G | CEN—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101358.D

Aca On : 13 Dec 2017 5:04

Operator : SJ/JU

Sample : 16764-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.04 ng 28422 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 74
3 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 72
4 Pentadecane 212 C15H32 000629-62-9 59
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 1475 (10.763 min): BF101358.D (-1470) (-) m/z 57.05 100.00%
57
5000 A a5
| 3 10.40 10.60 10.80 11.00
e — m/z 71.00 79.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57
5000 85
4 10.40 10.60 10.80 11.00
m/z 43.05 61.14%
26 | | | | M3 141 160 198
m/z--> 25 45 eb éo 160 150 150 1éo 180 260 220 250 2éo 2éo '
Abundance
57
10.40 10.60 10.80 11.00
5000 41 m/z 85.00 38.49Y%
85
113128 154169 211 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28445: Octane, 2,4,6-trimethyl-
57 10.40 10.60 10.80 11.00
m/z 41.05 36.69%
5000
4 85
b ‘ 100 127 156
m/z--> 25 45 eb éo 100 150 150 1éo 180 200 220 250 2éo 2éo ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101358.D

Aca On : 13 Dec 2017 5:04

Operator : SJ/JU

Sample : 16764-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Bromoacetic acid, pentadecy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.83 2.19 ng 29702 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 76
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 70
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 70
4 n-Pentadecanol 228 C15H320 000629-76-5 70
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 70

Abundance Scan 1996 (13.827 min): BF101358.D (-1994) (-) m/z 57.10 100.00%

43
83

5000

208 230 13.60 13.80 14.00 14.20
m/z 43.10 85.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #182418: Bromoacetic acid, pentadecy! ester
43 57 83

13,60 13.80 14.00 14.20
m/z 83.10 73.42%

5000

125

141954167 182195208

RREERREE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43 57 83
97 TTrTT I TTrTT I TTr T I TTTT I T
70 13.60 13.80 14.00 14.20

5000 111 m/z 55.10 56.63%

125
139 155169183196209222 239 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #189051: Trichloroacetic acid, tetradecy! ester R mEEEE RS S
7 13.60 13.80 14.00 14.20

83 m/z 69.10 50.56%

5000

125

1394153 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101358.D

Acq On : 13 Dec 2017 5:04

Operator : SJ/JU

Sample - 16764-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.05 3.9 ng 46972 1 6.82 243846 20.0
unknown6 .60 6.60 76.3 ng 930374 1 6.82 243846 20.0
Tetradecane 10.76 2.0 ng 28422 4 11.36 278184 20.0
Bromoacetic acid,... 13.83 2.2 ng 29702 5 14.01 271320 20.0
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