LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On - 16 Oct 2018 14:46 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5526-10 sun4&c¢gwl&1
isc :

ALS Vial : 6 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-BF101518.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 2.340 37 43 55 rVvB 1002587 1386164 18.76% 2.182%
2 3.598 254 257 274 rBV 126818 245871 3.33% 0.387%
3 5.234 530 535 544 rVB 254380 348538 4.72% 0.549%
4 5.610 593 599 602 rBY 6484809 7033073 95.19% 11.072%
5 6.604 762 768 772 rBVY 6248689 7388355 100.00% 11.632%
6 6.751 788 793 796 rBVY 6923903 7148991 96.76% 11.255%
7 6.981 829 832 836 rVB 2147151 1650357 22.34% 2.598%
8 7.139 855 859 862 rVB 6444053 5600282 75.80% 8.817%
9 7.545 922 928 931 rBVY 4573681 4640063 62.80% 7 .305%
10 8.263 1046 1050 1053 rBV 2453807 2016147 27 .29% 3.174%

11 9.339 1228 1233 1236 rBV 7115175 6703805 90.73% 10.554%
12 9.727 1295 1299 1302 rBV 1035639 799541 10.82% 1.259%
13 10.022 1345 1349 1353 rBV 2230550 1865271 25.25% 2.937%
14 10.810 1479 1483 1487 rBV 3246643 3023703 40.93% 4_.760%
15 11.516 1599 1603 1606 rBV 1574796 1458981 19.75% 2.297%

16 12.016 1684 1688 1691 rBV 78511 94727 1.28% 0.149%
17 12.539 1774 1777 1780 rBV 181701 149787 2.03% 0.236%
18 12.727 1806 1809 1815 rBV 97193 106418 1.44% 0.168%
19 12.804 1818 1822 1828 rBV2 98781 161195 2.18% 0.254%
20 12.957 1846 1848 1851 rVB 101847 78536 1.06% 0.124%

21 13.098 1868 1872 1875 rBV 5110649 4708252 63.73% 7.412%
22 13.974 2018 2021 2033 rVB2 485804 577675 7.82% 0.909%
23 14.157 2048 2052 2055 rBV 1983285 1767363 23.92% 2.782%
24 14.298 2073 2076 2079 rBV 168451 167201 2.26% 0.263%
25 14.609 2125 2129 2134 rVB 338508 310355 4._.20% 0.489%

26 14.933 2180 2184 2193 rVB 339022 377214 5.11% 0.594%
27 15.286 2240 2244 2248 rBV 427328 460604 6.23% 0.725%
28 15.686 2307 2312 2324 rBV2 1675716 2342270 31.70% 3.687%
29 16.156 2388 2392 2398 rVV 314214 466283 6.31% 0.734%
30 16.215 2398 2402 2408 rVB4 68935 108992 1.48% 0.172%

31 16.703 2480 2485 2494 rVB2 165772 333485 4_.51% 0.525%

Sum of corrected areas: 63519499
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\

BF109904.D

16 Oct 2018 14:46

JussJ

J5526-10

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

SUP-4B-C-101518-1

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF109904.D
5.61

5.23

75
6.60

7.14

7.55

0
Time-->

T
5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF109904.D

10.81

8.26 10.02

11.52

12.02

13.10

125&223E296L

Ol
Time-->

10.00

10.50 11.00

11.50

12.00

12.50

13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF109904.D

14.16 15.69

15.29

14.30 14.61 14.93

Time-->

™1
13.50

14.00 14.50

8270-BF101518.

M Wed Oct 17 15:04:46 2018




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.34 16.80 ng 1386160 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 43 (2.340 min): BF109904.D (-37) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.0
| 220 240 260
1 N S o S m/z 43.05 41.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 R L N
430 550 220 240  2.60
‘ 87.0 m/z 55.05 28.67%
27.0
'“I“'W'“'P'hw“'htl'v'“I“'ﬁLh'P'”I”Fﬂ%R'P'”I”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1995: Silane, tetramethyl-
73.0
zzd"'zhd"'zeé""
5000 m/z 87.05 25.73%
43.0
20 180 290 || 530 L 880
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
73.0 220 240 260
m/z 41.00 13.54%
5000 550
43.0
27.0
et bbb b 4 B30 980 w180
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 220 240  2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown3.60 Concentration Rank 10

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

3.60 2.98 ng 245871 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 43
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 (SY-(H)-1.2-Propanediol 76 C3H802 004254-15-3 9
4 Propanoic acid. 2-hvdroxy-. meth... 104 C4H803 002155-30-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 257 (3.598 min): BF109904.D (-254) (-) m/z 45.00 100.00%

43.0
5000

320 340 3.60 3.80 4.00
39.0 550 610 6g9 749
,....,....,....,....,....,....,....,::I::...,....,.:..,!...,....,....,....,...., m/z 43.00 18.05%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol
45.0

5000 | BRI LI L L L LB LB L
3.20 3.40 3.60 3.80 4.00
m/z 61.00 6.19%
290 61.0
140190 1] 390||  s506L 76.0
e LA Raad L e e e Radan
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: Isopropyl Alcohol
45.0
IIIIIIIIIIIIIIAIIIIIIIII
3.20 3.40 3.60 3.80 4.00
5000 m/z 43.95 5.11%
27.0
19.0 39.0
P”wffﬁ”huupyhhnpuhhu.“wnupﬁgﬁ”wnupnwuupuw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol A e o
45.0 3.20 3.40 3.60 3.80 4.00
m/z 46.00 3.13%
5000
14.019.0 260310 390 |, 55.0 61.0 75.0
LA T I H L e A RAAsasatatatas Lo e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 320 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.23 4.22 ng 348538 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 534 (5.228 min): BF109904.D (-530) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 450 ah0 850 540 550
83.0 : : : : :
0 ...,....,....,....',':...,..:I,..??-,O....,.~...,...:,|....,. m/z 59.10 54.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR A LS LR AR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 16.65%
TR . 83.0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 58.10 16.42%
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate T e e
43.0 480 5.00 520 5.40 5.60
m/z 41.05 8.63%
5000
58.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 86.64 ng 7148990 1,4-Dichlorobenzene-d4 6.98
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 793 (6.751 min): BF109904.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 ®o J T 5k om0 b
L T e e S m/z 68.10 43.56%
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 LR U UL A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.84%
'"|'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
'6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .93%

104.0
66.0
270 51O "% ggp ‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B L
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.10 17.24%
116.0
5000 98.0
S O RN Y 1. U1 Y | 5 A
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

Sample = J5526-10

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 6 1-Octadecene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.54 2.05 ng 149787 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 n-Nonadecanol - 284 C19H400 001454-84-8 91
3 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 91
4 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 91
5 1-Tetradecanol 214 C14H300 000112-72-1 91

Abundance Scan 1777 (12.539 min): BF109904.D (-1774) (-) m/z 55.10 100.00%
5.1 g3.0
5000
139.1 12.20 12.40 12.60 12.80
167.0193.0 m/z 57.05 89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104184: 1-Octadecene
57.0
83.0
5000 AR AU AREE
nmnmnmnm
m/z 43.05 86.73%
139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
58.0 83.0
12120 12,40 12.60 12.80
5000 m/z 83.05 84 .15%
29.0
I 168.0 196.0  238.0 266.0
m/z--> %b&mmmmmmmmmmmmm
Abundance #180910: Pentafluoropropionic acid, tridecyl ester T T T
43.0 nmnmnmnm
69.0 m/z 69.10 77.08%
- Jv/\'t
5.0
150/ | 15401820 3579 328.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12 60 12. 80 '

8270-BF101518.M Wed Oct 17 15:04:49 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.80 2.21 ng 161195 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1821 (12.798 min): BF109904.D (-1818) (-) m/z 43.10 100.00%

431

5000
129.0
97.0 241.2 BERE R R e
1711 199.1 284.2 12.40 12.60 12.80 13.00 13.20
m/z 57.00 99.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 R e Emmsma
12. 40 12 60 12. 80 13. 00 13 20
0
2410 284.0 m/z 59.95 84.12%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
B T o o o
12.40 12.60 12.80 13.00 13.20
5000 129.0 m/z 73.00 72.96%
150] W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39473: n-Decanoic acid B B e e
60.0 12.40 12.60 12.80 13.00 13.20
m/z 55.05 67.63%
5000 129.0
29. 0 87 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.54 ng 577675 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2020 (13.968 min): BF109904.D (-2018) (-) m/z 57.10 100.00%
51.1 83.0
5000
229.1 13.60 13.80 14.00 14.20
140.1 169.0 204.9°7"" 265.1 . . . .
82611 "m/z 55.05 96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
5.0 83.0
5000 RN BRI U
13.60 13.80 14.00 14.20
29.0 m/z 43.10 89.38%
' 139.0
167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
550 83.0
13.60 13.80 14.00 14.20
5000 m/z 83.05 86.68%
29.0
L M 1390 1670 196.0 224.0 252.0 280.0 308.0
m/z--> ﬁ&&mmmmmmmmmmmmm
Abundance #115905: 1-Nonadecene T
41,0 13.60 13.80 14.00 14.20
m/z 69.10 73.42%
83.0
5000 VmhAﬂmu¢v#~*AA&W¢VANWJLAA¢A
”WJ”" LU BRI UGS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.61 3.51 ng 310355 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tricosane 324 C23H48 000638-67-5 87

Abundance Scan 2129 (14.609 min): BF109904.D (-2125) (-) m/z 57.05 100.00%

51.
5000

14.20 14.40 14.60 14.80 15.00
m/z 71.10 63.17%

65.1215.1 27413241

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 R e e B e
14. 20 14. 40 14 60 14. 80 15. OO

m/z 43.05 62 .93%

113.0
[, 18302390 206.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141424:; Heneicosane
57.0

14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 45 _18%

1 3011690 225.0 2960

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane B AR
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 23.40%

5000

1130 160.0 2250 2810 337.0 393.0 4630 ___ 5610 615.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .93 3.22 ng 377214 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Hexacosane 366 C26H54 000630-01-3 76
Abundance Scan 2183 (14.927 min): BF109904.D (-2180) (-) m/z 57.10 100.00%
57.1
5000 85.1
1131 14.60 14.80 15.00 15.20
141.1
0 ,,I A, 1831 2260253.22810 3101 3512 L7071 10 64.52%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #129490: Eicosane
57.0
85.0
5000 L DA B BRI SRR
14 60 14. 80 15. oo 15.20
m/z 43.10 60.84%
29.0

,] 141 0169.0 197 0 225 0 2530 282 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175558: Tetracosane
57.0
R EREEEE RS SRR
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 46 .52%
113.0
00| | | \ [141:0169.0 197.0 225.0 253.0 281.0 309.0 338-0
prrr et e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38349: Decane, 3,8-dimethyl- T T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.62%
85.0
5000
113.0141.0
I | | 170.0
T P P [ T P T I R EREEEE RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.93 ng 460604 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2245 (15.292 min): BF109904.D (-2240) (-) m/z 57.10 100.00%
57.1
5000
901 15,00 15,20 1540 15.60
141. 2 : : : :
ol LI Ay 242 1832 2212 2811 32303560 | 9110 67,550
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
5000 L BRI B BRI IR
mmmmmmmm
99.0 m/z 43.10 61.30%
oy || | 419 1830 2250 267.0 338.0
m/z--> 55 100 150 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
15,00 15,20 1540 15.60
5000 m/z 85.05 51.74%
99.0
27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane e B ARERARE
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22 .93%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.16 3.98 ng 466283 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2393 (16.162 min): BF109904.D (-2388) (-) m/z 57.10 100.00%

571
5000 85.1

113.1 15.80 16.00 16.20 16.40
1411 1331
] A ll i 2 22422851 2961 3372 m/z 71.10 64.67%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L L
15.80 16.00 16.20 16.40
m/z 43.10 54 .64%
29.0 .
O | F30141.0169.0197.0225.0253.0  295.0323.0 367.0
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0
R e S EEEE
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 49 _.30%

\ } L

T |
m/z--> 50 100 150 200 250 300 350

113.0
[ 14101690 210.0 239.0267.0 309033603660

?

Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T T
43.0 15.80 16.00 16.20 16.40
m/z 55.00 20.82%
71.0
5000

if

99.0
| | | t270155.01830 22502530 2950 337.0

m/z--> 50 100 150 200 250 300 350 15. 80 16. OO 16. 20 16 40

8270-BF101518.M Wed Oct 17 15:04:54 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109904.D

Aca On : 16 Oct 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.85 ng 333485 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 5.5.7.7-Tetraethvlundecane 268 C19H40 1000360-42-0 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2484 (16.698 min): BF109904.D (-2480) (-) m/z 57.10 100.00%
57.1
5000 \\‘——‘\N—j\—w
po.L 6140 1660 16580 1700
155.1 : : : :
L R 2192 2190 3420 4010 4502 oS00 64 A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane
57.0
5000 RN SR BN BN
16.40 16.60 16.80 17.00
99.0 m/z 85.05 52.82%
141.0
LR ese e M0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
' 16.40 16.60 16.80 17.00
5000 m/z 43.10 52.16%
99.0
150 4 || 1410 1830 2250 2960
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #141432: Pentadecane, 8-hexyl- B B A Eame
57.0 16.40 16.60 16.80 17.00
m/z 41.05 18.81%
o nNWF1AWV¢NUvaMNMN“WVWWMw/A
99.0 196.0
T '“l'i )'iﬂ' f}?"' J{"' e N SN N RN SR BN BN
m/z--> 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101618\

Data File : BF109904.D

Acq On : 16 Oct 2018 14:46

Operator : JU/SJ

3?22'6 i J5526-10 SUP-4B-C-101518-1
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Butane, 2-methoxy... 2.34 16.8 ng 1386160 1 6.98 1650360 20.0
unknown3 .60 3.60 3.0 ng 245871 1 6.98 1650360 20.0
2-Pentanone, 4-hy... 5.23 4.2 ng 348538 1 6.98 1650360 20.0
unknown6.75 6.75 86.6 ng 7148990 1 6.98 1650360 20.0
1-Octadecene 12.54 2.0 ng 149787 4 11.52 1458980 20.0
Octadecanoic acid 12.80 2.2 ng 161195 4 11.52 1458980 20.0
1-Heneicosanol 13.97 6.5 ng 577675 5 14.16 1767360 20.0
Heptadecane, 2,6,... 14.61 3.5 ng 310355 5 14.16 1767360 20.0
Eicosane 14.93 3.2 ng 377214 6 15.69 2342270 20.0
Tetracosane 15.29 3.9 ng 460604 6 15.69 2342270 20.0
Hexacosane 16.16 4.0 ng 466283 6 15.69 2342270 20.0
Docosane 16.70 2.9 ng 333485 6 15.69 2342270 20.0
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