LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 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-BF121417.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 4.998 491 495 515 rBV 83607 175694 7.10% 0.828%
2 5.398 560 563 600 rBVY 1481042 2474411 100.00% 11.655%
3 6.422 734 737 755 rBVY 1578668 2327216 94.05% 10.962%
4 6.545 755 758 777 rVB 2018081 2273486 91.88% 10.709%
5 6.769 793 796 807 rBV 602676 665850 26.91% 3.136%
6 6.922 819 822 842 rBVY 1562936 1711249 69.16% 8.061%
7 7.345 890 894 916 rBV 989642 1334200 53.92% 6.285%
8 8.051 1011 1014 1035 rVB 661584 773289 31.25% 3.643%
9 8.622 1108 1111 1121 rBB2 35819 50243 2.03% 0.237%
10 9.122 1192 1196 1205 rBV 1844196 1727409 69.81% 8.137%

11 9.527 1258 1265 1271 rBV 133792 140637 5.68% 0.662%
12 9.804 1309 1312 1323 rVB 672348 692994 28.01% 3.264%
13 10.521 1431 1434 1442 rBV 129591 112966 4._.57% 0.532%
14 10.604 1445 1448 1460 rBV 955210 1053687 42.58% 4._.963%
15 11.298 1563 1566 1570 rBV 720679 725991 29.34% 3.420%

16 11.668 1626 1629 1635 rVB 37116 30292 1.22% 0.143%
17 11.816 1650 1654 1665 rBV3 173264 232738 9.41% 1.096%
18 12.351 1742 1745 1747 rBV 146110 124204 5.02% 0.585%
19 12.374 1747 1749 1756 rVB4 77205 79494 3.21% 0.374%
20 12.521 1769 1774 1782 rBV 167689 197719 7.99% 0.931%

21 12.598 1783 1787 1799 rBV2 119271 172365 6.97% 0.812%
22 12.733 1807 1810 1811 rBV 34542 30365 1.23% 0.143%
23 12.751 1811 1813 1819 rVB 140516 143123 5.78% 0.674%
24 12.880 1831 1835 1838 rBV 1886700 1684111 68.06% 7.933%

25 13.086 1863 1870 1874 rVB3 30342 49863 2.02% 0.235%
26 13.351 1910 1915 1919 rVB2 33641 38124 1.54% 0.180%
27 13.427 1925 1928 1930 rBV 32102 35720 1.44% 0.168%

28 13.757 1981 1984 1993 rBV2 243757 315759 12.76% 1.487%
29 13.951 2013 2017 2021 rBV 805436 876958 35.44% 4.131%

30 14.068 2035 2037 2040 rVB2 29137 25541 1.03% 0.120%
31 14.374 2087 2089 2091 rBV2 45053 37621 1.52% 0.177%
32 14.815 2162 2164 2168 rVB2 77997 65158 2.63% 0.307%

33 14.998 2191 2195 2198 rBV2 135928 170329 6.88% 0.802%
34 15.421 2263 2267 2277 rVB 396986 547316 22.12% 2.578%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.774 2323 2327 2332 rVB 96472 133470 5.39% 0.629%

Sum of corrected areas: 21229592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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: BF101869.D
2000000 6|55

6.42

1500000 5.40

1000000

500000

5.00

6.92

7.35

6.77

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

ot

Abundance TIC: BF101869.D
2000000

1500000

1000000 10.60
8.05 9.80
500000

11.82 12.

9.53 10.5; 12,3
8.62 kg, \ AJiA 167l

5%p.75

1207 13.09 1313%43

R e e L e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF101869.D
2000000

1500000

1000000{ 1395

500000

e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50 19.00

8270-BF121417 .M Thu Jan 04 12:29:40 2018

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 5

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

5.00 5.28 ng 175694 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 32
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 495 (4.998 min): BF101869.D (-491) (-) m/z 43.00 100.00%
43.0
5000 591 Jk
101.0 S RAERABERRE SRR R
| | 83.0 | 460 480 500 520 540
-ttt m/z 59.10 51.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL R L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 18.52%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 43.0 m/z 58.00 15.34%
31.0
15.0 69.0 87.0
e S S UL SULIURS SUSIIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy-
54.0 460 4.80 5.00 5.20 5.40
31.0 m/z 41.00 10.56%
5000 41.0
73.0
o 120 | \\500“‘ 870 1020
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 unknown6.55 Concentration Rank 1

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

6.55 68.29 ng 2273490 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (6.551 min): BF101869.D (-755) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 BL o J Th o oo ok
01 et m/z 68.10 38.50%
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 BN SRS SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.47%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.05 24 . 75%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 14.93%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.52 3.26 ng 112966 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 52
3 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
5 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
Abundance Scan 1434 (10.521 min): BF101869.D (-1431) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 SN |
1521 10.20 10.40 10.60 10.80
Ol el el 910 1260 e m/z 77.00 59.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LR BN SN B U
182.0 10,20 10.40 10.60 10.80
51.0 m/z 182.10 51.90%
0 27.0 4, 910 || 1260 152.0 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
. 10,20 1040 10,60 1030
5000 770 ' m/z 51.00 26.38%
51.0
0 27.0 91.0 127.0  154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26429: S-Benzoyl(thiohydroxylamine) e R
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.86%
77.0
5000
51.0
o 27.0 ‘J | , 1210 153.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.82 6.41 ng 232738 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tetradecane 198 C14H30 000629-59-4 56

Abundance Scan 1655 (11.821 min): BF101869.D (-1650) (-) m/z 43.05 100.00%

430 73.0

5000 1291

BE

213.2

97.0 185.1 IIIIIIIIIIIIIIIIIIIIIII
1571 256.2 11.60 11.80 12.00 12.20

0 m/z 73.00 97 .91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 LI L L B L B
11. 60 11. 80 12. OO 12. 20

83.0 -
157.0 g5 2130 256.0 m/z 60.00 85.42%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 74.71%
171.0
970 214.0
152.0
Ol e el el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e R
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.05 67.39%
e Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 9,12-Octadecadienoic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.35 3.42 ng 124204 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 93
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 74
3 9-Octadecvnoic acid 280 C18H3202 000506-24-1 64
4 9-Octadecvne 250 C18H34 035365-59-4 64
5 3,4-Octadiene, 7-methyl- 124 CO9H16 037050-05-8 62

Abundance Scan 1745 (12.351 min): BF101869.D (-1742) (-) m/z 67.05 100.00%

67.0

5000

12.00 12.20 12.40 12.60

0 m/z 81.10 79.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

S

5000 LA L L L L L L L B
12.00 12.20 12.40 12.60
m/z 55.00 62.54%
0 l 262.0 294.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67.0
A s
95.0 12.00 12.20 12.40 12.60
5000 : m/z 95.05 56.92%
41.0
12304500 263.0 3420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127640: 9-Octadecynoic acid B e A B AR
410 12.00 12.20 12.40 12.60
7 m/z 41.05 54.16%

5000 95.0

\

225.0
Ol N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60

22.0 1520  196.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 14-Pentadecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.37 2.19 ng 79494 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 64
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 62
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 62
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 58
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 58

Abundance Scan 1748 (12.368 min): BF101869.D (-1747) (-) m/z 55.05 100.00%

54.0

5000

133.0 B B e e R

264.3 12.00 12.20 12.40 12.60
m/z 41.10 77 .54%

180.1 222.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94120: 14-Pentadecenoic acid
55.0

5000 LA L L L L LB L
12.00 12.20 12.40 12.60
0,
29.0 m/z 74.00 72_.07%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
12.00 12.20 12.40 12.60
5000 m/z 69.05 49.84%
83.0
111.0
29.0 1380  180.0 2220 2640 ..o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester L BT o e
12.00 12.20 12.40 12.60

m/z 97.05 47 .62%

5000
264.0

29.0

1380 1800 2220 296.0

I I T I
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\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.60 4.75 ng 172365 Phenanthrene-d10 11.30
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 1787 (12.598 min): BF101869.D (-1783) (-) m/z 43.10 100.00%

431 73.0

5000 129.1

-

12.20 12.40 12.60 12.80 13.00
m/z 73.00 93.76%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
.0

5

12.20 12.40 12.60 12.80 13.00
m/z 57.05 78.83%

5000

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
R S e e S L S
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 76 .65%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 12.20 12.40 12.60 12.80 13.00
43.0 m/z 55.10 72 .24%
5000 1290
185.0 228.0
LT o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Heptadecyl heptafluorobutyrate Concentration Rank 3

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

13.76 7.20 ng 315759 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94

2 Z-8-Hexadecene 224 C16H32 1000130-87-5 91

3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91

4 Cvclohexadecane 224 C16H32 000295-65-8 91

5 Cyclotetradecane 196 C14H28 000295-17-0 90
Abundance Scan 1985 (13.762 min): BF101869.D (-1981) (-) m/z 57.10 100.00%

57.1 831

5000

3

13.40 13.60 13.80 14.00
m/z 83.10 84.66%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0

83.0

5

5000

13.40 13.60 13.80 14.00
m/z 55.05 81.83%

139.0 169.0

210.0 238.0 283.0

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

41.0
R e N EmER
69.0 97.0 224.0 13.40 13.60 13.80 14.00
5000 ' m/z 43.10 78.95%
125.0

153.0 196.0

%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)- I B o
55.0 13.40 13.60 13.80 14.00
m/z 97.10 70.21%
83.0
5000
29.0 111.0
0 “ | ‘\‘ 139.0 167.0 196.0 223.0 252.0 280.0
S - e
miz-> 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\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Bicyclo[10.8.0]eicosane, (E)- Concentration Rank 10

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

14.82 2.38 ng 65158 Perylene-di12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicvclol10.8.0leicosane. (E)- 278 C20H38 1000155-85-0 90

2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 83

3 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 83

4 Heptadecanal 254 C17H340 1000376-70-0 83

5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
Abundance Scan 2165 (14.821 min): BF101869.D (-2162) (-) m/z 57.10 100.00%

5000
191.1218.0 5551 286.0 323.1 3591 14.60 14.80 15.00 15.20
0 m/z 82.05 90.97%
m/z--> 50 100 150 200 250 300 350
Abundance #126195: Bicyclo[10.8.0]eicosane, (E)-
41.0
82.0
278.0
5000 LA B L L L L L L LB

14.60 14.80 15.00 15.20
m/z 43.10 77.27%

0 \‘ | k | [7°1660194.02220%%09 |
o . -  SE:

m/z--> 50 10 150 200 250 300 350
Abundance
55.0 82.0
 EREE e e
14.60 14.80 15.00 15.20
5000 m/z 96.10 73.27%
109.0
27.0 138.0166.0194.0222.0
m/z--> 50 100 150 200 250 300 350
Abundance #117615: Z-2-Octadecen-1-ol RS EmmEs o L
57.0 14.60 14.80 15.00 15.20
m/z 55.05 66.25%
96.0
5000
250.0
. \ j23 0|152 018002080 "
- IIII IIII‘IIII IIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 1 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101869.D

Aca On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample : J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 4.88 ng 133470 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
Abundance Scan 2326 (15.768 min): BF101869.D (-2323) (-) m/z 57.10 100.00%
57.1
9.0 15140 1560 15.80 1600
141 1 182.1 1273.1 ) : : : :
ol bbbl by 1%t 1821 2881273150523010 00000 71.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LR BN UL BRI BULRL B
15.40 15. 60 15. 80 16.00
99.0 m/z 43.10 59.53%
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 50.00%
99.0
15.0 141.0 197.0 vw/\ﬂkwﬂdwﬁ$ﬁnmj\J\N“NNMNMMNWJ\
[ o o T T o oo e e S R
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane A BT o e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 20.73%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(')0 15'40 15. 60 15. 80 16. 00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010318\
Data File : BF101869.D

Acq On : 3 Jan 2018 19:25

Operator : SJ/JU

Sample - J1019-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 5.3 ng 175694 1 6.77 665850 20.0
unknown6 .55 6.55 68.3 ng 2273490 1 6.77 665850 20.0
Benzophenone 10.52 3.3 ng 112966 3 9.80 692994 20.0
n-Hexadecanoic acid 11.82 6.4 ng 232738 4 11.30 725991 20.0
9,12-Octadecadien... 12.35 3.4 ng 124204 4 11.30 725991 20.0
14-Pentadecenoic ... 12.37 2.2 ng 79494 4 11.30 725991 20.0
Octadecanoic acid 12.60 4.8 ng 172365 4 11.30 725991 20.0
Heptadecyl heptaf... 13.76 7.2 ng 315759 5 13.95 876958 20.0
Bicyclo[10.8.0]Jei... 14.82 2.4 ng 65158 6 15.42 547316 20.0
Heneicosane 15.77 4.9 ng 133470 6 15.42 547316 20.0

8270-BF121417_.M Thu Jan 04 12:29:49 2018 Page: 14



