LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098601.D

Aca On : 18 Sep 2017 14:45

Operator : SJ/JU

Sample : 15252-01

Misc :

ALS Vial : 7 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-BF091117.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 4.816 460 464 480 rBV 405302 711282 18.49% 2.024%
2 5.251 533 538 559 rBY 3347178 3747763 97.40% 10.666%
3 6.292 710 715 718 rBV 3466717 3668004 95.33% 10.439%
4 6.410 730 735 738 rBVY 4131250 3843921 99.90% 10.940%
5 6.633 769 773 781 rBV 921055 811491 21.09% 2.310%
6 6.786 795 799 803 rBVY 2702319 2469061 64.17% 7.027%
7 7.204 865 870 873 rBVY 2249777 2379762 61.85% 6.773%
8 7.916 987 991 998 rBVY 1321784 1141426 29.66% 3.249%
9 8.992 1168 1174 1177 rBV 3726150 3655886 95.01% 10.405%
10 9.392 1238 1242 1245 rBV 553657 437571 11.37% 1.245%

11 9.663 1284 1288 1292 rBV 1399037 1379647 35.86% 3.927%
12 10.463 1418 1424 1427 rBV 2699190 2821696 73.33% 8.031%
13 11.145 1536 1540 1544 rBV 1572069 1462200 38.00% 4.162%
14 12.733 1805 1810 1813 rBV 3743510 3847737 100.00% 10.951%
15 13.627 1958 1962 1970 rBV 308357 338708 8.80% 0.964%

16 13.780 1984 1988 1992 rBV 1162266 1067191 27.74% 3.037%

17 14.262 2063 2070 2075 rBvV6 51362 98130 2.55% 0.279%
18 14.851 2166 2170 2172 rBvV 45054 45683 1.19% 0.130%
19 15.174 2221 2225 2235 rVB 664040 849701 22.08% 2.418%
20 15.574 2289 2293 2297 rBV2 44939 62967 1.64% 0.179%
21 15.633 2298 2303 2308 rVBS8 23258 41239 1.07% 0.117%
22 15.780 2324 2328 2337 rVB10 19663 39761 1.03% 0.113%
23 16.021 2363 2369 2377 rBV2 42798 82851 2.15% 0.236%
24 16.545 2452 2458 2465 rVB3 31122 66053 1.72% 0.188%
25 17.150 2552 2561 2568 rBV6 25892 66634 1.73% 0.190%
Sum of corrected areas: 35136365
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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\BF091817\

BF098601.D

18 Sep 2017 14:45

SJ/JuU

15252-01

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF091117.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\BF091817\
Data File : BF098601.D

Aca On : 18 Sep 2017 14:45

Operator : SJ/JU

Sample : 15252-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.82 17.53 ng 711282 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 465 (4.822 min): BF098601.D (-460) (-) 42 .95 100.00%
43.0
59.0
5000
101.0
| 83.0 | 440 4.60 4.80 5.00 5.20
NS 1| Y N S SRS S m/z 59.00 57.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS L UL AR LA
59.0 440 460 480 500 5.20
0
150 4, 1010 m/z 101.00 18.10%
‘ 11 ‘ 830 Il ‘
> 15 B 3 4 % 6 T 86 % 1% 116 20 1% 16
Abundance
59.0
440 460 480 5.00 520
5000 41.0 m/z 58.00 15.83%
73.0 126.0 1420
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LI I L N L
43.0 440 460 480 500 5.20
m/z 41.00 8.60%
5000
58.0
m/z--> 10 2'0 3'0 40 50 60 7'0 80 90 1(')0 110 120 130 140 440 460 4.80 5.00 5'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098601.D

Aca On : 18 Sep 2017 14:45

Operator : SJ/JU

Sample : 15252-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.41 Concentration Rank 1

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

6.41 94.74 ng 3843920 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 735 (6.410 min): BF098601.D (-730) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 | 9%.0 500 620 640 650 6.0
54.0 . . . . .
e el J80 | 1080160 L 6E 00 41.58%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS LR RS LR
6.00 620 6.40 6.60 6.80
310 510 m/z 134.00 33.48%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.72%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 16.15%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 12'0 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098601.D

Aca On : 18 Sep 2017 14:45

Operator : SJ/JU

Sample : 15252-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.63 6.35 ng 338708 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1962 (13.627 min): BF098601.D (-1958) (-) m/z 55.00 100.00%
540
97.0
5000
LR SUMILN BRI BN SUM
126.1 13.40 13.60 13.80 14.00
2 dero o eso ot m/z 57.00 98.89%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 HRELSR UM BRI BN SUM
13.40 13.60 13.80 14.00
m/z 43.05 87.51%
710 || \\\ || 199 1810 2200510 29203220 36203920
m/z--> 55 160 1éo 260 2%0 360 3éo '
Abundance
57.0
97.0 LR SUMILN BRI SN SUM
13.40 13.60 13.80 14.00
5000 m/z 83.10 82.55%
27.0 1260 1650 2100 250 356.0
m/z--> 55 160 1éo 260 2%0 360 3éo '
Abundance #186968: n-Tetracosanol-1 T T
57.0 97.0 13.40 13.60 13.80 14.00
m/z 69.00 67.58%
39.0
270 | ‘H | ?x , 181.0 222.0252.0  308.0337.0
m/z--> 55 160 1éo 260 2%0 360 3éo ' 13h0 1560 13%0 1450
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\
Data File : BF098601.D

Acq On : 18 Sep 2017 14:45

Operator : SJ/JU

Sample - 15252-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.82 17.5 ng 711282 1 6.63 811491 20.0
unknown6 .41 6.41 94.7 ng 3843920 1 6.63 811491 20.0
Octacosanol 13.63 6.3 ng 338708 5 13.78 1067190 20.0
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