LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 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-BF100516.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 5.194 247 250 256 rVB 1290240 1719588 21.69% 2.567%
2 5.606 283 286 288 rBV 5694121 6077906 76.68% 9.074%
3 6.623 372 375 377 rBVY 5721176 6693551 84.45% 9.993%
4 6.760 384 387 389 rBVY 6671966 7038804 88.80% 10.509%
5 6.989 404 407 409 rBvV 1529981 1475939 18.62% 2.204%
6 7.149 418 421 423 rVB 4397247 5402259 68.16% 8.065%
7 7.549 453 456 458 rBV 3954339 4146918 52.32% 6.191%
8 7.640 461 464 466 rBvV 102907 139920 1.77% 0.209%
9 8.269 517 519 522 rBV 1673185 1988153 25.08% 2.968%
10 9.354 611 614 616 rBvY 7487108 7441002 93.88% 11.109%

11 9.743 646 648 650 rBVY 1877161 2226621 28.09% 3.324%
12 10.040 671 674 676 rVB 2005935 2400162 30.28% 3.583%
13 10.463 707 711 713 rBV 140258 159338 2.01% 0.238%
14 10.692 727 731 734 rBV 50407 96151 1.21% 0.144%
15 10.829 740 743 745 rBV 4849540 4740885 59.81% 7.078%

16 10.943 750 753 760 rVB 192402 252719 3.19% 0.377%
17 11.389 790 792 794 rBv2 130804 121228 1.53% 0.181%
18 11.526 801 804 806 rBV 2897902 2454244 30.96% 3.664%
19 12.052 847 850 852 rBvV 639514 585742 7.39% 0.874%
20 12.841 917 919 925 rBV 221687 273744 3.45% 0.409%

21 12.932 925 927 929 rVB 212809 188946 2.38% 0.282%
22 13.115 941 943 946 rBV 5467988 7926284 100.00% 11.834%
23 13.641 987 989 991 rVB 128848 115968 1.46% 0.173%
24 14.006 1019 1021 1033 rBV 290425 503695 6.35% 0.752%
25 14.166 1033 1035 1038 rBV 1223696 1626232 20.52% 2.428%

26 15.664 1163 1166 1169 rBV 795190 1185143 14.95% 1.769%

Sum of corrected areas: 66981142
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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\BF100716\

BF090474.D

8 Oct 2016 8:17

UM/SsJ

H5136-09

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 23.30 ng 1719590 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 250 (5.194 min): BF090474.D (-247) (-) m/z 43.10 100.00%
43
59
5000
o 480 500 520 540 560
83 : : : : :
..,....,.?ﬁ‘.',':...?.l.~:.|,...‘??....,.'...,...:,|....,....,....,....,...., m/z 59.10 60.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R R R I
4.80 5.00 5.20 5.40 5.60
m/z 101.10 19.16%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 m/z 58.10 17.22%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R o
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.75%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W R RS R I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 unknown6.76 Concentration Rank 1

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

6.76 95.38 ng 7038800 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 387 (6.760 min): BF090474.D (-384) (-) m/z 132.00 100.00%
5000 68
" s & T oo 5k0 6B Tho
54 104 : : . .
I ?.1:.'.| N1 S Ml .S | S m/z 68.10 44.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UM SR N R
6.40 6.60 6.80 7.00
78 m/z 134.00 35.68%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.0 6.80 7.00
5000 m/z 66.10 27.03%
104
66
14 27 37 4451 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R B AR
132 6.40 6.60 6.80 7.00
m/z 69.10 17.31%
97
5000
70
31
4451 60 | 77 g5 | 105 116 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 4 Heptacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.04 2.06 ng 252719  Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 90

2 Nonadecane 268 C19H40 000629-92-5 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 753 (10.943 min): BF090474.D (-750) (-) m/z 57.10 100.00%
57
5000 85
113 10.60 10.80 11.00 11.20
..~.|,.1.-.'.‘, LA e m/z 71.10  66.90%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 USSR SN B
85 10.60 10.80 11.00 11.20
m/z 43.10 62.63%
29 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 85 m/z 85.10 42.22%
29
113 141 169 197 268
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane AR
57 10.60 10.80 11.00 11.20
m/z 41.10 24 .80%
85
5000
154
29
113
IJI\I }uJuulullutuluu|||||||||| |26|7|||||||||||| R o S
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 n-Hexadecanoic acid Concentration Rank 5

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

12.05 4.77 ng 585742 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 52

5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 35

Abundance Scan 850 (12.052 min): BF090474.D (-847) (-) m/z 73.10 100.00%
60 B
43
5000
129
97 115 213 T T T
| 143157171185199 297 256 11.80 12.00 12.20 12.40
SRR 1 & m/z 60.10 82.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LN L L LB LB L B BB
11.80 12.00 12.20 12.40
m/z 43.10 78.03%
213
i
ull i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.80 12.00 12.20 12.40
5000 129 m/z 57.10 70.55%
29 87
199
101115 143157171185 213 242
15 13226
T T T T T T T T T e o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78 11.80 12.00 12.20 12.40
m/z 55.10 61.26%
43
5000
129
29 ‘ 115 11 214
185
s | Ml M 2 | Mg |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.84 2.23 ng 273744 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 20

Abundance Scan 919 (12.841 min): BF090474.D (-917) (-) m/z 73.05 100.00%

4357 B

5000 129

-

185
12.60 12.80 13.00 13.20

m/z 43.10 86 .46%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

N
w
()]

|
~
w

5000 129 R R
12.60 12.80 13.00 13.20

m/z 60.10 83.79%

185 241 284

143457171

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

.0 || 3 12.60 12.80 13.00 13.20
5000 m/z 57.10  82.59%
242

129

87
101115 1431571711859,

Tﬁwwwmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid e e B T
60 12.60 12.80 13.00 13.20
2
87
L Tl i
| I 1

m/z 55.10 67.62%
I""IIIII SARAUARASS SARES SRARE RAREE LARES SRRAY RS LARAN SRRRY RARRE LR LR R PR DA B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13. 00 13 20

-

5000 129

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.93 2.32 ng 188946 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 80
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 53
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 35

Abundance Scan 927 (12.932 min): BF090474.D (-925) (-) m/z 56.10 100.00%
56
5000
73
3 97 129 239 257 12.60 12.80 13.00 13.20
L T m/z 57.10 55.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester W\/\J
56
5000 ---------M
12.60 12.80 13.00 13.20
29 1 230257 m/z 43.10 40.33%
L h \\ ooy 157 185 213 T | 283 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.60 12,80 13.00 13.20
5000 m/z 41.10 38.00%
29 73 111
13 95 12914 170 199
mmﬂ?ﬁwwwmwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester s R Ema R e e S
56 12.60 12.80 13.00 13.20
m/z 55.10 30.56%
5000
29 73
\‘ 100 B ”‘11g \ 157 185 213 2?92?7 281 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.01 6.19 ng 503695 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91

Abundance Scan 1021 (14.006 min): BF090474.D (-1019) (-) m/z 57.10 100.00%

87 83

5000

-

13.60 13.80 14.00 14.20 14.40
m/z 55.10 91.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcoho

:

5000 [Trrr[rrrrprrrrprrrorrrs
13.60 13.80 14.00 14.20 14.40
m/z 43.10 88.30%
29 139
A 167182 210 238 264280 308
RARAREARIEASE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
AR R e
13.60 13.80 14.00 14.20 14.40
5000 111 m/z 69.10 86.00%
29
139 167182 210 238 266 204
m@ﬂmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #115906: 1-Nonadecene N L e i e B e
13.60 13.80 14.00 14.20 14.40
m/z 83.05 85.25%
5000
2 154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090474.D

Acq On : 8 Oct 2016 8:17

Operator : UM/SJ

Sample - H5136-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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]
2-Pentanone, 4-hy... 5.19 23.3 ng 1719590 1 6.99 1475940 20.0
unknown6 .76 6.76 95.4 ng 7038800 1 6.99 1475940 20.0
Heptacosane 10.94 2.1 ng 252719 4 11.53 2454240 20.0
n-Hexadecanoic acid 12.05 4.8 ng 585742 4 11.53 2454240 20.0
Octadecanoic acid 12.84 2.2 ng 273744 4 11.53 2454240 20.0
Hexadecanoic acid... 12.93 2.3 ng 188946 5 14.18 1626230 20.0
Behenic alcohol 14.01 6.2 ng 503695 5 14.18 1626230 20.0
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