LSC Area Percent Report

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

Data File : BF099488.D

Acq On : 14 Oct 2017 20:33 Instrument :
Operator : SJ/JU BNA_F

Sample - 15865-01 ClientSampleld :
Misc - CLEANSAND-10
ALS Vial : 18 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 5.081 506 509 523 rBV 262677 331962 12.16% 1.645%
2 5.481 573 577 598 rBV 2049790 1935899 70.89% 9.590%
3 6.492 744 749 766 rBV 1896470 2031102 74.38% 10.062%
4 6.622 767 771 775 rBV 2044096 1996426 73.11% 9.890%
5 6.851 807 810 818 rBV 658526 535497 19.61% 2.653%

7.010 833 837 840 rBV 1622237 1527419 55.93% 7.567%
7.416 902 906 918 rBV 1324562 1264017 46.29% 6.262%
8.134 1024 1028 1043 rBvV 870233 747117 27 .36% 3.701%
8.692 1119 1123 1130 rBV 66253 57258 2.10% 0.284%
9.210 1206 1211 1214 rBV 2596816 2497289 91.45% 12.371%

=
QO ~NO®

11 9.604 1274 1278 1290 rBV 236909 210904 7.72% 1.045%
12 9.886 1322 1326 1341 rVB 889769 817454 29.93% 4 _050%
13 10.598 1444 1447 1451 rBV 248566 220982 8.09% 1.095%
14 10.680 1457 1461 1477 rBV 1515534 1459282 53.44% 7.229%
15 11.374 1576 1579 1588 rBV 854809 778498 28.51% 3.857%

16 12.963 1844 1849 1852 rBV 2798175 2730858 100.00% 13.528%
17 13.839 1994 1998 2008 rBV 53140 66684 2.44% 0.330%

18 14.021 2025 2029 2040 rVB 528762 532626 19.50% 2.639%
19 15.492 2274 2279 2295 rBV 312267 444755 16.29% 2.203%

Sum of corrected areas: 20186029
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099488.D

Acq On : 14 Oct 2017 20:33

Operator : SJ/JU

Sample - 15865-01

Misc :

ALS Vial : 18 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

Abundance TIC: BF099488.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099488.D

Acq On : 14 Oct 2017 20:33

Operator : SJ/JU

Sample - 15865-01

Misc :

ALS Vial : 18 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 12.40 ng 331962 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 509 (5.081 min): BF099488.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
101
4.80 5.00 5.20 5.40
0...,....,....,....','::..‘?.1.:Ii....,....,53.3..,...:,|....,....,....,....,...., m/z 59.00 59.40%
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
5000 59 480 500 520 540
m/z 101.00 20.62%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 18.22%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R e AR
59 4.80 5.00 5.20 5.40
31 m/z 41.10 8.71%
5000 41
73
0'"v%?w"'w"“l"“?}“'|'“'|“"|“§?w"ﬁ9?“|'“'|'“'|“"|“"| IR R R UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099488.D

Acq On : 14 Oct 2017 20:33

Operator : SJ/JU

Sample - 15865-01

Misc :

ALS Vial : 18 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 unknown6.62 Concentration Rank 1

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

6.62 74.56 ng 1996430 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 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF099488.D (-767) (-) m/z 132.00 100.00%
5000 68
© s |l 7o Cgss | o3 o ok o T
Ol gyl 7 87 LM1S L "m/z 68.00 37.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL M LA R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.78%
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
620 640 660 6.80 7.00
5000 67 m/z 66.00 23.75%
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  EEaEr e o e R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .65%
5000 og 0
o L 8 I‘;ﬂm,\,\‘l,,m, s 189 S | | 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 : BF099488.D

Acq On : 14 Oct 2017 20:33

Operator : SJ/JU

Sample - 15865-01

Misc :

ALS Vial : 18 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 5.41 ng 220982 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
4 Methyl benzilate 242 C15H1403 000076-89-1 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 1447 (10.598 min)&) BF099488.D (-1444) (-) m/z 105.00 100.00%
105
77
5000 182
i 1070 1043 1060 1080 1150
152 : : : :
Oyl 83 87 ) 126 Wf 185 Tm/z 77.00 63.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
77 182
5000 R SR SN B
10.20 10.40 10.60 10.80 11.00
o1 m/z 182.10 44_63%
2r 39 | 63 | ! 126 152 I
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77 105
10.20 10.40 10,60 10.80 11.00
5000 182 m/z 51.00 22 .66%
51
32 150
L L L L UL UL A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33091: Benzoyl isothiocyanate e
105 10.20 10.40 10.60 10.80 11.00
m/z 50.00 7.77%
5000 v
51
oL 2738 | 6 | 8 | 122131
U U URS L L UL UL UL SURLELL SR B AU SRR N
m/z--> 20 40 60 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 : BF099488.D

Acq On : 14 Oct 2017 20:33

Operator : SJ/JU

Sample - 15865-01

Misc :

ALS Vial : 18 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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.50 ng 66684 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1998 (13.839 min): BF099488.D (-1994) (-) m/z 83.10 100.00%
57
5000 111
} 139 007 13.60 13.80 14.00 14.20
oL it m/z 57.00 94.26%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l
13.60 13.80 14.00 14.20
- m/z 55.00 91.63%
0 L M | h L L ! ‘157 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 43.00 87.78%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7 13.60 13.80 14.00 14.20
m/z 69.00 74 .60%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF092317.M Mon Oct 16 01:55:31 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099488.D

Acq On : 14 Oct 2017 20:33

Operator : SJ/JU

Sample - 15865-01

Misc :

ALS Vial : 18 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 12.4 ng 331962 1 6.85 535497 20.0
unknown6 .62 6.62 74.6 ng 1996430 1 6.85 535497 20.0
Benzophenone 10.60 5.4 ng 220982 3 9.89 817454 20.0
Behenic alcohol 13.84 2.5 ng 66684 5 14.02 532626 20.0
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