LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 5.034 497 501 519 rBV 420270 696092 18.71% 2.409%
2 5.434 565 569 592 rBvV 3090564 3537552 95.06% 12.245%
3 5.775 623 627 640 rBY 27241 63490 1.71% 0.220%
4 6.451 738 742 760 rBV 2951165 3721239 100.00% 12.881%
5 6.581 760 764 768 rBV 3208760 3274661 88.00% 11.335%

6.810 799 803 811 rBV 943513 863859 23.21% 2.990%
6.963 825 829 843 rBV 2547331 2352509 63.22% 8.143%
7.381 895 900 924 rBV 1871180 2108854 56.67% 7.300%
8.092 1017 1021 1043 rVB 1093910 1097806 29.50% 3.800%
8.651 1112 1116 1125 rBV 131854 139518 3.75% 0.483%

=
QO ~NO®

11 9.163 1199 1203 1213 rBV 3109762 3153405 84.74% 10.915%
12 9.563 1267 1271 1279 rBV 295115 272421 7.32% 0.943%
13 9.845 1315 1319 1328 rVB2 1079586 992601 26.67% 3.436%
14 10.557 1437 1440 1446 rBvV 371501 326878 8.78% 1.131%
15 10.639 1450 1454 1468 rBV 1505336 1614628 43.39% 5.589%

16 11.339 1569 1573 1582 rBV 867985 854219 22.96% 2.957%
17 12.921 1838 1842 1845 rBV 2341031 2102932 56.51% 7.279%
18 13.810 1989 1993 2002 rBV 98054 154469 4._.15% 0.535%
19 13.986 2020 2023 2032 rBV 746717 793699 21.33% 2.747%
20 15.463 2269 2274 2282 rVB 513981 714407 19.20% 2.473%

21 16.345 2420 2424 2430 rVB3 27903 54534 1.47% 0.189%

Sum of corrected areas: 28889773
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC: BF101497.D
5
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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.

5.03 16.12 ng 696092 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF101497.D (-497) (-) m/z 43.00 100.00%

43
59
5000
101

4.60 4.80 5.00 5.20 5.40

| 51 69 83
0...,....,....,....','.:..,..-:!,....,....,.-...,...:,|....,....,....,....,...., m/z 59.00 54.18%
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 4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.43%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
BEEEE e e e e
460 4.80 5.00 5.20 5.40
5000 41 m/z 58.00 14 .83%
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-
59 460 4.80 5.00 5.20 5.40
31 m/z 41.10 8.71%
5000 41
73
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.58 Concentration Rank 1

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

6.58 75.81 ng 3274660 1,4-Dichlorobenzene-d4 6.81
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF101497.D (-760) (-) m/z 132.00 100.00%
132
5000 68
96 SRR N SR
40 5y -8 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 42 .11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR ARERE N SR R
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.47%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .36%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl s e R ma
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16 .50%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.65 2.54 ng 139518 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 86
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 50
3 Acetic acid, chloro-, methyl ester 108 C3H5CIO2 000096-34-4 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1116 (8.651 min): BF101497.D (-1112) (-) m/z 59.00 100.00%
59
5000
77 105
4 840 8.60 880 9.00
o....,....-,'|..'|..i....',..9.1.,.|~...1,2?...,....,....,.. m/z 105.00 26.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
I~ Il
5000 IR AR AR RN
8.40 8.60 8.80 9.00
43 77 105 m/z 77.10 25.10%
31
o Ll o0 | 121 w9
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59
|
8.40 8.60 8.80 9.00
5000 m/z 43.00 16.86%
75 105
43
0 121 149 165 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5227: Acetic acid, chloro-, methyl ester P T T T T T T
59 8.40 8.60 8.80 9.00
m/z 51.00 14.77%
5000 49
15
77
29
‘ 4 108
Ot e e LRSS RS LRSS SRR A
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.56 6.59 ng 326878 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 _.alpha.,.alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47

Abundance Scan 1441 (10.563 min): BF101497.D (-1437) (-) m/z 105.00 100.00%
105
77 182
5000
51 S N —
152 10.20 10.40 10.60 10.80
ol A B3 87 ) 115126 9f 168 Il . m/z 77.00 59.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 AR AR AR LR
10.20 10.40 10.60 10.80
o1 m/z 182.10 55.69%
27 39 63 ‘ 126 152
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105
77 183 10.20 10.40 10.60 10.80
5000 51 m/z 51.00 21.95%
63 127 154
L S L W U B UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile T
105 10.20 10.40 10.60 10.80
27 m/z 181.10 9.45%
5000
51
o 3 | 6 | 91 | 118128 154 184
mz-> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 6 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.89 ng 154469 Chrysene-di2 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1993 (13.810 min): BF101497.D (-1989) (-) m/z 57.10 100.00%
2000 e ‘/JMJ\-“\MV
\139 163 1340 13.60 13.80 14.00 14.20
oty bt Ay m/z 43.00 95.48%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 A S SN SN B
13.40 13.60 13.80 14.00 14.20
29 125 m/z 55.00 93.72%
oL 4l H h m A As4 1% 224 29 g0
m/z--> 50 150 200 250 300 350
Abundance
57
8 LRI BN DAL SUNIL B
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 83.05 85.17%
29 169
0 140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester I e e e
57 g3 13.40 13.60 13.80 14.00 14.20
m/z 69.05 76.98%
5000 111
23 ‘ 168 196
oLl ,‘,‘\,1?9‘, A S S s M T
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101497.D

Acq On : 18 Dec 2017 22:45

Operator : SJ/JU

Sample - 16888-12

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.03 16.1 ng 696092 1 6.81 863859 20.0
unknown6 .58 6.58 75.8 ng 3274660 1 6.81 863859 20.0
2-Hydroxy-iso-but. .. 8.65 2.5 ng 139518 2 8.09 1097810 20.0
Benzophenone 10.56 6.6 ng 326878 3 9.85 992601 20.0
Trifluoroacetoxy ... 13.81 3.9 ng 154469 5 13.99 793699 20.0
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