LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100672.D

Aca On 17 Nov 2017 13:30

Operator : SJ/JU

Sample : 16479-03

Misc :

ALS Vial : 10 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-BF110817.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 5.110 510 514 524 rBB 117694 141487 7.25% 0.779%
2 5.498 575 580 583 rBVY 1923437 1895427 97.15% 10.432%
3 6.504 746 751 754 rBVY 1821488 1951034 100.00% 10.738%
4 6.651 771 776 779 rBVY 2073415 1950202 99.96% 10.734%
5 6.881 811 815 818 rBV 693845 533388 27.34% 2.936%
6 7.039 837 842 845 rBY 1475504 1319562 67.63% 7.263%
7 7.439 905 910 914 rBV 1172511 1196710 61.34% 6.587%
8 8.163 1029 1033 1036 rBVY 881492 734091 37.63% 4.040%
9 9.233 1210 1215 1219 rBY 1835684 1707266 87.51% 9.397%
10 9.627 1278 1282 1286 rBV 343336 281866 14.45% 1.551%
11 9.916 1327 1331 1335 rBvV2 950794 853419 43.74% 4_.697%
12 10.339 1398 1403 1406 rBv4 25688 35617 1.83% 0.196%
13 10.627 1450 1452 1454 rVB 41003 26244 1.35% 0.144%
14 10.704 1461 1465 1470 rBVY 1270284 1212167 62.13% 6.672%
15 10.810 1481 1483 1485 rBvV2 49730 47699 2.44% 0.263%
16 10.851 1488 1490 1494 rVB3 48777 40623 2.08% 0.224%
17 11.404 1581 1584 1587 rVB 1015244 845812 43.35% 4 .655%
18 12.527 1773 1775 1778 rVB2 90502 66340 3.40% 0.365%

19 12.986 1849 1853 1856 rBV 1819347 1608234 82.43% 8.851%
20 13.868 1999 2003 2012 rVB3 101075 159342 8.17% 0.877%

21 14.039 2028 2032 2041 rVB 815680 741904 38.03% 4.083%

22 14.339 2081 2083 2088 rVB3 27568 28123 1.44% 0.155%
23 15.145 2217 2220 2224 rVB2 18834 20798 1.07% 0.114%
24 15.515 2277 2283 2291 rVB 475237 645424 33.08% 3.552%
25 15.962 2354 2359 2364 rBvV4 21827 34008 1.74% 0.187%
26 16.474 2441 2446 2450 rBv4 19774 34654 1.78% 0.191%
27 17.068 2543 2547 2558 rVB3 16468 33407 1.71% 0.184%
28 18.621 2804 2811 2817 rBV6 10660 24242 1.24% 0.133%
Sum of corrected areas: 18169090
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\
Data File : BF100672.D

Aca On 17 Nov 2017 13:30

Operator : SJ/JU

Sample : 16479-03

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC: BF100672.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100672.D

Aca On : 17 Nov 2017 13:30

Operator : SJ/JU

Sample : 16479-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 5.31 ng 141487 1,4-Dichlorobenzene-d4 6.88
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 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 514 (5.110 min): BF100672.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IR LS R UL AR
| 83.0 | 480 5.00 5.20 5.40
o BEMSNY  AS 1| RN M S m/z 59.00 52.62%
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 R I LN IR L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.88%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 .59%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e R
43.0 480 5.00 5.20 5.40
m/z 41.00 9.06%
5000
101.0
oL 150 310 | 80690 860 ,
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:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100672.D

Aca On : 17 Nov 2017 13:30

Operator : SJ/JU

Sample : 16479-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknown6.65 Concentration Rank 1

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

6.65 73.13 ng 1950200 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF100672.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP AARBE SRR R
40.1 540 6.40 6.60 6.80 7.00
Obrrerr ikl o 880 | to70 lL m/z 68.10 38.05%
m/z--> 10 20 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 N
5000 IR IS R R L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.59%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.31%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.00%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100672.D

Aca On : 17 Nov 2017 13:30

Operator : SJ/JU

Sample : 16479-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.30 ng 159342 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2003 (13.868 min): BF100672.D (-1999) (-) m/z 43.05 100.00%
43.0 97.0
5000
37.1 i B o
1912 2331 5734 330.4 13.60 13.80 14.00 14.20
ol T LA S S —— m/z 97.05 89.81%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
00 m/z 57.05 89.69%
0 270 | \“ \“ \M\ i ‘\kl | 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
43.0 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.05 85.37%
0 140.0 1820  238.0267.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R EEEEE RS
430 830 13.60 13.80 14.00 14.20
' m/z 83.10 81.81%
5000 11.0
oLt ” Lid ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111717\
Data File : BF100672.D

Acq On : 17 Nov 2017 13:30

Operator : SJ/JU

Sample : 16479-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : 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... 5.11 5.3 ng 141487 1 6.88 533388 20.0
unknown6 .65 6.65 73.1 ng 1950200 1 6.88 533388 20.0
1-Heptacosanol 13.87 4.3 ng 159342 5 14.04 741904 20.0
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