LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096385.D

Acq On 1 Jul 2017 18:11

Operator : SJ/MA

Sample - 13950-12

Misc :

ALS Vial : 8 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 4.928 478 483 491 rBY 397504 511190 17.18% 2.116%
2 5.351 549 555 558 rBV 2903173 2946076 98.99% 12.194%
3 6.369 722 728 731 rBV 2902466 2976205 100.00% 12.318%
4 6.504 746 751 754 rBV 2996578 2906775 97.67% 12.031%
5 6.733 786 790 793 rBvV 823147 698912 23.48% 2.893%
6 6.886 812 816 820 rBV 2089782 2033394 68.32% 8.416%
7 7.292 879 885 888 rBV 1850679 1776130 59.68% 7.351%
8 8.016 1003 1008 1011 rBV 1016243 957377 32.17% 3.963%
9 9.092 1186 1191 1194 rBV 2755970 2554700 85.84% 10.574%
10 9.480 1253 1257 1260 rBVY 510365 391159 13.14% 1.619%
11 9.710 1293 1296 1301 rVB 44777 36940 1.24% 0.153%
12 9.763 1301 1305 1309 rBV2 1085840 953123 32.02% 3.945%
13 10.210 1378 1381 1384 rVB 78500 59629 2.00% 0.247%
14 10.551 1434 1439 1442 rBV 1501455 1498741 50.36% 6.203%
15 10.680 1458 1461 1468 rBV 78914 73733 2.48% 0.305%
16 11.239 1553 1556 1560 rBVY 813741 761838 25.60% 3.153%
17 11.780 1644 1648 1656 rBV 74811 79983 2.69% 0.331%
18 12.827 1821 1826 1829 rBV 1757669 1539637 51.73% 6.372%
19 13.310 1903 1908 1913 rVB 54667 55499 1.86% 0.230%

20 13.727 1976 1979 1984 rBV2 106244 104641 3.52% 0.433%
21 13.868 1999 2003 2007 rBV 696629 616487 20.71% 2.552%
22 15.280 2238 2243 2249 rVB 541229 628509 21.12% 2.601%

Sum of corrected areas: 24160678

8270-BF070117.M Mon Jul 03 18:14:34 2017 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO70117\

BF096385.D

1 Jul 2017 18:11

SJ/MA

13950-12

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096385.D

Acq On 1 Jul 2017 18:11

Operator : SJ/MA

Sample - 13950-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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.

4.93 14.63 ng 511190 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 483 (4.928 min): BF096385.D (-478) (-) m/z 43.00 100.00%
43
5000 5
ai] s o 1‘|’1 4.60 480 500 520
ot el e e m/z 59.00 51.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 4.60 480 500 520
m/z 101.00 14 .53%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.60 480 500 520
5000 41 m/z 58.00 14.16%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- N RAma e R
59 460 4.80 5.00 5.20
m/z 41.00 8.44%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096385.D

Acq On 1 Jul 2017 18:11

Operator : SJ/MA

Sample - 13950-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.50 Concentration Rank 1

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

6.50 83.18 ng 2906780 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF096385.D (-746) (-) m/z 132.00 100.00%
32
5000 68
| 75 % o4 620 6.40 6.60 6.80
..,....,....,...:I'.'.‘.‘?,!!..61 ..| B -1 Mo S N m/z 68.10 39.29%
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 B LR L S
6.20 6.40 6.60 6.80
78 m/z 134.00 32.02%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 26.21%
41 97
53 2 117
34 60 89 105 124
wwmw@mﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole AL B L N N N B B
132 6.20 6.40 6.60 6.80
m/z 69.10 15.69%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096385.D

Acq On 1 Jul 2017 18:11

Operator : SJ/MA

Sample - 13950-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.10 ng 79983 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
5 Oxalic acid, allyl tridecyl ester 312 C18H3204 1000309-24-1 18
Abundance Scan 1648 (11.780 min): BF096385.D (-1644) (-) m/z 60.00 100.00%
b 73
5000 129
97 157 213
L 4377 171185 op7 256 11.40 11.60 11.80 12.00
m/z 57.00 95.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 L SRR R UL B

11. 40 11. 60 11. 80 12.00

m/z 43.00 92.67%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R o EEEE e e R
11.40 11.60 11.80 12.00
5000 29 129 m/z 73.00 87.96%
87 242
143 199
115 185
101 157171 213
LI o i o o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39469: n-Decanoic acid
60 73 11.40 11.60 11.80 12.00
m/z 55.05 76.54%
5000 41
129
ZT 115 mAmJLMw%kawavwhmvw
143 172
Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096385.D

Acq On 1 Jul 2017 18:11

Operator : SJ/MA

Sample - 13950-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.73 3.39 ng 104641 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1979 (13.727 min): BF096385.D (-1976) (-) m/z 55.00 100.00%

g5

83

5000

5

13.40 13.60 13.80 14.00
m/z 43.10 92.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

(6)]
ol
(o]
w

5000 LN L L L L L LB L |
13.40 13.60 13.80 14.00
29 m/z 57.05 91.11%
LoL gl 167 196 238 266 294
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
e
13.40 13.60 13.80 14.00
5000 11 m/z 83.00 72.35%
29 139

167 195 222 250 280 308 336

m@m‘mﬁwﬂmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol L e o
55 83 13.40 13.60 13.80 14.00
m/z 69.05 63.61%

i
i

5000

29

i
]

L 167 196 224 252 280 308
. s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096385.D

Acq On 1 Jul 2017 18:11

Operator : SJ/MA

Sample - 13950-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.93 14.6 ng 511190 1 6.73 698912 20.0
unknown6 .50 6.50 83.2 ng 2906780 1 6.73 698912 20.0
n-Hexadecanoic acid 11.78 2.1 ng 79983 4 11.24 761838 20.0
1-Heneicosanol 13.73 3.4 ng 104641 5 13.87 616487 20.0
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