LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 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-BF012519.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 2.152 6 11 18 rVB 195788 256297 3.72% 0.433%
2 5.075 503 508 519 rVB 191986 285691 4.15% 0.482%
3 5.481 573 577 596 rBVY 4794250 5097367 73.99% 8.607%
4 6.492 743 749 766 rBVY 4810590 5384952 78.16% 9.092%
5 6.616 766 770 774 rBVY 5485565 5558317 80.68% 9.385%
6 6.839 804 808 817 rBVY 1451642 1207898 17.53% 2.039%
7 6.998 831 835 838 rBVY 4937218 4378583 63.55% 7.393%
8 7.404 899 904 907 rBVY 3428622 3401735 49.37% 5.744%
9 8.122 1022 1026 1045 rBvV 1777788 1604566 23.29% 2.709%
10 9.198 1203 1209 1212 rBvY 6560171 6342104 92.05% 10.708%

11 9.586 1271 1275 1280 rBV 345448 291074 4.22% 0.491%
12 9.875 1316 1324 1337 rBV 2030828 1955835 28.39% 3.302%
13 10.669 1454 1459 1475 rVB 4582436 4584204 66.54% 7.740%
14 11.363 1573 1577 1588 rBV 2374002 2104309 30.54% 3.553%
15 11.892 1663 1667 1679 rBV 746244 831313 12.07% 1.404%

16 12.574 1780 1783 1794 rBV 43789 71746 1.04% 0.121%
17 12.668 1796 1799 1809 rBV 226464 252777 3.67% 0.427%
18 12.945 1841 1846 1850 rBV 6673655 6889643 100.00% 11.633%
19 13.510 1937 1942 1944 rBV2 74088 73341 1.06% 0.124%
20 13.833 1993 1997 2011 rBV 689240 928264 13.47% 1.567%

21 14.004 2022 2026 2029 rBV 2035088 1909422 27.71% 3.224%
22 14.151 2047 2051 2060 rBV 261236 259794 3.77% 0.439%
23 14.457 2099 2103 2111 rBV 445901 500779 7.27% 0.846%
24 14.757 2148 2154 2160 rBV 537752 597535 8.67% 1.009%
25 14.833 2163 2167 2171 rVB 128018 130051 1.89% 0.220%

26 15.092 2206 2211 2215 rBV 599353 644213 9.35% 1.088%
27 15.468 2269 2275 2286 rBV 1676323 2188741 31.77% 3.696%
28 15.898 2342 2348 2354 rBV 419319 653546 9.49% 1.103%
29 15.962 2354 2359 2365 rVvv4 48448 94953 1.38% 0.160%
30 16.398 2427 2433 2438 rBV 222393 390511 5.67% 0.659%

31 16.980 2527 2532 2541 rVB 94817 198718 2.88% 0.336%
32 17.686 2645 2652 2661 rVB9 46855 157280 2.28% 0.266%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 59225559
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\

BF112275.D

28 Jan 2019 15:30

JussJ

K1254-03

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF112275.D

6.62

7.00

5.48 6.49

7.40

0
Time-->

5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF112275.D

10.67

11.36
8.12

11.89

o

123757

9.59 J

L

L

0
Time-->

12.50

11.50

12.00

10 00

T
9.50 10.50 11.00

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF112275.D

14.00
15.47

483

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

2.15 4.24 ng 256297 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 11 (2.152 min): BF112275.D (-6) (-) m/z 73.05 100.00%
73.0
5000
43.0
55.1 87.1 L N
‘ | 2.20 2.30 2.40 2.50 2.60
e e e e e e | mZz 43.05 33.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 R R R U IR U
43.0 2.20 2.30 2.40 2.50 2.60
-~ 550 87.0 m/z 87.10 26.25%
29.0 ‘
”l"”|"”h"“WhJ“|"”|"”|"”|"”|"”|"'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
O e 87.0 220 2.30 2.40 250 2.60
5000 : m/z 55.10 23.71%
29.0
15 0 ‘ ‘ ‘ ‘ I ‘ I | I ‘ . 97.0
miz--> 10 2 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol N maEmREs Ea
73.0 2.20 2.30 2.40 2.50 2.60
55.0 m/z 41.05 11.53%
43.0
5000
27.0
150 | H |l 810
m/z--> 10 ' ' 40 50 60 70 8 90 100 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.07 4.73 ng 285691 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF112275.D (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 480 5.00 5.20 5.40
ST NSNS USSR — m/z 59.10 57.82%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN LS IR
480 5.00 5.20 5.40
59.0 1010 m/z 101.10 22.71%
27"”690830920
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.10 14 .85%
101.0
150 30 | 580 g0 g0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #799: Silane, trimethyl-
54.0 480 5.00 5.20 5.40
m/z 41.10 10.65%
5000 73.0
43.0
29.0
“'%q'w}??l“'mt'“F“"VV“PH"w*“l“"w'“l'“'w
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 1

Peak Number

R.T.

EstConc

3 unknown6.62

Relative to ISTD

5558320

1,4-Dichlorobenzene-d4

1 3-Chloro-6-fluoro-pvrazine
2 5-Aminoindole

3 Tranvlcvpromine-propionvl
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12

132 C4H2CIFN2
132 C8H8N2
189 C12H15NO

1000146-10-7 27
005192-03-0 12
1000123-86-3 10
028749-81-7 9

5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 771 (6.622 min): BF112275.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1 L
o N R o R
40.0 %lll 150 J 6.20 6.40 6.60 6.80 7.00
0 e L T e e S m/z 68.10 37.49%
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 IIII|IIIIIIII|IIII|III
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.00 34.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
RERE SR e e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 .47%
104.0
66.0
270 510 717 ) 890 ‘\
LI B B L o e e e o O NI e e o
m/z--> 20 40 60 80 100 120 140 160 180 L
Abundance #52379: Tranylcypromine-propionyl e b e !
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.54%
74.0
5000 98.0 116.0
S U VI S aien . B [ FSSUON ) SSSeont
m/z--> 20 40 100 120 140 160 180 6. 20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 7.90 ng 831313 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1667 (11.892 min): BF112275.D (-1663) (-) m/z 73.00 100.00%

73.0
43.0

5000

213.2 P
256.2 11.60 11.80 12.00 12.20
2810 3296 "nm/z 43.05 77.03%

157.1 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LN L L L L L B B
11.60 11.80 12.00 12.20
0
157.0 19502130 256.0 m/z 60.00 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0,,73.0
N REEE N n ey
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 61.42%
. : 241.0 284.0
S & : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid R e e
43.0 73.0 11. 60 11. 80 12. 00 12 20
m/z 57.10 59.92%
5000 129.0
%.5.',0....,.1..'.. .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 6 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.40 ng 252777 Phenanthrene-d10 11.36
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 1799 (12.668 min): BF112275.D (-1796) (-) m/z 43.05 100.00%

430 730

5000

:

12.40 12.60 12.80 13.00
m/z 73.00 97.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

5

5000 AR
12. 40 12. 60 12. 80 13. OO
m/z 59.95 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 55.10 82.02%
1501 Il L,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 W
Abundance #84453: Tetradecanoic acid L e B o i
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.10 74.61%
5000 129.0
185.0 228.0 W
. \‘ ‘.“..Ju,w..w,.... ‘,,1?79,‘,,“\,,,'”,, A — A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF012519.M Tue Jan 29 01:26:37 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 7 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.83 9.72 ng 928264 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance . Scan 1996 (13.827 min): BF112275.D (-1993) (-) m/z 57.10 100.00%
STt 970
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
39.1 13.60 13.80 14.00 14.20
S 1821 2290 2802 m/z 55.05 95.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 L B SR R B
13.60 13.80 14.00 14.20
m/z 43.10 93.59%
ll ‘ ]l 1690 2380 239 434.0
m/z--> éo 100 150 200 2éo 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57.0
9r.0 RN BN B
13.60 13.80 14.00 14.20
5000 m/z 83.05 87 .95%
AL L% 1s20 2520 2070 398.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo, 13.60 13.80 14.00 14.20
' m/z 97.05 81.10%
5000
190 | ‘J 399 182.0 224.0 266.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 8 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.72 ng 259794 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2051 (14.151 min): BF112275.D (-2047) (-) m/z 57.05 100.00%

57.0

85.1
5000

| 11 41. 1169 11971 13180 14100 1420 1440
N 1'|f1 71 23902669 m/z 71.10 73.72%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0
85.0

13180 14.00 14,20 1440
m/z 43.10 66.70%

29.0 13.0
LAy ] ‘14}01690197022502530 296.0
i ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

13 80 14. 00 14. 20 14.40

° f

F

5000

H—

5000 85.0 m/z 85.10 54_.71%
29.0
o i _ ‘JF{I 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
et f — T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0 13.80 14.00 14.20 14.40

m/z 41.05 25.69%

85.0
5000
29.0
e P13014101690197o 240.0

m/z--> 50 100 150 200 250 300 350 13 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .46 5.25 ng 500779 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2104 (14.462 min): BF112275.D (-2099) (-) m/z 57.10 100.00%

517.1
5000

1420 14140 14160 1480
m/z 71.10 71.60%

1411 4831

239.3 351.3 3973

295.3

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LI L L L L

14.20 14.40 14.60 14.80
99.0 m/z 43.05 62.69%

26.|0‘ b d ) 2910 ss30 zso 2620
N I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0

14.20 14. 40 14. 60 14.80

5000 m/z 85.10 53.78%
99.0
26.0) 1 | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0 14.20 14.40 14.60 14.80

m/z 55.05 28 .74%

5000

99.0
J | }410 ;8;30 225.0 267.0 338.0

m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14.80

8270-BF012519.M Tue Jan 29 01:26:39 2019 Page: 11



Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
BF112275.D

28 Jan 2019 15:30

Ju/sJ

K1254-03

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 Hentriacontane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.76 5.46 ng 597535 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2155 (14.762 min): BF112275.D (-2148) (-) m/z 57.10 100.00%
57.1
5000
99.0
41.2 14.40 14.60 14.80 15.00
— 1|, L1402 1832 2252 2670 w33 1 7701 05 79.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.05 68.91%
L 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 58.72%
99.0
15.0] | ] |y | j 1410 1830 2250 296.0
m/z--> 50 160 1%0 200 250 300 350 400 '
Abundance #209566: Octacosane
57.0 14.40 14.60 14.80 15.00
m/z 41.05 24 .37%
5000
99.0
| | , 1410 183.0 2250 281.0 337.0 394.0
m/z--> 50 160 150 200 250 300 350 400 ' 1440 14.60 14.80 15.00

8270-BF012519.M Tue Jan 29 01:26:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 11 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.09 5.89 ng 644213 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 2211 (15.092 min): BF112275.D (-2206) (-) m/z 57.10 100.00%
57.1
5000
99.0 14.80 15.00 15.20 15.40
141.1 : . . :
LAy AL 1882 2250 1 sssms2  psat 77 100 72,790
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 43.10 64.31%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane
57.0
14.80 15.00 15,20 15.40
5000 m/z 85.10 52.97%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.10 24 .31%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 14%0 1500 1520 1540

8270-BF012519.M Tue Jan 29 01:26:40 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 12 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 5.97 ng 653546 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2348 (15.898 min): BF112275.D (-2342) (-) m/z 57.10 100.00%

517.1
5000

99.0
l a1 ger1 15,60 15.80 16,00 16:20
il y .'-.‘||, Ll 1971 2302 2052 3850 m/z 71.05 75.50%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

5000
15,60 15.80 16,00 16:20
m/z 43.10 64 .35%

99.0
|| .IIIJ],, }410 1830 225.0 2670 309.0 367.0
. b L e B e B e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0

15.60 15. 80 16. 00 16.20

5000 m/z 85.05 59.14%
.0
239.0
‘ } | J |y 240 1830 | 268.0 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 15.60 15.80 16.00 16.20

m/z 55.10 25.16%

5000

99.0

28,0, I JJ‘J 1410 1830 2250 267.0 309.0 36503940
- e e AL aRE R e

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112275.D

Aca On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample : K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 13 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.40 3.57 ng 390511 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2433 (16.398 min): BF112275.D (-2427) (-) m/z 57.10 100.00%
57.1 \
5000
99 ! 16.00 16.20 16.40 16.60 16.80
41.1 : : : : :
L B e a1 aer2 e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LA AR A N
16. oo 16. 20 16 40 16. 60 16. 80
99.0 m/z 43.10 62.46%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 50.95%
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #215181: 2- methyloctacosane B
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.10 22 .15%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1600 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012819\
Data File : BF112275.D

Acq On : 28 Jan 2019 15:30

Operator : JU/SJ

Sample - K1254-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
Quant Title : 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]
Butane, 2-methoxy... 2.15 4.2 ng 256297 1 6.84 1207900 20.0
2-Pentanone, 4-hy... 5.07 4.7 ng 285691 1 6.84 1207900 20.0
unknown6.62 6.62 92.0 ng 5558320 1 6.84 1207900 20.0
n-Hexadecanoic acid 11.89 7.9 ng 831313 4 11.36 2104310 20.0
Octadecanoic acid 12.67 2.4 ng 252777 4 11.36 2104310 20.0
Heptadecyl heptaf... 13.83 9.7 ng 928264 5 14.00 1909420 20.0
Heneicosane 14.15 2.7 ng 259794 5 14.00 1909420 20.0
Eicosane 14.46 5.3 ng 500779 5 14.00 1909420 20.0
Hentriacontane 14.76 5.5 ng 597535 6 15.47 2188740 20.0
Hexacosane 15.09 5.9 ng 644213 6 15.47 2188740 20.0
Heptadecane, 9-oc... 15.90 6.0 ng 653546 6 15.47 2188740 20.0
Octacosane 16.40 3.6 ng 390511 6 15.47 2188740 20.0
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