LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095972.D

Aca On 17 Jun 2017 00:03 Instrument :
Operator : SJ/MA BNA_F

Sample - 13676-02 ClientSampleld :
Misc : SB-04-11-12
ALS Vial : 23 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-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 heiaht area % max. total
1 4.528 496 500 519 rBvV2 53967 169033 8.08% 1.120%
2 5.222 614 618 648 rBV 940922 1810946 86.52% 11.996%
3 6.898 898 903 913 rBY 1104364 1669968 79.78% 11.062%
4 6.981 913 917 934 rVB 1331302 2093196 100.00% 13.865%
5 7.322 971 975 988 rVB 272735 366268 17 .50% 2.426%

7.557 1010 1015 1033 rBV 1035797 1380651 65.96% 9.145%
8.239 1127 1131 1158 rBV 730533 1108932 52.98% 7.346%
9.351 1316 1320 1338 rBV 358579 499582 23.87% 3.309%
1451348 1810125 86.48% 11.990%
11.827 1736 1741 1759 rBV 183495 246821 11.79%% 1.635%
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11 12.169 1795 1799 1805 rBV2 400898 515965 24.65% 3.418%
12 13.468 2015 2020 2037 rBV 653763 953282 45.54% 6.315%

13 13.798 2071 2076 2083 rBV2 18585 27098 1.29% 0.179%
14 14.562 2202 2206 2221 rVB 302089 418918 20.01% 2.775%
15 15.586 2377 2380 2387 rBV 51712 68123 3.25% 0.451%
16 16.692 2564 2568 2580 rBV2 29262 42859 2.05% 0.284%
17 16.939 2606 2610 2619 rVB 962512 1100216 52.56% 7.288%
18 18.203 2819 2825 2835 rBV3 46860 97535 4.66% 0.646%

19 18.292 2835 2840 2848 rVVv 266959 354448 16.93% 2.348%
20 19.956 3119 3123 3134 rBV 245422 362581 17.32% 2.402%

Sum of corrected areas: 15096547
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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\BF061617\

BF095972.D

17 Jun 2017 00:03

SJ/MA

13676-02

23 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095972.D

Aca On 17 Jun 2017 00:03

Operator : SJ/MA

Sample : 13676-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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.

4.53 9.23 ng 169033 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 40
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9

Abundance Scan 500 (4.528 min): BF095972.D (-496) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.0 IBESSEBARESE SRR SRR
| 831 | 420 4.40 4.60 4.80
e m/z 59.10 63.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 7% i 4k 4k
0
150 a0 1010 m/z 101.00 21.10%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 420 4.40 460 4.80
5000 m/z 58.10 15.59%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl- e e ey
54.0 420 4.40 4.60 4.80
m/z 41.00 9.94%
5000
87.0
15.0
"W""P"'I”"I'”§q9”'I"”Z%Q'W""P"'I'”'I' IBESSEBARESE N SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095972.D

Aca On 17 Jun 2017 00:03

Operator : SJ/MA

Sample : 13676-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.98 Concentration Rank 1

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

6.98 114.30 ng 2093200 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 917 (6.981 min): BF095972.D (-913) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SRS LA S
400 540 6.60 6.80 7.00 7.20 7.40
..,....,....,....,'....,.:..,.:l-.'...'..,f.‘?.?,..!.,.’rﬂ?,o....,...., I m/z 68.10 39.20%
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
132.0
5000 1 PRI
M0 530 . m/z 134.00  32.29%
‘ ‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.05 22 .84%
104.0
140 270 39.0 510 00770 o9, 115.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.10 14 .22%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 10 % 30 40 50 6 70 80 % 100 110 130 130 140 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\BF061617\
Data File : BF095972.D

Aca On 17 Jun 2017 00:03

Operator : SJ/MA

Sample : 13676-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.25 ng 68123 Phenanthrene-d10 14.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2381 (15.592 min): BF095972.D (-2377) (-) m/z 73.00 100.00%
43.1 30
5000 129.0
97.1 213.1 R SRR SRR BRI R
||| | 157.0 185.1 15.20 15.40 15.60 15.80 16.00
rrprrerilied J',.”NpJ”,””,”.M.J.J.“P.” SN m/z 60.00 80.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 DR BN I BN I

15.20 15.40 15.60 15.80 16.00

0
1570 1ggo 2130 2560 m/z 43.10 79.58%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
15.20 15.40 15.60 15.80 16.00
5000 129.0 m/z 57.10 75.72%
97.0 199.0
157.0 242.0
15.0 177.0
L L i B R e R R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 15.20 15.40 15.60 15.80 16.00
43.0 m/z 41.10 68.58%
5000 1290
185.0 228.0
‘970
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095972.D

Aca On 17 Jun 2017 00:03

Operator : SJ/MA

Sample : 13676-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.42 ng 42859 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 30
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 30
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 30
Abundance Scan 2568 (16.692 min): BF095972.D (-2564) (-) m/z 73.00 100.00%
43.0 73.0
129.1
5000 970 ¥
185.1 L B I UL B
| ‘ ‘| ‘ | | 241.2 16.40 16.60 16.80 17.00
SRS N 1 ] m/z 43.00 98.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0
185.0 16.40 16.60 16.80 17.00
97.0 228.0 m/z 57.00  93.50%
.1.5.'?.‘.‘. -‘i‘ﬁ‘- Iuwlh 1Ll HU‘ MH .“k‘l — ll o |1|5|7|(|)|‘| 'I - 2.0.9.(.), e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
1290 16.40 16.60 16.80 17.00
5000 m/z 41.10 81.95%
43.0
101.0 172.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12836: Ethanone, 1-(4,5-dihydro-2-thiazolyl)-
43.0 16.40 16.60 16.80 17.00
m/z 60.00 76.69%
129.0
5000
87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095972.D

Aca On 17 Jun 2017 00:03

Operator : SJ/MA

Sample : 13676-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 6 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.20 5.50 ng 97535 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 2824 (18.198 min): BF095972.D (-2819) (-) m/z 57.05 100.00%
57.0
07.1
5000
Jaoo 1730 15,00 18120 1840 1560
B B e B B e B o m/z 83.10 96.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000

17.80 18.00 18.20 18.40 18.60
m/z 55.05 80.03%

\ ﬁ |, 181.0222.0 264.0 308.0

1.9."‘?‘.“,‘....,....,....,.... Y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
R REEERERE SRR
97.0 17.80 18.00 18.20 18.40 18.60
5000 m/z 97.10 79.54%
139.0 1610 224.0264.0 308.0 353.0 454.0
LA B e o o o e e AL TS L LA i s o o o o e S S e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0 17.80 18.00 18.20 18.40 18.60
m/z 43.00 78.54%
97.0
5000
39.0
|, 181.0222.0 264.0 306.0 348.0 392.0 437.0 488.0
LI o o o B B e B L LA A i e o o B S S e S S,
m/z--> 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
Data File : BF095972.D

Acq On 17 Jun 2017 00:03

Operator : SJ/MA

Sample : 13676-02

Misc :

ALS Vial : 23 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 .53 9.2 ng 169033 1 7.32 366268 20.0
unknown6 .98 6.98 114.3 ng 2093200 1 7.32 366268 20.0
n-Hexadecanoic acid 15.59 3.3 ng 68123 4 14.56 418918 20.0
Tetradecanoic acid 16.69 2.4 ng 42859 5 18.29 354448 20.0
n-Tetracosanol-1 18.20 5.5 ng 97535 5 18.29 354448 20.0
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