LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF043015.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 heiaht area % max. total
1 1.438 19 22 25 rVvB 4187852 4978648 100.00% 18.710%
2 1.575 31 34 37 rvB 234543 352629 7.08% 1.325%
3 1.747 47 49 57 rvv2 182631 407577 8.19% 1.532%
4 1.861 57 59 91 rVB 1066934 1933063 38.83% 7.265%
5 5.084 339 341 348 rVB 197229 249112 5.00% 0.936%

5.599 384 386 389 rBV 931938 968121 19.45% 3.638%
6.867 494 497 499 rBV 1406300 1398199 28.08% 5.254%
510 512 rvB 1137791 1299509 26.10% 4 _.884%
7.302 532 535 537 rBvV 325055 356544 7.16% 1.340%
7.485 549 551 553 rvB 1150086 1008719 20.26% 3.791%

QO ~NO®
\l
o
=
(9}
al
o
\l

11 7.988 593 595 598 rVvB 941557 826675 16.60% 3.107%
12 8.879 670 673 675 rBvV 475032 534589 10.74% 2.009%

13 9.645 737 740 742 rBV 53221 60771 1.22% 0.228%
14 10.216 788 790 793 rvVB 1215399 1364650 27.41% 5.128%
15 10.731 833 835 837 rBv2 55097 88296 1.77% 0.332%
16 11.005 857 859 861 rBvV 64141 58876 1.18% 0.221%
17 11.051 861 863 865 rvv 607703 568839 11.43% 2.138%
18 11.634 911 914 916 rVB 59949 65917 1.32% 0.248%
19 11.908 934 938 939 rBV 41323 58646 1.18% 0.220%

20 12.034 946 949 952 rVB 802312 803484 16.14% 3.020%

21 12.217 964 965 970 rBV 80347 151976 3.05% 0.571%
22 12.777 1012 1014 1016 rBV2 72550 110519 2.22% 0.415%
23 12.822 1016 1018 1020 rVvVv 44036 60546 1.22% 0.228%
24 12.902 1022 1025 1026 rBV 482825 614170 12.34% 2.308%
25 12.925 1026 1027 1029 rVvVv 276976 235406 4.73% 0.885%

26 12.994 1029 1033 1037 rVV 71519 104154 2.09% 0.391%

27 13.314 1059 1061 1063 rBV 76739 75747 1.52% 0.285%
28 13.531 1077 1080 1081 rBV 39848 63144 1.27% 0.237%
29 13.657 1089 1091 1093 rBV3 36829 72393 1.45% 0.272%
30 13.828 1104 1106 1108 rBV 85264 100809 2.02% 0.379%
31 13.897 1111 1112 1114 rBV 31736 59536 1.20% 0.224%
32 14.022 1120 1123 1126 rBV2 29024 64553 1.30% 0.243%
33 14.320 1147 1149 1151 rBV 66504 97680 1.96% 0.367%

34 14.411 1154 1157 1158 rBV 269568 331727 6.66% 1.247%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.491 1162 1164 1166 rBV 41194 64013 1.29% 0.241%
36 14.582 1170 1172 1173 rBV 41535 58196 1.17% 0.219%
37 14.685 1179 1181 1183 rVB 273576 333691 6.70% 1.254%
38 14.777 1187 1189 1191 rVV2 52088 71709 1.44% 0.269%
39 14.891 1197 1199 1201 rBV 1070428 1463037 29.39%% 5.498%
40 15.040 1210 1212 1213 rBV 64784 81352 1.63% 0.306%
41 15.108 1216 1218 1219 rVV 71741 75596 1.52% 0.284%
42 15.394 1240 1243 1244 rBVY 102968 173946 3.49% 0.654%
43 15.485 1249 1251 1252 rBV2 76579 99442 2.00% 0.374%

44 15.668 1265 1267 1269 rBV2 161029 170261 3.42% 0.640%
45 15.828 1278 1281 1284 rBV3 134722 338568 6.80% 1.272%

46 16.068 1299 1302 1303 rBV2 215842 416645 8.37% 1.566%
47 16.217 1313 1315 1317 rBV2 566708 980956 19.70% 3.686%
48 16.663 1352 1354 1357 rBV 257308 417433 8.38% 1.569%
49 17.086 1388 1391 1394 rBV 525692 1142797 22.95% 4._.295%
50 18.080 1475 1478 1481 rBV 575919 1196833 24.04% 4.498%

Sum of corrected areas: 26609699
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051115\
BFO79153.D

12 May 2015 10:57

TP/1Z

G2176-20

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BFO79153.D

1.86
5.60

1.5§ 7 5.08

6.87
7.02

7.48

7.30

Ot——
Time--> 1.

I
50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

7.00

7.50

Abundance

4000000

3000000

2000000

1000000:99

TIC: BFO79153.D

10.22

12.03
11.05

8.88
[L 9.64 10.7311.60 11.6311.94| 12.22

14.41

12.93
120782.99 13.313 536888002 14, 34D

1
Time--> 8.00

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.50 14.00 14.50

Abundance

4000000

3000000

2000000

1000000

Ob——

TIC: BFO79153.D

18.08

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

20.50

21.00

8270-BF043015.

M Tue May 12 16:55:28 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.44 279.27 ng 4978650 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 22 (1.438 min): BF079153.D (-19) (-) m/z 73.10 100.00%
73
5000 43
89
e EAmanaE s
55 140 160 1.80
o/ :NTE V. U U N m/z 43.10 51.85%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L I L N
140 160 1.80
31 89 m/z 89.10 29.91%
Oy |"2§'“""3§J"“4?|' “?Zl T '|l L I I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
% 140 160 180
5000 m/z 41.10 10.36%
27
59 74
e S S L L L L S S S UL
m/z--> 10 20 30 40 50 60 70 80 90 A
Abundance #2103: Propane, 2-methoxy-2-methyl- L L e
73 140 160 1.80
m/z 45.10 8.17%
5000
57
29 41
0 15 \‘ \“‘\ 50 11 ! 87
LI AL FLEL LN UL SLELELELNS SRR SURLELEL SULALEL SRS UL LA L I L R
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknownl.75 Concentration Rank 6

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

1.75 22.86 ng 407577 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 47
2 Acetone 58 C3H60 000067-64-1 37
3 2-Pentanol. acetate 130 C7H1402 000626-38-0 37
4 Butane. 2-methoxv-2-methyl- 102 C6H140 000994-05-8 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 49 (1.747 min): BF079153.D (-47) (-) m/z 43.10 100.00%
43
73
5000
58 S G NS
s, 51 8|7 140 1.60 1.80 2.00
M m/z 73.10 53.88%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #724: Acetamide, N-methyl-
30 43 73
5000 58 S I R R I
15 1.40 1.60 1.80 2.00
m/z 58.05 25.47%
0 | “‘\ ‘\\ 51 |
RIS L UL I SULILR UM JULIL SRR IULI UL IS SRS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
1.40 1.60 1.80 2.00
5000 m/z 55.05 15.83%
15
58
) 27
o e AN RS RS RARRS RS AR RARRA RALRS AR SRS LARRS L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12984: 2-Pentanol, acetate .,....,.../.k,....,....,.
43 1.40 1.60 1.80 2.00
m/z 87.10 13.52%
5000
55 70 87
o RN PR R | 102 115
RIS L UL I SULILR SO JULIL SRR IULI UL IS SR RS B S IR R R I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.08 13.97 ng 249112 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
51

-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
Abundance Scan 341 (5.084 min): BF079153.D (-339) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 83 4.80 5.00 5.20 5.40
Ot e b e e e e e m/z 59.10 56.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L L L LB
59 4.80 5.00 520 5.40
m/z 101.10 17.68%
15 31 ‘ 101
0 ‘ Tl ol 51 83 . ‘
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R e R R e SR
4.80 5.00 5.20 5.40
5000 41 m/z 58.10 16.05%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester L A mmE R R
59 4.80 5.00 5.20 5.40
m/z 41.10 8.50%
5000 41
68
0 150 . 126 147
B L L o R s o R RARRNRRERERaR SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

8270-BF043015.M Tue May 12 16:55:31 2015

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.02 Concentration Rank 3

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

7.02 72.89 ng 1299510 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 510 (7.016 min): BF079153.D (-507) (-) m/z 132.00 100.00%
32
5000
68
96 N ARA TN0 7 o0 a0
40 54 6.60 6.80 7.00 7.20 7.40
el -|-|.'.,5.‘5..!,1.97..,..~.,....,....,....,....,... m/z 134.00  34.07%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I I IR IR
6.60 6.80 7.00 7.20 7.40
31 51 m/z 68.10 33.56%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
R AR AR R R
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 20.66%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil e B AR RmmaT TR
132 6.60 6.80 7.00 7.20 7.40
m/z 96.10 12.96%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.32 ng 65917 Acenaphthene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 72
Abundance Scan 914 (11.634 min): BF079153.D (-911) (-) m/z 57.10 100.00%
g7
43 71
5000 85
99 113 " '11:40 11.60 11.80 12,00
(o} m/z 43.10 62.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 L B S LN B
85 11.40 11.60 11. 80 12. 00
29 m/z 71.05 60.09%
o s
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
el
11.'40 11.|60 11.|80 12.'00
5000 71 m/z 85.10 43 .50%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57 11.40 11.60 11.80 12.00
43 m/z 41.10 29.17%
71
5000 85
29
99
015 ‘\ W1 | 7 118127141155169 198
R B R R I RARANRRREEREAnSEEssnssEa s e a s a R e I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.60 ng 110519 Phenanthrene-d10 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1014 (12.777 min): BF079153.D (-1012) (-) m/z 57.10 100.00%
g7
5000 85
4
‘I || 13 141 165 184 12.40 12.60 12.80 13.00
Ot b e e e e e e m/z 43.10 67.40%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82607: Heptadecane
57
5000 85 L SN SULLN UL
1240 12.60 12,80 13.00
29 m/z 71.10 59.68%
0 L ‘ H Il A 1%3\\141 169 196 240
miz--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
12.40 1260 12.80 13.00
5000 85 m/z 85.10 41.63%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45562: Dodecane, 3-methyl- R e AR

57 12.40 12.60 12.80 13.00

m/z 41.05 28.04%
5000 85
29 155
113 ‘ 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
1331 2.47ng 75747  Phenanthrene-d10 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetradecane 198 C14H30 000629-59-4 93

2 Eicosane 282 C20H42 000112-95-8 80
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
4 Pentadecane 212 C15H32 000629-62-9 72

5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72

Abundance Scan 1061 (13.314 min): BF079153.D (-1059) (-) m/z 57.10 100.00%
57
43 | 71
5000
9 e S
1131274, 165179 198 13.00 13.20 13.40 13.60 :
(o} m/z 71.10 70.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55010: Tetradecane
57
43
71
5000 85 LI L L L B
29 13.00 13.20 13.40 13.60
9 m/z 43.10 68.23%
113 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 II|IIII|IIII|IIII|IIII|
71 13.00 13.20 13.40 13.60
5000 m/z 85.10 45 _.40%
85
29 %
o 113127141155169183197211225239253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73991: Dodecane, 2-methyl-6-propy!- R e EEammmamms|
43 97 13.00 13.20 13.40 13.60
m/z 41.10 28.49Y%
71
5000 85
99 140
o L | 113 7 "154168182 205 226
B A B A R e A Aa Raaa et e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1300 1320 1340 1360

8270-BF043015.M Tue May 12 16:55:34 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.66 2.36 ng 72393 Phenanthrene-d10 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
3 Isoauinoline. l-chloro-3-ethvl- 191 C11H1O0CIN 055150-52-2 43
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 30
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 25

Abundance Scan 1091 (13.657 min): BF079153.D (-1089) (-) m/z 190.10 100.00%
1
5000
165
115 127 139 150 207 13.40 13.60 13.80 14.00
o} m/z 189.10 87.41%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #49339: 4H-Cyclopenta[def]phenanthrene
190
5000 ---u--AAu----T----u---
13.40 13.60 13.80 14.00
95 m/z 192.10 70.24%
o, 4051 63 81 | 111122 137 150 163173 ||
miz--> 40 60 8 100 120 140 160 180 200
Abundance
190
13.40 13.60 13.80 14.00
5000 m/z 191.10 53.84%
95 134 162
o 5 e 12w oam
mz-> 40 60 80 100 120 140 160 180 200
Abundance #49729: I1soquinoline, 1-chloro-3-ethyl-
190 13.40 13.60 13.80 14.00
m/z 95.10 25.77%
5000
163
39 51 63 77 gg 101 115 2 7 140 ‘ ‘
0....‘}..“..,“l..“l|..‘.‘.‘,“...“‘ ‘.‘ ‘m” ‘..,..‘..,.... e
m/z--> 40 60 80 100 120 140 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.83 3.28 ng 100809 Phenanthrene-d10 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Undecane. 4-ethvl- 184 C13H28 017312-59-3 72
4 Eicosane 282 C20H42 000112-95-8 68
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1106 (13.828 min): BF079153.D (-1104) (-) m/z 57.10 100.00%

57
43 71

5000

13.60 13.80 14.00 14.20

113 127 141 155 179 193 208

(o} m/z 43.10 65.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57
43
71
5000 LANLINLIL B L L L LB
85 13.60 13.80 14.00 14.20
29 m/z 71.10 64 .04%
99
OﬁJmHn \mmmmmm 212
L B Al B B i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
R B A B
71 13.60 13.80 14.00 14.20
5000 85 m/z 85.10 49 .48%
99 140
o 113127 154166 182195 226
R B B B L R B e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45548: Undecane, 4-ethyl- R B A B
43 57 13.60 13.80 14.00 14.20
m/z 41.10 23.29%
85
5000 71
29 ‘ 9
155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Octadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.39 3.55 ng 173946 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Docosane 310 C22H46 000629-97-0 64
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1243 (15.394 min): BF079153.D (-1240) (-) m/z 57.10 100.00%
57
85
5000
155 189 15.00 15.20 15.40 15.60 15.80
ol :l, l l “ 3 | 234253. 2 m/z 71.10 76.90%
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57
5000 85 R R DAL BRI B
15.00 15.20 15.40 15.60 15.80
29 m/z 85.10 61.03%
ol by id 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15.00 15.20 15.40 15.60 15.80
5000 m/z 43.10 59.10%
29
113 196
. 141 168 224243 265 M
L L DL L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane L B e o
57 15.00 15.20 15.40 15.60 15.80
m/z 97.10 36.22%
5000 85 M
29 } 113 141 169
oL b b 109 107 225 253 281 300 33 380 S
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptylcyclohexane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.67 3.47 ng 170261 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 64
2 Cvclohexane. undecvl- 238 C17H34 054105-66-7 64
3 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 58
4 Tetradecane 198 C14H30 000629-59-4 53
5 Cyclohexane, 1,1"-(1,5-pentanedi... 236 C17H32 054833-31-7 52
Abundance Scan 1267 (15.668 min): BF079153.D (-1265) (-) m/z 83.10 100.00%
57 83
5000 M
100 137 191 o6 15.40 15.60 15.80 16.00
ol aly 169 | 21 U200 286 817 "m/z 57.10 86.36%
m/z--> 50 100 150 200 250 300 350
Abundance #44142: Heptylcyclohexane
83
55
5000 LI I SRS LI SR
15.40 15.60 15.80 16.00
m/z 82.10 83.62%
L w
Ouuull“.‘l‘”‘h....luuu‘.luuuu....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance
83
- 15.40 15.60 15.80 16.00
5000 m/z 43.10 61.87%
o 29 111 154 238 M
m/z--> 50 100 150 200 250 300 350
Abundance #146453: Cyclohexane, eicosyl- R B LA M e e
83 15.40 15.60 15.80 16.00
m/z 55.10 56.80%
5000 55 M//\
29
ol ‘ ‘h I {111 139 167 195 223 252 280 307 335 364
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079153.D

Aca On : 12 May 2015 10:57

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Heptadecane, 9-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.09 23.30 ng 1142800 Chrysene-di12 16.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 1391 (17.086 min): BF079153.D (-1388) (-) m/z 57.10 100.00%
57
a5 JAJ\/\/ﬂvf\JV\J/Nxﬂv
5000
141 169 217 16.80 17.00 17.20 17.40
I ,.I o i OI90 ©,7238299 287 315 3473712 | qyz  71.10  72.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130022: Heptadecane, 9-hexyl-
43
71
5000 L B UL UL SR
16.80 17.00 17.20 17.40
210 m/z 85.10 53.94%
0 MWmWWMmemm
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 43.10 50.14%
13 141 160 337 W
ol B bbb gy 190 297 225 258 295 Y 364 303 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane Al Bmma s B
57 16.80 17.00 17.20 17.40
m/z 55.10 24 . 44%
85
5000
29 113
oL L. UL L7241 169 197 205 253 206
m/z--> 50 100 ﬁo 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079153.D

Acq On : 12 May 2015 10:57

Operator : TP/1Z

Sample : G2176-20

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.44 279.3 ng 4978650 1 7.30 356544 20.0
unknownl.75 1.75 22.9 ng 407577 1 7.30 356544 20.0
2-Pentanone, 4-hy... 5.08 14.0 ng 249112 1 7.30 356544 20.0
unknown? .02 7.02 72.9 ng 1299510 1 7.30 356544 20.0
Eicosane 11.63 2.3 ng 65917 3 11.05 568839 20.0
Heptadecane 12.78 3.6 ng 110519 4 12.90 614170 20.0
Tetradecane 13.31 2.5 ng 75747 4 12.90 614170 20.0
4H-Cyclopenta[def... 13.66 2.4 ng 72393 4 12.90 614170 20.0
Pentadecane 13.83 3.3 ng 100809 4 12.90 614170 20.0
Octadecane 15.39 3.5 ng 173946 5 16.22 980956 20.0
Heptylcyclohexane 15.67 3.5 ng 170261 5 16.22 980956 20.0
Heptadecane, 9-he... 17.09 23.3 ng 1142800 5 16.22 980956 20.0
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