LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101107.D

Aca On : 4 Dec 2017 19:22 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

a?zgle : 16645-01 e o

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-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 5.081 505 509 519 rBB 54441 70651 4_.97% 0.649%
2 5.475 571 576 579 rBVY 1250542 1139204 80.11% 10.461%
3 6.486 743 748 758 rBVY 1232966 1257864 88.45% 11.550%
4 6.622 766 771 774 rBV 1437318 1236394 86.94% 11.353%
5 6.845 806 809 813 rBV 341801 297848 20.94% 2.735%
6 7.004 832 836 839 rBVY 1040387 891056 62.66% 8.182%
7 7.416 901 906 909 rBV 822880 729543 51.30% 6.699%
8 8.133 1023 1028 1031 rBV 420616 383745 26.98% 3.524%
9 9.204 1205 1210 1213 rBVY 1585584 1422076 100.00% 13.058%
10 9.598 1273 1277 1280 rBV 92681 78209 5.50% 0.718%
11 9.804 1307 1312 1317 rBV 28858 25538 1.80% 0.235%
12 9.886 1322 1326 1334 rVB 497073 403588 28.38% 3.706%
13 10.304 1394 1397 1400 rVB 24607 19561 1.38% 0.180%
14 10.680 1457 1461 1464 rBvV 926094 796810 56.03% 7.317%
15 10.780 1475 1478 1487 rVB 20065 23798 1.67% 0.219%

16 11.374 1575 1579 1583 rBV 430275 346288 24.35% 3.180%
17 12.963 1845 1849 1852 rVB 1164558 1032268 72.59% 9.479%
18 13.839 1995 1998 2006 rBV 97906 104398 7.34% 0.959%
19 14.021 2025 2029 2032 rBV 336775 300696 21.14% 2.761%

20 14.474 2102 2106 2111 rBv4 12351 21925 1.54% 0.201%

21 15.498 2274 2280 2286 rBV 205291 268448 18.88% 2.465%

22 15.974 2357 2361 2371 rVBS8 12719 23103 1.62% 0.212%

23 17.527 2619 2625 2630 rBV9 7714 17182 1.21% 0.158%
Sum of corrected areas: 10890193
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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\BF120417\

BF101107.D

4 Dec 2017 19:22

SJ/Ju

16645-01

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\
Data File : BF101107.D

Aca On : 4 Dec 2017 19:22

Operator : SJ/JU

Sample : 16645-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

R.T. EstConc Area Relative to ISTD R.T.
" 5.08 4.74ng 70651  1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202

000540-88-5 39

3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 509 (5.081 min): BF101107.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 L e
| 83 | 4.80 5.00 5.20 5.40
O o B R L I m/z 59.00 57.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L L B B
4.80 5.00 5.20 5.40
m/z 101.10 18.46%
15 31 101
0 | 25 7 37, 53, 83 ‘
A i o IR e o e O R o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R RER RS s L
57 480 5.00 5.20 5.40
5000 m/z 58.00 13.26%
29 101
o 15 37 51 73 83 95
A I o e o e  LLANLAN I e s o B o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T
43 480 5.00 5.20 5.40
m/z 41.10 10.07%
5000
101
o 15 253137 | 5 %8 g9 86
A I o o I B UL B i o o e o e R EER S s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\
Data File : BF101107.D

Aca On : 4 Dec 2017 19:22

Operator : SJ/JU

Sample : 16645-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 83.02 ng 1236390 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 771 (6.622 min): BF101107.D (-766) (-) m/z 132.00 100.00%
5000 68
© s || 7o T joome J 520 64D Gko 550 700
ol M 77 87 | qoeus 477 68.10  37.91%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R RS UL LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.27%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24.41%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L i L e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.21%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 S | 0 |
m/z--> 40 60 80 100 120 140 160 180 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\BF120417\
Data File : BF101107.D

Aca On : 4 Dec 2017 19:22

Operator : SJ/JU

Sample : 16645-01

Misc :

ALS Vial : 23 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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.94 ng 104398 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1998 (13.839 min): BF101107.D (-1995) (-) m/z 43.05 100.00%

43 83
5000

13.60 13.80 14.00 14.20
Ol m/z 57.10 96 .30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

5000 e Sa AR
13.60 13.80 14.00 14.20

m/z 55.00 93.79%

167 195 222 250 280 308 336

RRRRARENRARAE RARs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
> 8 W

13.60 13.80 14.00 14.20
5000 111 m/z 83.10 89.35%

o

29
139 168 196 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83 13.60 13.80 14.00 14.20

m/z 97.05 79.26%

5000

29

ol il 167 196 224 252 280 308
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120417\
Data File : BF101107.D

Acq On : 4 Dec 2017 19:22

Operator : SJ/JU

Sample - 16645-01

Misc :

ALS Vial : 23 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]
2-Pentanone, 4-hy... 5.08 4.7 ng 70651 1 6.85 297848 20.0
unknown6 .62 6.62 83.0 ng 1236390 1 6.85 297848 20.0
n-Tetracosanol-1 13.84 6.9 ng 104398 5 14.02 300696 20.0
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