LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09 Instrument :
Operator : UM/I1Z BNA_F

Sample - G3282-12 ClientSampleld :
Misc : DUP01-081215
ALS Vial : 34 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-BF081715_.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 3.987 172 175 182 rBvY 13271 21738 1.03% 0.096%
2 4.730 237 240 248 rBV 744056 1239525 58.78% 5.467%
3 5.187 276 280 282 rBV 1503808 1938978 91.94% 8.552%
4 6.261 370 374 376 rBV 1423257 2108851 100.00% 9.302%
5 6.376 381 384 386 rBV 1911553 2008955 95.26% 8.861%
6 6.604 402 404 406 rBV 463590 371088 17.60% 1.637%
7 6.764 415 418 420 rBV 1578379 1494218 70.85% 6.591%
8 7.176 451 454 456 rBV 1304208 1256325 59.57% 5.541%
9 7.816 507 510 512 rBvV 22860 25461 1.21% 0.112%
10 7.896 514 517 519 rVB 341467 458116 21.72% 2.021%
11 7.976 523 524 527 rBV 17718 22612 1.07% 0.100%

12 8.970 608 611 613 rBVY 2159251 1915110 90.81% 8.447%
13 9.370 644 646 648 rBvV 346004 334257 15.85% 1.474%

14 9.416 648 650 654 rvB 39556 49184 2.33% 0.217%
15 9.587 663 665 667 rvB 49998 41761 1.98% 0.184%
16 9.633 667 669 672 rBvV 597701 519411 24.63% 2.291%
17 10.090 702 709 710 rBV 73278 99078 4._.70% 0.437%
18 10.308 725 728 729 rBV 47063 53856 2.55% 0.238%

19 10.422 735 738 740 rVB 1045551 1111131 52.69% 4.901%
20 10.559 748 750 753 rBV 132888 208533 9.89% 0.920%

21 10.650 756 758 760 rvB2 20698 28214 1.34% 0.124%
22 10.753 765 767 770 rBV3 16706 41816 1.98% 0.184%
23 11.005 787 789 790 rBV 134904 131324 6.23% 0.579%
24 11.028 790 791 794 rVB 69446 70684 3.35% 0.312%
25 11.108 795 798 800 rvv 635379 567053 26.89% 2.501%
26 11.176 802 804 808 rvB2 13884 26282 1.25% 0.116%
27 11.382 820 822 824 rBV 34126 49345 2.34% 0.218%
28 11.428 824 826 828 rVB 135433 117615 5.58% 0.519%
29 11.588 837 840 843 rBV3 22588 63194 3.00% 0.279%
30 11.656 845 846 850 rvv 99804 152418 7.23% 0.672%
31 11.713 850 851 853 rBv2 14334 24516 1.16% 0.108%
32 11.828 859 861 865 rvB 109965 121122 5.74% 0.534%
33 11.908 866 868 871 rvB2 53661 57757 2.74% 0.255%
34 11.988 873 875 878 rBV3 17013 32126 1.52% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09 Instrument :
Operator : UM/I1Z BNA_F

Sample - G3282-12 ClientSampleld :
Misc : DUP01-081215
ALS Vial : 34 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-BF081715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.113 884 886 888 rvB 29677 31179 1.48% 0.138%
36 12.171 889 891 893 rBvV2 16463 27410 1.30% 0.121%
37 12.216 893 895 897 rvB 72760 65141 3.09% 0.287%
38 12.319 902 904 906 rBV2 23144 38615 1.83% 0.170%
39 12.365 906 908 909 rBV 17916 30260 1.43% 0.133%
40 12.456 912 916 917 rBV2 32601 76074 3.61% 0.336%

41 12.536 921 923 924 rBV 327106 279545 13.26% 1.233%
42 12.582 924 927 931 rBV3 85329 185485 8.80% 0.818%
43 12.696 934 937 939 rBV 1833785 1902124 90.20% 8.390%

44 12.948 956 959 960 rBV2 60462 92373 4._.38% 0.407%
45 12.982 960 962 966 rBV3 28140 54283 2.57% 0.239%
46 13.062 967 969 971 rBV 41292 54141 2.57% 0.239%

47 13.234 982 984 986 rBV 214367 222642 10.56% 0.982%
48 13.279 986 988 992 rvVv 135461 194937 9.24% 0.860%
49 13.394 996 998 1004 rvv3 35439 96274 4._.57% 0.425%
50 13.611 1015 1017 1024 rVB 247979 380572 18.05% 1.679%

51 13.725 1024 1027 1029 rBV 434928 459757 21.80% 2.028%
52 13.919 1042 1044 1049 rVB 118744 195403 9.27% 0.862%
53 14.022 1051 1053 1056 rBV2 39043 68519 3.25% 0.302%
54 14.228 1069 1071 1072 rBV 93733 90126 4.27% 0.398%
55 14.491 1092 1094 1099 rBV2 425286 626129 29.69% 2.762%

56 14.582 1100 1102 1104 rVB 190003 155241 7.36% 0.685%

57 14.811 1120 1122 1123 rBV 46018 43592 2.07% 0.192%
58 15.074 1142 1145 1147 rVV 244872 317752 15.07% 1.402%
59 15.131 1148 1150 1153 rVB 45135 71445 3.39% 0.315%

60 16.022 1226 1228 1242 rVB6 33471 151298 7.17% 0.667%

Sum of corrected areas: 22671971
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081078.D

Acq On 19 Aug 2015 11:09

Operator : UM/I1Z

Sample - G3282-12

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

DUP01-081215

Abundance TIC: BF081078.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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.

4.73 66.80 ng 1239530 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 240 (4.730 min): BF081078.D (-237) (-) m/z 43.10 100.00%
a3
59
5000
101 DEASRDENARBERARRASRRRY
440 460 4.80 5.0
e 3l 83l eo 8 | “h/z 59.10  55.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR AN IR IR
59 440 460 480 500
m/z 58.10 14 .93%
25 3 37 83 g3 101
I S " D" A N A PPt
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .66%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R mm e i ae R
59 440 4.60 4.80 5.00
m/z 41.10 8.90%
5000 41
31
| T
T '|'%§'| "'MI' "Jllt "|??HL| UL SRR R "|"'9?|"" N LRSS SRR
m/z--> 10 20 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.56 7.35 ng 208533 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 750 (10.559 min): BF081078.D (-748) (-) m/z 57.10 100.00%

57

5000

10.20 10.40 10.60 10.80
m/z 43.10 66.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane
57
43
71
5000 LA L L L L L LB L L B
85 10.20 10.40 10.60 10.80
29 m/z 71.10 50.76%
99
J L h | 113127141155169183197211225230253 282
R R B R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R S L R e
n 10.20 10.40 10.60 10.80
5000 m/z 85.10 32.85%
85
29
15 99113127141155 184
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane AR R e e
43 57 10.20 10.40 10.60 10.80
m/z 41.05 28.47%
5000 n
85
29
| L L | w 99113127141155169183197 226

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

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 8 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.27 ng 121122 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Eicosane 282 C20H42 000112-95-8 83
3 Heneicosane 296 C21H44 000629-94-7 78
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 72
Abundance Scan 861 (11.828 min): BF081078.D (-859) (-) m/z 57.10 100.00%
57
5000
4 85
167 "' 1160 11,80 12.00 12.20
113
...,....',\...|,.-.":.,':I...',....,...?f‘.l...,.l.. e || M/ 43.10  71.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
57
5000 LI S SULRL SRR U
a5 nmnmnmnm
4 m/z 71.10 45.42%
26 L 8 141 169184 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 300
Abundance
57
"' 1160 11,80 12.00 12.20
5000 m/z 85.10 30.15%
a1 85
113 141 169 282
m@mﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R B e R
57 11.60 11.80 12.00 12.20
m/z 41.10 27.98%
85
5000
4
113
‘ Ll [ 14 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER LB o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 9 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.54 12.16 ng 279545 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 80
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 37

Abundance Scan 923 (12.536 min): BF081078.D (-921) (-) m/z 56.10 100.00%
56
5000
41
‘3 129 257 o T T
|| M 101 157 185 213 239 12.20 12.40 12.60 12.80
Obrrprr el m/z 57.10 54 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 U BN BN R
1220 12.40 12.60 12.80
29 129 230257 m/z 43.10 36.38%
L) h H\ ot [ 157 185 213 | om3 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12.60 12.80 |
5000 m/z 41.10 34 .32%
29 73
129
97113 157 185 213 2392%7 g1 3pp
mmmmwwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- R e o
56 1220 12.40 12.60 12.80
m/z 55.10 29.66%
- M/\jJ\JVVVV~\j\fl¢/\,f~V\/V\,
30 100 129
14 \‘ il 8\2 | ‘
ERRR RN AN RN RRRAN RRAAS BRERE RN BRRAN BRRAS BRRAN BN BRRAN B SRR B A AR AR A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.58 8.07 ng 185485 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 90
2 Trimethyl[5-(trimethylsilyl)-2-t. .. 228 C10H20SSi2 017906-71-7 53
3 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 38
4 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 38
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 30
Abundance Scan 927 (12.582 min): BF081078.D (-924) (-) m/z 57.10 100.00%
7 213
43
5000 71
T 19 I I I I I
99 SN BN BUNRASN BN RO
| I|I 135 152 169181 195 | ZT8 12.20 12.40 12.60 12.80 13.00
R e e L L e L A A m/z 213.10 84 .78%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 R BRI SURIRN LI

12.20 12.40 12.60 12.80 13.00
119 228 m/z 43.10 67.62%

27 39 51 65 77 9‘1 107 ‘ 135 152165 181 197 | |
R AR A S e M L MR T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

213

12.20 12.40 12.60 12.80 13.00
5000 m/z 71.10 46 .94%

73

99 228
85 115 163 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl- R EREEE R
213 12.20 12.40 12.60 12.80 13.00
m/z 85.10 31.14%

5000

185 228

51 63 77 gg101 128 | 198 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 20 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081078.D

Acq On 19 Aug 2015 11:09

Operator : UM/I1Z

Sample - G3282-12

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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

Peak Number 11 Heptadecane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.95 4.02 ng 92373 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 959 (12.948 min): BF081078.D (-956) (-) m/z 57.10 100.00%
57
5000 P
113 12.60 12.80 13.00 1320
140
|, I L0 s 20 Tw/z 43.10  59.69%
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57
5000 AR U AR
85 12.60 12.80 13.00 13.20
29 m/z 71.10 52 .35%
Iw‘l ‘:‘ Ihl \l IH . H‘Ill:l‘-3llllfll I].Glgl :I|-9|6| . |24|.O ——T —
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.60 12.80 13.00 1320
5000 m/z 85.10 37 .14%
85
29
113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R R e
57 12.60 12.80 13.00 13.20
m/z 41.10 24 _55%
5000
85
290 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 12 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.23 9.69 ng 222642 Chrysene-d12 13.73
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 72
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
5 Cyclohexane, (1,l1-dimethylethyl)- 140 C10H20 003178-22-1 38

Abundance Scan 984 (13.234 min): BF081078.D (-982) (-) m/z 56.10 100.00%
5p
5000
SR SUNILR SN IR B
3u 185 267285 13.00 13.20 13.40 13.60
...-.,”UH' " | Lolee 0 218 M A | m/z 57.10 55.57%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LIS SUMISN SUMISN IR B
29 13.00 13.20 13.40 13.60

m/z 43.10 42 _.43%

129 285
267

m/z--> 50 100 150 200 250 300
Abundance
56
I RAREE B
13.00 13.20 13.40 13.60
5000 929 m/z 41.10 36.73%
73
101 129 185 211 284
39 157 255
e T
m/z--> 50 100 150 200 250 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- A mam T B
56 13.00 13.20 13.40 13.60
m/z 55.10 31.14%
5000
3‘0 g2 100 12‘9
u ol 1N |
— 77— I RAREE B
m/z--> 50 100 150 200 250 300 13. OO 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081078.D

Acq On 19 Aug 2015 11:09

Operator : UM/I1Z

Sample - G3282-12

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 13 Nonacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.28 8.48ng 194937  Chrysene-d12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonacosane 408 C29H60 000630-03-5 83

2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 988 (13.279 min): BF081078.D (-986) (-) m/z 57.10 100.00%
57
5000 P
113 13.00 13.20 13.40 13.60
140
e AL T 0188188205 m/z 43.10 67.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 LA L L L L LN
13.00 13.20 13.40 13.60
m/z 71.10 50.64%
113
20 ||| M7 141 169 197 225 253 281 309 337 365 408
e o e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R I e e
13.00 13.20 13.40 13.60
5000 85 m/z 85.10 37.05%
113
141 183 211 239 267 296
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #73991: Dodecane, 2-methyl-6-propyl- T
57 13.00 13.20 13.40 13.60
m/z 55.10 25.77%
5000 85
140
3 |18 T 182505006
A ol e e et o R I e e
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60

8270-BF081715.M Wed Aug 19 14:02:20 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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

Peak Number 14 1-Heptadecanamine Concentration Rank 18

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

13.39 4.19 ng 96274 Chrysene-di12 13.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanamine 255 C17H37N 004200-95-7 59
2 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 53
3 Hexadecane 226 C16H34 000544-76-3 53
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 50

Abundance Scan 998 (13.394 min): BF081078.D (-996) (-) m/z 57.10 100.00%
57
5000 71
4 Trrryrrrryrrrryrrrrr[ri1
9113128 154 180195 213 231 13.00 13.20 13.40 13.60 13.80
m/z 71.10 45 _51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91551: 1-Heptadecanamine
30
5000 57 LA L L L L L L L LB
1300 13.20 13.40 13.60 13.80
85 m/z 43.10 45_16%
J 100114 142 170 198 226 255
”w.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
T I
43 13.00 13.20 13.40 13.60 13.80
5000 85 m/z 85.10 42 .55%
105
27 133 161 189 217 2450259 288
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane B e B ]
57 13.00 13.20 13.40 13.60 13.80
43 m/z 41.10 23.90%
5000 85
B e I R R ma o et A o AR T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1300 13.20 13.40 13.60 13.80

8270-BF081715.M Wed Aug 19 14:02:21 2015
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Data Path
Data File

Acq On

Sample
Misc

Operator :

ALS Vial

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF081815\
BF081078.D

19 Aug 2015 11:09

umziz

G3282-12

34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

TIC Integration Parameters:

= C:\DATABASE\NISTO2.L
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

R.T. Est
13.61 16.
Hit# of 5

1 3-Eicosene,

2 Tridecane
3 Eicosane

4 1-lodo-2-methylundecane
5 Hexadecane

15 3-Eicosene, (E)- Concentration Rank 5

Conc Area Relative to ISTD R.T.

56 ng 380572 Chrysene-di12 13.73
Tentative ID MW  MolForm CAS# Qual
E)- 280 C20H40 074685-33-9 53

184 C13H28 000629-50-5 52
282 C20H42 000112-95-8 52
296 C12H251 073105-67-6 50
226 C16H34 000544-76-3 49

m/z 57.10 100.00%

13.20 13.40 13.60 13.80 14.00

m/z 43.10 73.67%

13 20 13. 40 13. 60 13. 80 14. OO

m/z 55.10 48 .46%

13.20 13.40 13.60 13.80 14.00

m/z 71.10 46.57%

13.20 13.40 13.60 13.80 14.00

m/z 41.10 34 .57%

Abundance Scan 1017 (13.611 min): BF081078.D (-1015) (-)
g7
43
5000 71
1
o . 125139154168 192 219
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000
29
125
L 139153167 182196210224 252 280
AR RaEIE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71
5000
29 85
15 9113127141155 184
wﬁwﬁmﬁwﬁmﬁwﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 37
71
5000
85
29 %
| L | | °113127141155169 282
R AR maa s e AR ASARRRERE s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

13 20 13. 40 13. 60 13. 80 14. OO

8270-BF081715.M Wed Aug 19 14:02:22 2015

DUP01-081215

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 17 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.49 39.41 ng 626129 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 72
2 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 56
4 Octanamide 143 C8H17NO 000629-01-6 50
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50

Abundance Scan 1094 (14.491 min): BF081078.D (-1092) (-) m/z 59.05 100.00%

59

5000

%

114 14.20 14.40 14.60 14.80
137154
ol 170189 213 240 m/z 72.10 55.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91513: Hexadecanamide
59
5000 LA L L L L LB LB
14.20 14.40 14.60 14.80
43 m/z 55.10 51.51%
|, 86 114 140 170 195212 238255
”qnupn.””.”.””.”.””.“.””.”.””.”.””.”.””p”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
e
14.20 14.40 14.60 14.80
5000 m/z 41.10 32.53%
41 240
86 114 142 170 195212 262278 304321 /\/\\A/\M\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74439: Tetradecanamide e e ERRES BE s
59 14.20 14.40 14.60 14.80
m/z 43.10 32.11%
5000
43
97 128
27 | ) uen % 128 149166184 210%F
e L ARRaass Luz L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14. 80
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8270-BF081715.M Wed Aug 19 14:02:23 2015

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/I1Z

ﬁ?ggle i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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

Peak Number 18 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .58 9.77 ng 155241 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240 125529-10-4 72
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 56
Abundance Scan 1102 (14.582 min): BF081078.D (-1100) (-) m/z 69.10 100.00%
69
5000 _\.,wbgv.NA¥Ak,__-~_,__v
41
LRSI B SRS DU B
149 14.20 14.40 14.60 14.80 15.00
oLty b '| " .".‘. Afr20423 281 m/z 81.10 52.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000{ 4! R B IR B B
14.20 14.40 14.60 14.80 15.00
o5 m/z 41.10 28.21%
L “h\ 417 ” ‘161 101 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80 15.00
5000 m/z 95.10 12 .46%
41
% 121 149
175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B
69 14.20 14.40 14.60 14.80 15.00
m/z 68.10 11.73%
5000
41
95
m/z--> 50 1& 1% 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081078.D

Acq On 19 Aug 2015 11:09

Operator : UM/I1Z

Sample - G3282-12

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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

Peak Number 19 Heptacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.13 4_.50 ng 71445 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Tetracosane 338 C24H50 000646-31-1 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1150 (15.131 min): BF081078.D (-1148) (-) m/z 57.10 100.00%
| M
5000 85
113 137 183 207 14.80 15.00 15.20 15.40
i "'|'| .I.l Iu|.|l| A ""J‘.g."""','. .2:.31. N m/z 71.10 64 _46%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 L S B B I
85 14.80 15.00 15.20 15.40
m/z 43.10 61.96%
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 43.16%
29
113 141 169 197 205 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane B e L R
57 14.80 15.00 15.20 15.40
m/z 55.10 22.62%
5000 85
29
DL Ly LM 1 160 197 005 254
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF081715.M Wed Aug 19 14:02:24 2015

DUP01-081215
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081078.D

Acq On : 19 Aug 2015 11:09

Operator : UM/1Z

3?22'6 i 63282-12 DUP01-081215
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : 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... 4.73 66.8 ng 1239530 1 6.60 371088 20.0
Eicosane 10.56 7.3 ng 208533 4 11.11 567053 20.0
Hexadecane 11.83 4.3 ng 121122 4 11.11 567053 20.0
Hexadecanoic acid... 12.54 12.2 ng 279545 5 13.73 459757 20.0
Phenol, 4,4"-(1-m... 12.58 8.1 ng 185485 5 13.73 459757 20.0
Heptadecane 12.95 4.0 ng 92373 5 13.73 459757 20.0
Octadecanoic acid... 13.23 9.7 ng 222642 5 13.73 459757 20.0
Nonacosane 13.28 8.5 ng 194937 5 13.73 459757 20.0
1-Heptadecanamine 13.39 4.2 ng 96274 5 13.73 459757 20.0
3-Eicosene, (E)- 13.61 16.6 ng 380572 5 13.73 459757 20.0
Hexadecanamide 14.49 39.4 ng 626129 6 15.07 317752 20.0
Squalene 14.58 9.8 ng 155241 6 15.07 317752 20.0
Heptacosane 15.13 4.5 ng 71445 6 15.07 317752 20.0
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