LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 5.030 238 240 247 rBvY 259591 398278 12.18% 1.423%
2 5.442 273 276 279 rBV 2161284 3269384 100.00% 11.682%
3 5.842 310 311 314 rBvV 26764 35108 1.07% 0.125%
4 6.482 364 367 369 rBvV 2710143 3128399 95.69% 11.178%
5 6.607 376 378 381 rBvV 2581573 3169763 96.95% 11.326%
6 6.836 396 398 401 rBY 571807 722755 22.11% 2.582%
7 6.996 410 412 415 rBV 2394390 2401080 73.44% 8.579%
8 7.407 445 448 450 rBV 1966811 1997791 61.11% 7.138%
9 7.499 454 456 459 rvVv 40649 62508 1.91% 0.223%
10 8.128 508 511 513 rBV 1148996 992906 30.37% 3.548%

11 9.202 602 605 608 rBV 3115798 3031464 92.72% 10.832%
12 9.602 637 640 641 rBvV 333594 415474 12.71% 1.485%

13 9.819 655 659 661 rBv2 44958 74246 2.27% 0.265%
14 9.876 662 664 667 rVvB 958994 932566 28.52% 3.332%
15 10.311 701 702 704 rVB 101034 79806 2.44% 0.285%
16 10.528 718 721 725 rBV 30995 55079 1.68% 0.197%

17 10.665 730 733 736 rBV 1525200 1708132 52.25% 6.103%
18 10.779 742 743 748 rBV 70378 119910 3.67% 0.428%
19 11.236 781 783 784 rBV 56388 66630 2.04% 0.238%
20 11.362 792 794 796 rBV 935133 794980 24.32% 2.841%

21 11.888 838 840 848 rBV 63844 87021 2.66% 0.311%
22 12.951 930 933 935 rBV 1962271 2317014 70.87% 8.279%
23 13.179 950 953 955 rBvV 36406 39327 1.20% 0.141%
24 13.374 967 970 972 rBV 41736 51990 1.59% 0.186%

25 13.842 1009 1011 1019 rBV 162094 247485 7.57% 0.884%

26 13.991 1022 1024 1027 rVvVv 582207 616428 18.85% 2.203%

27 14.482 1063 1067 1072 rBV2 39436 92907 2.84% 0.332%
28 15.420 1146 1149 1156 rBV 561034 697280 21.33% 2.491%
29 15.637 1166 1168 1173 rVB4 19959 37160 1.14% 0.133%
30 15.854 1184 1187 1190 rVB 41948 69135 2.11% 0.247%
31 15.923 1190 1193 1195 rBV2 19528 41393 1.27% 0.148%
32 16.883 1274 1277 1281 rBV 17613 38278 1.17% 0.137%
33 17.683 1346 1347 1350 rVB3 34859 33338 1.02% 0.119%
34 18.083 1380 1382 1383 rBV2 49623 39795 1.22% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 - 0 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
35 18.117 1383 1385 1389 rVB4 40817 50239 1.54% 0.180%
36 19.306 1486 1489 1499 rVB7 20084 71897 2.20% 0.257%

Sum of corrected areas: 27986946
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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:\HPCHEM1I\BNA_F\DATA\BF032116\

BF085638.D

21 Mar 2016 22:46

UM/SsJ

H1841-06

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF085638.D

6.48
6.61

5.44

5.03

A

I

5.84

7.00

7.41

0=
Time-->

— T T T T T ——
5.00 5.50

T T
6.00 6.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF085638.D

10.66

9.88 11.36

9.60

10.31 0.78
9. A 10.53 [V /€ 11.2 11.89

N
LI B LI B LI B

12.95

13.1813.37

0
Time-->

12.50

9.50 10.00 10.50 11.00 11.50 12.00

13.00

13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF085638.D

15.42

14.48 16.88 17.68

A 15,6418892 185082

19.31

17.00 17.50 18.00

14.50 15.00

15.50

16.00 16.50

18.50

19.00

8270-BF031816.

M Tue Mar 22 18:34:03 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 11.02 ng 398278 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 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 240 (5.030 min): BF085638.D (-238) (-) m/z 43.05 100.00%
a3
59
5000
101 INSEDENARRE SRR AN R
51 | 83 4.60 4.80 500 5.20 5.40
o) BT 5 P S m/z 59.10 60.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S R
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.21%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.68%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— L L N B L N L LR
43 4.60 4.80 500 5.20 5.40
m/z 41.10 9.26%
5000
101
15
A |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l SRS S AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 4 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.02 ng 119910 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 743 (10.779 min): BF085638.D (-742) (-) m/z 57.10 100.00%
57
5000 85
4
13 1040 10.60 10.80 11.00
o 1 301 m/z 43.10 68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane

“ )

5000 85 IIIIIIIIIIIIIIIIIIII
10.40 10.60 10.80 11.00
4 m/z 71.10 62 .84%
113
R TN A - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
BB E et S
10.40 10.60 10.80 11.00
5000 m/z 85.10 41 .90%
41 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- i o I i A B
57 10.40 10.60 10.80 11.00

m/z 41.10 32.05%

5000 85
4 L——\_/\"/V\/\LMJ\/\
113
‘ ‘ I . 141 183 211 239 267 296

T L St S AR i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10.80 11.00
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Library Search

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Compound Report

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Decanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.89 2.19 ng 87021 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 58
2 Undecanoic acid 186 C11H2202 000112-37-8 38
3 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38
4 Sedoheptulosan 192 C7H1206 000469-90-9 27
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 10

Abundance Scan 840 (11.888 min): BF085638.D (-838) (-) m/z 73.10 100.00%
60 7B
5000 [k
5 129
97 s N =
143 157 171 185 213 11.60 11.80 12.00 12.20
0! m/z 43.10 93.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37192: n-Decanoic acid
60 783
41
5000 29 L B B SR SULRA
129 1160 11.80 12.00 12.20
87 115 m/z 60.00 83.91%
172
R O o ™S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
1160 11.80 12,00 12.20
5000 43 m/z 57.10 69.68%
29 85 129 143
115 186
0 "%?""|""|""|"'?i""| ""I"}?7}§?' T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41418: d-Glucohexodialdose e A AR
60 7 11.60 11.80 12.00 12.20
m/z 55.05 68.19%
5000 29
43 101
o ﬁ? - 119131143 161
m/z--> 200 40 60 éo 160 150 150 160 1éo 260 ' 11feo 11!80 12)00 12)20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.03 ng 247485 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
Abundance Scan 1011 (13.842 min): BF085638.D (-1009) (-) m/z 57.10 100.00%
87 g3
4]
5000 11
| 139 1360 13.80 14.00 14.20
Obrrrprer iy m/z 43.10 84 .18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 RIS SUNILN SO BN SUM
13.60 13.80 14.00 14.20
125 m/z 83.10 80.90%
153168 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
e e e R EE R R
97 13.60 13.80 14.00 14.20
5000 N m/z 55.10 77.93%
29
125

o 14 153168 308

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester T T
13.60 13.80 14.00 14.20

m/z 97.10 73 .40%

5000

210

139154 182
miz--> 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.48 3.01 ng 92907 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 86
3 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 86
4 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 80
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 80
Abundance Scan 1067 (14.482 min): BF085638.D (-1063) (-) m/z 83.10 100.00%

5000

14.20 14.40 14.60 14.80
m/z 57.05 99.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene

5000

14.20 14. 40 14. 60 14.80
125 m/z 43.10 89.76%

0 139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 e
97 14.20 14.40 14.60 14.80
5000 m/z 97.10 86.29%
29 111

25
0 139153167182196210224 252 280

W‘mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester e e ERRES BE s
3 14.20 14.40 14.60 14.80

m/z 69.10 84 .54%

5000

125

139154168182196210224238 253
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 8 unknownl9.31 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.31 2.06 ng 71897 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonenylsuccinic anhydride 224 C13H2003 028928-97-4 32
2 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 25
3 Naphthalene, decahydro-1,6-dimet... 208 C15H28 034315-85-0 14
4 4-Fluorobenzoic acid, 3,5-dimeth... 250 C15H19F02 1000279-07-3 12
5 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 12
Abundance Scan 1489 (19.306 min): BF085638.D (-1486) (-) m/z 109.10 100.00%

?

5000
41 19.00 19.20 19.40
Ol e m/z 69.10 93.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72146: n-Nonenylsuccinic anhydride
5000 LIS L L L L L L L
19.00 19.20 19.40
m/z 95.10 79.51%
149168 195 224
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
109
41 N —
93 149 19.00 19.20 19.40
5000 2 m/z 163.10 68.69%
67 5
0 131 17 221 276 332
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61725: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl) - s
95 19.00 19.20 19.40
m/z 177.00 60.44%
55
5000 165
l 124
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085638.D

Acq On : 21 Mar 2016 22:46

Operator : UM/SJ

Sample : H1841-06

Misc :

ALS Vial : 23 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 11.0 ng 398278 1 6.85 722755 20.0
Nonadecane 10.78 3.0 ng 119910 4 11.36 794980 20.0
n-Decanoic acid 11.89 2.2 ng 87021 4 11.36 794980 20.0
Trichloroacetic a... 13.84 8.0 ng 247485 5 13.99 616428 20.0
1-Nonadecene 14.48 3.0 ng 92907 5 13.99 616428 20.0
unknown19.31 19.31 2.1 ng 71897 6 15.42 697280 20.0
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