LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 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-BF063016.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 1.667 6 7 16 rVB 155231 240250 10.14% 1.140%
2 1.781 16 17 26 rvv 1335706 2153548 90.85% 10.222%
3 1.895 26 27 63 rvB 74439 352059 14.85% 1.671%
4 4.856 283 286 292 rVB 119544 198664 8.38% 0.943%
5 5.290 321 324 327 rBV 1540237 1783106 75.22% 8.464%
6 6.353 413 417 419 rVB 1383400 2194262 92.57% 10.416%
7 6.467 424 427 429 rBVY 2048053 2117355 89.32% 10.051%
8 6.696 445 447 449 rBV 439063 442689 18.67% 2.101%
9 6.856 458 461 463 rBVY 1261414 1639075 69.14% 7.780%
10 7.267 493 497 499 rBB 975036 1391523 58.70% 6.605%
11 7.382 503 507 511 rBB 34215 47407 2.00% 0.225%

12 7.976 557 559 562 rBB 620146 538800 22.73% 2.558%
13 9.062 651 654 656 rBVY 2456018 2370494 100.00% 11.252%
14 9.450 686 688 691 rBvV 385070 415310 17.52% 1.971%
15 9.725 710 712 715 rBB 575664 548659 23.15% 2.604%

16 10.513 778 781 784 rBV 1234623 1260580 53.18% 5.984%
17 10.651 791 793 797 rBV 24983 47331 2.00% 0.225%
18 11.096 829 832 833 rBvV 27407 33818 1.43% 0.161%
19 11.199 839 841 844 rVB 478588 479745 20.24% 2.277%
20 11.439 860 862 867 rvVv 100686 143675 6.06% 0.682%

21 11.519 867 869 871 rvVB 25134 24407 1.03% 0.116%
22 11.748 888 889 891 rBvV 41850 32669 1.38% 0.155%
23 12.262 932 934 937 rBV 96925 100920 4._.26% 0.479%
24 12.628 964 966 968 rBV 52267 48486 2.05% 0.230%

25 12.788 977 980 983 rBV 1481156 1352840 57.07% 6.422%

26 13.691 1057 1059 1064 rVB 145525 156209 6.59% 0.741%
27 13.828 1068 1071 1073 rBV 397187 377846 15.94% 1.794%

28 14.331 1112 1115 1122 rBV 51814 89411 3.77% 0.424%
29 14.914 1164 1166 1171 rBV2 15571 40694 1.72% 0.193%
30 15.200 1188 1191 1193 rBV 305788 358269 15.11% 1.701%
31 16.628 1313 1316 1324 rVB5 27240 62222 2.62% 0.295%
32 17.680 1404 1408 1412 rBV5 8661 24439 1.03% 0.116%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21066762
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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\BF071316\

BF088970.D

13 Jul 2016 21:08

UM/SsJ

H3988-04

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088970.D
6.47
2000000
5.29
1500000 1. 78 6. 35
6.86
1000000 7.27
500000 6.70
1.67
W Lo 4.86 7.38
s e N LA e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088970.D
9|06
2000000
1500000 12.79
10.51
1000000
500000 9.45 1
0 1065 111 ptbaizs 1226 1263
T e L B e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088970.D
2000000
1500000
1000000
500000
13.83 15.20
13.6
. 14.33 14.91 16.63 17.68
e e e e e T e  —
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.90 15.91 ng 352059 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9

Abundance Scan 27 (1.895 min): BF088970.D (-26) (-) m/z 75.05 100.00%
75
5000
45
57 180 200 220
o I O [ B o m/z 73.10 69.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L R L
1.80 2.00 2.20
m/z 45.05 35.60%
Ol ,....,...?1 R —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
180 200 220
5000 45 m/z 41.10 22 .79%
15
28 58
e L L UL SO L L UL L S UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- T
73 180 200 2.20

m/z 47.00 17.10%

5000
45
27 57
Ll | . 89 107 119 135 179

O A e e B e R B LA e R

m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._86 8.98 ng 198664 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 286 (4.856 min): BF088970.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 I I U
460 4.80 5.00 5.20
83
0...,....,....,....','!:..‘?.1.-!],....,....,.-...,....-,....,....,....,....,...., m/z 59.10 62.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I I
59 460 480 500 5.20
m/z 101.10 23.61%
31 83 g3 101
U AR RS RS AN NRARS AR RRRLN RSN LARANARSS SRS SARAN SARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 5.20
5000 M m/z 58.10 15.49%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e EmasERE R
43 460 4.80 5.00 5.20
m/z 41.10 9.31%
5000
101
15 58
28 L 69 84 ‘
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY HR U L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.47 Concentration Rank 2

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

6.47 95.66 ng 2117360 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 427 (6.467 min): BF088970.D (-424) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 ? 620 640 6.60 6.80
54 104 . . . .
o..,....,....'l'.'.‘.‘?,:.l..?h.n.',..'.~.,..5.‘?,....,.'.'..,.1.1?.,....,~'...,.. m/z 68.10 42.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R A A
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.82%
38
0"w'“J“J“'h'M'“l“'H'“'w'“l“'w'“'w'“l“'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 28.36%
33 44 o g7 105
o 51 60 8 g6 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene ....,.../\.,. R BARR
132 6.20 6.40 6.60 6.80
m/z 69.10 17.88%
5000 63 a1
31 88 101 112
0"|?ﬂ'|“'ﬁﬁ"'iq'”'ﬂ'll|7ﬁ"l"“""”“l'|h“'|"'w N R RS L A A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Hexadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.44 5.99 ng 143675 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 862 (11.439 min): BF088970.D (-860) (-) m/z 55.10 100.00%

4] 69 g3

5000

11.20 11.40 11.60 11.80

0 m/z 43.10 88.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95985: 1-Hexadecanol
43
69 g3
97
5000 LA I L L LB L B B
29 11.20 11.40 11.60 11.80

111 m/z 69.10 82.71%

125
|l \“ Il ‘H I “\ |, 140154168182196 224
Ol b e e b e e o e o

mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55
69 g
o7 11.20 11.40 11.60 11.80
5000 m/z 41.10 82.23%
29
111
125
0 139 154168182196 224 252
A A = Ao
mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104186: 5-Octadecene, (E)- e B R LR EEE S
55 11.20 11.40 11.60 11.80
m/z 83.10 78.34%
43 69
83
5000 97
29 111
125
oLl \‘ 139 154168181195 224 252
AR L L - . L
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80

8270-BF063016-M Thu Jul 14 13:20:56 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.26  4.20ng 100920  Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 91
5 1-Heptadecene 238 C17H34 006765-39-5 91

Abundance Scan 934 (12.262 min): BF088970.D (-932) (-) m/z 83.10 100.00%

5000

-

12.00 12.20 12.40 12.60
m/z 55.05 97.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1

SN
o
a
o)}
©
@
©
~

5000 LA L L L L LB LN
12.00 12.20 12.40 12.60
125 m/z 69.10 87 .25%
N 139154168182106210223238 266
SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 83
69 97
41 12.00 12.20 12.40 12.60
5000 1 m/z 43.10 82.31%
125
0 27 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I

Abundance #197885: Trichloroacetic acid, pentadecy! ester = L
12.00 12.20 12.40 12.60

m/z 97.10 79.97%

5000

125
139153167 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

210

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl2.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.57 ng 48486 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 46
2 lIsobutvl laurate 256 C16H3202 037811-72-6 38
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 n-Butvl laurate 256 C16H3202 000106-18-3 37
5 Hexadecanoic acid, 1,l1-dimethyle... 312 C20H4002 031158-91-5 37
Abundance Scan 966 (12.628 min): BF088970.D (-964) (-) m/z 56.10 100.00%
56
5000 202 ’ 4 ’
3 12.40 12.60 12.80 13.00
Ot m/z 57.05 56.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester
57
5000 4 LR BRI UL SURLUN U
239 p57 12.40 12.60 12. 80 13. 00
m/z 202.10 46 .24%
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2éo 360
Abundance
56
" 12.40 12.60 12.80 13.00
5000 183 m/z 43.10 43.11%
29 201
o o7 143129 157 226 256
R R R R R R A LRSS LS AR SRR LR RS LA AR SRR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I

Abundance #12841: Nipecotic acid e e o ==
12.40 12.60 12.80 13.00

m/z 41.10 37.32%

5000

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 8.27 ng 156209 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 1059 (13.691 min): BF088970.D (-1057) (-) m/z 83.10 100.00%

o7

-

5000 111
139154 13.40 13.60 13.80 14.00
(o} m/z 57.10 96.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83

:

13.I4O 13.I60 13.I80 14.IOO
m/z 55.10 95.15%

5000

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

41 57
83 A S A e
13.40 13.60 13.80 14.00
5000 m/z 43.10 90.35%
111

ol 26 126 153168 196 224 252 280

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #189051: Trichloroacetic acid, tetradecyl ester T T T T
13.40 13.60 13.80 14.00

m/z 69.10 87 .73%

5000

:

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.33 4.73 ng 89411 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Octacosanol 410 C28H580 000557-61-9 93
5 1-Nonadecene 266 C19H38 018435-45-5 93
Abundance Scan 1115 (14.331 min): BF088970.D (-1112) (-) m/z 57.05 100.00%
g7
139 o7 14.00 14.20 14.40 14.60
0 1 | m/z 83.10 99.35%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 L AN UL BN B
125 14.00 14.20 14.40 14.60
m/z 97.10 90.82%
ot i, ‘ h ‘m i 4‘ ;i ‘.181 209 236 264 292 320 350 378
m/z--> 50 200 250 300 350
Abundance
55 83
14.00 14.20 14.40 14.60
5000 11 m/z 55.10 88.96%
29
0 139 167 196 224 252 280 308 \A/MJ\\AMNPJthW,Aﬂ\\,¥,
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 R R mEEE
8 14.00 14.20 14.40 14.60
m/z 43.10 83.84%
- 1 L/\/\iJL\J
139
0 | ” L 4 “L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.27 ng 40694 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 64
3 Octacosane 394 C28H58 000630-02-4 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
Abundance Scan 1166 (14.914 min): BF088970.D (-1164) (-) m/z 57.10 100.00%
g7
5000 MLJ\\/\W\J\\«
i 14,60 14.80 15.00 15.20
ol '.m..“..:,”..,”..,.”.,.”.,..”,..”,...w. m/z 71.10  70.75%

m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #185533: Pentacosane
57

5000 TT TTTT TTTT TTTT TT T T
14 60 14. 80 15. OO 15. 20
m/z 43.10 59.82%
ol 127 211 om 352
L o AL L B e I
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
57
R N ERmEm R
14.60 14.80 15.00 15.20
5000 m/z 85.05 54 _.03%
5
o 197 267 350 899 998
L o o e B A LA A I e o e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #209565: Octacosane
57 14.60 14.80 15.00 15.20
m/z 41.10 20.77%
5000
27
0 | [ 1,197 281 394
L o o B L L B i o B R O R EEEEE SRS RS
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 14 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088970.D

Aca On 13 Jul 2016 21:08

Operator : UM/SJ

Sample : H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 1,4-Dimethyl-8-isopropylide... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.63 3.47 ng 62222 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 83
2 Guaia-3.9-diene 204 C15H24 000489-83-8 53
3 .aamma.-HIMACHALENE 204 C15H24 1000140-08-0 53
4 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 52
5 _alpha.-Guaiene 204 C15H24 003691-12-1 49
Abundance Scan 1316 (16.628 min): BF088970.D (-1313) (-) m/z 204.20 100.00%
135 204
5000
218 269 301
1640 16.60 16.80 17.00
0 m/z 135.10 84 .24%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000
95 109 147161 16.40 16.60 16.80 17.00
4l e 79 133 189 m/z 133.10 79.85%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105 135 161 204
119
a 16.40 16.60 16.80 17.00
5000 189 m/z 121.10 72.25%
55
81
27

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64346: .gamma.-HIMACHALENE

16.40 16.60 16.80 17.00

m/z 105.10 68.62%

5000

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00

8270-BF063016-M Thu Jul 14 13:21:01 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071316\
Data File : BF088970.D

Acq On 13 Jul 2016 21:08

Operator : UM/SJ

Sample - H3988-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,1-dime... 1.90 15.9 ng 352059 1 6.70 442689 20.0
2-Pentanone, 4-hy... 4._.86 9.0 ng 198664 1 6.70 442689 20.0
unknown6 .47 6.47 95.7 ng 2117360 1 6.70 442689 20.0
1-Hexadecanol 11.44 6.0 ng 143675 4 11.20 479745 20.0
n-Nonadecanol-1 12.26 4.2 ng 100920 4 11.20 479745 20.0
unknownl2.63 12.63 2.6 ng 48486 5 13.83 377846 20.0
1-Heneicosanol 13.69 8.3 ng 156209 5 13.83 377846 20.0
1-Heptacosanol 14 .33 4.7 ng 89411 5 13.83 377846 20.0
Pentacosane 14.91 2.3 ng 40694 6 15.20 358269 20.0
1,4-Dimethyl-8-is... 16.63 3.5 ng 62222 6 15.20 358269 20.0
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