LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031816\

Data File : BF085600.D

Acg On : 20 Mar 2016 6:12 Instrument :
Operator : UM/SJ BNA_F

Sample - H1804-09 ClientSampleld :
Misc : TRACK-D-GRID-7A
ALS Vial : 58 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-BF031816.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 2.709 35 37 47 rVB 142899 202246 5.40% 0.613%
2 4.618 201 204 209 rBvY 36111 43224 1.15% 0.131%
3 5.053 239 242 251 rBV2 241826 428534 11.44% 1.298%
4 5.464 275 278 281 rBV 2624500 2771773 73.98% 8.396%
5 6.493 364 368 370 rBV 2166327 2957151 78.93% 8.957%
6 6.618 377 379 382 rBV 2664604 3149084 84.05% 9.538%
7 6.847 397 399 402 rBY 767934 929876 24.82% 2.817%
8 7.007 411 413 416 rVB 2599700 2505055 66.86% 7.588%
9 7.419 446 449 451 rBV 2130292 2178277 58.14% 6.598%
10 8.139 509 512 516 rBV2 1404856 1843605 49.21% 5.584%

11 8.847 572 574 577 rBV 178927 152056 4._.06% 0.461%
12 8.950 580 583 585 rBvV 82071 79390 2.12% 0.240%
13 9.213 603 606 609 rBV 3559122 3746548 100.00% 11.348%
14 9.887 663 665 667 rBvY 1372292 1327727 35.44% 4.022%
15 10.093 681 683 685 rBv 103929 87812 2.34% 0.266%

16 10.436 711 713 715 rVB 100835 82981 2.21% 0.251%
17 10.676 731 734 737 rBV2 1894008 2390093 63.79% 7.239%
18 11.373 792 795 796 rBV 1556233 1347739 35.97% 4.082%
19 11.396 796 797 799 rVB 127486 90629 2.42% 0.275%
20 12.093 854 858 862 rBv2 24488 49725 1.33% 0.151%

21 12.779 916 918 921 rBV 641494 5563237 14.77% 1.676%
22 12.859 921 925 927 rVB2 49076 58945 1.57% 0.179%
23 12.962 931 934 936 rBV 3724294 3713353 99.11% 11.247%
24 13.488 977 980 982 rBV 337252 326385 8.71% 0.989%

25 13.533 982 984 988 rVB 34897 54641 1.46% 0.166%
26 14.002 1023 1025 1028 rVB 820335 937140 25.01% 2.839%
27 14.173 1038 1040 1044 rBV 47018 44537 1.19% 0.135%
28 14.631 1078 1080 1082 rBV 104445 98884 2.64% 0.300%
29 14.779 1090 1093 1095 rBV 32862 38309 1.02% 0.116%

30 15.431 1147 1150 1153 rBV 637340 825983 22.05% 2.502%

Sum of corrected areas: 33014939
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085600.D
3500000
3000000
5.46 6.62 7.01
2500000
6.49 7.42
2000000
1500000
1000000

500000

5.05 L
2.71
4.62
0 N

T
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: BF085600.D

3500000

3000000
2500000

2000000 10.68

11.37
1500000¢8.14 9.89

1000000
12.78
500000 13.49

8% || 1009 10.44 14.40 12.09 2.8 1h.53

| A VRS 0 VS0 | AP | Sy Sy WA | NS || N I o S | A

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085600.D

3500000

—

3000000
2500000
2000000
1500000
1000000{ 14 00

15.43
500000

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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 n-Propyl acetate Concentration Rank 6

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

2.71 4_.35 ng 202246 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H1i1IN 000109-73-9 9
3 Oxirane, 2,3-dimethyl-, cis- 72 C4H80 001758-33-4 5
4 Isobutylamine 73 C4H1i1IN 000078-81-9 5
5 Ethanamine, N-ethyl- 73 C4H11IN 000109-89-7 4

Abundance Scan 37 (2.709 min): BF085600.D (-35) (-) m/z 43.10 100.00%
43
61
7|3 240 260 280 3.00
e m/z 61.10 27.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 A AL AL R
240 2.60 2.80 3.00
61 m/z 73.10 14.72%
T ----u---‘-r--?zuw-- R I "|J"'|' RSN }p?"l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
240 260 280 300
5000 m/z 42.10 9.99Y%
15 41 50 56 73
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #689: Oxirane, 2,3—dimethy|—, cis- LI L B L L L B L |
43 240 260 2.80 3.00
m/z 41.10 8.78%
5000
29
15
| 37, ||| 50 57 72
m/z--> 10 25 30 40 50 60 70 80 90 100 110 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 9.22 ng 428534 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 23
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 242 (5.053 min): BF085600.D (-239) (-) m/z 43.10 100.00%
43
59
5000
101 IR SRR SRR S
51 | 83 | 4.80 5.00 520 5.40
1 ST RN m/z 59.10 58.46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN LN L IS A
59 480 500 520 5.40
m/z 101.10 21.52%
5 4 ‘ 101
IIII""I""'I"'WI"""I‘*"'5I:'I-'='I""I""IE';?"I"'*I""'I""I""I""I""I
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.79%
68
50 126 142
IR LR AR RRARA LR AR RN RLRLARARA RARLN RS RARAS AL UL SARAN LRI B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone e
43 480 5.00 5.20 5.40
m/z 41.10 9.01%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W U LS U U I
m/z--> 0 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:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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 3 unknown6.62 Concentration Rank 1

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

6.62 67.73 ng 3149080 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 27
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 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 379 (6.618 min): BF085600.D (-377) (-) m/z 132.10 100.00%
132
5000 68
40 % 620 640 6.60 6.80 7.00
54 : : : : :
fer s | m/z 68.10 41.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS IR LS R
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.10 32.32%
I'J'NllJl'l'l"l""lﬂ"'l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 26.01%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T EEEmEErEa R S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.69%
117
5000
29 91
A
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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 5 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.78 11.81 ng 553237 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
3 Cyclobutane, 1,l1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32
5 Cyclohexanamine 99 C6H13N 000108-91-8 30

Abundance Scan 918 (12.779 min): BF085600.D (-916) (-) m/z 56.10 100.00%
96
5000
73 .
129 257 ABARBABABRRIABSR AR R
97 239 12.40 12.60 12.80 13.00
3 157 185 213
e E: 312 m/z 57.10 56.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 AR R R
4 257 1240 12.60 12.80 13.00
T & 129 239 m/z 43.10 38.83%
18 ‘ | h H‘ s mﬂ% 157 18 213 | ‘ 283 312
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12,60 12.80 13.00
5000 41 m/z 41.10 36.94%
73
71151 157 185 213 23927 5 31
WFWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- I REREERE LAy R
56 12.40 12.60 12.80 13.00
m/z 55.10 30.57%
5000
41

28 | ‘h %? 11 140 168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.49 6.97 ng 326385 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 94
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 72
3 n-Butyl myristate 284 C18H3602 000110-36-1 64
4 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 32
5 Cyclohexanamine 99 C6H13N 000108-91-8 30

Abundance Scan 980 (13.488 min): BF085600.D (-977) (-) m/z 56.10 100.00%
56
5000
M 3 129 285
o7 ‘ 185 241 287 \ 113.20 13.40 13.60 13.80
3 . . . .
I | ol 357, 1o e T L0 30 5710 60.08%
m/z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester
56
A /
5000 285 340 13.20 13.40 13.60 13.80
73 . 267 m/z 43.10 39.40%
97 241
Al n (s ;s M i au
m/z--> 50 100 150 200 250 300
Abundance
57 \ A
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
13.20 13.40 13.60 13.80
5000 m/z 41.10 34 .54%
29 267285
83
' g 185 3 241 310 340
m/z--> " 's0 100 150 200 250 300
Abundance #108844: n—ButyI myristate L L N B R BN |/\| T |/
56 13.20 13.40 13.60 13.80
m/z 73.10 33.44%
5000 229
73 211
129
101 185 284
III3\IIM‘U“Ix“\lwhlllu‘\l ‘: |‘15|7|‘||||“|‘| |‘25|5||||||||| s I
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF031816\

BF085600.D

20 Mar 2016 6:12

UM/SsJ

H1804-09

58 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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

TRACK-D-GRID-7A

Peak Number 7 unknownl4.63 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.11 ng 98884 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19Br0O2 068144-73-0 38
2 2-Ethylhexyl methacrylate 198 C12H2202 000688-84-6 23
3 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 17
4 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 14
5 Pyrrolidin-1-yl phenyl ketoxime 190 C11H14N20 1000144-18-3 10
Abundance Scan 1080 (14.631 min): BF085600.D (-1078) (-) m/z 70.10 100.00%
70
149
5000 112
41 ST 14 167 261 Y | DN\
132 | 279 14.40 14.60 14.80 15.00
...,....-,|'|...|!,.'. !','I...,I...,|....,..'..,....,.... 2 e | m/Zz 149.00  54.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87960: Bromoacetic acid, 2-ethylhexyl ester
70
5000 LR I BRI BN B
14,40 14.60 14.80 15.00
g 112 m/z 112.10 41.60%
H ‘ e e
m/z--> ﬁo 46 eb 80 160 120 140 160 180 200 220 240 260 280
Abundance
70
41 IR UL SN UL B
14.40 14.60 14.80 15.00
5000 m/z 57.10 35.68%
55 112
27 87
139 155169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19462: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone
70 14.40 14.60 14.80 15.00
m/z 83.10 30.16%
5000 112
43
28 “ 85 | 126143 A
m/z--> 20 46 eb 80 100 150 140 160 180 200 220 240 260 280 14,40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\

Data File : BF085600.D

Acq On : 20 Mar 2016 6:12

Operator : UM/SJ

Sample - H1804-09 TRACK-D-GRID-7A
Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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]
n-Propyl acetate 2.71 4.3 ng 202246 1 6.85 929876 20.0
2-Pentanone, 4-hy... 5.05 9.2 ng 428534 1 6.85 929876 20.0
unknown6.62 6.62 67.7 ng 3149080 1 6.85 929876 20.0
Hexadecanoic acid... 12.78 11.8 ng 553237 5 14.00 937140 20.0
Octadecanoic acid... 13.49 7.0 ng 326385 5 14.00 937140 20.0
unknownl14 .63 14.63 2.1 ng 98884 5 14.00 937140 20.0
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