LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?2?:'6 - 16267-01 P001-S001-0001-01

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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.987 490 493 522 rBV 142895 272942 13.33% 1.476%
2 5.393 559 562 595 rBVY 1283236 1813563 88.54% 9.810%
3 6.416 733 736 754 rBVY 1492513 1820936 88.90% 9.850%
4 6.540 754 757 768 rVB 1941326 1911313 93.31% 10.339%
5 6.763 792 795 806 rBV 520762 494478 24.14% 2.675%
6 6.916 818 821 842 rBVY 1620168 1501891 73.33% 8.124%
7 7.340 889 893 914 rBV 982826 1111907 54.29% 6.015%
8 8.045 1010 1013 1030 rBV 699666 665663 32.50% 3.601%
9 9.116 1191 1195 1198 rBV 2389337 2048264 100.00% 11.079%
10 9.516 1260 1263 1270 rVB 105502 92025 4._.49% 0.498%

11 9.798 1307 1311 1321 rBV 691821 697764 34.07% 3.774%
12 10.592 1443 1446 1458 rBV 1052655 1011353 49.38% 5.471%
13 10.680 1458 1461 1470 rVB 20149 24659 1.20% 0.133%
14 10.945 1503 1506 1512 rBV2 17793 24401 1.19% 0.132%
15 11.286 1561 1564 1573 rVB 639908 603453 29.46% 3.264%

16 11.804 1648 1652 1664 rBV2 332260 326694 15.95% 1.767%
17 12.504 1766 1771 1774 rBV3 61460 92267 4 _50% 0.499%
18 12.586 1782 1785 1791 rBV 137963 154883 7.56% 0.838%
19 12.869 1829 1833 1836 rBV 1438757 1363761 66.58% 7.377%
20 13.739 1978 1981 1986 rBV 157309 175748 8.58% 0.951%

21 13.880 2003 2005 2011 rVB 30843 26832 1.31% 0.145%
22 13.939 2012 2015 2022 rBV 503105 489481 23.90% 2.648%
23 14.980 2189 2192 2195 rBV 181850 170615 8.33% 0.923%
24 15.398 2259 2263 2271 rVB 370019 519977 25.39% 2.813%
25 15.751 2319 2323 2329 rVB 184475 272283 13.29% 1.473%

26 15.804 2329 2332 2340 rBv4 60019 119111 5.82% 0.644%
27 16.509 2448 2452 2459 rVB2 88777 165170 8.06% 0.893%

28 17.498 2614 2620 2625 rBV3 85177 182984 8.93% 0.990%
29 17.598 2632 2637 2647 rVB6 134967 332663 16.24% 1.799%

Sum of corrected areas: 18487081
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\
BF100221.D
5 Nov 2017 14:04
SJ/JU
16267-01

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P001-S001-0001-01

Abundance

2000000

1500000

1000000

500000

TIC: BF100221.D

5.39

4.99

6.54

6.42

6.92

7.34

Ob——
Time-->

5.00

5.50

Abundance

2000000

1500000

1000000

500000

8.05

TIC: BF100221.D

10.59

11.29

11.80

9.52
| 0.68 10.95

12.87

12.59
12.

Or——r
Time-->

11.50

10.50 11.00

9.50 10.00

12.00

12.50 13.00

13.50

Abundance

2000000

1500000

1000000

500000

B.74
13.

13.94

O ———

TIC: BF100221.D

15.40

15.75
.80

14.98

16.51 1715060

Time-->

14.00

17.50

16.00 16.50 17.00

14.50

15.00 15.50

18.00

18.50 19.00

8270-BF102317.

M Mon Nov 06 12:30:22 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4

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

4.99 11.04 ng 272942 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.993 min): BF100221.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 4.60 4.80 5.00 5.20 5.40
o UV | D SN N m/z 59.10 64.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20 5.40
0
150 a0 1010 m/z 101.00 28.28%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 540
5000 m/z 58.00 16.85%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.60 4.80 500 5.20 5.40
m/z 41.00 10.49%
5000 1010
28.0 59.0
0 ‘ 70.0 84.0
0"'l}%'|"Hw"'“wl"|ﬁhli'“'l”'“l“"w""ﬂ"'l' A RASE LS RRAAS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 77.31 ng 1911310 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 757 (6.540 min): BF100221.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.1 PUSSRNEASEIENSREENAR
400 540 6.20 6.40 6.60 6.80
o....,....;-:...,.:..,.:I.',..7.55,1....,..!.,.1??.?....,....,'...,.. m/z 68.05 33.84%
m/z--> 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
5000 A AR RS AR AR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.49%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 65.95 20.31%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.41%
5000
51.0 770 104.0
39.0
0% "'l"'*‘l""lH' "??ﬂq'l' “lll'?Z'q" "|“'L'|%%§ 9|""| "" T SRS R S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 10.83 ng 326694 Phenanthrene-d10 11.29
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1651 (11.798 min): BF100221.D (-1648) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291 A\W“‘
97.0 S T
45 17111 213.2 256.2 11,40 11.60 11.80 12.00 12.20
0 ; m/z 60.00 83.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR DA DU SRR B
83.0 11. 40 11. 60 11. 80 12. oo 12 20
Ji 1570 1geo 2130 2560 | M/Z 43.05  80.64%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11:40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 66.22%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e e REBAR R
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 41.05 56.44Y%
5000 129.0
185.0 228.0
W
AR \,‘,,,I\ 0T YT T P AU N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 7-Heptadecene, l1-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.50 3.06 ng 92267 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Heptadecene. 1-chloro- 272 C17H33ClI 056554-78-0 74
2 Cvclohexadecane 224 C16H32 000295-65-8 68
3 n-Tridecan-1-ol 200 C13H280 000112-70-9 68
4 1-Tetradecanol 214 C14H300 000112-72-1 68
5 Cyclotetradecane 196 C14H28 000295-17-0 64

Abundance Scan 1770 (12.498 min): BF100221.D (-1766) (-) m/z 55.05 100.00%

5000

141.1 R mEEE
1651 302.1 12.20 12.40 12.60 12.80

m/z 41.10 70.49%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121210: 7-Heptadecene, 1-chloro-

-

83.0

29.0 12!20 12.I40 12!60 12.I8O
m/z 67.05 66.76%

5000

o 140.0 174.0 205.0 244.0 272.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 830
N ILmEE
12.20 12.40 12.60 12.80
5000 m/z 69.00 61.91%
29.0 111.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61341: n-Tridecan-1-ol R R B
56.0 g3 12.20 12.40 12.60 12.80

m/z 96.10 56.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.59 5.13 ng 154883 Phenanthrene-d10 11.29
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 1786 (12.592 min): BF100221.D (-1782) (-) m/z 73.00 100.00%

73.0
43.0
5000

12.20 12.40 12.60 12.80 13.00

0 m/z 43.05 73.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0

12!20 12.I40 12!60 12.I8O 13.I00
m/z 55.00 68.07%

o150 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 73.0
R S s SRR
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 66.31%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid
73.0 12.20 12.40 12.60 12.80 13.00
43.0 m/z 57.10 63.95%
5000 129.0

§

15.0
I e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.18 ng 175748 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 92
Abundance Scan 1981 (13.739 min): BF100221.D (-1978) (-) m/z 57.10 100.00%
511 |97.1
5000 JﬁwﬂnxwwfﬁwﬂﬂJWJuwwﬂ”“wm\
169.1 2211 13.40 13.60 13.80 14.00
- ‘ A, 2041 m/z 83.10 98.28%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55.0 83.0
5000 111.0 AU AR
13. 40 13. 60 13 80 14.00
m/z 97.10 89.32%
ol 2ol A \\ J f3ﬁ0;67019602240252028003080
m/z--> 55 100 1éo 200 2%0 360 3éo
Abundance
57.0 97.0
13.40 13.60 13.80 14.00
5000 m/z 55.05 86.70%
125.0
29.0
o 153.0181.0210.0238.0266.0  308.0336.0
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #190678: 2- Chloropropionic acid, octadecy! ester e o A REREE R
51.0 970 13.40 13.60 13.80 14.00
: m/z 43.10 82.00%
- NJMkavvdvvﬁwwﬂV‘WAWMMMWV“”"\
125.0
29.0
oL U H | H o180 223 0?00 2070 3600
m/z--> 50 100 150 200 250 3(')0 3&'30 13. 40 13. 60 13 80 14. 00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.98 6.56 ng 170615 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2192 (14.980 min): BF100221.D (-2189) (-) m/z 57.10 100.00%
51.1
85.1
5000
LN SR SUNILE I
141.1 14.60 14.80 15.00 15.20
N ,..:.,'....'II..':.,.~...,....1,‘.3.9..1,....2.1.?.1..2?’.85?.. 21713012 m/z 71.10  77.01%
m/z--> mmmmmmmmmmmmmmmm
Abundance #141426: Heneicosane
57.0
85.0
5000 AR AR UL UG R
14 60 14. 80 15. 00 15.20
9.0 1130 m/z 85.10 58.43%
ol “ || 71410 169.0 1970 2250 258.0  296.0
m/z--> %&&mm@mmmmmmmmmﬁ
Abundance
57.0
14,60 14.80 15.00 15.20
5000 85.0 m/z 43.10 48.95%
29.0
113.0 141 0 197.0 AMAHAN“M~JW¢A\WMANJMJNMW-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105884: Octadecane A B o
57.0 14.60 14.80 15.00 15.20
m/z 55.10 19.84%
5000 85.0 VMAﬁ/wN\uw’mfﬂﬁﬂ”““w““ﬂkWMM
29.0
L [ 171410 1690 1670 2250 2540
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 32'0 14 60 14. 80 15. 00 15. 20 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Heneicosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.80 4.58 ng 119111 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 72
2 Cvclopentadecane 210 C15H30 000295-48-7 64
3 17-Pentatriacontene 491 C35H70 006971-40-0 52
4 Octacosvl acetate 452 C30H6002 018206-97-8 50
5 Octacosanol 410 C28H580 000557-61-9 49
Abundance Scan 2331 (15.798 min): BF100221.D (-2329) (-) m/z 97.10 100.00%
57.1 97.1
5000
o, 18212222 2651305 2 15140 15,80 15,60 16,00 1670
Otk m/z 57.10 97.16%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55.0
5000 AR DR DR A B
ﬁmmmmmmmmm
( m/z 83.10 91.97%
qu ‘M?QBMMMO%M
miz--> 0 50 2éo 360 3éo 460 4%0 '
Abundance
83.0
210.0 T T
41.0 15.40 15.60 15.80 16.00 16.20
5000 m/z 69.10 84.18%
125.0
168.0
e S L U S L W L S B S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene e o
57.0 15.40 15.60 15.80 16.00 16.20
97.0 m/z 43.05 76.77%
5000
39.0
0154‘ |, h , 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3éo 4(')0 4&1,0 ' 15. 40 15 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.51 6.35 ng 165170 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
2 Disparlure 282 C19H380 029804-22-6 78
3 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 78
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 58
5 Tetradecanal 212 C14H280 000124-25-4 43

Abundance Scan 2452 (16.509 min): BF100221.D (-2448) (-) m/z 57.10 100.00%

5000

180.2 5971 2431 2g80,1305.2 16.20 16.40 16.60 16.80
m/z 82.10 72.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117618: Oxirane, hexadecyl-

5000 LA L L L L L LB L |
16.20 16.40 16.60 16.80
0
20.0 136.0 m/z 43.10 68.17%
0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69.0
R RS s
43.0 16.20 16.40 16.60 16.80
5000 : 97.0 m/z 96.10 64.25%

183.0
123.0 157 9 211.0 239.0264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #167929: 2-Octadecyl-propane-1,3-diol e A RERREEEES
43.0 16.20 16.40 16.60 16.80

m/z 97.10 62.11%

5000

280.0

0 | 139.0 167.0 195.0 222.0 252.0 310.0
e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9,11-Dimethyltetracyclo[7.-3... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.50 7.04 ng 182984 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.11-Dimethvltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 58
2 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 52
3 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 50
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 49
5 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 49
Abundance Scan 2620 (17.498 min): BF100221.D (-2614) (-) m/z 218.15 100.00%
218.2
5000
55.1 95.1
137.1
75-11 269.1 3592 424.2 17.20 17.40 17.60 17.80
o} J%ww%n;:'q.www..u..t.,....,z.h m/z 203.20 72.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75985: 9,11-Dimethyltetracyclo[7.3.1.0(2.7).1(7.11)]tetra..
203.0
5000 R DA DU BN B
17.20 17.40 17.60 17.80
40 930 1470 m/z 95.10 28.26%
ol— \I‘ N‘.‘“.“U IH\‘IM\I | I\\I‘dl L ‘.‘ |‘-“- —
m/z--> 50 100 150 200 250 300 350 400
Abundance
1600 2030 S
39.0 17.20 17.40 17.60 17.80
5000 m/z 55.10 24 _95%
0 1160
L L UL WL L WL S B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... R R e R
218.0 17.20 17.40 17.60 17.80
m/z 109.10 21.61%
176.0
0001 410 g0 1330
0 '%%'Lwl""I""I""I""I"' R DA DU BN B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100221.D

Aca On : 5 Nov 2017 14:04

Operator : SJ/JU

ﬁ?ggle i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 13 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17 .60 12.80 ng 332663 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 60
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 47
3 1H-Cvclopnroplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 46
4 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 45
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 35
Abundance Scan 2637 (17.598 min): BF100221.D (-2632) (-) m/z 204.15 100.00%
204.2
135.1

5000

411.4 17.20 17.40 17.60 17.80 18.00

0! B B B B B e m/z 135.10 68.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161.0 204.0
41.0
5000 790 TT T T[T T I T [T T T T[T T TT[TT

17.20 17.40 17.60 17.80 18.00
m/z 69.10  49.44%

\ ,MM |

ng.o
H‘\ \\H‘ \ \h
LI I

ok RN
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
910 1330 | NI LI L L L LB LB L
41.0 17.20 17.40 17.60 17.80 18.00
5000 m/z 133.10 47 .67%
163.0
ol MLt b b e}
m/z--> 50 100 150 200 250 300 350 400
Abundance #64574: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... e o
161.0 204.0 17.20 17.40 17.60 17.80 18.00
0
410 105.0 m/z 121.10 41 .76%
5000
m/z--> O 150 200 250 300 350 400 17. 20 17. 40 17. 60 17. 80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF110517\

Data File : BF100221.D

Acq On : 5 Nov 2017 14:04

Operator : SJ/JU

3?22'6 i 16267-01 P001-S001-0001-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 .99 11.0 ng 272942 1 6.76 494478 20.0
unknown6 .54 6.54 77.3 ng 1911310 1 6.76 494478 20.0
n-Hexadecanoic acid 11.80 10.8 ng 326694 4 11.29 603453 20.0
7-Heptadecene, 1-... 12.50 3.1 ng 92267 4 11.29 603453 20.0
Octadecanoic acid 12.59 5.1 ng 154883 4 11.29 603453 20.0
Behenic alcohol 13.74 7.2 ng 175748 5 13.94 489481 20.0
Heneicosane 14.98 6.6 ng 170615 6 15.40 519977 20.0
1-Heneicosanol 15.80 4.6 ng 119111 6 15.40 519977 20.0
Oxirane, hexadecyl- 16.51 6.3 ng 165170 6 15.40 519977 20.0
9,11-Dimethyltetr... 17.50 7.0 ng 182984 6 15.40 519977 20.0
Naphthalene, 1,2,... 17.60 12.8 ng 332663 6 15.40 519977 20.0
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