LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\

Data File : BF085648.D

Acq On : 22 Mar 2016 5:45 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H1840-07 PJ-SB-12-8.0-9.0

ALS Vial : 31 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 5.030 237 240 250 rBV 263356 426200 16.00% 1.863%
2 5.441 273 276 279 rBV 2247895 2276849 85.46% 9.953%
3 5.841 309 311 314 rBvV 35793 38553 1.45% 0.169%
4 6.470 364 366 369 rBvV 1758244 2426078 91.06% 10.606%
5 6.607 376 378 381 rBV 2543456 2386443 89.57% 10.433%
6 6.836 396 398 401 rBY 651713 717579 26.93% 3.137%
7 6.996 410 412 415 rBV 2233425 2000141 75.07% 8.744%
8 7.407 445 448 450 rBV 1713889 1707416 64.08% 7.464%
9 7.499 453 456 460 rVB 22137 29102 1.09% 0.127%
10 8.127 508 511 513 rBV 1076567 975806 36.62% 4.266%

11 9.202 602 605 608 rBV 2890908 2664351 100.00% 11.647%
12 9.602 638 640 642 rBvV 206307 292273 10.97% 1.278%

13 9.819 657 659 661 rBvY 50725 63275 2.37% 0.277%
14 9.876 662 664 667 rVvB 967782 909556 34.14% 3.976%
15 10.310 701 702 704 rVB 117746 91835 3.45% 0.401%
16 10.528 718 721 725 rBV 46806 74302 2.79% 0.325%

17 10.665 730 733 736 rBV 1309906 1323370 49.67% 5.785%
18 10.791 742 744 748 rBV2 81427 163515 6.14% 0.715%
19 11.236 781 783 784 rBV 39713 50658 1.90% 0.221%
20 11.362 792 794 796 rBV 897958 766935 28.79% 3.353%

21 11.888 839 840 845 rBV 65238 81917 3.07% 0.358%
22 12.768 915 917 919 rBV 63577 51819 1.94% 0.227%
23 12.951 930 933 935 rBV 1447974 1940841 72.84% 8.485%
24 13.842 1009 1011 1020 rBV 61574 122156 4._.58% 0.534%
25 13.991 1022 1024 1027 rVvVv 660171 630728 23.67% 2.757%

26 15.420 1146 1149 1156 rBV 535729 663291 24 .90% 2.900%

Sum of corrected areas: 22874989
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acqg On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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: BF085648.D

6.61
2500000
5.44 7.00

2000000
6.47 7.41

1500000

1000000

500000
5.03

0 5;\84 J \Z‘?O
L B I e e e oo e e e e e L o e e e o e L A e e e e e e e e IS A e e

7
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: BF085648.D

2500000

2000000

12.95
1500000 10.66

.13
1000000 9.88 11.36
500000
9.60
L 9. 10. 3110 53/|110.79 11.2 11 89 12.77
A

o A e e

Time--> 8.50 9.00 9.50 10 00 10. 50 11. OO 11. 50 12. OO 12.50 13.00 13.50
Abundance TIC: BF085648.D

2500000

2000000

1500000

1000000

13.99
15.42

500000

.84

OM

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\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 11.88 ng 426200 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 240 (5.030 min): BF085648.D (-237) (-) m/z 43.10 100.00%
43
59
5000
101 I I
460 4.80 5.00 5.20 5.40
83
0..,....,....','I:..Sg.'!'],...??....,.'...,...:,....,....,....,....,...., m/z 59.10 62.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S RN
460 4.80 5.00 5.20 5.40
m/z 101.10 24 _33%
31 83 g3 101
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.27%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one R RammE B SRR
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000
55
o 21 36, | | 2 71 8 98
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 unknown6.61 Concentration Rank 1

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

6.61 66.51 ng 2386440 1,4-Dichlorobenzene-d4 6.84
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 378 (6.607 min): BF085648.D (-376) (-) m/z 132.10 100.00%
132
5000 68
6 RS LAREE AR A
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,:.'..??...' bt ot b el || M/Z 68.10 40 84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA IR A UL
620 6.40 6.0 6.80 7.00
2 78 m/z 134.10 32.93%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.68%
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
Abundance #13679: 5-Fluoro-2-chloropyrimidine e I\ P
132 6.20 6.40 6.60 6.80 7.00

m/z 96.10 16.39%

5000

33 44 g7 105

BIE R S PP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o

8270-BF031816.M Tue Mar 22 18:38:26 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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 4 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.31 2.02 ng 91835 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 702 (10.310 min): BF085648.D (-701) (-) m/z 57.10 100.00%
57
5000 85
13 10160 10,20 1040 1060
ol b e m/z 43.10 69.31%
m/z--> 50 100 150 200 250 300 350
Abundance #55008: Tetradecane
57
5000 85 NS SRR SR
10.00 10.20 10.40 10.60
29 m/z 71.10 65.30%
o bl e g 200
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,00 10.20 10.40 10.60
5000 m/z 85.10 42 .35%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #64571: Pentadecane R AR
57 10.00 10.20 10.40 10.60
m/z 41.10 30.65%
5000 85
29
0 \‘ 1A | ‘ i J‘ 1%‘\-3\141.1 169 2:!'2
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 10.'00 10.'20 10.'40 10.|60

8270-BF031816.M Tue Mar 22 18:38:27 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.79 4.26 ng 163515 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane 310 C22H46 000629-97-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 744 (10.791 min): BF085648.D (-742) (-) m/z 57.10 100.00%
57
5000
5 - o || 1040 1060 1050 1100 1170
0! m/z 71.10 76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57
5000 85 BN DU DAL U B
10 40 10 60 10. 80 11. oo 11. 20
29 m/z 43.10 58.46%
113
obr “ \‘ b 89 197 225 253 281 309 338
m/z--> 2'0 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10,40 10,60 10.80 11.00 11.20
5000 85 m/z 85.10 44 .90%

29 113 141 160 197 225 253 281 310

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73963: Hexadecane L o B
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 27.96%
5000 85
29
ob by 13 141 160 197 226

e e e e e e A A AL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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 unknownl11.89 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.14 ng 81917 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 43
2 Lactose 342 C12H22011 000063-42-3 35
3 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
4 Sedoheptulosan 192 C7H1206 000469-90-9 27
5 Tridecane 184 C13H28 000629-50-5 10

Abundance Scan 840 (11.888 min): BF085648.D (-839) (-) m/z 73.10 100.00%

5000

_%

157 185 213 11.60 11.80 12.00 12.20

0] m/z 43.10 83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #46615: Undecanoic acid
60
5000 43 TTT LI L L L TT T T
11. 60 11. 80 12. 00 12. 20
2 85 129 m/z 60.00 74 .31%
e, | [ e
1 8 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
R IR B
11.60 11.80 12.00 12.20
5000 m/z 57.05 72 .38%
57
a1 103 131 163
o 47 191 222 254 275 325
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96381: 11-Bromoundecanoic acid B LR R et B
41 60 11.60 11.80 12.00 12.20
m/z 55.10 69.39%
5000
185
o 18 109 129 149167 204 223 247 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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 7 17-Pentatriacontene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.84 3.87ng 122156  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
3 Pentafluoropropionic acid, octad... 416 C21H37F502
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302

5 Pentafluoropropionic acid, hexad... 388 C19H33F502

074339-54-1 81
006222-07-7 80

Abundance Scan 1011 (13.842 min): BF085648.D (-1009) (-) m/z 57.10 100.00%
g7
L B o o
1139 207 13.60 13.80 14.00 14.20
O .,....“...,..”,....,”..,..”,....,”.., m/z 43.10 86.72%
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #168066: 17-Pentatriacontene

%

1000280-07-7 86

5000 83 TTr T TTrrrrrrprrrrs TTT
13. 60 13. 80 14. OO 14. 20
11 m/z 55.10 71.00%
0 \ M Md \ F39167196224 267292 321 462 490
. N e e
m/z--> 5 150 200 250 300 350 400 450
Abundance
43
83 N ——
13.60 13.80 14.00 14.20
5000 m/z 83.10 66.96%
111
139 182210
(0 o B LA e I L e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester e A e
48 13.60 13.80 14.00 14.20
m/z 69.10 64 .34%
5000 69
97
ol |l (125154181 224252
e I B e e o L ey e | R N EEEEEEEmEE
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085648.D

Acq On : 22 Mar 2016 5:45

Operator : UM/SJ

Sample - H1840-07

Misc :

ALS Vial : 31 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]
2-Pentanone, 4-hy... 5.03 11.9 ng 426200 1 6.84 717579 20.0
unknown6.61 6.61 66.5 ng 2386440 1 6.84 717579 20.0
Tetradecane 10.31 2.0 ng 91835 3 9.88 909556 20.0
Tetracosane 10.79 4.3 ng 163515 4 11.36 766935 20.0
unknownl1l1.89 11.89 2.1 ng 81917 4 11.36 766935 20.0
17-Pentatriacontene 13.84 3.9 ng 122156 5 13.99 630728 20.0
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