LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/1Z

Sample - G3526-13

Misc :

ALS Vial : 43 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-BF090115.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 4.399 243 246 257 rVB 458398 749002 59.88% 6.385%
2 4.902 288 290 302 rBV 1146381 1165150 93.14% 9.933%
3 6.022 386 388 395 rBV 1244017 1135312 90.76% 9.679%
4 6.125 395 397 399 rBV 1315633 1250939 100.00% 10.664%
5 6.353 415 417 420 rVB 459900 385840 30.84% 3.289%
6 6.513 429 431 433 rBY 852974 827860 66.18% 7.058%
7 6.936 465 468 470 rBVY 687703 794878 63.54% 6.776%
8 7.645 528 530 532 rBY 584724 493498 39.45%  4.207%
9 8.730 622 625 627 rBV 1090349 1087693 86.95% 9.273%
10 9.131 658 660 663 rBY 286518 239676 19.16% 2.043%

11 9.382 680 682 685 rvB 552240 506692 40.50% 4._.320%
12 10.171 748 751 753 rBV 669415 747843 59.78% 6.375%

13 10.319 762 764 767 rBB 11989 13395 1.07% 0.114%
14 10.845 808 810 813 rBV 501012 507402 40.56% 4_.326%
15 11.428 859 861 867 rBvV 45043 58241 4.66% 0.497%
16 12.297 934 937 938 rVB 33328 41599 3.33% 0.355%
17 12.365 938 943 946 rBV2 9710 13808 1.10% 0.118%
18 12.434 946 949 951 rBV 927754 838171 67.00% 7.145%
19 12.994 995 998 1000 rBV 33260 33330 2.66% 0.284%
20 13.360 1028 1030 1036 rBV 17513 42295 3.38% 0.361%
21 13.451 1036 1038 1041 rBV 353667 407730 32.59% 3.476%
22 13.680 1056 1058 1060 rBV 11619 12541 1.00% 0.107%
23 13.977 1082 1084 1092 rBV3 10701 25814 2.06% 0.220%
24 14.274 1106 1110 1112 rVB 10290 13675 1.09% 0.117%
25 14.331 1112 1115 1117 rBV 41726 39380 3.15% 0.336%
26 14.548 1132 1134 1139 rBV2 7959 13661 1.09% 0.116%

27 14.765 1151 1153 1155 rBV 254153 284632 22.75% 2.427%

Sum of corrected areas: 11730057
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF090415\

BF081464.D
5 Sep 2015 14:47
umsiz
G3526-13
43 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/I1Z

Sample - G3526-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.40 38.82 ng 749002 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 246 (4.399 min): BF081464.D (-243) (-) m/z 43.05 100.00%
43
59
5000
101 [rr T[T
4.00 4.20 4.40 4.60 4.80
o bl S8l e 88 | 7, 59.10  57.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRR S R L
4.00 4.20 4.40 4.60 4.80
m/z 58.10 15.17%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 101.10 15.08%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T R o B e
509 4.00 4.20 4.40 4.60 4.80
m/z 41.10 9.10%
5000 41
31
| [
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki" "i""l""l'"g?l""l' NSNS NARA NS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/I1Z

Sample - G3526-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.43 2.30 ng 58241 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 _.alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 47
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 861 (11.428 min): BF081464.D (-859) (-) m/z 57.10 100.00%
7 73
5000
: 129
97 213
#‘uv 1s 157 171 185 11.20 11.40 11.60 11.80
0 m/z 43.10 96.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56047: Dodecanoic acid
60 783
43
5000 11.20 11.40 11.60 11.80
85 129 ) . ) )
2 15 157 200 m/z 73.10  87.78%
‘ ‘ 101 ‘ 143 ‘ 171
oL .:.L8|.‘l . .‘l‘.‘. .“l“.‘l“.‘. IHM; ; QH‘I" .‘l‘. e I\MI 1 .‘. |]|'8I3| — I" R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
43 R RAERE AARAS RARs AR
11.20 11.40 11.60 11.80
5000 29 m/z 60.00 85.28%
85 129 143
115
. o7 157 169
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #37191: n-Decanoic acid A B mas e
60 73 11.20 11.40 11.60 11.80
m/z 55.10 70.33%
41
5000 - 129
11 172
ol ,‘1 R 1 Y W -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/I1Z

Sample - G3526-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.30 2.04 ng 41599 Chrysene-di12 13.45
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 49
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 35
4 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 25

Abundance Scan 937 (12.297 min): BF081464.D (-934) (-) m/z 56.10 100.00%
96
5000
41
73 257 SN . § Y,V I
or 129 a3 23 12.00 12.20 12.40 12.60
of m/z 57.10 51.82%
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 AU NI BN B
12.00 12.20 12.40 12.60
29 1 257 m/z 41.10 35.07%
0 | h H‘ Yoot L 187 185 213 2?9 | 283 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.00 12.20 12.40 12.60
5000 m/z 43.10 33.61%
29 73
o 71137 157 185 213 2957 5 g1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- R EEEmaEE S S
56 12.00 12.20 12.40 12.60
m/z 55.10 29.36%
5000
30 129
82 100
S — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/I1Z

Sample - G3526-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Hexadecane, l1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.07 ng 42295 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, l1-chloro- 260 C16H33ClI 004860-03-1 50
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 43
3 6,10,14-Trimethyl-pentadecan-2-ol 270 C18H380 1000143-49-8 43
4 2-Hexyl-1-octanol 214 C14H300 019780-79-1 43
5 Decane 142 C10H22 000124-18-5 38
Abundance Scan 1030 (13.360 min): BF081464.D (-1028) (-) m/z 57.10 100.00%
57
43
5000
71 85
105 ryrrrryrrrryrrrTT T T T
‘| m 149 207 13100 13.20 13.40 13.60
) SRR ¥ m/z 43.10 61.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94520: Hexadecane, 1-chloro-
43 57
5000 o U LS B AR B
13. 00 13. 20 13. 40 13.60
29 105 m/z 55.10 41 .35%
oL 15 “ A ﬂ HH\H1}94$3147161175189203217231 260
m/z--> ﬁo 45 60 éo 100 120 150 160 180 200 220 240 2éo
Abundance
43 57
13.00 13.20 13.40 13.60
5000 - m/z 71.10 35.28%
29 85
o 98111125 140154168
m/z--> ﬁo 45 65 éo 160 150 150 160 180 200 220 250 2é0
Abundance #100818: 6,10,14-Trimethyl-pentadecan-2-ol R R
43 57 13.00 13.20 13.40 13.60
m/z 85.10 34.85%
5000
29
0 ‘ | 182196210
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/I1Z

Sample - G3526-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .33 2.77 ng 39380 Perylene-d12 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 86
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 86
3 2,6,10,14,18-Pentamethyl-2,6,10, ... 342 C25H42 075581-03-2 86
4 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1115 (14.331 min): BF081464.D (-1112) (-) m/z 69.10 100.00%
69
5000
41
e 14100 14,20 14140 1060
ot b et oy 7 m/z 81.10 55.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 L LN UL B B
14.00 14.20 14.40 14.60
41 o 137 m/z 41.10 30.45%
o ’ w b p 1 337 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1400 14.20 14.40 14.60
5000{ 41 m/z 95.10 15.47%
93
136
0 113 | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene R R mEEE
69 14.00 14.20 14.40 14.60
m/z 67.10 13.89%
5000 41
95
121
0 \‘t\L\ d [ (177 205225245 273 299 342
m/z--> 50 100 150 2(')0 250 300 350 400 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081464.D

Acq On : 5 Sep 2015 14:47

Operator : UM/1Z

Sample - G3526-13

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
2-Pentanone, 4-hy... 4.40 38.8 ng 749002 1 6.35 385840 20.0
Dodecanoic acid 11.43 2.3 ng 58241 4 10.85 507402 20.0
Hexadecanoic acid... 12.30 2.0 ng 41599 5 13.45 407730 20.0
Hexadecane, 1-chl... 13.36 2.1 ng 42295 5 13.45 407730 20.0
Squalene 14.33 2.8 ng 39380 6 14.77 284632 20.0
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