LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

3?22'6 i H4216-13 SP-5(LOT112BACK)0-1
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-BF072716_.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 1.678 7 8 49 rvVB 974811 2039824 100.00% 14.908%
2 4.627 264 266 278 rBV 139767 222598 10.91% 1.627%
3 5.096 305 307 323 rBVY 641203 990332 48.55% 7.238%
4 6.182 400 402 410 rBV 654833 996437 48.85% 7.283%
5 6.296 410 412 414 rBY 971646 1087465 53.31% 7.948%
6 6.525 430 432 443 rVB 277929 287119 14.08% 2.098%
7 6.673 443 445 448 rBVY 587070 819473 40.17% 5.989%
8 7.096 480 482 492 rBV 531659 636513 31.20% 4.652%
9 7.816 542 545 547 rBV 276506 380194 18.64% 2.779%
10 8.890 636 639 642 rBvY 1297801 1193168 58.49% 8.720%

11 9.291 672 674 677 rBV 331006 282169 13.83% 2.062%
12 9.553 695 697 699 rBvV 460317 422033 20.69% 3.084%

13 10.228 754 756 758 rBV 13799 21851 1.07% 0.160%
14 10.342 764 766 768 rBV 543373 546626 26.80% 3.995%
15 10.479 776 778 782 rBV 18988 22174 1.09% 0.162%
16 10.925 814 817 818 rBV2 24812 28715 1.41% 0.210%
17 11.028 824 826 827 rBV 349261 326448 16.00% 2.386%
18 11.108 831 833 836 rvB 17347 23578 1.16% 0.172%
19 11.588 871 875 878 rvVv 30619 64082 3.14% 0.468%
20 11.634 878 879 885 rvB 20065 30290 1.48% 0.221%

21 12.228 929 931 934 rBV 141787 130258 6.39% 0.952%
22 12.457 948 951 953 rBV 111371 150617 7.38% 1.101%

23 12.502 953 955 960 rvv2 13944 27725 1.36% 0.203%
24 12.605 962 964 967 rvVv 644104 770143 37.76% 5.629%
25 12.788 976 980 983 rVB 15040 24054 1.18% 0.176%
26 12.857 983 986 987 rBV2 22315 37580 1.84% 0.275%
27 12.902 988 990 993 rvB2 18838 29372 1.44% 0.215%
28 13.085 1005 1006 1010 rvVv 25689 26983 1.32% 0.197%
29 13.200 1013 1016 1020 rBvV4 9677 22456 1.10% 0.164%
30 13.394 1031 1033 1035 rBV2 11030 21444 1.05% 0.157%
31 13.451 1035 1038 1041 rVB3 10783 23971 1.18% 0.175%
32 13.520 1042 1044 1047 rVv2 58879 90211 4.42% 0.659%
33 13.645 1052 1055 1061 rBV2 334165 516002 25.30% 3.771%
34 14.160 1098 1100 1103 rBV 50390 84220 4._.13% 0.616%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

3?22'6 i H4216-13 SP-5(LOT112BACK)0-1
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-BF072716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.560 1133 1135 1137 rBV 55575 64323 3.15% 0.470%
36 14.640 1139 1142 1145 rBV 79946 160086 7.85% 1.170%
37 14.720 1148 1149 1150 rVvVv 44637 55560 2.72% 0.406%
38 14.754 1150 1152 1156 rVB2 59311 105890 5.19% 0.774%
39 14.880 1161 1163 1166 rVV 56348 83504 4_.09% 0.610%

40 14.937 1166 1168 1170 rVV 68635 102870 5.04% 0.752%

41 14.983 1170 1172 1179 rVB 204496 313125 15.35% 2.289%

42 15.188 1188 1190 1193 rVB4 32522 48364 2.37% 0.353%
43 15.383 1204 1207 1209 rBV 74212 111253 5.45% 0.813%
44 15.885 1248 1251 1259 rVB6 27223 77312 3.79% 0.565%
45 16.011 1259 1262 1265 rBvV2 28402 50586 2.48% 0.370%
46 16.183 1274 1277 1280 rBV 24516 49689 2.44% 0.363%
47 16.251 1280 1283 1284 rBV 19098 38305 1.88% 0.280%
48 16.526 1305 1307 1312 rVB 20229 45505 2.23% 0.333%
Sum of corrected areas: 13682497
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

ﬁ?ggle i H4216-13 SP-5(LOT112BACK)0-1
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089387.D

1200000
10000001 1.68 6.30

800000

5.10 6.18
6.67
600000 710

400000
6.52

200000 463

T e e e S R e A

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089387.D

1200000
1000000

800000
12.61
600000 10.34
9.55

400000 9.29 11.03
7.82

200000 12.2315 46 128
10.2510.48 10.941.11 1}}3@3 50 1273803992033

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089387.D

1200000
1000000
800000
600000
400000{3.65

14.98

484 15 1&5.38

200000

15.86.016.625 16.53

o T T T T

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\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

ﬁ?ggle i H4216-13 SP-5(LOT112BACK)0-1
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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.

4.63 15.51 ng 222598 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 266 (4.627 min): BF089387.D (-264) (-) m/z 43.10 100.00%
43
59
5000
i ko 40 450 4B o
83 : : : : :
et 2ol Tm/z 59.10 62.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISRV SRR L
420 4.40 4.60 4.80 5.00
m/z 101.10 22 .53%
25 31 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
420 440 460 4.80 500
5000 m/z 58.10 15.38%
43 101
15 at 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime T R B e R
43 4.20 4.40 4.60 4.80 5.00
m/z 41.10 9.77%
5000
101
15 58
\ 28 g7l 1 | 69 84
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 460 480 500
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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

Peak Number 3 unknown6.30 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.30 75.75 ng 1087470 1,4-Dichlorobenzene-d4 6.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9

5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 412 (6.296 min): BF089387.D (-410) (-) m/z 132.00 100.00%
5000 68 z
6 R RN E m s
40 4q 54 62| o 104 6.00 6.0 640 6.60
”.W.H:M.”,”.w.”.“.”,”.w.”.“.”,”.w.”.,.”,” m/z 68.10 37.82%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 33.20%
31 38 4, 51 ‘
S o ST PRI A | N N
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132
R RS m s
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 23.84%
41 53 97
79 117
34 61 89 103110 | 124
IR I oo o B e RN RS S s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 69.10 15.26%
5000
63 81
31 37 44 50 57 } 74 8? 101 1:!.2 ‘
IR A o o o o o o o B S R R RR RS mma s e
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

ﬁ?ggle i H4216-13 SP-5(LOT112BACK)0-1
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Decanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.59 3.93 ng 64082 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 59
2 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 47
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
4 _.alpha.-D-Glucopyranoside, methy... 292 C14H2806 1000157-52-3 14
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 14
Abundance Scan 875 (11.588 min): BF089387.D (-871) (-) m/z 73.00 100.00%
7
41
5000 129
213 MY S I8 U -
o7 I 111 | 11.20 11.40 11.60 11.80 12.00
i | m/z 60.10 78.57%
m/z--> 50 100 150 200 250 300 350
Abundance #39469: n-Decanoic acid
60
5000 41 AU AR BRI SR S
129 11.20 11.40 11.60 11.80 12.00
87 m/z 41.10 68.34%
172
,1§\“, L At
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 155 1120 11.40 11.60 11.80 12.00
5000 129 m/z 43.10 66.69%
98
217 279 330 387
m/z--> 50 100 150 200 250 300 350 '
Abundance #12837: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- A ERmEa mEa S
43 11.20 11.40 11.60 11.80 12.00
m/z 57.05 61.97%
129
5000
L& 7
mz-> 50 100 150 200 250 300 350 | | 1120 11.40 11.60 11.80 12.00

8270-BF072716.M Fri Jul 29 16:42:17 2016 Page: 6



8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072716.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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

Peak Number 6 Trifluoroacetic acid, penta... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.52 3.50 ng 90211 Chrysene-di2 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 1044 (13.520 min): BF089387.D (-1042) (-) m/z 57.10 100.00%
87 83
5000 1 NA\NJ\J«JW
ISR DA SRR SRR
139 13.20 13.40 13.60 13.80
| fes 202 | | m/z 43.10 95.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 SRR AR SRR IR
13.20 13.40 13.60 13.80
29 m/z 55.10 91.46%
L ‘ \\ j o 12210 255 a6
mz> 50 150 200 250 300 350 400
Abundance
57
83 RN DR SN SRR
13.20 13.40 13.60 13.80
5000 11 m/z 83.10 86.80%
29 139 189 910 255 406 fMw_ﬂ\dm-d_J\\/ﬂﬁdeAw_n4
mz-> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EREEEEEEEs s
13.20 13.40 13.60 13.80
83 m/z 69.10 84 _.99%
5000 111
29
LA \LJWhl?g 182 210 255 356
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072716.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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

Peak Number 7 Behenic alcohol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.16 3.26 ng 84220 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol- 354 C24H500 000506-51-4 81
4 n-Nonadecanol - 284 C19H400 001454-84-8 81
5 1-Hexadecanethiol 258 C16H34S 002917-26-2 74

Abundance Scan 1100 (14.160 min): BF089387.D (-1098) (-) m/z 83.10 100.00%
7
5000 V\JV_\P/M\A
242
3 169 190 213 13.80 14.00 14.20 14.40
m/z 57.10 95.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 R SRR BN B B
13. 80 14. oo 14.20 14.40
- m/z 55.10 90.63%
e 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.80 14.00 14.20 1440
5000 111 m/z 69.10 86.75%
29
139 167 106 238 266 294 -NAIJ\rvv\JVJA¥¢FﬁwF¢A}\AVF
m@m‘mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 L B e e S
83 13.80 14.00 14.20 14.40
m/z 97.10 85.56%
- WMA—\/\WV/\V
h ‘ ‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. oo 14 20 14 I40 '
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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

Peak Number 8 Octadecanal Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.11 ng 64323 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
3 14-Heptadecenal 252 C17H320 1000144-58-0 81
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
5 1,19-Eicosadiene 278 C20H38 014811-95-1 76
Abundance Scan 1135 (14.560 min): BF089387.D (-1133) (-) m/z 57.10 100.00%
43
5000 ’w]\_ﬁ-A/ﬁMVJ\Mﬁ,ﬁ\\vx,,,f\
137 268 LA SN BN S
166 19250, 227 252 14.20 14.40 14.60 14.80
151 m/z 43.10 90.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal
43
57
5000 29 U S BRI BN UL B
mmmmmmmm
m/z 82.10 82.71%
110194
15 | ||| 138152166180194208222 250 268
m/z--> 26 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 RN BURRUR UL B I
57 14.20 14.40 14.60 14.80
5000 29 m/z 55.10 69.06%
110
24138
152166180194208222236250264 282
m@mﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104156: 14-Heptadecenal T
57 8 14.20 14.40 14.60 14.80
43 m/z 83.10 59.24Y%
96
- \,A\/W/\L
110
147 207221 252
1l ‘ I
m/z--> 26 45 éo 85 160 150 140 160 180 200 220 240 2éo 2éo 14.20 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

ﬁ?ggle i H4216-13 SP-5(LOT112BACK)0-1
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.55 ng 55560 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 50
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 45
3 2-methyloctacosane 408 C29H60 1000376-72-8 45
4 Heneicosane 296 C21H44 000629-94-7 45
5 Hexacosane 366 C26H54 000630-01-3 45
Abundance Scan 1149 (14.720 min): BF089387.D (-1148) (-) m/z 57.10 100.00%
57
5000 85 252 d\‘,vjx\/vavf\\xﬂv~vf\~—J\
Ll llf 196 160183003220 | 277 14.40 14.60 14.80 15.00
e A R SYES208 m/z 71.10 68.51%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 UL B SUNILE SRS
14.40 14.60 14.80 15.00
29 m/z 43.10 62.71%
\‘ Jl h Il u‘ 1:}3 \14\.1 L 169 197 225 254
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 48 .72%
38 13 141 169 197 23 267 204 323 352 /\ﬁh~ﬂx,Avﬁvp\\-\mﬁuN\A
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #215181: 2-methyloctacosane R R ma AR
57 14.40 14.60 14.80 15.00
m/z 252.10 42 .40%
5000 85
29 ] I | u133‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 14.40 14.60 14.80 15.00

8270-BF072716.M Fri Jul 29 16:42:20 2016 Page: 10



8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl14.75 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.75 6.76 ng 105890 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-I1sopropyldicyclohexylmethane 222 C16H30 054965-61-6 47
2 n-Nonadecanol-1 284 C19H400 001454-84-8 46
3 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
4 Cyclotetradecane 196 C14H28 000295-17-0 38
5 n-Pentadecanol 228 C15H320 000629-76-5 38
Abundance Scan 1152 (14.754 min): BF089387.D (-1150) (-) m/z 83.10 100.00%
g3 9y
55
69
5000 ,vﬁNv.v,p\»\J/\»f»ﬂ\AAv«,f\
14.40 14.60 14.80 1500
m/z 97.10 94 _34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79569: 4-1sopropyldicyclohexylmethane
1% B
5000 69 UL R SR BN I
14.40 14.60 14.80 15.00
m/z 55.10 74 .93%
123137151165 193207 °%?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 gg 83 97
a 14.40 14.60 14.80 1500
5000 111 m/z 69.10 65.10%
125
27 139154168182106210224238 266
wﬁ‘mm‘mﬁwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!- I A B m
14.40 14.60 14.80 15.00
m/z 111.10 40.89%
- WJ\A/\/M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

Jul 29 16:42:21 2016

SP-5(LOT112BACK)0-1

Page: 11



8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benzo[j]fluoranthene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.88 5.33 ng 83504 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
4 Benzo[e]pyrene 252 C20H12 000192-97-2 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 1163 (14.880 min): BF089387.D (-1161) (-) m/z 252.10 100.00%
252
5000
125
87 224 314 14.60 14.80 15.00 15.20
S0 L Sraopq, Mool 20 T L 288 S 3% sz 250.10  34.01%
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]fluoranthene
252
5000 L SRR B B B
14.60 14.80 15.00 15.20
126 m/z 253.10 20.23%
29 51 74 100 ‘“ 150 174 200 224 |
m/z--> 50 100 150 200 250 300 350
Abundance
252
1460 14:80 15.00 15.20
5000 m/z 125.10 19.43%
126
51 75 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene T
252 14.60 14.80 15.00 15.20
m/z 126.00 15.31%
5000
126
63 83100, | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

Jul 29 16:42:22 2016
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\Database\NIST11.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 unknownl15.19 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.19 3.09 ng 48364 Perylene-di12 14.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 49
2 Octadecanoic acid, 3-hydroxy-2-t... 511 C33H6603 018951-36-5 49
3 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 46
4 17-Octadecenal 266 C18H340 056554-86-0 46
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 46

Abundance Scan 1190 (15.188 min): BF089387.D (-1188) (-) m/z 57.10 100.00%
7
82
96
5000
110 231 751
216 270 |IIII|IIII|IIII|IIII|II
125142 166 185 287 14.80 15.00 15.20 15.40 15.60
m/z 43.10 92.28%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
82
96
5000 [TT T T[T T T T[T T rrrrrT
14.80 15.00 15.20 15.40 15.60
110 m/z 82.10 77.28%
152166180194208222236250264 282
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 74
R B
- 14.80 15.00 15.20 15.40 15.60
0
5000 96 43 270 m/z 96.05 66 .99%
226
111 129 183
166 19815 | 241
Tmmwwmwmﬂm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117615: Z-2-Octadecen-1-ol e
14.80 15.00 15.20 15.40 15.60
m/z 55.10 63.02%
110 250
1241381 57166180194208222535
R R e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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

Peak Number 13 Hexacosane Concentration Rank 5

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

15.38 7.11 ng 111253 Perylene-d12 14.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1207 (15.383 min): BF089387.D (-1204) (-) m/z 57.10 100.00%
57
15.00 15,20 15.40 15.60 15.80
141 169 191 216237 264 289 : : . . =
m/z 71.10 76.07%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA L B L L B L L L
15. oo 15 20 15. 40 15 60 15. 80
m/z 43.10 61.74%
29
| ‘L h LL | ‘\3 (141 169 197 225 253 295 323 367
e i e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R e o RS
15.00 15.20 15.40 15.60 15.80
5000 85 m/z 85.10 57 .90%
113
29 141 169 197 225 267 295 365 393
T S e e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B am pa s C
57 15.00 15.20 15.40 15.60 15.80
m/z 55.10 24 .91%
5000 85
113 239
3 J by Jlfl 169 197  “7Y 267 204 323 352
T e T e T e L e = ST R R e o RS
m/z--> 50 100 m 200 250 300 350 mmmmmmmmmm
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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

Peak Number 14 unknownl5.89 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.94 ng 77312 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2__.. 206 C14H220 1000197-08-4 45
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 38
3 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 38
4 3,5-Dimethyl-1-dimethylvinylsily... 206 C12H180Si 1000307-91-8 38
5 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 37
Abundance Scan 1251 (15.885 min): BF089387.D (-1248) (-) m/z 191.10 100.00%
191
5000 81 g5
950 279
206 21235 15.60 15.80 16.00 16.20
m/z 81.10 42 .71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43 LI B BURILLI B U
15.60 15.80 16.00 16.20
93 149 m/z 95.10 38.84%
77 9 ‘ 206
...,.2.9..,‘...5.7 i M \‘\ e HH ‘“ \”];77” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
15,60 15.80 16.00 16.20
5000 m/z 279.10 27 .75%
57 163
41 77 91 115133147 4, 206
Wmm‘wmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65897: Ethyl 4-t-butylbenzoate
191 15.60 15.80 16.00 16.20
m/z 69.10 24 .89%
5000
29 91 163
206
T I Pl 2 O N [ PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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8270-BF072716 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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

Peak Number 15 13-Octadecenal Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.01 3.23 ng 50586 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal 266 C18H340 056554-90-6 58
2 Octadecanal 268 C18H360 000638-66-4 58
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 53
4 Pentadecanal- 226 C15H300 002765-11-9 52
5 1,19-Eicosadiene 278 C20H38 014811-95-1 52

Abundance Scan 1262 (16.011 min): BF089387.D (-1259) (-) m/z 57.10 100.00%
2 M/\/\j\,\’/\\/\f\/
5000 4
152 211 A B B B
2128 176192 228 245 15.60 15.80 16.00 16.20 16.40
m/z 82.05 89.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115863: 13-Octadecenal
5000 LA LRI SRR B
15.60 15.80 16.00 16.20 16.40
m/z 43.10 74 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
- 15.60 15.80 16.00 16.20 16.40
5000 2 97 m/z 96.10 66.03%
123
138152168 194 222 250 544 /J\wA/“wav“\A/\A“Nm«fv/\fwkj
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis- T
5 15.60 15.80 16.00 16.20 16.40
- m/z 71.10 63.25%
5000
29
123138150 190 pog2z2 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089387.D

Acq On 29 Jul 2016 3:04

Operator : UM/SJ

Sample : H4216-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072716.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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

Peak Number 16 Tetratetracontane Concentration Rank 16

8270-BF072716 .M Fri

R.T. EstConc Area Relative to ISTD R.T.
16.25 2.45 ng 38305 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 64
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 58
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 58
4 2-methyloctacosane 408 C29H60 1000376-72-8 58
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 53
Abundance Scan 1283 (16.251 min): BF089387.D (-1280) (-) m/z 57.10 100.00%
57
5000
99 M
]h 153 1?7229265 16.00 16.20 16.40 16.60
A b e M/Z 71.10  75.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 LR S SR BN R
16.00 16.20 16.40 16.60
m/z 43.10 63.68%
26| WJ\\MJ “§9 211 253 300 351 407 446477 533 575 618
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
16,00 16,20 16.40 16.60
5000 - m/z 85.10 57 .62%
125 182517
mz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester T
43 16.00 16.20 16.40 16.60
m/z 55.10 33.82%
5000
85
(] ‘ | 125 169203
m/z--> 50 1c')0 1&1;0 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072916\

Data File : BF089387.D

Acq On = 29 Jul 2016 3:04

Operator : UM/SJ

3?22'6 i H4216-13 SP-5(LOT112BACK)0-1
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.63 15.5 ng 222598 1 6.52 287119 20.0
unknown6 .30 6.30 75.8 ng 1087470 1 6.52 287119 20.0
n-Decanoic acid 11.59 3.9 ng 64082 4 11.03 326448 20.0
Trifluoroacetic a... 13.52 3.5 ng 90211 5 13.65 516002 20.0
Behenic alcohol 14.16 3.3 ng 84220 5 13.65 516002 20.0
Octadecanal 14.56 4.1 ng 64323 6 14.98 313125 20.0
Octadecane 14.72 3.5 ng 55560 6 14.98 313125 20.0
unknownl14 .75 14.75 6.8 ng 105890 6 14.98 313125 20.0
Benzo[j]fluoranthene 14.88 5.3 ng 83504 6 14.98 313125 20.0
unknown15.19 15.19 3.1 ng 48364 6 14.98 313125 20.0
Hexacosane 15.38 7.1 ng 111253 6 14.98 313125 20.0
unknown15.89 15.89 4.9 ng 77312 6 14.98 313125 20.0
13-Octadecenal 16.01 3.2 ng 50586 6 14.98 313125 20.0
Tetratetracontane 16.25 2.5 ng 38305 6 14.98 313125 20.0
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