LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 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-BF010918.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 4.928 478 483 491 rVB 163886 225940 7.24% 0.751%
2 5.334 546 552 555 rBVY 3093420 3023392 96.88% 10.050%
3 6.357 720 726 731 rBVY 2783507 3120771 100.00% 10.374%
4 6.487 744 748 752 rBVY 3018935 3108799 99.62% 10.334%
5 6.722 784 788 791 rBVY 1009812 888369 28.47% 2.953%
6 6.875 810 814 817 rBVY 2720399 2388154 76.52% 7.939%
7 7.287 878 884 887 rBVY 2048488 1893043 60.66% 6.293%
8 7.745 959 962 965 rVB 43881 37240 1.19% 0.124%
9 8.004 1001 1006 1008 rBV 1243299 1155900 37.04% 3.842%
10 8.557 1097 1100 1104 rBV 284612 237803 7.62% 0.790%

11 9.081 1183 1189 1192 rBV 3640862 3022663 96.86% 10.048%
12 9.475 1252 1256 1259 rBV 597482 478634 15.34% 1.591%
13 9.751 1300 1303 1307 rBV 1260327 1125213 36.06% 3.740%
14 10.469 1419 1425 1428 rBV 1250269 976365 31.29% 3.246%
15 10.539 1433 1437 1441 rBV 1734525 1607169 51.50% 5.342%

16 11.233 1549 1555 1559 rBV 1104572 928795 29.76% 3.087%
17 12.645 1792 1795 1797 rBV 53468 42371 1.36% 0.141%
18 12.821 1820 1825 1828 rBV 2089329 1901399 60.93% 6.321%
19 13.715 1973 1977 1984 rBV 302812 323622 10.37% 1.076%
20 13.868 1998 2003 2006 rBV 728080 725393 23.24% 2.411%

21 14.039 2028 2032 2037 rBv4 30846 37016 1.19% 0.123%
22 14.345 2080 2084 2090 rBV2 174092 191851 6.15% 0.638%
23 14.774 2154 2157 2161 rVB2 35829 36497 1.17% 0.121%

24 14.957 2184 2188 2198 rVB 386550 442294 14 .17% 1.470%
25 15.286 2238 2244 2247 rBV 583278 720853 23.10% 2.396%

26 15.315 2247 2249 2258 rVB2 55807 69874 2.24% 0.232%
27 15.504 2277 2281 2287 rVB 79811 101010 3.24% 0.336%
28 15.721 2313 2318 2323 rBV 237696 356619 11.43% 1.185%
29 15.768 2323 2326 2333 rVV2 79332 131043 4._.20% 0.436%

30 15.839 2335 2338 2347 rVB9 22116 53012 1.70% 0.176%
31 16.192 2395 2398 2404 rVB2 34281 53728 1.72% 0.179%
32 16.468 2440 2445 2452 rVB2 91022 154687 4._.96% 0.514%
33 16.751 2488 2493 2497 rVB4 47558 77507 2.48% 0.258%

34 16.809 2499 2503 2513 rVB5 74643 175118 5.61% 0.582%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 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

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.915 2519 2521 2527 rVB6 20615 36372 1.17% 0.121%

36 17.192 2564 2568 2580 rVB6 58664 149801 4._.80% 0.498%

37 18.168 2729 2734 2746 r\VB6 32032 84592 2.71% 0.281%
Sum of corrected areas: 30082909
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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

U:\HPCHEM1I\BNA F\DATA\BF011718\

BF102168.D

17 Jan 2018 23:28

SJ/Ju

J1163-01

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102168.D

5.33

4.93

6.49
6.36

6.87

7.29

0
Time-->

L
L B

5.50

5.00

Abundance
3500000

3000000

2500000

2000000

1500000

8.00

1000000

500000

0

TIC: BF102168.D

10.54

9.75 10.47

11.23
9.47
8.56

1

12.82

12.64

A
LI B

T
Time--> 8.00

10.50 11.00 11.50

10.00

8.50 9.50

12.00

12.50

13.00 13.50

Abundance
3500000

3000000
2500000
2000000
1500000
1000000

500000}

TIC: BF102168.D

15.29

15.72
1531550 162%,

14.96
16.19 16.47 18684 9> 17.19

18.17

Time-->

15.00 15.50

14.50 16.50 17.00 17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 8

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

4.93 5.09 ng 225940 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 _alpha.-D-Galactopvranoside. met... 249 C10H19NO6 017296-07-0 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 483 (4.928 min): BF102168.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 460 480 5.00 520
....,....','...:|,....8,3.'(.’..~,|....,....,....,....,....,29?-.1. m/z 59.00 57.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R
59.0 460 480 500 520
150 1010 m/z 101.10 19.18%
H\‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 5.00 520
5000 m/z 58.10 14 .54%
101.0
15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3152: 5-Hexen-2-one O EAmEE e AR
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.17%
5000
27.0
[ 1l |eso 830990
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 69.99 ng 3108800 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102168.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 8.1
20 540 oo "% ok ok b
: e m/z 68.10 36.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 R I IR L UL
6.20 6.40 6.60 6.80
m/z 134.00 33.25%
IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
117.0 620 640 6.60 6.80
5000 m/z 66.00 22 .84%
91.0
39.0 65.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 .30%
5000
51\'0 | 70\.0 | 86.0 ‘ ‘\ “
m/z--> 20 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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-Hydroxy-iso-butyrophenone Concentration Rank 12

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

8.56 4_.11 ng 237803 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 72
3 Acetic acid. chloro-. methvl ester 108 C3H5CIO2 000096-34-4 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1101 (8.563 min): BF102168.D (-1097) (-) m/z 59.00 100.00%
59.0
5000
770 105.0
43.0 ‘ RS BARSE SRR RN
8.20 8.40 8.60 8.80
S I N .|', oLl | 1211 a1 77105.00  28.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 RS U R
8.20 8.40 8.60 8.80
43.0 77.0 105.0 m/z 77.00 24 _.03%
T "|"' 'NL" T ”|'9¥q |M"%%yo"'|%420'l"" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
e e
8.20 8.40 8.60 8.80
5000 m/z 106.00 15.92%
75.0 105.0
130 121.0 149.0 165.0 180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5227: Acetic acid, chloro-, methyl ester R A
59.0 8.20 8.40 8.60 8.80
m/z 51.00 15.81%
5000| .o .
29.0 '
" eq | o
| (1N Ly |
m/z--> 20 40 60 80 100 120 140 160 180 8.20 840 860 8.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.47 17.35 ng 976365 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 50
3 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 50
4 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 49
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 1425 (10.469 min): BF102168.D (-1419) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 I | G
1521 10.20 10.40 10.60 10.80
Ok rr2fQ b 909 ) 1261 PLC1661 m/z 77.00 62.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LI SN UL B SR
182.0 10,20 10.40 10.60 10.80
51.0 m/z 182.10 46.44%
27.0 | J 910 | 1260 1520 1
miz--> 20 40 60 8 100 120 140 160 180
Abundance
105.0
10,20 10.40 10.60 10.80
5000 77.0 m/z 51.00 25.23%
51.0
27.0 136.0 1550 183.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47990: Pheny! 4-pyridyl ketone R e
105.0 10.20 10.40 10.60 10.80
m/z 181.10 7.83%
770 183.0
5000 51.0
‘ 127.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80

8270-BF010918.M Thu Jan 18 12:16:10 2018

Page: 7



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 8.92 ng 323622 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Octacosanol 410 C28H580 000557-61-9 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 1978 (13.721 min): BF102168.D (-1973) (-) m/z 57.00 100.00%
57.0
83.0
5000
AR PR A SRR
139.1 13.40 13.60 13.80 14.00
168.2194.9 m/z 43.05 84.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 IR N A SRR
13.40 13.60 13.80 14.00
m/z 55.00 65.35%
29.0 139.0
Lok gll "~ 167.0 196.0  238.0 266.0294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 60.49%
29.0
1390 167.0 196.0 224.0 252.0 280.0 308.0
m@mﬁmﬂ@mﬁrﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 L I e e
57.0 83.0 13.40 13.60 13.80 14.00
m/z 97.10 58.47%
5000
29.0
L ‘ 1390 167.0 195.0222.0 250.0 280.0 308.0336.0
m/z--> 25beommmmmmmmmmnmm%mmmmmw) ﬁmﬁmm@mm '
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Sulfurous acid, octadecyl 2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.34 5.29 ng 191851 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 90
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
4 Hexacosane 366 C26H54 000630-01-3 68
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 2083 (14.339 min): BF102168.D (-2080) (-) m/z 57.10 100.00%
57.1
ot 14:00 14.20 14.40 14.60
1 30 169.1 : : : :
b A |0 te0t 2211 om0 3972 T U500 70.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
85.0
5000 UM UL B UL
14.00 14.20 14.40 14.60
250 m/z 71.10 59.42%
: \I ‘.‘ I" HH I\hlm‘l ﬂ‘l“l' .‘1?5.'0. |1|97|'0| — |25u3'|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14:00 14.20 14.40 14.60
5000 m/z 85.05 46.48%
97.0
28.0
127.0 169.0  224.0p54(283.0313
m/z--> 50 100 150 200 250 300 350 400
Abundance #200447: Sulfurous acid, butyl heptadecy! ester i R R R
57.0 14.00 14.20 14.40 14.60
m/z 55.10 33.59%
5000
97.0
270 | | l | 20, 1690 21002390 010
m/z--> 50 100 150 200 2%0 300 350 400 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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

Concentration Rank 4

Peak Number

8 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
14 .96 12.27 ng 442294 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2189 (14.962 min): BF102168.D (-2184) (-) m/z 57.05 100.00%
57.0 P
5000
991 14160 1480 15,00 1550 |
41.1 : . : .
oAl B4 1832 2302 gepa g e 6097
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
14.60 14.80 15.00 15.20
m/z 43.10 60.40%
2ﬁ0L || hgﬂod 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 46.51%
99.0
27.0 141.0 1830 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane B B o e i e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22 .32%
5000
27,0 %90
T 'tL f"{'t'i"'%4}?' "1??9 UELE AL UL SR PN AN SR
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetradecanal Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.50 2.80 ng 101010 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 86
2 Hexadecanal 240 C16H320 000629-80-1 72
3 Ethanol. 2-(9-octadecenvloxv)-. ... 312 C20H4002 005353-25-3 68
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 64
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 58

Abundance Scan 2280 (15.498 min): BF102168.D (-2277) (-) m/z 57.00 100.00%
51.0
83.0
5000
09.1 A e e
137.1 167 01929 265.0 355.1 15.20 15.40 15.60 15.80
NN T i A | s N m/z 55.00  70.04%
m/z--> 50 100 150 200 250 300 350
Abundance #71299: Tetradecanal
57.0
50001 29.0 96.0 L DML DAL B SULRA
15.20 15.40 15.60 15.80
m/z 43.10 64 .00%
124.0 168.0
.“..‘l ““."‘.Hﬁ|.“..19.4.0....|....|.... :
m/z--> 50 100 150 200 250 300 350
Abundance
430, 82.0
15.20 15.40 15.60 15.80
5000 m/z 82.05 61.26%
109.0
137.0 166.0 196.0927 ¢
m/z--> " 50 100 150 200 250 300 350
Abundance #154961: Ethanol, 2-(9-octadecenyloxy)-, (2)- e
53.0 82.0 15.20 15.40 15.60 15.80
m/z 83.00 53.95Y%
5000
09.0
29.0
L {.L I h 1370 166.0194.0222.0 2°2 281.0 312.0
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

8270-BF010918.M Thu Jan 18 12:16:16 2018

Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 9.89 ng 356619 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2318 (15.721 min): BF102168.D (-2313) (-) m/z 57.10 100.00%

57.1
5000 85.1

15.40 15.60 15.80 16.00
41116921971 ,
A 1]1 fl Dl 23922672 23231361 m/z 71.10 61.80%

m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane

(&)1
~
o
%

5000 85.0 A e
1540 15.60 15.80 16.00

m/z 43.10 55.09%

29.0
O h Ll 313014101690197022502530 29503230  367.0
e T e e S e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R
5.0 15.40 15.60 15.80 16.00
5000 ' m/z 85.10 47.78%
29.0 113.0
141.0169.0197.0225.0253.0  296.0
e T it S A L
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane e i aR R e S
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22_.77%
85.0
5000
29.0
I } | F13014101690197022502530 338.0
————T , e e e e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF010918.M Thu Jan 18 12:16:17 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 13
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.64 ng 131043 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 74
2 Behenic alcohol 326 C22H460 000661-19-8 70
3 1-Heneicosanol 312 C21H440 015594-90-8 62
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 62
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 62
Abundance Scan 2326 (15.768 min): BF102168.D (-2323) (-) m/z 57.05 100.00%
57.0
97.1
5000
1271 1630 171 2832 15.40 15.60 15.80 16.00
Ml m/z 83.10 79.96%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
5000 AR SR SR UL B

m/z 69.00 72 .63%

15.40 15. 60 15. 80 16.00
|

0
\MPWA%Om%Bmzmmmommww

. T T o
miz--> 50 100 150 200 250 300 350
Abundance
430 80
.
15.40 15.60 15.80 16.00
5000 111.0 m/z 55.05 71.96%
1400 182.0 224.0  280.0309.0
e e
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol A BT o e
55,0 15.40 15.60 15.80 16.00
m/z 97.10 71.87%
5000
26/0,| | ‘ N ‘ L 168 0 2100  266.0205.0
RLLS AR , , e .
mz--> 50 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.47 4.29 ng 154687 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Tetradecanal 212 C14H280 000124-25-4 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 76
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 72
Abundance Scan 2445 (16.468 min): BF102168.D (-2440) (-) m/z 57.05 100.00%

5000

110.0 e
138.1 17511971 2231 16.20 16.40 16.60 16.80

m/z 43.10 80.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117618: Oxirane, hexadecyl-
82.0

16.20 16.40 16.60 16.80
m/z 82.05  77.46%

5000

29.0 138.0

166.0 211.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 82.0
S R EEE R EEE R R
16.20 16.40 16.60 16.80
5000 m/z 96.10 61.14%
110.0

137.0 166.0 196.0 2220
L a e = n e B AR RSARRRARE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71297: Tetradecanal AR EEREE S
57.0 82.0 16.20 16.40 16.60 16.80

m/z 55.05 57.76%

5000
29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 20 16. 40 16. 60 16 80

8270-BF010918.M Thu Jan 18 12:16:18 2018 Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.15 ng 77507 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Octacosane 394 C28H58 000630-02-4 43
3 Hexacosane 366 C26H54 000630-01-3 43
4 Pentacosane 352 C25H52 000629-99-2 43
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 38

Abundance Scan 2493 (16.751 min): BF102168.D (-2488) (-) m/z 57.05 100.00%

57.0

5000

16.40 16.60 16.80 17.00
m/z 71.05 69.78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 LA L L L L L B
16.40 16.60 16.80 17.00
99.0 m/z 43.00 55.32%
\‘ ) ‘\ bA iy 3410 1830 2250 2820
i e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R e A RRREE R
16.40 16.60 16.80 17.00
5000 m/z 85.10 45.96%
99.0
141.0 1830 2250  281.0 3870 3840
e B L A e A B A S Eaam o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T A N B
57.0 16.40 16.60 16.80 17.00
m/z 221.05 31.99%
5000
99.0
Cb L L)y 1410 1830 2250 267.0 300.0  367.0

m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF010918.M Thu Jan 18 12:16:19 2018 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 14 Farnesyl bromide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.81 4.86 ng 175118 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 55
2 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 50
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 49
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 49
5 Aromandendrene 204 C15H24 000489-39-4 46
Abundance Scan 2503 (16.809 min): BF102168.D (-2499) (-) m/z 204.15 100.00%
55.0 204.2
5000 3012
269.2 ‘
Fm I | 356.1 16.40 16.60 16.80 17.00 17.20
1NN 0 O m/z 55.05 89.53%
m/z--> 50 100 150 200 250 300 350
Abundance #130771: Farnesyl bromide
69.0
204.0
41.0 119.0
5000 LI U SUNIUR B
16.40 16.60 16.80 17.00 17.20
161.0 m/z 69.00 78.05%
LT g e
: HI H I\‘\‘I “‘\ ‘I‘\MHI U Iw‘\\l wl\ I‘\ h: : |24:3|0| \I\ |H‘| —
m/z--> 50 100 150 200 250 300 350
Abundance
204.0
91.0 121.0 161.0 I —
410 16.40 16.60 16.80 17.00 17.20
5000 m/z 135.10 72.65%
m/z--> B '55' ' "160' B '150' ' "200' B '250' ' "360' ' "350'
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,... A B o
133.0 204.0 16.40 16.60 16.80 17.00 17.20
‘ m/z 81.05 72.18%
41.0
5000 161.0
91.0
“:‘:Jl ‘|‘|‘|‘|'|‘ “‘:::: ——r— ——— : o L
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00 17.20

8270-BF010918.M Thu Jan 18 12:16:20 2018 Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 15 unknownl17.19 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.19 4.16 ng 149801 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.alpha.-Stiamast-9(11)-en-3.bet... 414 C29H500 077794-81-1 25
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 15
3 Furan-2-carboxvlic acid 4-methan... 344 C15H24N205S 1000300-98-9 10
4 2.20-Cyclo-8.9-secoaspidospermid... 396 C24H32N203 056145-37-0 9
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 9
Abundance Scan 2568 (17.192 min): BF102168.D (-2564) (-) m/z 43.10 100.00%
43.1
95.0
5000 1450 213.2
255.3 320.2
1/79. 3812 414.4 LRSI SO SR BRI I
16.80 17.00 17.20 17.40 17.60
i m/z 95.00 80.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217444: 5.alpha.-Stigmast-9(11)-en-3.beta.-ol
95.0
50001 550 396.0 16.80 17.00 17.20 17.40 17.60
288.0 m/z 57.00 67.52%
159.0
Mmoo apo |
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
16.80 17.00 17.20 17.40 17.60
5000 m/z 105.05 59.42%
81.0 368.0
145.0 329.0
110 4750 21302470 5990 414.0
m/z--> 55 160 1éo 260 2%0 300 3éo 460
Abundance #179452: Furan-2-carboxylic acid 4-methanesulfonylamino-2,... LI e e
93.0 16.80 17.00 17.20 17.40 17.60
m/z 55.10 51.31%
5000
56.0 329.0
I L o i 125.0 16201930 23H09650
m/z--> 55 160 1éo 260 2%0 360 3éo 460 16!80 17)00 17fzo 17!40 17)60
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102168.D

Aca On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample : J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 16 unknownl18.17 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.17 2.35 ng 84592 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1-bromo-2-methoxv-.... 192 C7H13BrO 051332-48-0 10
2 4-(3-Carboxv-propionvl)-piperazi... 286 C13H22N205 288851-44-5 9
3 Butanedioic acid. 2.3-diacetvl-.... 258 C12H1806 002049-86-7 9
4 Cvclohexane. 1-bromo-2-methoxv-.... 192 C7H13BrO 005927-93-5 9
5 Germane, dichlorodihexyl- 314 C12H26CI12Ge 035551-43-0 7
Abundance Scan 2734 (18.168 min): BF102168.D (-2729) (-) m/z 43.00 100.00%
43.0
71.0
5000 2070
135.0 1740 : 2821 -
| N | I 3551 | 17.80 18.00 18.20 18.40
i A m/z 57.00 91.67%
m/z--> 50 100 150 200 250 300 350
Abundance #54854: Cyclohexane, 1-bromo-2-methoxy-, cis-
71.0
5000 B DA SRR NN SN I
17.80 18.00 18.20 18.40
41.0 192.0 m/z 71.05 69.23%
. IMLJﬂhIHMIf%?PIII ....H,.. N
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
17.80 18.00 18.20 1840
5000 m/z 207.00 34.72%
85.0
230.0
113.0,,, 0 1860 286.0
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #108602: Butanedioic acid, 2,3-diacetyl-, diethyl ester L B o e
43.0 17.80 18.00 18.20 18.40
173.0
127.0 m/z 69.05 34.34%
5000 99.0
15:0) Jld7$q‘lh‘lwﬂ|\ﬁ .t\..k%%??490 S N
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102168.D

Acq On : 17 Jan 2018 23:28

Operator : SJ/JU

Sample - J1163-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.93 5.1 ng 225940 1 6.72 888369 20.0
unknown6 .49 6.49 70.0 ng 3108800 1 6.72 888369 20.0
2-Hydroxy-iso-but. .. 8.56 4.1 ng 237803 2 8.00 1155900 20.0
Benzophenone 10.47 17.4 ng 976365 3 9.75 1125210 20.0
1-Heneicosanol 13.72 8.9 ng 323622 5 13.87 725393 20.0
Sulfurous acid, o... 14.34 5.3 ng 191851 5 13.87 725393 20.0
Heptacosane 14.96 12.3 ng 442294 6 15.29 720853 20.0
Tetradecanal 15.50 2.8 ng 101010 6 15.29 720853 20.0
Hexacosane 15.72 9.9 ng 356619 6 15.29 720853 20.0
1-Heptacosanol 15.77 3.6 ng 131043 6 15.29 720853 20.0
Oxirane, hexadecyl- 16.47 4.3 ng 154687 6 15.29 720853 20.0
Eicosane 16.75 2.1 ng 77507 6 15.29 720853 20.0
Farnesyl bromide 16.81 4.9 ng 175118 6 15.29 720853 20.0
unknownl17.19 17.19 4.2 ng 149801 6 15.29 720853 20.0
unknownl18.17 18.17 2.4 ng 84592 6 15.29 720853 20.0
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