LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 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-BF092016.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 1.644 4 5 52 rVB 2293235 6164965 100.00% 17.142%
2 4 _.559 258 260 270 rVB 345473 608535 9.87% 1.692%
3 5.039 299 302 304 rBVY 2366468 2829308 45.89% 7.867%
4 6.136 395 398 400 rBVY 2532927 2991787 48.53% 8.319%
5 6.239 404 407 410 rVB 2606565 2699253 43.78% 7 .506%
6 6.467 425 427 430 rBV 605562 832005 13.50% 2.313%
7 6.627 439 441 444 rBV 2265757 2234578 36.25% 6.214%
8 7.050 475 478 480 rBVY 1870583 2019956 32.77% 5.617%
9 7.759 538 540 543 rBY 1216076 1120151 18.17% 3.115%
10 8.845 632 635 637 rBY 3350153 3618374 58.69% 10.061%

11 9.245 667 670 672 rBV 1044232 1035282 16.79% 2.879%
12 9.496 690 692 695 rvB 1200590 1228918 19.93% 3.417%
13 9.965 731 733 734 rVB 113497 101738 1.65% 0.283%
14 10.182 748 752 753 rBV 52939 77840 1.26% 0.216%
15 10.285 758 761 763 rBV 1865983 1905972 30.92% 5.300%

16 10.433 772 774 778 rBV 137034 195838 3.18% 0.545%
17 10.879 811 813 814 rBV 61043 68643 1.11% 0.191%
18 10.971 818 821 823 rBV 1077973 1218051 19.76% 3.387%
19 11.234 841 844 847 rBV 127179 194929 3.16% 0.542%
20 11.531 868 870 873 rBv3 100893 140703 2.28% 0.391%

21 12.159 923 925 928 rBV 92845 103455 1.68% 0.288%
22 12.388 943 945 950 rVB 92162 110578 1.79% 0.307%
23 12.548 957 959 962 rBV 2054893 2365384 38.37% 6.577%
24 13.462 1037 1039 1044 rVB 201333 246450 4._00% 0.685%
25 13.577 1046 1049 1056 rBV 864410 961057 15.59% 2.672%

26 14.560 1132 1135 1138 rBV 45776 97448 1.58% 0.271%
27 14.891 1162 1164 1167 rBV 627426 791911 12.85% 2.202%

Sum of corrected areas: 35963109
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF090261.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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._.56 14.63 ng 608535 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (4.559 min): BF090261.D (-258) (-) m/z 43.10 100.00%
43
59
5000
101 e
ﬂ| 83 420 4.40 4.60 4.80
MM S m/z 59.10 64.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A I L R I
59 420 440 460 480
m/z 101.10 24 _.87%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 16.73%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3158: 5-Hexen-2-one
43 420 4.40 4.60 4.80

m/z 41.10 8.63%

5000
55
27
15
) leam 8 8

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 3 unknown6.24 Concentration Rank 2

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

6.24 64 .89 ng 2699250 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 407 (6.239 min): BF090261.D (-404) (-) m/z 132.10 100.00%
5000 68
40 | % " 6.00 620 6.40 6.60
54 - - - -
0 ...,....-}U...-'.,:-.|.':7ﬁ‘....|,]n.°?..,.. || m/Z  68.10  44.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 S NS AR AR
6.00 6.20 6.40 6.60
104 m/z 134.10 32.66%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 620 6.40 6.60
5000 gg 116 m/z 66.10 26.80%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e  E Emame n
132 6.00 6.20 6.40 6.60
o7 m/z 69.10 17.07%
5000 0
31 52
O '|""'|l"b'|"'““”|?§' T '}%ﬁ GEBAREARS SRR RARS
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.22 ng 195838 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 774 (10.433 min): BF090261.D (-772) (-) m/z 57.10 100.00%
57
71
5000
99 AUV JUNLR SN A
113 157 10.20 10.40 10.60 10.80
o 141155169 190 205 /7 71.10 74 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane
43 il
71
5000 85 LRI UL BRI B B
- mmmmmmmm
99 m/z 43.10 59.09%
198
N Y e AR 31 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 71 A UM UGN BN S
85 10.20 10.40 10.60 10.80
5000 m/z 85.10 50.26%
29 % 113
oL 15 mmmmmmm m
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240
Abundance #83025: Hexadecane e B AL e S
43 57 10.20 10.40 10.60 10.80
m/z 41.10 25.30%
5000 1
85
29
0 ] M L4 “ 99 113127 141155 169 183197 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250 250 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 6 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.23 3.20 ng 194929 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 2-Tetradecene. (E)- 196 C14H28 035953-54-9 97
3 1-Tetradecene 196 C14H28 001120-36-1 97
4 1-Pentadecene 210 C15H30 013360-61-7 96
5 n-Pentadecanol 228 C15H320 000629-76-5 95

Abundance Scan 844 (11.234 min): BF090261.D (-841) (-) m/z 83.10 100.00%

4
5000
125 R e LA e o
140153 168 196 210 11.00 11.20 11.40 11.60
0 m/z 69.10 94 _51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58280: Cyclotetradecane
55
41 69 83
5000 97 LA I L L L L L L L

11.00 11.20 11.40 11.60
11 m/z 55.10 90.46%

25
"w'“'w"|”'w'“'w'“|“'w'“'w“'w'” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
41 IIIIIIIIIIIIIIIIIIIIIII
11.00 11.20 11.40 11.60
5000 69 m/z 97.10 81.26%
83
97
27 1
o 125 140153 168181 00
R I o e EASAREAREREER SRS EERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58276: 1-Tetradecene A mam T B
11.00 11.20 11.40 11.60
m/z 57.10 79.01%
5000

111

2

125140154168 196
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 7 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.31 ng 140703 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 870 (11.531 min): BF090261.D (-868) (-) m/z 73.10 100.00%
43 60 s
5000
129
97 L S LA BN R
115 1 143157171185199213,,, 556 11.20 11.40 11.60 11.80
o} m/z 43.10 79.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
5000 29 UL SRR DL B B
11.20 11.40 11.60 11.80
o7 129 256 m/z 60.10 78.79%
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 11.20 1140 1160 11.80
5000 m/z 57.10 67.76%
o 129 242
. 101115 | 143157171185 199 213996
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R R mEEE
60 78 11.20 11.40 11.60 11.80
m/z 55.10 60.40%
43
5000
129
29 ‘ 115 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090261.D

Aca On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample : H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 8 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.46 5.13 ng 246450 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1039 (13.462 min): BF090261.D (-1037) (-) m/z 83.10 100.00%
5
5000 a4
SR AR BN BN B
139 13.20 13.40 13.60 13.80
S 109 k95218 2% m/z 57.10 97.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 SR AR BN BN B
13.20 13.40 13.60 13.80
125 m/z 97.10 89.35%
0 15 0 154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
13.20 13.40 13.60 13.80
5000 11 m/z 55.10 88.24%
29
0 139 167 196 224 252 280 308 Nv\wﬁ\ﬁd\~_w¢AL&M_/&_AVMN,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)- R B EERmE R
13.20 13.40 13.60 13.80
m/z 69.10 86.74%
o 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80

8270-BF092016.-M Wed Sep 28 14:35:08 2016 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090261.D

Acq On : 27 Sep 2016 19:32

Operator : UM/SJ

Sample - H4962-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016.M
Quant Title : 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 .56 14.6 ng 608535 1 6.48 832005 20.0
unknown6 .24 6.24 64.9 ng 2699250 1 6.48 832005 20.0
Tetradecane 10.43 3.2 ng 195838 4 10.97 1218050 20.0
Cyclotetradecane 11.23 3.2 ng 194929 4 10.97 1218050 20.0
n-Hexadecanoic acid 11.53 2.3 ng 140703 4 10.97 1218050 20.0
Trifluoroacetoxy ... 13.46 5.1 ng 246450 5 13.58 961057 20.0
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