LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF113017\

Data File : BF101045.D

Aca On - 1 Dec 2017 3:47

Operator : SJ/JU

a?zgle i 16618-02 ENV-106-4(5-10
ALS Vial : 26 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 5.081 505 509 515 rBV 50389 61383 5.54% 0.688%
2 5.475 572 576 580 rBY 1016798 954932 86.20% 10.705%
3 6.487 743 748 759 rBVY 1042316 1017858 91.88% 11.410%
4 6.622 767 771 775 rBV 1092547 1026860 92.69% 11.511%
5 6.851 807 810 814 rBV 383022 305465 27.57% 3.424%

7.010 833 837 840 rBV 980176 794483 T71.72% 8.906%
7.416 902 906 909 rBV 650631 602419 54.38% 6.753%
8.134 1024 1028 1032 rBV 488404 392026 35.39% 4 _.395%
9.210 1207 1211 1214 rBV 1390283 1107816 100.00% 12.419%
9.604 1274 1278 1281 rBV 40030 36376 3.28% 0.408%

=
QO ~NO®

11 9.892 1323 1327 1334 rBB 460861 381005 34.39% 4.271%
12 10.680 1457 1461 1466 rBV 600697 494772 44.66% 5.546%
13 11.380 1576 1580 1583 rBV 376097 305861 27.61% 3.429%
14 12.774 1814 1817 1820 rBV 20457 14740 1.33% 0.165%
15 12.963 1845 1849 1852 rBV 883908 730836 65.97% 8.193%

16 13.845 1996 1999 2008 rBvV 73053 85455 7.71% 0.958%
17 14.021 2026 2029 2033 rBv 373999 303938 27.44% 3.407%
18 14.474 2100 2106 2114 rBV5 9368 19586 1.77% 0.220%
19 14.774 2152 2157 2161 rBVvV4 9180 14586 1.32% 0.164%
20 15.498 2274 2280 2285 rBV 195174 239003 21.57% 2.679%
21 15.986 2358 2363 2369 rVB7 8577 15766 1.42% 0.177%
22 16.433 2435 2439 2444 rBV5 9179 15521 1.40% 0.174%
Sum of corrected areas: 8920687
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101045.D

Aca On : 1 Dec 2017 3:47

Operator : SJ/JU

Sample : 16618-02

Misc :

ALS Vial : 26 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

Abundance TIC: BF101045.D
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Abundance TIC: BF101045.D
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Abundance TIC: BF101045.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101045.D

Aca On : 1 Dec 2017 3:47

Operator : SJ/JU

Sample : 16618-02

Misc :

ALS Vial : 26 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 Acetic acid, 1,1-dimethylet... Concentration Rank 4

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

5.08 4.02 ng 61383 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9

Abundance Scan 509 (5.081 min): BF101045.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 A SRS AR A
| 83.1 | 480 500 5.20 5.40
SNSRI H | MR- R [ — m/z 59.10 58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 R UL A R IR
480 500 5.20 5.40
29.0 101.0 m/z 101.10 16.78%
0 50 | ||l 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
0
5000 50.0 m/z 58.00 12.95%
15.0 101.0
. 31.0 83.0
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 e A
59.0 4.80 500 5.20 5.40
m/z 41.00 10.96%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101045.D

Aca On : 1 Dec 2017 3:47

Operator : SJ/JU

Sample : 16618-02

Misc :

ALS Vial : 26 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 2 unknown6.62 Concentration Rank 1

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

6.62 67.23 ng 1026860 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF101045.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 %.1 620 640 6.60 6.80 7.00
01 e B m/z 68.10 40.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A L UL LN I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.48%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.24%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T EEaan EaEE L
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16 .55%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| e RAREE R R
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101045.D

Aca On : 1 Dec 2017 3:47

Operator : SJ/JU

Sample : 16618-02

Misc :

ALS Vial : 26 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 4 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.84 5.62 ng 85455 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 n-Tetracosanol- 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1998 (13.839 min): BF101045.D (-1996) (-) m/z 55.10 100.00%
541 83.1
5000
25.1 R U SUILILS UL I
| r | 177.1 1360 13.80 14.00 14.20
o —— s 4 w/z 57.10 90.23%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55,0
5000 R I N
13.60 13.80 14.00 14.20
m/z 83.10 86.10%
ol 260) |, \‘ H ‘H‘ | ‘3? 91680 2100 26602950
m/z--> 50 200 250 300 350
Abundance
57.0 97.0
13.60 13.80 14.00 14.20
5000 m/z 43.05 84.81%
139.0
oL 270 168.0 209.0238.0 278.0308.0 348.0378.0
""I""I""""I""""I""I""
miz--> 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester T
13.60 13.80 14.00 14.20
m/z 97.10 72 .50%
5000
11.0
0! \\ ‘LH ‘L J15‘3.0 1960.22.4.0. R e e
miz--> 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF113017\
Data File : BF101045.D

Acq On : 1 Dec 2017 3:47

Operator : SJ/JU

Sample - 16618-02

Misc :

ALS Vial : 26 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]
Acetic acid, 1,1-... 5.08 4.0 ng 61383 1 6.85 305465 20.0
unknown6 .62 6.62 67.2 ng 1026860 1 6.85 305465 20.0
1-Heneicosanol 13.84 5.6 ng 85455 5 14.02 303938 20.0
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