LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101142.D

Aca On : 6 Dec 2017 00:12

Operator : SJ/JU

Sample : 16702-01

Misc :

ALS Vial : 29 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 5.087 507 510 523 rBB 56696 79820 5.38% 0.693%
2 5.475 571 576 579 rBVY 1292871 1208871 81.45% 10.503%
3 6.481 742 747 762 rVB 1103744 1255168 84.57% 10.905%
4 6.622 766 771 774 rBV 1347942 1293713 87.17% 11.240%
5 6.845 806 809 813 rBV 383307 303916 20.48% 2.640%
6 7.004 832 836 839 rBY 1170000 1009590 68.02% 8.771%
7 7.416 900 906 909 rBV 744298 767113 51.69% 6.665%
8 8.127 1023 1027 1034 rBV 471956 396994 26.75% 3.449%
9 9.204 1204 1210 1213 rBvV 1743300 1484149 100.00% 12.894%
10 9.598 1272 1277 1284 rBV 76131 75775 5.11% 0.658%
11 9.804 1308 1312 1315 rBV 35650 28784 1.94% 0.250%
12 9.886 1321 1326 1334 rVB 453939 432314 29.13% 3.756%
13 10.304 1394 1397 1400 rVB 47206 32961 2.22% 0.286%
14 10.674 1456 1460 1471 rVB 867996 822786 55.44% 7.148%
15 10.774 1474 1477 1484 rVB 31945 29273 1.97% 0.254%

16 11.374 1575 1579 1582 rBV 447850 415920 28.02% 3.614%
17 12.957 1844 1848 1851 rBV 1260646 1198379 80.75% 10.412%
18 13.839 1995 1998 2005 rBV 86427 87279 5.88% 0.758%
19 14.015 2024 2028 2032 rBV 315224 277936 18.73% 2.415%
20 15.492 2274 2279 2290 rBV 223671 287072 19.34% 2.494%

21 16.421 2428 2437 2442 rBV4 10510 22285 1.50% 0.194%

Sum of corrected areas: 11510098
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF120517\

BF101142.D

6 Dec 2017 00:12

SJ/JuU

16702-01

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101142.D
1500000
5.47 6.62
7.00
6.48
1000000
7.42
500000
6.85
5.09
S | G £ G | Y | Y |
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101142.D
9|20
1500000
12.96
1000000
10.67
500000 8.13 9.89 11.37
960 9. 10.30 Jho.w
o -t -
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101142.D
1500000
1000000
500000
14.02
15.49
13.84
o 16.42
- T e T T ——— T T T T T T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101142.D

Aca On : 6 Dec 2017 00:12

Operator : SJ/JU

Sample : 16702-01

Misc :

ALS Vial : 29 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 4

R.T. EstConc Area Relative to ISTD R.T.
" 5.09 5.25ng 70820  1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 23
000067-64-1 9
016504-58-8 9

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202

3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2
4 Acetone 58 C3H60

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2

Abundance Scan 511 (5.092 min): BF101142.D (-507) (-) m/z 43.10 100.00%
43
59
5000
101 LENLIL I NI L L L LB B LI
83 4.80 5.00 5.20 5.40
Y S m/z 59.10 53.74%
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
5000 59 L L L L
4.80 5.00 5.20 5.40
m/z 101.10 18.93%
31 101
...,....,...‘a‘,‘....‘,‘l...,..a.,....,....,??..,?.3..,‘....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R RN R
57 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.25%
29 101
15 73 83
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 AR EEEm T e
59 4.80 5.00 520 5.40
m/z 41.10 8.93%
5000 41
68
Il 50 )| 126 14
T T T e e e e N R N Rman
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101142.D

Aca On : 6 Dec 2017 00:12

Operator : SJ/JU

Sample : 16702-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknown6.62 Concentration Rank 1

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

6.62 85.14 ng 1293710 1,4-Dichlorobenzene-d4 6.85
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF101142.D (-766) (-) m/z 132.00 100.00%
32
5000 o8
96 AR RARE AN AN
40 54 75 104 6.20 6.40 6.60 6.80 7.00
et 8 0 G e L us W Tw/z 68.10  36.78%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR R UL LR
6.20 6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 32.53%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.61%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene T Biaa e ]
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 .39%

5000

63 81
31 37 44 50 57 74 88 101 112

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101142.D

Aca On : 6 Dec 2017 00:12

Operator : SJ/JU

Sample : 16702-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.28 ng 87279 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Octacosanol 410 C28H580 000557-61-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1998 (13.839 min): BF101142.D (-1995) (-) m/z 43.10 100.00%
83
5000 111
139 13.60 13.80 14.00 14.20
207 m/z 57.10 96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000 w

13.60 13.80 14.00 14.20
m/z 55.10 90.30%

29
Ll 167 196 222238 266 294

A AAAmanas Loy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57
97
41 13.60 13.80 14.00 14.20
5000 m/z 83.10 74.80%
125

15 79 154 179196 224 251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate L e S e

13.60 13.80 14.00 14.20
m/z 69.10 70.44%
4
5000
125
154 182 210 238 265283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120517\
Data File : BF101142.D

Acq On : 6 Dec 2017 00:12

Operator : SJ/JU

Sample - 16702-01

Misc :

ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 5.3 ng 79820 1 6.85 303916 20.0
unknown6 .62 6.62 85.1 ng 1293710 1 6.85 303916 20.0
1-Heneicosanol 13.84 6.3 ng 87279 5 14.02 277936 20.0
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