LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095416.D

Aca On : 25 May 2017 9:21 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13248-01 St
Misc i SB-11-5.5-6.0
ALS Vial : 33 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-BF050217 .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 5.125 538 542 552 rBV 75284 166261 6.75% 0.884%
2 5.719 639 643 679 rBV 974600 2305763 93.54% 12.265%
3 7.295 907 911 927 rBV 991469 2010038 81.55% 10.692%
4 7.419 927 932 945 rVB 1464036 2464943 100.00% 13.112%
5 7.748 985 988 1001 rVB 333199 433938 17.60% 2.308%
6 7.989 1024 1029 1049 rBV 1421115 1833110 74.37% 9.751%
7 8.654 1138 1142 1167 rBV 614981 1237482 50.20% 6.583%
8 9.777 1328 1333 1357 rBV 240802 532036 21.58% 2.830%
9 11.542 1628 1633 1660 rBVY 1271990 2367241 96.04% 12.592%
10 12.254 1747 1754 1770 rBV 108303 234021 9.49% 1.245%
11 12.613 1810 1815 1829 rBV2 282932 524138 21.26% 2.788%
12 13.436 1951 1955 1960 rBvV2 22096 27331 1.11% 0.145%
13 13.907 2031 2035 2056 rBvV 528309 1059434 42.98% 5.636%
14 14.207 2082 2086 2090 rBvV3 22346 28823 1.17% 0.153%

15 15.012 2219 2223 2235 rBV2 272307 430786 17.48% 2.292%

16 15.965 2379 2385 2397 rBv4 33732 83393 3.38% 0.444%
17 17.324 2611 2616 2634 rBV 1496797 1882876 76.39% 10.016%
18 18.571 2823 2828 2842 rBV5 33717 102631 4.16% 0.546%
19 18.683 2843 2847 2863 rVB 280102 437848 17.76% 2.329%

20 19.794 3033 3036 3041 rVB3 20545 26363 1.07% 0.140%
21 20.077 3080 3084 3087 rBV3 27470 33966 1.38% 0.181%
22 20.365 3129 3133 3140 rBV 175812 271896 11.03% 1.446%
23 20.424 3140 3143 3150 rVB3 35928 49471 2.01% 0.263%
24 20.806 3203 3208 3213 rBV2 36877 55850 2.27% 0.297%
25 21.236 3277 3281 3286 rBV3 36308 58734 2.38% 0.312%
26 21.735 3361 3366 3372 rBV3 29296 58427 2.37% 0.311%
27 22.312 3459 3464 3471 rVB3 19846 41086 1.67% 0.219%
28 22.994 3576 3580 3591 rVBS8 16471 40969 1.66% 0.218%
Sum of corrected areas: 18798855
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095416.D
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Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095416.D
17|32
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 7.66 ng 166261 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
3 3-Hexanol 102 C6H140 000623-37-0 25
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 541 (5.119 min): BF095416.D (-538) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 TR T
83.0 480 500 520 5.40
o} A N RSNSOIV Y| S m/z 59.10 60.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L AL UL I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 22 .58%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 W80 500 500 540 |
5000 m/z 58.10 15.11%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
54.0 480 5.00 5.20 5.40
m/z 41.00 9.99%
5000 31 73.0
0 \ \ ‘ ‘ 11 \‘ | 840 101 0
m/z--> 10 20 30 40 50 6|O 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2 unknown7.42 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.42 113.61 ng 2464940 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
5 1-Aminoindan 133 C9H11IN 034698-41-4 9
Abundance Scan 932 (7.419 min): BF095416.D (-927) (-) m/z 132.00 100.00%
13p.0
5000 68.0 /\
40.0 9.0 700 7.20 7.40 7.60 7.80
0! I B e B B m/z 68.05 36.52%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

7.00 7.20 7.40 7.60 7.80
m/z 134.00 33.09%

31.0 510
0 ‘ L1 H | L 1
L o o o e o o LA e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
A o S e
74.0 7.00 7.20 7.40 7.60 7.80
5000 9go 1160 m/z 66.00 22.13%
158.0 189.0
O T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14 .09%
5000
104.0
66.0
27'0 5]\-”.\0 ‘ \H\ 89'0 ‘ ‘
L S L o e o e e I
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl5.97 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.87 ng 83393 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 47
2 .alpha.-D-Glucopvranose. 4-0-_.be... 342 C12H22011 014641-93-1 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 1,3,4-Thiadiazol-2-amine, 5-ethyl- 129 C4H7N3S 014068-53-2 35

Abundance Scan 2386 (15.971 min): BF095416.D (-2379) (-) m/z 73.00 100.00%

73.0
41.0
149.0
5000

213.2
185.1 256.1 1560 15.80 16.00 16 20

o m/z 60.00 78.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid
73.0
5000 |||||||||||||||||||
43.0 MDHM 15.60 15.80 16.00 16.20
: m/z 41.00 75.77%
H ‘1010 200.0
N [ | Y Y W G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
15.60 15.80 16.00 16.20
5000 43.0 m/z 57.00 74.72%
18.0
97.0

145.0
1230 173.0 204.0 2330 2750

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid
60.0 15.60 15.80 16.00 16.20
m/z 149.00 62.77%
5000 0.0 129.0
‘ 87.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15.80 16. OO 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.57 4.69 ng 102631 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 76
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
3 1-Heptacosanol 396 C27H560 002004-39-9 60
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 60
5 1-Heneicosanol 312 C21H440 015594-90-8 60
Abundance Scan 2828 (18.571 min): BF095416.D (-2823) (-) m/z 57.10 100.00%
57.1
97.0
5000
1 \ 165.1 302.1 18120 18.40 18.60 1880
obrrr it m/z 43.00 92.30%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57.0
97.0
5000 AR AR SRR R
mmmmmmmm
m/z 71.05  77.83%
o150 | “ “H \‘H m\u “\. It “8‘1 9 %2?9 267.0306.0 348.0 390.0 434.0 _490.0
m/z-> 0 55 250 300 350 460 4%0
Abundance
57.0
18.20 18.40 18.60 18.80
5000 97.0 m/z 55.00 T77.77%
o B0 LNk 200 0 o
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol e EEER EEa
57.0 97.0 18.20 18.40 18.60 18.80
m/z 83.10 70.29%
5000
39.0
ol L | {J | 181.0222.0 264.0306.0 _378.0
m/z—-> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 6 Heptacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.08 2.50 ng 33966 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 80
4 1-Octadecanesulphonvl chloride 352 C18H37ClI02S 1000342-70-4 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80

Abundance Scan 3085 (20.083 min): BF095416.D (-3080) (-) m/z 57.00 100.00%
57.0
5000
99.1 S
19.80 20.00 20.20 20.40
) E— Lk , | ||| L, ”““ L2080 2810 . m/z 71.10 62.84%
m/z--> 0 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 L SN BN SULILLN B
19.80 20.00 20.20 20.40
m/z 85.05 50.10%
o Tl Ll M | 1410 1830 2250 267.0 300.0 380.0
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
19.80 20.00 20.20 20.40
5000 m/z 43.10 48 _.45%
99.0
0 141.0 1830 225.0 267.0 309.0 367.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #59896: Tridecane, 2-methyl- T
57.0 19.80 20.00 20.20 20.40
m/z 55.05 25.17%
5000
O 99.0 155.0
m/z--> 0 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.42 3.64 ng 49471 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 3142 (20.418 min): BF095416.D (-3140) (-) m/z 57.05 100.00%
5%.0
5000
99.1 207.0 R R R R
l | | |1450 | l 282.1 20.'20 20.'40 20.I60 20.I8O
/— '|"....,....,...'.,....,...., m/z 71.05 65.36%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LI SN BRI BRI B
mmmmmmmm
99.0 m/z 85.05 55.74%
oL 210 ‘ h i \\ | }410 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 2éo 360 3éo '
Abundance
57.0
" 20,20 20.40 20.60 20.80
5000 m/z 43.00 47 .54%
99.0
27,0 141.0 1830 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #185533: Pentacosane R B R ARama
57.0 20.20 20.40 20.60 20.80
m/z 99.10 21.59%
5000
o270 | l 1\ 1410 1830 2250 267.0 309.0 352.0
m/z--> 55 100 150 260 250 360 3éo ' 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095416.D

Aca On : 25 May 2017 9:21

Operator : SJ/MA

Sample : 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown22.99 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.99 3.01 ng 40969 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 12
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 10
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 10
4 Octanedioic acid. 4-methoxv-. di... 232 C11H2005 039637-88-2 10
5 5-Ethyl-5-methylheptadecane 282 C20H42 1000360-42-5 10
Abundance Scan 3579 (22.988 min): BF095416.D (-3576) (-) m/z 57.10 100.00%
57.1
5000 99.1
121.0 149.0469 3 283.1 LN NN SUNIL B
1911 22.60 22.80 23.00 23.20 23.40
0 m/z 99.10 37.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LN PN SUNILR B
22.60 22.80 23.00 23.20 23.40
2.0 85.0 m/z 71.00 36.50%
oh “‘ |0 a0 1830 2110 2390
m/z--> 20 Jo éo éo 160 150 150 160 180 200 220 240 2éo 2§o
Abundance
57.0
22:60 22,80 23.00 23.20 23.40
5000 m/z 85.00 33.51%

85.0

127.0

. 155.0 183.0 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132964: Methoxyacetic acid, 2-tetradecy! ester

.0 22.60 22.80 23.00 23.20 23.40

m/z 90.90 28 .34%

5000 85.0

113.0 141.0 168.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.60 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052417\
Data File : BF095416.D

Acq On : 25 May 2017 9:21

Operator : SJ/MA

Sample - 13248-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.12 7.7 ng 166261 1 7.75 433938 20.0
unknown7 .42 7.42 113.6 ng 2464940 1 7.75 433938 20.0
unknownl15.97 15.97 3.9 ng 83393 4 15.01 430786 20.0
17-Pentatriacontene 18.57 4.7 ng 102631 5 18.68 437848 20.0
Heptacosane 20.08 2.5 ng 33966 6 20.36 271896 20.0
Octacosane 20.42 3.6 ng 49471 6 20.36 271896 20.0
unknown22 .99 22.99 3.0 ng 40969 6 20.36 271896 20.0
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