LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/1Z

Sample : G4191-02

Misc :

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-BF103015.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 2.213 10 11 18 rVB2 53328 88712 1.12% 0.121%
2 5.104 260 264 270 rVB 2293130 3604336 45.33%  4.906%
3 5.516 297 300 303 rBVY 5766661 6504308 81.80% 8.854%
4 6.362 368 374 380 rBv2 57864 113549 1.43% 0.155%
5 6.545 386 390 392 rVvB 4976030 7951941 100.00% 10.825%
6 6.670 398 401 404 rBV 5621354 7051519 88.68% 9.599%
7 6.899 419 421 424 rBV 1275025 1541083 19.38% 2.098%
8 7.059 433 435 438 rVB 4410809 4854721 61.05% 6.608%
9 7.470 467 471 473 rBV 4729566 5216892 65.61% 7.101%
10 7.573 475 480 482 rVB 186161 305385 3.84% 0.416%

11 7.916 507 510 511 rBV 117053 114596 1.44% 0.156%
12 8.099 523 526 528 rBV 120386 119999 1.51% 0.163%
13 8.190 532 534 536 rBV 2445355 1988006 25.00% 2.706%
14 8.533 561 564 566 rBvV 100321 119841 1.51% 0.163%
15 9.150 616 618 620 rVB 150060 123095 1.55% 0.168%

16 9.276 626 629 631 rBV 7512764 7618297 95.80% 10.370%
17 9.402 638 640 641 rBvV 77350 85204 1.07% 0.116%
18 9.665 661 663 665 rBY 2988566 2551646 32.09% 3.473%
19 9.951 685 688 690 rBV 2505925 2241719 28.19% 3.052%
20 10.396 725 727 728 rVB 85160 90501 1.14% 0.123%

21 10.739 754 757 759 rBV 4799958 5057771 63.60% 6.885%
22 10.865 766 768 772 rBV 160430 168846 2.12% 0.230%
23 10.956 774 776 778 rBV2 88731 88285 1.11% 0.120%
24 11.311 803 807 809 rBvV 99840 117998 1.48% 0.161%
25 11.436 815 818 820 rBV 1814708 2041609 25.67% 2.779%

26 11.505 821 824 825 rVB3 61447 92927 1.17% 0.126%
27 11.665 836 838 842 rBV 72193 96758 1.22% 0.132%
28 11.974 863 865 867 rBvV 516375 628448 7.90% 0.855%
29 12.294 892 893 897 rvB2 80627 124061 1.56% 0.169%
30 12.488 908 910 912 rBV 80317 93284 1.17% 0.127%

31 12.545 912 915 916 rVB2 43611 80209 1.01% 0.109%
32 12.694 922 928 931 rBv4 133252 364104 4._.58% 0.496%
33 12.762 931 934 936 rBV 819848 911155 11.46% 1.240%
34 12.854 941 942 946 rVB2 122785 157008 1.97% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/1Z

Sample : G4191-02

Misc :

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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.025 954 957 959 rVB 5774472 5230455 65.78% 7.120%

36 13.162 967 969 970 rBV 200421 161202 2.03% 0.219%

37 13.322 981 983 987 rVB4 43455 88131 1.11% 0.120%
38 13.562 1002 1004 1005 rBV 104250 90173 1.13% 0.123%
39 13.688 1013 1015 1017 rVB 90773 87162 1.10% 0.119%

40 13.940 1033 1037 1040 rBV 173057 327051 4.11% 0.445%

41 14.077 1046 1049 1051 rBV 1575109 1536775 19.33% 2.092%
42 14.580 1091 1093 1095 rBV 281605 321698 4_05% 0.438%
43 14.797 1110 1112 1116 rVB4 47123 97666 1.23% 0.133%
44 14.865 1116 1118 1125 rBVY 205511 281021 3.53% 0.383%
45 15.540 1174 1177 1179 rBV 943978 1263085 15.88% 1.719%

46 15.585 1179 1181 1185 rVB3 83828 142242 1.79% 0.194%

47 15.803 1198 1200 1203 rBVY 64601 90194 1.13% 0.123%
48 16.088 1223 1225 1230 rVB6 54066 121931 1.53% 0.166%
49 17.426 1340 1342 1345 rVB3 50055 95561 1.20% 0.130%

50 17.597 1353 1357 1360 rBV2 114886 295171 3.71% 0.402%
51 17.677 1360 1364 1370 rVB7 114918 332338 4.18% 0.452%
52 18.146 1401 1405 1412 rVB7 91819 249577 3.14% 0.340%

53 19.632 1530 1535 1544 rVB7 62473 252754 3.18% 0.344%
54 20.832 1634 1640 1644 rBVS 21382 90011 1.13% 0.123%

Sum of corrected areas: 73462011
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082616.D
7000000

6000000 5.52 6.67

5000000 6.54 747

7.06
4000000

3000000
510 8.19
2000000

6.90

1000000
\2.21 6,36J 757 7981 8.5

e L ks L S L NS S PSR

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082616.D
9|28

7000000
6000000 13.03
5000000 10.74
4000000
3000000

9.95
2000000 11.44 14.08

12.76
1000000 11.97

913 9.40 1040 |(1018606 113j1.50.67 | 122922924285

O T B e o e o e e e e B LA B B e e e o e e e e e e e S B o e

T
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082616.D

13.18 3713.58.6913.9

7000000
6000000
5000000
4000000
3000000
2000000

15.54
1000000

.595.80 16.09 17.4B188 18.15 19.63 20.83
T T T T T T T T T T T e T e T e T e e e e e e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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.

5.10 46.78 ng 3604340 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 264 (5.104 min): BF082616.D (-260) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
0 ...,....l,':..'!|,..7.1.f"?...~,|....,....,....,....,....,?0.7.. m/z 59.10 60.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR UL IR
59 480 5.00 520 5.40
m/z 101.10 18.30%
31 ‘ g3 101
L L s I W S B N WA R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 41 m/z 58.10 14 .95%
29
87
15 70 98
G L S S S B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59 4.80 5.00 5.20 5.40
m/z 41.05 9.83%
5000
41
0"'I'W'ﬂ«"wi'Z%l?§"P"'I"'W""I'”'I""I”" R U L IR I
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Hexanoic acid, 2-ethyl- Concentration Rank 14

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

7.57 3.07 ng 305385 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 40
3 1,4-Dioxane 88 C4H802 000123-91-1 37
4 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-44-6 28
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 25

Abundance Scan 480 (7.573 min): BF082616.D (-475) (-) m/z 73.05 100.00%
7B
5000 4
101
| |12 7.20 7.40 7.60 7.80
0 o T T S o S o m/z 88.10 74 .90%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 A L UL I I
41 7.20 7.40 7.60 7.80
‘ 101 m/z 41.10 36.81%
T
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.20 7.40 7.60 7.80
5000 m/z 57.10 35.12%
69
oLy Ji 4 {109 135156178 214 242 272294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #1978: 1,4-Dioxane
2 7.20 7.40 7.60 7.80
m/z 55.05 23.94%
88
5000 58
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.97 6.16 ng 628448 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 865 (11.974 min): BF082616.D (-863) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 213 S AR Raand
1 143157171185199 227 256 11.60 11.80 12.00 12.20
O i m/z 43.10 87.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 LN DR SR SRR BURER B
umnmnmnm
21 m/z 60.05 85.05%
m/z--> "éb” 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20
5000 - 129 m/z 55.10 75.67%
87 15 =h 214
101 143157 | 185
O s o s O o
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 210 2éo
Abundance #75072: Tetradecanoic acid B e B
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 72.17%
5000 129
29
olts Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20

8270-BF103015.M Mon Nov 02 15:13:52 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 6 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.57 ng 364104 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4"-Diisopropylbiphenyl 238 C18H22 061434-46-6 49
3 Ethane, 1-(2,3-xylyl)-1-(3,4-xyl... 238 C18H22 002816-98-0 46
4 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 45
5 Benzene, 1,1"-(2,2-dichloroethyl... 306 C18H20CI2 000072-56-0 43
Abundance Scan 928 (12.694 min): BF082616.D (-922) (-) m/z 223.20 100.00%
223
181 238
5000
- 12,40 12.60 12,80 13.00
of ety m/z 181.10 59.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 165
195 12.40 12.60 12.80 13.00
m/z 238.20 57.17%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
223
12,40 12.60 12,80 13.00
5000 238 m/z 195.10 40.45%
43
27 104 165 161
o 63 /7 128 151 195209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81275: Ethane, 1-(2,3-xylyl)-1-(3,4-xylyl)-
223 12.40 12.60 12.80 13.00
m/z 165.10 40.07%
5000
238
91
b5 B8 TI W w2 | | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 7 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.76 11.86 ng 911155 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 934 (12.762 min): BF082616.D (-931) (-) m/z 43.10 100.00%

-
!

43 7
5000 129
o1 185 241 I B e B
284 12.40 12.60 12.80 13.00
157 \ 213 |
ol N e e .2 W m/z 73.10 99.92%
50 100

150 200 250 300 350

m/z-->
Abundance #108843: Octadecanoic acid
43 73
5000 129
9 12.40 12.60 12.80 13.00
H ! 185 o 284 m/z 57.10 87.82%
PR TN T~
m/z--> 50 100 150 200 250 300 350
Abundance
43
T T
73 12.40 12.60 12.80 13.00
5000 284 m/z 60.05 84.07%
129
97
185
o 157 213 241 o5 ann 372
L I e e B B T I e o e e e e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43 3 12.40 12.60 12.80 13.00
m/z 55.10 78.16%
5000 256
129
97 ’ 157 185 213
ol J“MLMnu.q\.J.M~,j.?3§ e iR
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Hexadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.85 2.04 ng 157008 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 86
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 72
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
4 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 942 (12.854 min): BF082616.D (-941) (-) m/z 56.10 100.00%
56
5000
73
3 o1 129 o 5218 239257 ' 12'60 12.80 13.00 13.20
o m/z 57.10 53.71%
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 LI SURRLL UL SRR B
12.60 12.80 13.00 13.20
29 257 m/z 41.10 42 .93%
101 185 213 239 312
0...“Ly.w.. WJL.ﬂu.N.qu.L.,”%?i..............ﬂ...:...?Q?..“..w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
' 12.60 12.80 13.00 13.20
5000 m/z 55.10 40.09%
29 73
o 71137 157 185 213 23927 5 31
T T e T T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3294: 1-Pentene, 2,4-dimethyl- N I B e
56 12.60 12.80 13.00 13.20

m/z 43.10 36 .88%

5000

5

15 83 98

0’ e N EE e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.10 ng 161202 Chrysene-d12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 98
2 2-1sopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 93
3 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 89
4 Anthracene, 2-(1,1-dimethylethyl)- 234 C18H18 018801-00-8 64
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 52

Abundance Scan 969 (13.162 min): BF082616.D (-967) (-) m/z 219.20 100.00%

2

5000

189

12.80 13.00 13.20 13.40
m/z 234.20  55.79%

ol 39 51 63 76 89101 1537135 15216577

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-
2

5000

12:80 13.00 13.20 13.40
m/z 204.20  32.70%

102
oL 152739 63 76 89 71" 117 139152165177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219 234
.,h..ﬂ..w..”,”..“
12.80 13.00 13.20 13.40
5000 m/z 203.10 28.80%
204
89 102 189
0 2739 63 76 117 139152165177
T T T T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78730: Phenanthrene, 2,4,5,7-tetramethyl-
234 12.80 13.00 13.20 13.40
219 m/z 202.10 21.57%
5000
204
101 189
0 63 76 % | M7 152165177 | H\ ll
B AL B I i e o o B o S S RRREE m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 10 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.26 ng 327051 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1037 (13.940 min): BF082616.D (-1033) (-) m/z 57.10 100.00%
g7
97
5000

125
13.60 13.80 14.00 14.20
3 142162181 210 245 282
Olrprrrrfih m/z 43.10 93.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 TT[T I T r[rrrr[rrrrprrrr 1t
13.60 13.80 14.00 14.20
0
) 125 m/z 55.10 73.33%
o 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 R R R
13.60 13.80 14.00 14.20
5000 m/z 69.10 59.25%
41
111
139 169,05 210 238 ,g5083

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

Abundance #129672: 1-Hexadecanesulfonyl chloride R R R
13.60 13.80 14.00 14.20

m/z 97.10 57.71%

5000

139

167 196 224

253271289307323
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 11 Ethanol, 2-(hexadecyloxy)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.58 4.19 ng 321698 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 80
2 17-Pentatriacontene 491 C35H70 006971-40-0 72
3 Pentafluoropropionic acid, octad... 416 C21H37F502

1000280-07-7 72

4 9-Eicosene, (E)- 280 C20H40 074685-29-3 68
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 58
Abundance Scan 1093 (14.580 min): BF082616.D (-1091) (-) m/z 57.10 100.00%
g7
‘ M“l 14130 1440 1460 1480
139 169 215 341 : - - :
0 ...,....,....,....,...2‘.‘1,.2.7.7.,....,....,....,...., m/z 43.10 79.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57
5000 85 LA L L L L L LB L L
14.20 14.40 14.60 14.80
31 111 m/z 55.10 71.49%
141 196224 255
oL AL 100290228 260
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
R B e R
14.20 14.40 14.60 14.80
5000 83 m/z 71.10 53.54%
111
o 139167 196224 267292 321 462 490
e L e B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester B R e e e e
43 14.20 14.40 14.60 14.80
m/z 69.10 49.92%
5000 69
97
oLl |l (125 154181 224 252
e e e R B e R
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BF1030
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 Nonadecanoic acid, ethyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.87 4.45 ng 281021 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid, ethyl ester 326 C21H4202 018281-04-4 87
2 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 86
3 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 72
4 Heptadecanoic acid, ethyl ester 298 C19H3802 014010-23-2 64
5 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 64

Abundance Scan 1118 (14.865 min): BF082616.D (-1116) (-) m/z 88.10 100.00%
88
5000 43
14160 14180 15,00 1520
13 199 353 : : . .
o W03 |. 177190223 25 207 3V 8% /7 101.10  76.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130941: Nonadecanoic acid, ethyl ester
88
5000 L PR UL B BRI
43 14.60 14.80 15.00 15.20
. 26 m/z 43.10 51.56%
0 14 \‘ ‘\\ H\pm n‘\‘ ‘\\\1\]\-5]?35 ‘ 185 213 241261283 ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
88
14,60 14.80 15.00 15.20
5000 m/z 57.10 42 .90%
43
. 312
o 67 | 115135 185 213 941 267
m/z--> " 50 100 150 200 250 300 350 400
Abundance #108869: Hexadecanoic acid, ethyl ester T
88 14,60 14.80 15.00 15.20

m/z 55.10 42 _.51%

5000
55
27

157 284
L Dl al 11513517 185 213 239 28

T
m/z--> 50 100 150 200 250 300 350 400 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 unknownl7.60 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.60 4.67 ng 295171 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,19-Cyclocholan-24-al, 3-(acety... 442 C29H4603 025089-90-1 37
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 32
3 5-_beta.-Cholan-24-oic acid, 3-oxo- 374 C24H3803 001553-56-6 27
4 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 25
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 25
Abundance Scan 1357 (17.597 min): BF082616.D (-1353) (-) m/z 43.10 100.00%
48
105
5000
17:20 17.40 17.60 17.80 18.00
oy m/z 55.10 56.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163503: 9,19-Cyclocholan-24-al, 3-(acetyloxy)-4,4,14-trim...
43
95
5000 A B UL SR B
69 | 119 175 17,20 17.40 17.60 17.80 18.00
147 203 2 367 m/z 105.10 56.23%
‘ 297 297 339 ‘ ‘ )
ol “. i |“"M “.‘H“. ‘Hl” ‘lh‘.‘”. “. o ‘l\ — .“‘ I\ — . \399| ‘} .7. I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
17:20 17.40 17.60 17.80 18.00
5000 m/z 95.10 54 _.09%
81 368
107
145 329 .
173 213 247 275 301
Ol Bl Db il e L
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #149831: 5-.beta.-Cholan-24-oic acid, 3-0xo- A B
55 17.20 17.40 17.60 17.80 18.00
m/z 57.10 48 .03%
5000 81
107 161
135 231 o1
0...llu..I“.NlmJ.‘."“.“H.L.A:.Légl I\.ul .t.‘ ....3|O‘.1.32.8.3|5\.6...|....| N
m/z--> 50 100 150 200 250 300 350 400 ﬂ%ﬂ@ﬂmﬂ%mm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 14 Azulene, 1,2,3,3a,4,5,6,7-0... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.68 5.26 ng 332338 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 50
2 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 49
3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 000489-39-4 43
4 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 43
5 .beta.-Humulene 204 C15H24 000116-04-1 38
Abundance Scan 1364 (17.677 min): BF082616.D (-1360) (-) m/z 133.05 100.00%
3
41
5000
17,40 17.60 17.80 18.00
0 m/z 204.20 77 .97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58911: Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7...
81 107 161
204
5000 55
133 17.40 17.60 17.80 18.00
28 m/z 81.10 66 .52%
OIIIIIII I\hl.‘\l‘\l\‘llll T
m/z--> 50 100 150 200 250 300 350 400
Abundance
109 135 161 204
LR BN L BN UM
41 17.40 17.60 17.80 18.00
5000 69 m/z 107.10 65 .44%
181
L L A L L UL WL L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #58923: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-... e Al Eama s R S
4 161 17.40 17.60 17.80 18.00
0
o 93 04 m/z 41.10 56.10%
121
5000
0"{ J' ?l"h{l' HEL PR SRR UL BN LR ISR L BN UM
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 15 unknownl18.15 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.15 3.95 ng 249577 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 44
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 35
3 .beta.-Humulene 204 C15H24 000116-04-1 35
4 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 27
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 25
Abundance Scan 1405 (18.146 min): BF082616.D (-1401) (-) m/z 109.10 100.00%
5 109 205
81
5000 135
161 232 313 S ——
18 257276295 356 17.80 18.00 18.20 18.40
0 m/z 55.10 98.00%
m/z--> 50 100 150 200 250 300 350
Abundance #68224: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
41 107
5000 77 133 218 AR R PR BRI
161 ﬂmmmmmmm
‘ m/z 95.10 97 .15%
o 9 m\l‘wh\\lw\“\‘i H;‘\ ; ‘H |1‘§|9|“ : \I —
m/z--> 50 100 150 200 250 300 350
Abundance
107
a 79 17,80 18.00 18.20 1840
5000 135 189 m/z 205.15 95.51%
161
ol 15 59
m/z--> §o 160 150 200 250 300 3éo
Abundance #58645: .beta.-Humulene
107 17.80 18.00 18.20 18.40
m/z 69.10 81.89%
81
41
5000 133 161 204
0‘ 6 Lu}uuluuluu ‘:::: ———T T R A B RRE Ba e
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/I1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 16 unknownl19.63 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.63 4.00 ng 252754 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole, 3,4-dimethyl- 96 C5H8N2 002820-37-3 43
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 38
3 1,1-Cyclohexanedimethanol 144 C8H1602 002658-60-8 38
4 5,17-Dehydroallomatridine, (6.be... 232 C15H24N2 053537-50-1 35
5 Z-5-Methyl-6-tetradecen-1-ol ace... 268 C17H3202 1000130-82-2 27
Abundance Scan 1535 (19.632 min): BF082616.D (-1530) (-) m/z 57.10 100.00%

5000 121
163 191 55 R e EEREE
138 23147 273 19.40 19.60 19.80 20.00
0 m/z 41.10 71.61%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #2702: 1H-Pyrazole, 3,4-dimethyl-
95
5000 54 LIS LI L LN L LI BRI
19.40 19.60 19.80 20.00
m/z 55.10 69.37%
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41
R A BEREE maE e L
67 95 19.40 19.60 19.80 20.00
5000 m/z 69.10 67.99%
123
0 139
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #20023: 1,1-Cyclohexanedimethanol R AR RRRES T
5 19.40 19.60 19.80 20.00
m/z 43.10 63.33%
67
5000{ 41
0 13 144
- IIIIIIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082616.D

Acq On : 31 Oct 2015 12:40

Operator : UM/1Z

Sample : G4191-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.10 46.8 ng 3604340 1 6.91 1541080 20.0
Hexanoic acid, 2-... 7.57 3.1 ng 305385 2 8.19 1988010 20.0
n-Hexadecanoic acid 11.97 6.2 ng 628448 4 11.44 2041610 20.0
10,18-Bisnorabiet... 12.69 3.6 ng 364104 4 11.44 2041610 20.0
Octadecanoic acid 12.76 11.9 ng 911155 5 14.08 1536780 20.0
Hexadecanoic acid... 12.85 2.0 ng 157008 5 14.08 1536780 20.0
Phenanthrene, 1-m... 13.16 2.1 ng 161202 5 14.08 1536780 20.0
Trichloroacetic a... 13.94 4.3 ng 327051 5 14.08 1536780 20.0
Ethanol, 2-(hexad... 14.58 4.2 ng 321698 5 14.08 1536780 20.0
Nonadecanoic acid... 14.87 4.5 ng 281021 6 15.54 1263090 20.0
unknownl17 .60 17 .60 4.7 ng 295171 6 15.54 1263090 20.0
Azulene, 1,2,3,3a... 17.68 5.3 ng 332338 6 15.54 1263090 20.0
unknownl18.15 18.15 4.0 ng 249577 6 15.54 1263090 20.0
unknownl19.63 19.63 4.0 ng 252754 6 15.54 1263090 20.0
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