LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060617\

Data File : BF095716.D

Acq On : 6 Jun 2017 18:56

Operator : SJ/MA

3?22'6 i 13469-04 SB-1(8-10)20170603
ALS Vial : 6 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-BF060517 .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 4.587 507 510 528 rBv 76747 224782 9.88% 1.238%
2 5.275 622 627 658 rBvY 1008006 1779861 78.27% 9.804%
3 6.939 904 910 922 rBV 1169695 1761060 77.44% 9.701%
4 7.034 922 926 945 rVB 1431242 2010723 88.42% 11.076%
5 7.381 981 985 998 rBVY 322868 434413 19.10% 2.393%
6 7.616 1020 1025 1052 rBV 1065309 1471658 64.71% 8.107%
7 8.298 1135 1141 1160 rBV 751280 1125895 49.51% 6.202%
8 9.410 1326 1330 1351 rBV 440685 614766 27.03% 3.386%
9 11.192 1627 1633 1646 rBV 1682336 2274069 100.00% 12.527%
10 11.886 1746 1751 1763 rBVY 280908 352339 15.49% 1.941%
11 12.233 1805 1810 1816 rBV2 593669 731452 32.16%  4.029%
12 12.280 1816 1818 1825 rVB 19043 23413 1.03% 0.129%
13 13.092 1950 1956 1961 rBV 33014 42581 1.87% 0.235%
14 13.527 2025 2030 2047 rVV 945849 1306704 57.46% 7.198%
15 13.863 2083 2087 2097 rBV 36302 53560 2.36% 0.295%
16 14.598 2206 2212 2213 rBV 22077 27016 1.19% 0.149%
17 14.627 2213 2217 2234 rVB 529632 728709 32.04% 4.014%
18 15.645 2385 2390 2404 rBB2 37919 52261 2.30% 0.288%
19 16.745 2574 2577 2582 rBV 18471 25950 1.14% 0.143%

20 17.004 2615 2621 2625 rBV 1679103 1921385 84.49% 10.584%

21 18.256 2829 2834 2844 rBV2 104403 177371 7.80% 0.977%
22 18.339 2844 2848 2857 rBV 438928 540058 23.75% 2.975%
23 19.056 2963 2970 2977 rBV2 20247 33567 1.48% 0.185%
24 19.239 2997 3001 3005 rVB 57707 64052 2.82% 0.353%
25 20.009 3127 3132 3146 rBvV 249037 376390 16.55% 2.073%

Sum of corrected areas: 18154035
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\DATA\BF060617\
BF095716.D

6 Jun 2017 18:56

SJ/MA

13469-04

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095716.D
1500000 7.03
6.9%
7.62
1000000 5.27
8.30
500000
7.38
4.59

0 L A o e o e e o T L o e e e e o o e e o I e e o e e LI B B L e s o s
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF095716.D

11119
1500000
1000000 13.53
12.23
14.63
500000 9.41
11.89
28 13.09 13.86 14/60 15.64

r-—rr-———1rrrrrrTrrrr e A e A e
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50  15.00 1550 16.00 16.50
Abundance TIC: BF095716.D

17,00
1500000
1000000
500000 18.34
20.01
18.

6.74 19.06:24

O A B o e L B e L B e e e B e e e o B B By
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00

8270-BF060517.

M Wed Jun 07 17:14:37 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095716.D

Acq On : 6 Jun 2017 18:56

Operator : SJ/MA

Sample - 13469-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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._.59 10.35 ng 224782 1,4-Dichlorobenzene-d4 7.38
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 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 511 (4.593 min): BF095716.D (-507) (-) m/z 43.00 100.00%
a3
59
5000
101 AR SRR R SR
| 53, | 83 4.20 4.40 4.60 4.80 5.000
-+t m/z 59.00 62.36%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 LA LI L L L L Y L L L LB
420 4.40 4.60 4.80 5.00
59 m/z 101.00 22.68%
101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
i IR B B B L SRS i o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
T
57 420 4.40 4.60 4.80 5.00
5000 m/z 58.00 14 .04%
29 101
o 15 37 51 73 83 95
B R o B R B e R B,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol A R
59 420 4.40 4.60 4.80 5.00

m/z 41.10 8.47%

5000 31 43 3
o 25 37\““ 53, 67 84 101

m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095716.D

Acq On : 6 Jun 2017 18:56

Operator : SJ/MA

Sample - 13469-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown7.03 Concentration Rank 1

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

7.03 92.57 ng 2010720 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 925 (7.028 min): BF095716.D (-922) (-) m/z 132.00 100.00%
32
5000 68
0 4y 5h g || 75 g L e obo 6B 700 70 70
O R e S e 1 A m/z 68.05 38.81%
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
5000 67 AN AN AN LN A
a1 97 6.60 6.80 7.00 7.20 7.40
53 17 m/z 134.00 31.50%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.00 22 .63%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 _.90%
5000
77 104
0 B e |y o) ous |
.q”.w”.q”.q”.q.”w.”q.”..”..HW.H.P”.P”.,”... N A EEEssmas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095716.D

Acq On : 6 Jun 2017 18:56

Operator : SJ/MA

Sample - 13469-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.26 6.57 ng 177371 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
Abundance Scan 2835 (18.262 min): BF095716.D (-2829) (-) m/z 57.00 100.00%
57 83
a1
5000 111
139 207 18.00 18.20 18.40 18.60
o m/z 43.05 96.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000
18.00 18.20 18.40 18.60
125 m/z 83.10 89.87%
0 15 0 154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
18.00 18.20 18.40 18.60
5000 11 m/z 55.05 89.06%
29 139

o 167 196 224 252 280 308

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

18.00 18.20 18.40 18.60
m/z 97.10  87.40%

5000

167

196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095716.D

Acq On : 6 Jun 2017 18:56

Operator : SJ/MA

Sample - 13469-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.59 10.4 ng 224782 1 7.38 434413 20.0
unknown7 .03 7.03 92.6 ng 2010720 1 7.38 434413 20.0
Trifluoroacetoxy ... 18.26 6.6 ng 177371 5 18.34 540058 20.0
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