LSC Area Percent Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5526-12 SUR4&C&851&2
isc :

ALS Vial : 7 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

2.322 35 40 51 rvB 717531 942955 20.48% 1.947%
3.587 252 255 268 rBV 51042 109015 2.37% 0.225%
532 538 rVvB 163357 187458 4_.07% 0.387%
5.598 592 597 601 rBV 4445351 4473407 97.16% 9.238%
6.598 762 767 771 rBV 4633537 4604123 100.00% 9.508%

abrwWNPEF
a1
N
=
(9}
a1
N
o0}

6.751 788 793 796 rBV 4673299 4582842 99.54% 9.464%
6.981 828 832 835 rBV 2072662 1590731 34.55% 3.285%
859 862 rvB 4118103 3618372 78.59% 7.473%
7.539 922 927 930 rBV 3102198 2834912 61.57% 5.855%
8.263 1046 1050 1053 rBV 2400655 1967480 42.73% 4._.063%

O © o~ O
\l
=
D
O
o
O
o

11 9.333 1228 1232 1236 rBV 4575562 4247529 92.25% 8.772%
12 9.728 1295 1299 1302 rBV 569974 447487 9.72% 0.924%
13 10.022 1345 1349 1353 rVB 2082858 1710516 37.15% 3.533%
14 10.810 1479 1483 1487 rBV 2261068 1898371 41.23% 3.920%
15 11.510 1599 1602 1605 rBV 1508291 1411654 30.66% 2.915%

16 11.533 1605 1606 1611 rVvV 249693 184150 4._00% 0.380%

17 11.586 1611 1615 1618 rVB 51869 52143 1.13% 0.108%
18 11.722 1634 1638 1640 rBV2 56034 62201 1.35% 0.128%
19 12.022 1685 1689 1691 rBV2 169144 195501 4._.25% 0.404%
20 12.127 1703 1707 1709 rBV2 60088 57865 1.26% 0.120%

21 12.539 1774 1777 1779 rBV 192664 146658 3.19% 0.303%
22 12.727 1805 1809 1814 rBV 620592 540866 11.75% 1.117%
23 12.804 1818 1822 1828 rVV3 122508 183095 3.98% 0.378%
24 12.957 1841 1848 1854 rBV 493566 534927 11.62% 1.105%
25 13.098 1868 1872 1875 rBV 3742193 3131477 68.01% 6.467%

26 13.174 1881 1885 1889 rBV3 32532 61069 1.33% 0.126%
27 13.286 1901 1904 1907 rVB 90375 77312 1.68% 0.160%
28 13.351 1912 1915 1918 rBV 61277 50011 1.09% 0.103%
29 13.392 1918 1922 1925 rBV2 51221 54508 1.18% 0.113%
30 13.792 1987 1990 1995 rVB 52464 64641 1.40% 0.133%

31 13.974 2016 2021 2036 rBV6 406222 722304 15.69% 1.492%
32 14.157 2047 2052 2055 rBV 2060765 2058569 44.71% 4_.251%
33 14.180 2055 2056 2062 rVB 274421 210451 4._.57% 0.435%
34 14.263 2068 2070 2074 rVB 67737 55648 1.21% 0.115%
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LSC Area Percent Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

3?22'6 i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.304 2074 2077 2082 rVB 118460 119681 2.60% 0.247%

36 14.610 2126 2129 2133 rBV 255298 248734 5.40% 0.514%
37 14.927 2180 2183 2190 rVB 220753 253364 5.50% 0.523%
38 15.010 2194 2197 2202 rVB 116249 112811 2.45% 0.233%
39 15.227 2230 2234 2237 rBV 265014 395695 8.59% 0.817%
40 15.286 2241 2244 2251 rVB 330829 408498 8.87% 0.844%

41 15.551 2286 2289 2295 rVB 166873 223445 4._.85% 0.461%
42 15.615 2296 2300 2306 rBV 219122 280912 6.10% 0.580%
43 15.686 2307 2312 2323 rVV2 1592982 2293393 49.81% 4_.736%
44 15.910 2348 2350 2354 rVB3 71995 77013 1.67% 0.159%
45 16.157 2387 2392 2397 rBVY 322448 495168 10.75% 1.023%

46 16.704 2480 2485 2493 rVB 144123 263614 5.73% 0.544%
47 17.245 2573 2577 2586 rVB2 86624 179568 3.90% 0.371%

Sum of corrected areas: 48422144
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LSC Report - Integrated Chromatogram

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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

Abundance TIC: BF109905.D

7.14
4000000

7.54
3000000

6.98
2000000

1000000 230

s sz )| I

e ————

T
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: BF109905.D

4000000 13.10

3000000

8.26
10.02 10.81

2000000
11.51

1000000

12.73 15 gg

ol .h— L J L 8972 JQZ.B 280 Hi3332

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109905.D

4000000

3000000

14.16

2000000 15.69

1000000
13.97;
13.79

13239
1 15. 16.70 17.24

8.39

A0 1461 1483

05— T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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.

2.32 11.86 ng 942955 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF109905.D (-35) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.0
220 240 260 '
e prre e e b e e | M7z 43.00 39.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T
430 220 240 260
~ 55.0 87.0 m/z 54.95 28.06%
29.0
R R R R R RS R AR AR AR LA EARAS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0 ’\
87.0 AU S
220 240 260
5000 41.0 550 m/z 87.05 25.20%
29.0
H\‘\‘ 990 1120 1200
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N—ethyl— T L —— T T T L |
30.0 220 240 260
m/z 41.00 12.68%
5000 43.0 87.0
15.0 72.0
"W'L'P'M‘“"H'”I”?%g”'J'”I”'H'”'P"W'“'P'“I“" Y L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.22 2.36 ng 187458 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 533 (5.222 min): BF109905.D (-528) (-) m/z 43.00 100.00%
43.0
5000 590
101.0
| 83.0 | 480 5.00 5.20 5.40 5.60
e i e R § H H e et m/z 59.00 50.86%
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
w000 90 4B 500 S0 ko Sho
0,
150 41, 1010 m/z 101.00 18.04%
m I' i , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-

59.0

4.80 500 520 540 5.60
5000 41.0 m/z 58.00 17.04%

29.
87.0
150 | Al om0 | e
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e Baamn e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 7.35%
5000 41.0
A IA Y 126.0 1420
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 unknown6.75 Concentration Rank 1

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

6.75 57.62 ng 4582840 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF109905.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
960 rrrTrTrTyTTT TTTTTTTTTTT
40.0 540 6.40 6.60 6.80 7.00
S T N | RN~ . A BN [ N m/z 68.10 39.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LR U UL A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.48%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.66%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘:::luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L LB L
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14.76%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.77 ng 195501 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1689 (12.022 min): BF109905.D (-1685) (-) m/z 72.95 100.00%

43.0  73.0
5000 -

11.80 12.00 12.20 12.40
m/z 43.00 95.65%

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

(2]

e

o
% I

5000 129.0 LN L B L
11. 80 12. OO 12. 20 12. 40

J‘u 1570 1gso 2130 260 | M/Z 59.95  89.63%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L
43.0 73.0
11|80 12|OO 12|20 12.I40
5000 129.0 m/z 57.05 76.64%
15.0 My
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid A BB S maa s B
73.0 11.80 12.00 12.20 12.40
m/z 55.00 70.70%
43.0
5000
129.0
‘ 1710 2140
180\,\ iy “ h‘\ ol l4,9,9”\” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 6 n-Heptadecanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.54 2.08 ng 146658 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94

Abundance Scan 1777 (12.539 min): BF109905.D (-1774) (-) m/z 55.10 100.00%

55,1 831

5000

3

12.20 12.40 12.60 12.80
m/z 43.05 94.36%

154.1 180.0 224.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1
83.0

-

12!20 12.I4O 12!60 12.I80
m/z 57.05 90.27%

5000

29.0
139.0 168.0

210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

550 830

!

12.20 12.40 12.60 12.80
m/z 83.10 87.54%

5000
29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- e T
57.0 12.20 12.40 12.60 12.80

m/z 69.05 79 .58%

5000
29.0

t
:

139.0 167.0 196.0 224.0 252.0 280.0
bt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 7 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.80 2.59 ng 183095 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1821 (12.798 min): BF109905.D (-1818) (-) m/z 43.10 100.00%

431 73.0

5000

129.0

§

1571 189.0 217.0 2412 284.2 12.40 12.60 12.80 13.00 13.20
m/z 73.00 87 .83%

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 LA w i i i o

12.40 12.60 12.80 13.00 13.20
m/z 55.00 79.73%

241.0 284.0

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid

430 | 730

207.0

i

12.40 12.60 12.80 13.00 13.20
5000 m/z 57.05 77 .96%

129.0
Il

\J M‘Wgﬁ? ‘

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

171.0 214.0

?

Abundance #107549: n-Hexadecanoic acid L e e
60.0 12.40 12.60 12.80 13.00 13.20
m/z 41.05 73.38%
5000 129.0
83.0
157.0 185.0 213.0 256.0

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 : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 7.02 ng 722304 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 2020 (13.968 min): BF109905.D (-2016) (-) m/z 43.10 100.00%
5000 Vm,w)k“ﬁAANNMJ\\hA\m¢~A~wwﬁ
13.60 13.80 14.00 14.20
: m/z 57.10 89.29%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
54.0
83.0
5000 UL AU UL SRR B
1110 13.60 13.80 14.00 14.20
' m/z 55.00 87.86%
210 | | psoo 18202100
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
580 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 69.05 79.30%
270 | ‘ ‘ ‘139 0167.0 196.0  238.0266.0294.0
m/z--> 50 ' 150 200 250 300 350
Abundance #177132. 1-Heneicosy! formate T
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 73.23%
5000
125.0
I L J\ ) ‘L [1530182.0210.0 266 0294 0322.0
m/z--> 50 100 150 200 250 300 350 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 : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.42 ng 248734 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2129 (14.610 min): BF109905.D (-2126) (-) m/z 57.10 100.00%
51.1
5000
7.0 LR IR A SUNRE BN

14.20 14.40 14.60 14.80 15.00
141.1 197.2 2421 324.1
e L B | M/Z 71.05  62.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94345: Heptadecane
57.0

5000 |||||||||I|IIII|IIII|II
14.20 14.40 14.60 14.80 15.00

m/z 43.10 62 .55%

9.0
| ;14101820 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #117637: Nonadecane
57.0
R o A
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 47.32%
9.0
| |, 14101830 2680
i B L I o o o o e B O L
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #235973: Hexatriacontane B AR A B
14.20 14.40 14.60 14.80 15.00

m/z 55.00 27 .15%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
I o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .93 2.21 ng 253364 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
Abundance Scan 2183 (14.927 min): BF109905.D (-2180) (-) m/z 57.10 100.00%
57.1 A
5000
I | 991.0 1411 1972 2381 2952 350.1 420.2 14 GIOI 14 éd 15 dd 15 20 ”
e e O 238 2952 301 4020 Th/z 71.10 59.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L DU B BRI SRR
Mmmmmmmm
99.0 m/z 43.05 58.80%
TERY || J }410 1830 225.0 267.0 309.0  367.0
m/z--> 55 100 150 200 250 300 3%0 460
Abundance #209566: Octacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 44 .93%
99.0
26,0 J )y, M0 1830 2250 2810 337.0 3940
m/z--> 55 160 1%0 200 250 360 350 460
Abundance #175557: Tetracosane B A B R e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.77%
5000
99.0
26/0 ‘ ), 10 1830 225.0 267.0 338.0
m/z--> 55 160 1%0 200 250 360 3%0 460 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

Sample : J5526-12

Misc :

ALS Vial : 7 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 11 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.29 3.56 ng 408498 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2245 (15.292 min): BF109905.D (-2241) (-) m/z 57.10 100.00%
57.1
5000
el 1411 15,00 15.20 15.40 15.60
oL ,I 1] o 1832 2210 2581 3021 3432 3851 7, 71 05 62.45%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L R B UL SR
85.0 15.00 15.20 15.40 15.60
m/z 43.05 55.74%
27,0 | ﬂ1301410 1830 2250 267.0 323035103800
m/z--> 56 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
. 15,00 15.20 15.40 15.60
5000 ' m/z 85.10 45_.69%
27,0 ‘ j ﬂ13°1410 1830 2250 338.0
m/z--> B '50' 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl- R e e
57.0 15.00 15.20 15.40 15.60
m/z 55.10 21.17%
85.0
5000
113.0141.0
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF101518_.M Wed Oct 17 15:05:15 2018
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Library Search Compound Report

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

Data File : BF109905.D

Aca On : 16 Oct 2018 15:13

Operator : JU/SJ

ﬁ?ggle i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.16 4.32 ng 495168 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2393 (16.162 min): BF109905.D (-2387) (-) m/z 57.05 100.00%

57.0

?

5000
9.1 15.80 16.00 16.20 16.40
1411 210.0 281.1 : : : :
ol L Jdy 1411730 2100 2a8.128103132 8512 m/z 71.10 61.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LA L L L L L B

15.80 16.00 16.20 16.40
m/z 43.10 54.17%

141.0 183.0 2250 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

?

15.80 16.00 16.20 16.40

5000 m/z 85.10 46.66%
99.0
26,0f | | | | ; 1410 1830 2250 267.0 309.0  365.0
e e NN
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane g B It
57.0 15.80 16.00 16.20 16.40
m/z 55.00 18.22%
o A'W/\"VVAW
99.0
26.0) | |l . ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
A e O M
miz--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF109905.D

Acq On : 16 Oct 2018 15:13

Operator : JU/SJ

3?22'6 i J5526-12 SUP-4B-C-101518-2
ALS Vial : 7 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... 2.32 11.9 ng 942955 1 6.98 1590730 20.0
2-Pentanone, 4-hy... 5.22 2.4 ng 187458 1 6.98 1590730 20.0
unknown6.75 6.75 57.6 ng 4582840 1 6.98 1590730 20.0
n-Hexadecanoic acid 12.02 2.8 ng 195501 4 11.51 1411650 20.0
n-Heptadecanol-1 12.54 2.1 ng 146658 4 11.51 1411650 20.0
Octadecanoic acid 12.80 2.6 ng 183095 4 11.51 1411650 20.0
Cyclopentadecane 13.97 7.0 ng 722304 5 14.16 2058570 20.0
Heptadecane 14.61 2.4 ng 248734 5 14.16 2058570 20.0
Hexacosane 14.93 2.2 ng 253364 6 15.69 2293390 20.0
Heptacosane 15.29 3.6 ng 408498 6 15.69 2293390 20.0
Octacosane 16.16 4.3 ng 495168 6 15.69 2293390 20.0
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