LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On > 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.887 471 476 485 rBV 394708 538391 20.02% 2.274%
2 5.316 543 549 552 rBV 2491161 2646608 98.40% 11.180%
3 6.339 717 723 727 rBV 2543270 2683063 99.76% 11.334%
4 6.469 740 745 748 rBV 2720238 2588214 96.23% 10.933%
5 6.692 780 783 787 rBV 695451 637722 23.71% 2.694%

6 6.851 806 810 814 rBV 2028228 1923832 71.53% 8.127%
7 7.257 873 879 882 rBV 1711579 1659815 61.71% 7.011%
8 7.975 997 1001 1005 rBV 937623 877071 32.61% 3.705%
9 9.057 1179 1185 1188 rBV 2895534 2689579 100.00% 11.361%
10 9.445 1248 1251 1255 rBV 236853 185122 6.88% 0.782%
11 9.727 1294 1299 1303 rBV 1064617 935188 34.77% 3.950%
12 10.175 1372 1375 1378 rVB 45060 34027 1.27% 0.144%
13 10.516 1428 1433 1436 rBV 1613614 1555164 57.82% 6.569%
14 10.645 1452 1455 1463 rBV 50049 53882 2.00% 0.228%

15 11.204 1546 1550 1554 rBV 1004912 880900 32.75% 3.721%
16 12.792 1815 1820 1823 rBV2 2300866 2280549 84.79% 9.633%
17 13.692 1970 1973 1981 rBV 145941 157126 5.84% 0.664%
18 13.833 1993 1997 2001 rBV 703555 626684 23.30% 2.647%
19 14.592 2122 2126 2133 rBV 178408 179980 6.69% 0.760%
20 14.686 2139 2142 2145 rVB 31228 31380 1.17% 0.133%

21 15.233 2230 2235 2241 rBV 451914 509136 18.93% 2.151%

Sum of corrected areas: 23673433
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On : 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-

Quant Title : ASP BNA STANDARDS FOR 5 POINT

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

BFO70117 .M
CALIBRATION

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF096558.D

5.32

4.89

6.47
6.34

6.85

7.26

6.69

0
Time-->

5.00

5.50

Abundance

2500000

2000000

1500000

9.73

10000004 7.97

500000

10.17

A

0

TIC: BF096558.D

10.52

11.20

10.65

12.79

Time--> 10.00

L

10.50 11.00

T
13.50

11.50

12.00 12.50 13.00

Abundance
2500000
2000000
1500000

1000000
13.83

500000 15.23
14.59

69 s

TIC: BF096558.D

16.00

14.00 14.50

15.00 15.50

Time-->

17.00

16.50

19.00

18.00 18.50

17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On : 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.89 16.88 ng 538391 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 477 (4.892 min): BF096558.D (-471) (-) m/z 43.00 100.00%
43
59
5000
101 R L R R
4.60 4.80 500 5.20
e S8 | 77 59.00°  54.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 15.88%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.00 13.93%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e  RRAR
59 4.60 4.80 500 5.20
m/z 41.00 8.72%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On : 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.47 Concentration Rank 1

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

6.47 81.17 ng 2588210 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.469 min): BF096558.D (-740) (-) m/z 132.00 100.00%
32
5000 68
| % " 620 640 660 680
54 75 104 : . . .
..,....,....,...:l'.'.‘.‘?,.... AR - A el - [ N m/z 68.10 38.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IARSE RAASE RS RS SR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.96%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 660 680
5000 67 m/z 66.00 24.98%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R AR EREE
132 6.20 6.40 6.60 6.80

m/z 69.10 14 _.78%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On : 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.69 5.01 ng 157126 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Octacosanol 410 C28H580 000557-61-9 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1973 (13.692 min): BF096558.D (-1970) (-) m/z 57.05 100.00%
57
83
5000 11
| 139 167 13.40 13.60 13.80 14.00
iy I T e o e e m/z 43.05 99.97%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 e SR AR BRI SR B
13.40 13.60 13.80 14.00
m/z 55.05 96.16%
29 ‘139
LUk T 167 196 224 252 280 308
m/z--> 55 160 150 260 250 360 3éo '
Abundance
57
o1 SRR DU SN B
13.40 13.60 13.80 14.00
5000 m/z 83.10 77.79%
125
29 77 153 181 209 236 264 292 322 364 392
m/z--> 55 160 1éo 260 250 300 3éo '
Abundance #194196: Octadecyl trifluoroacetate
57 13.40 13.60 13.80 14.00
97 m/z 69.05 70.22%
5000
- 125
| | 11{ 154 182 224 252 297 338348
m/z--> 50 100 150 260 250 360 3éo ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On : 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.59 7.07 ng 179980 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
Abundance Scan 2126 (14.592 min): BF096558.D (-2122) (-) m/z 59.00 100.00%
50
5000
41

14.20 14.40 14.60 14.80 15.00

137154 193
170 263 294 320337 mn/z 72.00 57_19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000 | SLLILE BNLEL L L L L L
137 14.20 14.40 14.60 14.80 15.00

m/z 55.00 55.77%

| \‘M W\‘m w\‘h “154 193 221240 277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
AN Y S
R R e
14.20 14.40 14.60 14.80 15.00
5000 m/z 41.00 33.39%
41
18 83 114 136154 184 200238 264°°1
mmmmmmm’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide e
59 14.20 14.40 14.60 14.80 15.00
m/z 43.05 29.07%
5000
4
! 1 i 8 114 JLa2_170 195212 233255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 20 14. 40 14. 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096558.D

Acq On > 7 Jul 2017 14:47

Operator : SJ/MA

Sample - 14064-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
Quant Title : 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... 4.89 16.9 ng 538391 1 6.70 637722 20.0
unknown6 .47 6.47 81.2 ng 2588210 1 6.70 637722 20.0
Behenic alcohol 13.69 5.0 ng 157126 5 13.83 626684 20.0
13-Docosenamide, ... 14.59 7.1 ng 179980 6 15.23 509136 20.0
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