LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On - 15 Feb 2017 20:25 Instrument :

Operator : SJ/MA BNA_F

Sample - 11838-01 ClientSampleld :

Misc - FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 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-BF013017 .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 5.047 256 259 270 rBV 1206268 1851098 37.94%  4.557%
2 5.470 293 296 299 rBV 3384831 4136714 84.78% 10.184%
3 6.510 384 387 390 rBV 3420985 4226239 86.62% 10.405%
4 6.636 396 398 401 rBV 3114282 4357937 89.31% 10.729%
5 6.876 416 419 421 rBY 608406 822774 16.86% 2.026%

7.024 430 432 435 rBV 2730103 3193583 65.45% 7.862%
7.436 465 468 471 rBV 2050148 2786926 57.12% 6.861%
8.156 528 531 533 rBV 1348767 1160542 23.78% 2.857%
9.230 622 625 628 rBVY 4381981 4468396 91.58% 11.001%
9.619 657 659 661 rBv 181355 209338 4._.29% 0.515%

=
QO ~NO®

11 9.825 669 677 681 rBv2 112745 240995 4.94% 0.593%
12 9.905 681 684 686 rvB 1521022 1315012 26.95% 3.237%
13 10.339 713 722 723 rBV 85587 129615 2.66% 0.319%
14 10.693 750 753 756 rBV 2304474 2693276 55.20% 6.631%
15 10.808 761 763 768 rVB 147559 166907 3.42% 0.411%

16 11.253 800 802 804 rBvV 107475 99553 2.04% 0.245%
17 11.391 811 814 816 rBV 1439245 1365112 27.98% 3.361%
18 12.979 950 953 955 rBV 4220954 4879335 100.00% 12.013%
19 13.859 1028 1030 1037 rBV 141602 210104 4_.31% 0.517%
20 14.019 1042 1044 1047 rVB 1271145 1250789 25.63% 3.079%

21 15.460 1167 1170 1175 rBV 758915 1054422 21.61% 2.596%

Sum of corrected areas: 40618667
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On : 15 Feb 2017 20:25

Operator : SJ/MA

ﬁ?ggle : 11838-01 FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092962.D
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092962.D
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Abundance TIC: BF092962.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On : 15 Feb 2017 20:25

Operator : SJ/MA

ﬁ?ggle : 11838-01 FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.05 45.00 ng 1851100 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 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 259 (5.047 min): BF092962.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101 U UL L R I
480 5.00 5.20 5.40
e 3t s3fleo &8 | Ee 10 56. 710
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.46%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 15.72%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T Ry e
59 480 5.00 5.20 5.40
m/z 41.10 8.97%
5000 41
31
| LT
"'l'}é'l'"Ml""“*t"léﬁﬂ"""i""l""l"'gﬁ""l' A AR RS AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On : 15 Feb 2017 20:25

Operator : SJ/MA

ﬁ?ggle : 11838-01 FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.64 Concentration Rank 1

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

6.64 105.93 ng 4357940 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 398 (6.636 min): BF092962.D (-396) (-) m/z 132.10 100.00%
5000 68
0 54 || o 9|6 o " 640 660 6.80 7.00
AN N - A | N m/z 68.10 45.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 R LR I L R
6.40 6.60 6.80 7.00
104 m/z 134.10 31.80%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 640 660 6.80 7.00
5000 gg 116 m/z 66.10 29.40%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A B
132 6.40 6.60 6.80 7.00
m/z 69.10 18.17%
117
5000
39 91
7l R e |es) )
| ! i J| M N | | m
m/z--> 20 40 60 80 100 120 140 160 180 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On : 15 Feb 2017 20:25

Operator : SJ/MA

ﬁ?ggle : 11838-01 FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,6-Anhydro-_beta.-D-glucop... Concentration Rank 4

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

9.82 3.67 ng 240995 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Anhydro-._beta.-D-glucopyrano... 162 C6H1005 000498-07-7 72
2 Pentanoic acid 102 C5H1002 000109-52-4 50
3 .beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 40
4 3,4-Altrosan 162 C6H1005 1000129-76-4 40
5 Hexanoic acid 116 C6H1202 000142-62-1 33

Abundance Scan 677 (9.825 min): BF092962.D (-669) (-) m/z 60.00 100.00%
6p
5000
‘ 73
9.60 9.80 10.00 10.20
98
..,....,....,....-,l“!'.'.,..'l.'....'! 8 15 m/z 57.05 51.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
73 9.60 9.80 10.00 10.20
m/z 73.05 26.82%
98
HPHWHHU”¢WA.LAHHWL.??“”l””“”w””.”w””“”w””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
9.60 9.80 10.00 10.20
5000 5 m/z 43.05 20.88%
a7 4
15 51 87 101
WWWTWTWTWTWTWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32138: .beta.-D-Ribopyranoside, methy! B B B S
60 9.60 9.80 10.00 10.20
m/z 56.00 19.64%
5000
73
‘H d 86 100 114 133 145 163
III""I""I""IIIII "" "" T IIIIIIIII IREAD DN SRR SRR AR DA B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF021517\

BF092962.D

15 Feb 2017 20:25

SJ/MA

11838-01

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

TIC Integration Parameters:

= C:\DATABASE\NISTO2.L
LSCINT.P

FK-BPM-01-BB9-BB10-BB11-BB12

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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.81 2.45 ng 166907 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 763 (10.808 min): BF092962.D (-761) (-) m/z 57.10 100.00%
57
43 n
5000
99 10,40 10,60 10.80 11.00 11.20
113
127141156 m/z 43.10  63.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 AN U I
85 10.40 10 60 10.80 11.00 11. 20
29 m/z 71.05 57.27%
S i 1A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 10.40 10.60 10.80 11.00 11.20
5000 g5 m/z 85.10 37.47%
113127141155169183197 226
wmﬁmeﬁrﬁwmﬂﬂﬂTrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane P P R
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.05 29.57%
71
5000 85
29
| ‘ | T usonianssieos; 212
m/z--> 25 45 éo éo 160 150 150 1éo 1§o 200 220 240 2éo 2éo 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On : 15 Feb 2017 20:25

Operator : SJ/MA

ﬁ?ggle : 11838-01 FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.36 ng 210104 Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
2 Acetic acid, chloro-, octadecyl ... 346 C20H39CI102 005348-82-3 91
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1030 (13.859 min): BF092962.D (-1028) (-) m/z 57.05 100.00%

43
83

5000

:

13.60 13.80 14.00 14.20
m/z 55.05  93.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecyl ester

43 83

%

5000

13.60 13.80 14.00 14.20
m/z 43.10 89.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

E

Abundance
57 83 97
43 R B o
13.60 13.80 14.00 14.20
5000 m/z 83.10 81.66%
111
125
29 140154169183 207 224 250 297
TWWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145521: Bromoacetic acid, hexadecy! ester
43 13.60 13.80 14.00 14.20
69 g3 m/z 69.10 70.94%
5000
29
RRRER R ....,..VTJ.... T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\

Data File : BF092962.D

Acq On : 15 Feb 2017 20:25

Operator : SJ/MA

ﬁ?ggle : 11838-01 FK-BPM-01-BB9-BB10-BB11-BB12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 45.0 ng 1851100 1 6.88 822774 20.0
unknown6 .64 6.64 105.9 ng 4357940 1 6.88 822774 20.0
1,6-Anhydro-_beta. .. 9.82 3.7 ng 240995 3 9.90 1315010 20.0
Eicosane 10.81 2.5 ng 166907 4 11.39 1365110 20.0
Trichloroacetic a... 13.86 3.4 ng 210104 5 14.02 1250790 20.0
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