LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .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 4.925 436 440 448 rVB 134253 171753 3.49% 0.344%
2 5.343 506 511 514 rBVY 3852513 3813186 77 .39% 7.648%
3 6.366 680 685 688 rBY 3954872 4177499 84.78% 8.378%
4 6.501 704 708 711 rBVY 4396602 4061955 82.44% 8.147%
5 6.566 716 719 722 rBV 145312 110913 2.25% 0.222%
6 6.737 744 748 751 rBVY 1890468 1571926 31.90% 3.153%
7 6.890 770 774 778 rBVY 3437516 3184080 64.62% 6.386%
8 7.295 837 843 846 rBVY 2921642 2660648 54.00% 5.336%
9 8.019 961 966 969 rBY 2357217 2091890 42.45% 4.195%
10 9.095 1144 1149 1152 rBV 5352585 4927429 100.00% 9.882%
11 9.219 1167 1170 1173 rVB 83761 69252 1.41% 0.139%

12 9.483 1211 1215 1218 rBV 1728922 1394321 28.30% 2.796%
13 9.766 1259 1263 1267 rBV2 2853083 2385130 48.41% 4._.784%
14 10.548 1392 1396 1399 rBV 3197607 2901669 58.89% 5.819%
15 10.648 1410 1413 1416 rBV 147401 125461 2.55% 0.252%

16 10.925 1457 1460 1463 rBV3 84312 83219 1.69% 0.167%
17 11.242 1510 1514 1517 rBV 2784296 2299695 46.67% 4.612%
18 11.707 1591 1593 1597 rBv2 113821 122940 2.50% 0.247%
19 11.789 1603 1607 1614 rVB 861979 857590 17.40% 1.720%
20 12.448 1717 1719 1721 rVB 97137 63157 1.28% 0.127%

21 12.566 1736 1739 1746 rVB 471995 540010 10.96% 1.083%
22 12.824 1779 1783 1787 rBV 4289145 4175622 84.74% 8.374%
23 13.730 1934 1937 1943 rVB 379366 400608 8.13% 0.803%
24 13.866 1956 1960 1963 rBV 1913014 1744242 35.40% 3.498%
25 14.360 2042 2044 2049 rVB 169350 173507 3.52% 0.348%

26 14.630 2087 2090 2092 rBV 247872 256086 5.20% 0.514%
27 14.654 2092 2094 2099 rvVv 351437 367977 7.47% 0.738%
28 14.724 2103 2106 2110 rVB 865573 834827 16.94% 1.674%
29 14.977 2145 2149 2155 rVB 595121 673140 13.66% 1.350%
30 15.277 2195 2200 2204 rVV 1352840 1567221 31.81% 3.143%

31 15.336 2205 2210 2218 rVB 666583 892029 18.10% 1.789%

32 15.742 2274 2279 2284 rVB 507042 722312 14.66% 1.449%
33 16.212 2355 2359 2368 rVB2 259760 439932 8.93% 0.882%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 49861226
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108853.D
5000000

6.50
4000000 5.34 6.37
6.89

3000000 7.30

2000000 6.74

1000000

4.92 J u .57
VAN

Ot e e g R ,
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF108853.D

5000000 12.82

4000000

10.55
11.24

3000000 9.77
8.02
2000000 0.48
11.79
12.57
12.4

0.65 10.92 L SN
9.22 Lw_k_ﬂﬂ~,~_J

O e e e ——————————————————
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BF108853.D

1000000

-
13.00

5000000

4000000

3000000

13.87

2000000

1000000

O r———
Time--> 13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 13

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

4.92 2.19 ng 171753 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 439 (4.919 min): BF108853.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SUNAAIARAR VRS VAR
| 83.0 | 460 4.80 5.00 5.20
M | A | S RS m/z 59.10 55.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR
59.0 460 480 500 520
0,
150 4, 1010 m/z 101.10 17.24%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 14 .35%
101.0
150 310 || BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester E Ram L e
54.0 460 4.80 5.00 5.20
m/z 41.05 8.39%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l BN SRR RN LR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 51.68 ng 4061960 1,4-Dichlorobenzene-d4 6.74
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 708 (6.501 min): BF108853.D (-704) (-) m/z 131.95 100.00%
131.9
5000 68.0
%0 S J "% ok ok b
B e L T m/z 68.05 44 .84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 UL SRR LR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.23%
'"|'J'M!'“'l'“'h""w"'l"“l""w"'l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.05 27 .99%
104.0
66.0
27.0 510 717 | 890 ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e AR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.15%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| e
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.79 7.46 ng 857590 Phenanthrene-d10 11.24
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Isopropyl palmitate 298 C19H3802 000142-91-6 59

Abundance Scan 1607 (11.789 min): BF108853.D (-1603) (-) m/z 73.00 100.00%

431 730
5000
. JORD , W

11.40 11.60 11.80 12.00 12.20

0! m/z 43.10 84.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LR B LI L B B
83.0 1140 11. 60 1180 1200 12 20
- 0
J“ 1570 1950 2130 2560 m/z 60.00 77.77%
|
RERREEEE Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 68.32%
5.0/ 1l LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid L o e
43.0 73.0 11.40 11.60 11.80 12.00 12.20
' m/z 41.10 64.31%
5000
129.0
214.0
| i A
SN 1| VP S WO S S W R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.57 6.19 ng 540010 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 1740 (12.572 min): BF108853.D (-1736) (-) m/z 73.00 100.00%
5000 129.1 ~_w,vv__,ﬂdwﬂka~w\MWWA_,~¢~“h
185.2 241.2 NS BUNISA BN BN
: 12.20 12.40 12.60 12.80
57.1 13.2
o a2l L 232 l, 13203 0 "m/z 43.10 87.17%
m/z--> 150 200 250 300 350
Abundance #131258: Octadecanoic acid
5000 129.0 I o o eSS
nmnmnmnm
1850 o410 2840 m/z 57.10 79.79%
Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 12120 12,40 12.60 1280
5000 284.0 m/z 60.00 78.04%
129.0
185.0
. \uu “H 2 | SO T AR | a0 smg
m/z--> 50 150 200 250 300 350
Abundance #84452: Tetradecanoic acid AR AR
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 68.13%
5000 129.0
185.0
228.0
150 HP‘iM ,ﬁfi-?,\,l,,y,
m/z--> 50 150 200 250 300 350 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.59 ng 400608 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance _ Scan 1937 (13.730 min): BF108853.D (-1934) (-) m/z 57.10 100.00%
51l 97.1
5000
1125'1 13.40 13.60 13.80 14.00
153.1 : : : :
I L Do 18312101 2491 29623232 3551 ny77 83.10  90.04%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
58.0
97.0
5000 BB A S DR
Bmmmmmmm
280 250 m/z 43.10 89.90%
] | 15301810 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 85.02%
111.0
Tl H 11 ‘x [139-0167. 019602240
m/z--> 55 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 A REEREEEEE
57.0 (97.0 13.40 13.60 13.80 14.00
m/z 69.10 81.66%
5000
125.0
29.0 J 153.0
LI Iin‘ | 1810210023802660 30803360
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 350 13. 40 13. 60 13 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.63 3.27 ng 256086 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 81
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Hexadecanamide 255 C16H33NO 000629-54-9 53
Abundance Scan 2090 (14.630 min): BF108853.D (-2087) (-) m/z 59.00 100.00%
59.0
5000 J(ﬁ_
95.1 1260 1440 14.:60 14.80 15.00
154.1 .
bt 210124012721 3082 8581 | nzz 72.00  69.83%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
14.40 14.60 14.80 15.00
29.0 m/z 55.10 46.13%
98.0126.0,56 01840 2330 2810
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)-
59.0
' 14:40 14:60 14.80 15.00
5000 m/z 43.10 35.69%
29.0 97.0 337.0
126.0
Ll‘\i\ { m Ll }6601980 2340 276.0 308.0 | ,\MMVA\_“MMJA4¥*,MAJ\_M,
m/z--> 50 100 150 200 250 300 350
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R RmEEs o
59.0 14.40 14.60 14.80 15.00
m/z 41.00 31.91%
P 91 0 141 0 196.0 229.0
m/z--> 5'0 1(')0 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Tridecane, 6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .65 4.70 ng 367977 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2093 (14.648 min): BF108853.D (-2092) (-) m/z 57.10 100.00%
57.1
99.1 U IR DU BN BN

14.40 14.60 14.80 15.00
1411 193.1 226.1 261.1 297.9 336.2 373.2
....,L. “Jl"" e o T e e m/z 71.10 70.15%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LA L L L L L L LB
14.40 14.60 14.80 15.00
99.0 m/z 43.10 63.53%
270) | | § | J 2410 1830 2250 267.02960
A e e B e  Ea
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43.0
R EEEE B
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 48.80%
126.0 183.0
2260
m/z--> 50 100 150 200 250 300 350
Abundance #141428: Eicosane, 3-methyl- R Ea e R R
57.0 14.40 14.60 14.80 15.00
m/z 99.10 18.31%
- JJ\MJL\
[ JQ%O‘ 1410 1830  238.0°° %206.0
e e ....,... T T EEEE B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.72 10.65 ng 834827 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 97
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 58
5 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 50
Abundance Scan 2105 (14.718 min): BF108853.D (-2103) (-) m/z 69.10 100.00%
69.1
5000
UL IR BN SUR
136.1 14.40 14.60 14.80 15.00
oL, ?9.\0 W JO9 LT, 912 2312 2821 34113772 | sz 81.10  50.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000 RN AN BN RN
14.40 14.60 14.80 15.00
121 m/z 41.05 23.23%
29.0 , | || i || | :lr61 0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14,60 14.80 15.00
5000 m/z 95.10 12.06%
29. 0’ L }07 191.0 2310 2730 3410 410.0 awmm,mm,hmeAvWAvwmewwwmww,VAM
m/z--> §o 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- B R o
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.11%
5000
136.0
239‘ ‘\ | 1050, | 177.0 21502480
m/z--> 100 1%0 200 2%0 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.98 8.59 ng 673140 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
4 Eicosane., 2-methvl- 296 C21H44 001560-84-5 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 70
Abundance Scan 2149 (14.977 min): BF108853.D (-2145) (-) m/z 57.10 100.00%
57.1
5000
st 14,60 14.80 15.00 15.20
141 1 252.1 . . . .
ol ,‘. ! .1.11, Lot 831 2192 202811 33718673 0 Tz 71.10 0 72.58%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LU SR SR I B
14.60 14.80 15.00 15.20
99.0 m/z 43.10 60.97%
210) | 4 {4, 110 1830 2250 2680
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 55.87%
99.0
\ ‘ Il |y 1410 18205110 25202810 3250
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane B B B i B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.96%
5000
99.0 169.0
27'%‘,[, AL aso T a0 I
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.34 11.38 ng 892029 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 2211 (15.342 min): BF108853.D (-2205) (-) m/z 57.10 100.00%
57.1
5000
991 rrrrrryrrrryrrrryrrTT
41.1 15.00 15.20 15.40 15.60
ol A A b A} g PAS 1831 2392 29423280 36534013 st 79 10 73.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L D UL B SRR
mmmmmmmm
99.0 m/z 43.10 57.53%
27,0 J | 4o 183.0 225.0 282.0
m/z--> 55 100 150 260 250 360 3éo 460
Abundance #141426: Heneicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 56.11%
99.0
27|o‘ ||| peL0 183.0 2250 266,0296.0
m/z--> 50 160 1éo 200 250 360 350 400
Abundance #175557: Tetracosane NSRS Vit it it
57.0 15.00 15.20 15.40 15.60
m/z 99.10 20.22%
5000
99.0
27\0‘ L, 1410 1830 225.0 267.0 338.0
m/z--> 50 160 1éo 200 250 360 3éo 460 1500 1520 1540 1560 '

8270-BF090518.M Mon Sep 10 15:40:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 9.22 ng 722312 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2279 (15.742 min): BF108853.D (-2274) (-) m/z 57.10 100.00%
57.1
st 15.40 15.60 15.80 16.00
141.1 - - : -
oL A AL Ly P4 1832 2201251 30813422 3853 U ST 0 76240
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 DA R AR SRS
1540 15.60 15.80 16.00
Jggo m/z 43.10 62.54%
Ziof | i) 1410 gepoppo2e00
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.12%
99.0
‘ } | L), 1410 18202170 25202810 3309
m/z--> 50 100 1%0 200 250 300 350
Abundance #202264: Octadecane, 1-iodo- L e e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 20.57%
- \J\WM
270 99.0
T S O A 15\50 197.0 2530
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108853.D

Aca On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample : J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.21 5.61 ng 439932 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2359 (16.212 min): BF108853.D (-2355) (-) m/z 57.10 100.00%
51.1
5000 /\\.~_¢A~\_\jAL-~_~_-w~_*
o 15150 16,00 1690 16,40 16,69
41.1 . . . . .
oL o ||, Ll 1971 2381 300233613722 m/z 71.10 76.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AR DR
15. 80 16. oo 16. 20 16 40 16. 60
99.0 m/z 43.10 59.77%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 58.46%
99.0
Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- L o A R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 25.67%
90 a0 239.0
— | ...JJ Ll 1830 T 2810 3230 —
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. oo 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090718\
Data File : BF108853.D

Acq On : 7 Sep 2018 11:58

Operator : JU/SJ

Sample - J4803-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4.92 2.2 ng 171753 1 6.74 1571930 20.0
unknown6 .50 6.50 51.7 ng 4061960 1 6.74 1571930 20.0
n-Hexadecanoic acid 11.79 7.5 ng 857590 4 11.24 2299700 20.0
Octadecanoic acid 12.57 6.2 ng 540010 5 13.87 1744240 20.0
1-Docosene 13.73 4.6 ng 400608 5 13.87 1744240 20.0
9-Octadecenamide, ... 14.63 3.3 ng 256086 6 15.28 1567220 20.0
Tridecane, 6-propyl- 14.65 4.7 ng 367977 6 15.28 1567220 20.0
Squalene 14.72 10.7 ng 834827 6 15.28 1567220 20.0
Nonadecane 14.98 8.6 ng 673140 6 15.28 1567220 20.0
Eicosane 15.34 11.4 ng 892029 6 15.28 1567220 20.0
Heptadecane 15.74 9.2 ng 722312 6 15.28 1567220 20.0
Heneicosane 16.21 5.6 ng 439932 6 15.28 1567220 20.0
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