LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\

Data File : BF099489.D

Acq On : 14 Oct 2017 21:02 Instrument :
Operator : SJ/JU BNA_F

Sample - 15865-03 ClientSampleld :
Misc - CLEANSAND-12
ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 height area % max. total
1 5.081 506 509 525 rBVY 308376 433255 16.58% 2.073%
2 5.481 573 577 597 rBV 2142313 2190496 83.83% 10.479%
3 6.492 744 749 767 rBV 2120496 2263131 86.61% 10.826%
4 6.628 767 772 775 rBV 2466010 2255234 86.31% 10.788%
5 6.851 807 810 817 rVvB 681117 550533 21.07% 2.634%

7.010 833 837 840 rBV 2027932 1793708 68.65% 8.580%
7.416 902 906 921 rBV 1361820 1438912 55.07% 6.883%
8.133 1024 1028 1037 rBV 870766 745092 28.51% 3.564%
8.692 1120 1123 1132 rBB 54846 47236 1.81% 0.226%
9.210 1206 1211 1214 rBV 2802873 2613003 100.00% 12.500%

=
QO ~NO®

11 9.604 1274 1278 1287 rBV 450728 407956 15.61% 1.952%
12 9.886 1322 1326 1339 rBvV 900028 822647 31.48% 3.935%
13 10.598 1444 1447 1457 rVB 193307 171818 6.58% 0.822%
14 10.680 1457 1461 1470 rBV 1370047 1285340 49.19% 6.149%
15 11.374 1576 1579 1588 rBV 841175 783585 29.99% 3.748%

16 12.962 1844 1849 1852 rBV 2212884 2123551 81.27% 10.158%
17 13.839 1994 1998 2005 rBV2 66019 82569 3.16% 0.395%

18 14.021 2025 2029 2040 rBV 512576 498183 19.07% 2.383%
19 15.492 2274 2279 2291 rBV 285724 398338 15.24% 1.906%

Sum of corrected areas: 20904587
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101417\

BF099489.D

14 Oct 2017 21:02

SJ/Ju

15865-03

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099489.D

Acq On : 14 Oct 2017 21:02

Operator : SJ/JU

Sample - 15865-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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.

5.08 15.74 ng 433255 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 509 (5.081 min): BF099489.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
4.80 5.00 5.20 5.40
83
o...,....,....,..?7.','....,??.'.,...‘??....,....,....,|....,. m/z 59.00 58.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- &\
43
5000 RN LA UL A I
59 480 500 520 5.40
m/z 101.00 21.00%
15 31 101
o \ 25 7 37, 53, 83
miz--> A S N A N A A S
Abundance
59
480 500 520 540
5000 41 m/z 58.00 16.62%
31
69 87
15 53 98
e S L SR SULIULS SURILS UL IULILS IR UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T
43 4.80 5.00 5.20 5.40
m/z 41.00 9.12%
5000
101
o 15 253137 | 5 %8 g9 86 )
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099489.D

Acq On : 14 Oct 2017 21:02

Operator : SJ/JU

Sample - 15865-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 unknown6.63 Concentration Rank 1

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

6.63 81.93 ng 2255230 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF099489.D (-767) (-) m/z 132.00 100.00%
5000
68
40 54 || 787$1515 J 6.0 640 6.60 6.80 7.00
Ol sl byl 7 87 LMO1S L m/z 68.10 34.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I L AR UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.68%
0 ‘ b1 H 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 66.00 22.02%
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
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 14 .05%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 I |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099489.D

Acq On : 14 Oct 2017 21:02

Operator : SJ/JU

Sample - 15865-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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 Benzophenone Concentration Rank 4

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

10.60 4.18 ng 171818 Acenaphthene-d10 9.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 59
3 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
5 5-[N-Benzoylaminomethyl]tetrazole 203 C9HIN50 1000227-36-3 47

Abundance Scan 1447 (10.598 min): BF099489.D (-1444) (-) m/z 105.00 100.00%
105
77
5000 182
51 e R R
10.20 10.40 10.60 10.80 11.00
39 152
ol e B3 87 126 TR 165 m/z 77.00 62.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 LI L L L B
51 10.20 10.40 10.60 10.80 11.00
m/z 182.10 41.95%
27 39 | 63 | ‘ 126 152 l
o L i o o T TN
m/z--> 20 40 80 100 120 140 160 180
Abundance
77
e
10.20 10.40 10.60 10.80 11.00
5000 m/z 51.00 22 .32%
51 182
27 39 64 91 105115 128139 152
e e e
m/z--> 20 40 80 100 120 140 160 180
Abundance #26429: S-Benzoyl(thiohydroxylamine) e W T
105 10.20 10.40 10.60 10.80 11.00
m/z 106.00 8.20%
77
5000
51
ol 16 27 39 | &5 92 | 121 153 R
e e e T o B o e e
m/z--> 20 40 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099489.D

Acq On : 14 Oct 2017 21:02

Operator : SJ/JU

Sample - 15865-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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 5 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.31 ng 82569 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1998 (13.839 min): BF099489.D (-1994) (-) m/z 57.00 100.00%
57
5000 111
3 139 207 13.60 13.80 14.00 14.20
(o} m/z 55.00 95.21%
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 1l
13.60 13.80 14.00 14.20
m/z 83.10 93.69%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
" 1360 13.80 14.00 14.20
5000 11 m/z 43.00 83.23%
29
0 139 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83 13.60 13.80 14.00 14.20

m/z 69.10 75.91%

5000

29

ol \ 167 196 238 266 294
S
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\BF101417\
Data File : BF099489.D

Acq On : 14 Oct 2017 21:02

Operator : SJ/JU

Sample - 15865-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.08 15.7 ng 433255 1 6.85 550533 20.0
unknown6.63 6.63 81.9 ng 2255230 1 6.85 550533 20.0
Benzophenone 10.60 4.2 ng 171818 3 9.89 822647 20.0
n-Tetracosanol-1 13.84 3.3 ng 82569 5 14.02 498183 20.0
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