LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084379.D

Acq On : 11 Jan 2016 14:58 Instrument :
Operator : SJ/UM BNA_F

Sample - H1043-18 ClientSampleld :
Misc - SB-4COMP

ALS Vial : 9 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-BF123115.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 5.047 256 259 267 rVvB 1385053 2184009 25.43% 3.163%
2 5.470 293 296 299 rBV 6135748 7202862 83.86% 10.431%
3 6.510 383 387 389 rBV 6771663 8588906 100.00% 12.438%
4 6.624 395 397 400 rBV 5652428 7767760 90.44% 11.249%
5 6.853 415 417 419 rBV 1966682 1587024 18.48% 2.298%
6 7.013 428 431 433 rBV 6401246 5744752 66.89% 8.319%
7 7.425 463 467 469 rBV 4984340 5224759 60.83% 7.566%
8 8.145 527 530 532 rBV 1938713 2053304 23.91% 2.973%
9 9.219 621 624 627 rBV 7395669 6946904 80.88% 10.060%
10 9.619 656 659 660 rBV 1346490 1545025 17.99% 2.237%

11 9.825 676 677 680 rBvV 171669 213950 2.49% 0.310%
12 9.893 681 683 686 rVvB 2362929 2080337 24.22% 3.013%
13 10.328 720 721 723 rVB 456400 363922 4.24% 0.527%
14 10.545 737 740 744 rBV 116488 231934 2.70% 0.336%
15 10.682 749 752 755 rvv2 3785699 4578467 53.31% 6.630%

16 10.796 759 762 770 rVV2 457234 815253 9.49% 1.181%
17 10.991 777 779 784 rBVY 50407 116055 1.35% 0.168%
18 11.253 800 802 803 rBvV 218694 208142 2.42% 0.301%
19 11.379 811 813 815 rBV 2165035 1883228 21.93% 2.727%
20 12.785 934 936 938 rBV 259977 314888 3.67% 0.456%

21 12.854 938 942 949 rVvB2 169363 304784 3.55% 0.441%
22 12.968 949 0952 954 rBV 5855507 5600996 65.21% 8.111%
23 13.494 996 998 1000 rBV 251894 221604 2.58% 0.321%
24 13.871 1028 1031 1037 rBV 162495 267776 3.12% 0.388%
25 14.008 1041 1043 1046 rBV 1007145 1273879 14.83% 1.845%

26 15.437 1165 1168 1171 rBV 752229 1136756 13.24% 1.646%
27 16.374 1247 1250 1259 rVB2 49783 109158 1.27% 0.158%
28 16.945 1296 1300 1304 rBV 47694 108397 1.26% 0.157%
29 17.608 1354 1358 1362 rVB 53198 128958 1.50% 0.187%
30 18.408 1423 1428 1433 rBV2 41135 122727 1.43% 0.178%

31 19.346 1506 1510 1515 rVB3 37127 127618 1.49% 0.185%

Sum of corrected areas: 69054134
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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\BF011116\

BF084379.D

11 Jan 2016 14:58

SJ/UM

H1043-18

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084379.D
6.51

7.01
5.47

6.62
7.42

6.85
5.05

0
Time-->

T
2.50

3.00

3.50

4.00

4.50

5.00

5.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF084379.D
22

12.97

10.68

9.89 11.38

H

0.80
.54 b\ 10.99 112 1273 13.49

T
Time--> 8.00

8.50

10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000
13.87

0

TIC: BF084379.D

14.01

15.44

16.37 16.95 17.61 18.41 19.35

14.

Time-->

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\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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.

5.05 27.52 ng 2184010 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 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 259 (5.047 min): BF084379.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
SV AV 2 A RN B oy = o - Y1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17 .69%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 14.81%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R ARa R R R
59 480 5.00 5.20 5.40
m/z 41.05 9.46%
5000 41
31
| [
A .1 O Y M-
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:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 unknown6.62 Concentration Rank 1

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

6.62 97.89 ng 7767760 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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 397 (6.624 min): BF084379.D (-395) (-) m/z 132.00 100.00%
5000 68
\ T 550 oM 650 680 700
..,....,....,...:,“.'.‘.‘? o Shdl e 87w S L m/z 68.10 47.30%
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 A
5000 I IR I L R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.58%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 31.50%

15 28 39 52 8 77 00 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine e EAARE mEEE R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.45%
5000
33 44 o g7 105
78
RAEa B R ARASRa s B E e o R E B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

8270-BF123115.M Tue Jan 12 15:25:33 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 Hexadecane Concentration Rank 15

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

9.82 2.06 ng 213950 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 78
3 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 59
4 Tetradecane 198 C14H30 000629-59-4 59
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59

Abundance Scan 677 (9.825 min): BF084379.D (-676) (-) m/z 57.10 100.00%
57
43
5000 n
85
99 113 9.60 9.80 10.00 10.20
...,....,'...|!,.."..,.‘...',....,1.2]7..17‘.1...,.... e | W72 43.10 74.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
43 7
5000 n L R RN SULLN B
a5 9.60 9.80 10.00 10.20
29 m/z 71.05 49.94%
‘ ‘ Ly J 99113127141155169183197 226
m/z--> 20 45 60 50 160 120 140 160 180 200 220 240 260
Abundance
57
43 R R RN SURIURN SN
71 9.60 9.80 10.00 10.20
5000 a5 m/z 41.10 34 .94%
29 99
15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98769: 1-lodo-2-methylnonane R e e S
43 9.60 9.80 10.00 10.20
57 m/z 85.10 27 .80%
5000 &
85
29
| i ‘ || 99 127141155169 211 268
m/z--> 20 40 éo 50 160 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.54 2.23 ng 231934 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Eicosane 282 C20H42 000112-95-8 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Heptacosane 380 C27H56 000593-49-7 68
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64

Abundance Scan 740 (10.545 min): BF084379.D (-737) (-) m/z 57.10 100.00%

q7

e L/\NV\/L
4 85

| 12 g . 10.20 10.40 10.60 10.80
RS LU m/z 43.10 51.42%
miz-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64575: Pentadecane
| b\l\/m/\,l\\__/\
5000 AR NSRS NAEER
85 1020 10.40 10.60 10.80

29 m/z 71.10 47 .59%

LU b s 11 169 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57

10.20 10.40 10.60 10.80

5000 m/z 41.10 27 .15%
85

29
113 141 169 197 225 253 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #136481: Tetracosane R R e B E S
57 10.20 10.40 10.60 10.80

m/z 85.05 23.22%

5000 85

29 113
| e 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 20 10. 40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 8.66 ng 815253 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 95
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 80
3 Hexadecane 226 Cl16H34 000544-76-3 38
4 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 35
5 4-Toluenesulfonylmethylisocyanide 195 C9HONO2S 036635-61-7 22
Abundance Scan 762 (10.796 min): BF084379.D (-759) (-) m/z 57.10 100.00%
7 o
43
71
5000
155 185 = W
108 21 159 10.40 10.60 10.80 11.00 11.20
m/z 91.05 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46289: Benzenesulfonamide, N,4-dimethyl-
91
5000 SRR BRI SR SURILE B
185 10,40 10.60 10.80 11.00 11.20
30 65 155 m/z 43.10 76.31%
18 | 51| | 1087 g |
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
91
10.40 10.60 10.80 11.00 11.20
5000 185 m/z 71.05 57.22%
155
65
30
51 77 108121 139
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane R A RASERES
43 97 10.40 10.60 10.80 11.00 11.20
m/z 41.10 35.10%
5000 n
85
29
| L L w 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 9 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.79 4.94 ng 314888 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 80
3 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38

Abundance Scan 936 (12.785 min): BF084379.D (-934) (-) m/z 56.10 100.00%

56

5000{ 4

P

129

_-r‘r"‘l""'l_l_l'"‘l'
213 239 257 12.40 12.60 12.80 13.00 13.20

o7 m/z 57.05 59.34%

185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
73 12.40 12.60 12.80 13.00 13.20
m/z 43.05 44 _27%
26 | ‘ I Hlllg 157 185 213 23957 591 3
T .q.”w.”q.”q.”..”..”..”..”..”..”.P”q.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R REEE L s e
12.40 12.60 12.80 13.00 13.20
5000 a1 m/z 41.10 41.08%
& 257
129
26 101 157 185 213 239 283 312
TWTWWTWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6552: 1-Hexene, 2,5-dimethyl- R AR e e e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 33.70%
112
ﬁl’ WMl 77 95
A s e S Raaas L RAaRRaaY R EERT S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 10 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.85 4.79 ng 304784 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 Trimethyl[5-(trimethylsilyl)-2-t. .. 228 C10H20SSi2 017906-71-7 53
3 4H-Pyrazolo[5,1-c]-1,4-benzodiaz... 213 C11H7N302 1000277-20-1 45
4 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 40
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 40
Abundance Scan 942 (12.854 min): BF084379.D (-938) (-) m/z 213.10 100.00%
213
5000
N o | 228 12160 1280 13.00 1320
39 51 65 77 107 135 152 165 198 : : :
...,....,.'...,..J..,.-...|,....,....,...1.7,7.... - |.,.I.., m/z 119.00  20.08%
m/z--> 4 60 8 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 A UM SR U B
12.60 12.80 13.00 13.20
119 228 m/z 214.10 17.08%
51 6? 77 9} 107 135 152 165 ‘
2> 40 80 80 100 130 140 10 180 20 o
Abundance
213
1260 12.80 13.00 13.20
5000 m/z 228.10 15.89%
73
99 228
85 115 163 183 197
mz-> 40 60 80 100 120 140 160 180 200 220

Abundance #64926: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione s E
213 12.60 12.80 13.00 13.20
m/z 91.00 11.80%

5000

119
95 146 169
185
51 64 76 || 106 ‘ 130 | 157 || 7] \

m/z--> 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 11 Octadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.49 3.48 ng 221604 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 90
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 46
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 43
5 1-[N-Aziridyl]heptene-3 139 C9H17N 1000255-07-6 38

Abundance Scan 998 (13.494 min): BF084379.D (-996) (-) m/z 56.05 100.00%
56
5000
3 129
97
3 185 241 267285 13.20 13.40 13.60 13.80
0 e | 347 R 218 2 R Tw/z 57.10  60.26%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 “’VquTTTTT*J- AU
13.20 13.40 13.60 13.80
29 1 13 129 - m/z  43.10  47.74%
97 267
— “: \I T ‘M \‘H‘ I\M\I \‘\I\ I\\hl . ?‘57 - ]I-§I5 |2|13| szll . ‘: I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.10 37.97%
229
73 211
129
185 284
39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- A REEEEEEE e e
56 13.20 13.40 13.60 13.80
m/z 55.10 30.99%
5000
3‘0 82 100 12‘9
w1 AL L
m/z--> 50 100 150 200 250 300 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 12 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.20 ng 267776 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 76
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
4 1-Docosene 308 C22H44 001599-67-3 68
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 68
Abundance Scan 1031 (13.871 min): BF084379.D (-1028) (-) m/z 57.10 100.00%
57
5000 8
rll
R R e e et
139 13.60 13.80 14.00 14.20
..',..J.',l.i.t.,ll.s.?.,2.1?..,....,....,....,....,...., m/z 43.10 83.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
48
5000 83 SR SR BN BN B
13.60 13.80 14.00 14.20
111 m/z 55.05 63.01%
\ ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
48
83 LR SR BN UL B
13.60 13.80 14.00 14.20
5000 m/z 71.05 55.29%
111
139 182210
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #83804: 1-Decanol, 2-hexyl- R R e et e
57 13.60 13.80 14.00 14.20
m/z 83.05 51.92%
5000
29 85
‘111
0 J L2 sesz
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 13 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.61 2.27 ng 128958 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratriacontane 479 C34H70 014167-59-0 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 1358 (17.608 min): BF084379.D (-1354) (-) m/z 57.10 100.00%

57

5000 85

%

||113 155179 221 267 17.20 17.40 17.60 17.80 18.00
SN 1 10 Y e o e N m/z 71.10 61.68%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane

-

5000 LR e
8 17. 20 17. 40 17. 60 17. 80 1800

m/z 43.10 56 .50%

M 1 Mlﬁ3‘1ﬂl‘169 197 225 253 281 309 337 380

m/iz--> 0 50 100 150 200 250 300 350 400
Abundance

N

©

(6)] —
N

17.20 17.40 17.60 17.80 18.00

5000 85 m/z 85.10 44.62%
2 13 14
169 197 225 253 281 309 337 365 394
T B e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane R s o
57 17.20 17.40 17.60 17.80 18.00
m/z 55.10 24 _39%
N | \J\AMM/“/\W«A«A
29 113
l 141 169 197 225 253 281 311337 367 410435

m/z--> 0 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 14 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.16 ng 122727 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 1428 (18.408 min): BF084379.D (-1423) (-) m/z 57.10 100.00%
g7
5000 \/N\A—/\‘\A/\/\
. 13 141 3188 201 267 1800 18,20 18,40 1560 18.80
m/z 71.10 64 .06%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57
5000 85 U SR B SRR BN
mmmmmmmmmm
13 m/z 43.05 50.26%
20 LT 109189 211 239 267 295 333 352
m/z--> 50 100 1%0 200 250 300 3éo
Abundance
57
o 18.00 18.20 18.40 18.60 18.80
5000 m/z 85.10 40.34%
29 113
141 169 197 225 253 296
m/z--> §0 160 150 200 250 300 3éo
Abundance #73966: Hexadecane R EERREamEa LS
57 18.00 18.20 18.40 18.60 18.80
m/z 55.00 23.50%
5000 85 ﬁNVJWAAﬁNﬁWJ/\VA}quNNVVAJ
29 113
,_\,‘,\I|‘,JI_I‘,JI LML 160 o 29 e
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 15 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.25 ng 127618 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
3 Eicosane 282 C20H42 000112-95-8 62
4 Octadecane 254 C18H38 000593-45-3 59
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 59
Abundance Scan 1510 (19.346 min): BF084379.D (-1506) (-) m/z 57.10 100.00%
57
71
5000

19.00 19.20  19.40
m/z 71.05 57.43%

9 113

129 147163 194

267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107668: Hexadecane, 2,6,10,14-tetramethyl-
43 57
71
5000 llllllllllll
19 00 19. 20 19. 40
29 85 m/z 43.10 44 _30%
Jw‘h‘@ummmmmm 282
e e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
L e o L
43 19.00 19.20 19.40
5000 71 m/z 85.10 33.74%
85
29

99
113127141155169183197211225239254
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #107651: Eicosane —
3 5 19.00 19.20 19.40
4 m/z 55.00 17.11%
71
5000
85
29 o
N 1}3127141155169183197211225239253 282
S MR AN M S N Bt st sl S AL AL e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,00 1920 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084379.D

Acq On : 11 Jan 2016 14:58

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.05 27.5 ng 2184010 1 6.85 1587020 20.0
unknown6 .62 6.62 97.9 ng 7767760 1 6.85 1587020 20.0
Hexadecane 9.82 2.1 ng 213950 3 9.89 2080340 20.0
Pentadecane 10.54 2.2 ng 231934 3 9.89 2080340 20.0
Benzenesulfonamid... 10.80 8.7 ng 815253 4 11.38 1883230 20.0
Hexadecanoic acid... 12.79 4.9 ng 314888 5 14.01 1273880 20.0
Phenol, 4,4"-(1-m... 12.85 4.8 ng 304784 5 14.01 1273880 20.0
Octadecanoic acid... 13.49 3.5 ng 221604 5 14.01 1273880 20.0
17-Pentatriacontene 13.87 4.2 ng 267776 5 14.01 1273880 20.0
Heptacosane 17.61 2.3 ng 128958 6 15.45 1136760 20.0
Pentacosane 18.41 2.2 ng 122727 6 15.45 1136760 20.0
Hexadecane, 2,6,1... 19.35 2.3 ng 127618 6 15.45 1136760 20.0
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