LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100588.D

Acq On : 15 Nov 2017 15:17

Operator : SJ/JU

Sample - 16422-02

Misc :

ALS Vial : 12 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-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 height area % max. total
1 2.187 14 17 26 rvB3 17452 28852 1.46% 0.158%
2 5.110 509 514 524 rBVY 315010 388090 19.67% 2.127%
3 5.504 576 581 584 rBV 1864022 1897578 96.19% 10.401%
4 6.504 746 751 761 rBV 1835712 1972819 100.00% 10.813%
5 6.651 771 776 779 rBV 2183456 1926437 97.65% 10.559%

6.881 812 815 819 rVB 833098 722009 36.60% 3.957%
7.040 838 842 845 rBV 1779635 1480564 75.05% 8.115%
7.445 906 911 914 rBV 1314880 1202139 60.94% 6.589%
8.163 1029 1033 1037 rBV 1161953 932888 47.29% 5.113%
8.716 1123 1127 1130 rBV 109009 80067 4._.06% 0.439%

=
QO ~NO®

11 9.239 1211 1216 1219 rBV 2183345 1926093 97.63% 10.557%
12 9.628 1279 1282 1285 rBV 178041 127401 6.46% 0.698%
13 9.916 1327 1331 1335 rBV 1017078 922884 46.78% 5.058%
14 10.628 1448 1452 1455 rBV 230172 174239 8.83% 0.955%
15 10.704 1461 1465 1468 rBV 1150146 966067 48.97% 5.295%

16 11.404 1580 1584 1587 rBV 919678 742778 37.65% 4.071%
17 11.916 1666 1671 1676 rBV 40839 38477 1.95% 0.211%
18 12.986 1849 1853 1856 rBV 1359732 1177902 59.71% 6.456%
19 13.868 2000 2003 2011 rBV 122621 131475 6.66% 0.721%
20 14.039 2028 2032 2036 rBvV 804137 685336 34.74% 3.756%

21 15.515 2277 2283 2292 rBV 561614 720257 36.51% 3.948%

Sum of corrected areas: 18244352
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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\BF111517\

BF100588.D

15 Nov 2017 15:17

SJ/Ju

16422-02

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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\BF111517\
Data File : BF100588.D

Acq On : 15 Nov 2017 15:17

Operator : SJ/JU

Sample - 16422-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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.

5.11 10.75 ng 388090 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 514 (5.110 min): BF100588.D (-509) (-) m/z 43.00 100.00%
a3
59
5000
ot 480 500 520 540
0...,....,....,....','::..‘?.1.:!,...‘.3?....,53.3..,...:,|....,....,....,....,...., m/z 59.10 54.80%
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 IR LU UL I A
59 480 500 520 540
m/z 101.10 18.89%
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 31 43 73 m/z 58.00 14.18%
0 51 84 101
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 R B b R
59 4.80 5.00 5.20 5.40
m/z 41.10 8.36%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY IR UL AR AR AR
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\BF111517\
Data File : BF100588.D

Acq On : 15 Nov 2017 15:17

Operator : SJ/JU

Sample - 16422-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 2 unknown6.65 Concentration Rank 1

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

6.65 53.36 ng 1926440 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 776 (6.651 min): BF100588.D (-771) (-) m/z 132.00 100.00%
5000 68
6 rrTTyTTTTT T T T T T T T T
40 _ 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'.‘.‘7:,:!..?%:l-.',..'..,..5.‘.7,..!.,.-:..,.1.1.5.,....,~'...,... m/z 68.10 38.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR IS U R
6.40 6.60 6.80 7.00
78 m/z 134.00 33.32%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 24.28%
104
oL 14 27 37 4451 58 % 77 g g7 | us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal N Ry
132 6.40 6.60 6.80 7.00
m/z 69.10 15.17%
5000 67
41 97
53 117
79
0"I'”'I'”'I?ﬂ'l"'W"'§g"'P"'I”'§?'”'I}P§I'"W%%?'I"'P" IR IS U R
m/z--> 10 20 30 40 50 60 70 80 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:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100588.D

Acq On : 15 Nov 2017 15:17

Operator : SJ/JU

Sample - 16422-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 3.78 ng 174239 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1452 (10.628 min): BF100588.D (-1448) (-) m/z 105.00 100.00%
105
" 182
5000
] " 0la0 1060 1080 1105
152 : : : :
Obrr b 8 e 226 RT16S L m/z 77.00 58.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105
77
5000 LI IR UL SN B
182 10,40 10.60 10.80 11.00
o1 m/z 182.10 52.60%
2739 | 63 | 89 | 126 152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
10,40 10.60 10.80 11.00
5000 " m/z 51.00 22.77%
51
27 39 65 o1 120 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- A o L R
105 10.40 10.60 10.80 11.00
m/z 181.10 7.95%
5000 77
51
27 39 | 63 | 89 | 116 133 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100588.D

Acq On : 15 Nov 2017 15:17

Operator : SJ/JU

Sample - 16422-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.84 ng 131475 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 2003 (13.868 min): BF100588.D (-2000) (-) m/z 57.10 100.00%

57 83

5000

:

139 163 208 13.60 13.80 14.00 14.20
m/z 43.05 96.81%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83

:

13!60 13.I80 14.IOO 14!20
m/z 55.05 93.49%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 L B SUNLR UL S
13.60 13.80 14.00 14.20
5000 m/z 83.10 87.04%
111
68
o 2l 126 153 182 210
SN AR AR RS LRSS SRR SRS SR RARAN SRR BRASE BARSS SARAN SARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester B B e
4 13.60 13.80 14.00 14.20

69 m/z 69.05 78 .48%

5000

125

:

153168

196 224

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100588.D

Acq On : 15 Nov 2017 15:17

Operator : SJ/JU

Sample - 16422-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.11 10.8 ng 388090 1 6.88 722009 20.0
unknown6 .65 6.65 53.4 ng 1926440 1 6.88 722009 20.0
Benzophenone 10.63 3.8 ng 174239 3 9.92 922884 20.0
1-Heneicosanol 13.87 3.8 ng 131475 5 14.04 685336 20.0
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