LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

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-BF020318.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 2.181 9 16 21 rVB 445605 5908286 11.44% 1.251%
2 5.116 512 515 522 rVB 148486 192199 3.68% 0.402%
3 5.498 574 580 583 rBVY 4814216 5229091 100.00% 10.931%
4 6.510 745 752 756 rBVY 4118227 5171149 98.89% 10.810%
5 6.651 771 776 779 rBVY 5064630 5022982 96.06% 10.501%
6 6.881 811 815 819 rVB 1734909 1380091 26.39% 2.885%
7 7.039 837 842 845 rVB 4259146 3875022 74.11% 8.101%
8 7.445 905 911 914 rBY 3380500 3265387 62.45% 6.826%
9 8.163 1029 1033 1036 rBv 2285277 1810294 34.62% 3.784%
10 9.239 1211 1216 1219 rBvY 5516919 5025879 96.11% 10.507%
11 9.628 1279 1282 1285 rBV 622725 461690 8.83% 0.965%
12 9.745 1299 1302 1310 rBv4 36132 76250 1.46% 0.159%
13 9.822 1311 1315 1317 rVV 55675 90752 1.74% 0.190%
14 9.845 1317 1319 1322 rVB 76001 59061 1.13% 0.123%

15 9.916 1327 1331 1335 rVB 1926789 1854896 35.47% 3.878%

16 10.222 1377 1383 1393 rBV 107156 221558 4.24% 0.463%

17 10.345 1402 1404 1406 rVB 76602 56049 1.07% 0.117%
18 10.627 1448 1452 1455 rBV 85013 84847 1.62% 0.177%
19 10.704 1460 1465 1469 rBV 2797555 2837950 54.27% 5.933%
20 10.816 1481 1484 1489 rVB 57127 58298 1.11% 0.122%
21 11.263 1558 1560 1570 rVB3 41546 78327 1.50% 0.164%

22 11.404 1580 1584 1587 rBV 1829881 1571933 30.06% 3.286%
23 11.927 1667 1673 1685 rBV 770349 773158 14.79% 1.616%
24 12.621 1787 1791 1794 rBV2 71515 115809 2.21% 0.242%
25 12.710 1802 1806 1814 rBV 284103 283562 5.42% 0.593%

26 12.804 1819 1822 1825 rBV 161214 137839 2.64% 0.288%

27 12.927 1840 1843 1846 rVB 79425 61579 1.18% 0.129%
28 12.992 1849 1854 1857 rBV 3681127 3414785 65.30% 7.139%
29 13.263 1897 1900 1908 rVB 91261 84522 1.62% 0.177%
30 13.510 1939 1942 1945 rBV 109486 96113 1.84% 0.201%

31 13.874 2001 2004 2010 rBV 687907 610090 11.67% 1.275%
32 14.039 2029 2032 2036 rBV 1162838 1076385 20.58% 2.250%
33 14.204 2057 2060 2063 rBV2 57190 60319 1.15% 0.126%
34 14.515 2109 2113 2119 rBV 356157 358080 6.85% 0.749%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.162 2220 2223 2225 rBV 95610 110469 2.11% 0.231%
36 15.521 2279 2284 2293 rVB2 802249 1067301 20.41% 2.231%
37 15.998 2361 2365 2369 rVB 106876 146025 2.79% 0.305%

38 16.045 2369 2373 2379 rBV 85121 125828 2.41% 0.263%
39 17.374 2595 2599 2607 rVB5 146117 291668 5.58% 0.610%

Sum of corrected areas: 47835523
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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

U:\HPCHEM1I\BNA F\DATA\BF020518\

BF102732.D

5 Feb 2018 12:25

SJ/Ju

J1436-05

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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14.04

Time-->

14.00

16.50 17.00

15.50 16.00

14.50 15.00

17.50

18.

00 18.50

19.00

8270-BF020318.

M Tue Feb 06 13:44:04 2018

Page:




Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 5

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

2.18 8.67 ng 598286 1,4-Dichlorobenzene-d4 6.88
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 16 (2.181 min): BF102732.D (-9) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0
87.0

220 230 240 2.50 2.60

0.,”..“.HMLL.“nmq.”.m:”,.”.“.”,.”.“..w.”.“.” m/z 43.00 45_35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L LB LN BN BLBLELELEN L

43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 33.60%

29.0 ‘ ‘
'I"""I""I""'I""I""I"l"l'"'I""I""I""I""I""
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0

2.20 2.30 2.40 2.50 2.60

o

5000 41.0 550 m/z 87.00  24.58%
29.0
97.0 1120 129.0
o R NS 1 1M ML A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- i R
73.0 2.20 2.30 2.40 2.50 2.60

m/z 41.00 14.87%

5000 43.0
58.0
29.0 8.0
.“.th.”,.m.,”..,”..“..w..L,.”.,”..,”..“..w..”

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Propane, 2-methyl-2-(1-meth... Concentration Rank 9

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

5.12 2.79 ng 192199 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 3-0Octanol 130 C8H180 000589-98-0 33

Abundance Scan 516 (5.122 min): BF102732.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IBENARRE SRR AR RRARE
| 83.0 | 4.80 500 5.20 5.40
ottt e m/z 59.00 60.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 AR SR U LR
410 4.80 500 5.20 5.40
260 101.0 m/z 57.95 17.36%
0 ]800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 101.00 17.24%
59.0
101.0
0 21.0 350 51.0 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B R man
59.0 480 500 5.20 5.40
m/z 41.00 8.67%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 72.79 ng 5022980 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102732.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PSSP AARBE SRR R
40.0 540 | 6.40 6.60 6.80 7.00
o IS 1 PN =X N =X I [ m/z 68.00 40.10%
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 N
5000 IR IS L N
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.38%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.07%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.00 15.24%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknownl0.22 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.22 2.39 ng 221558 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 9
2 Sulfur dioxide 64 02S 007446-09-5 4
3 Ethvl Chloride 64 C2H5CI 000075-00-3 4
4 Ethene. 1l.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Pentafluorochlorodimethyl trisul... 250 C2CIF5S3 1000226-65-9 4
Abundance Scan 1383 (10.222 min): BF102732.D (-1377) (-) m/z 63.85 100.00%
64.9 n
5000
191.8
12['8 10.00 10.20 10.40 10.60
i L S e s m/z 191.80 33.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238160: Di(tert-butyl) trisulfide, perfluoro-
64.0
5000 LRI SN BN BULULN B
10.00 10.20 10.40 10.60
113.0 m/z 127.80 14 .03%
o | || 1630 3150 5340
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
64.0
10.00 10.20 10.40 10.60
5000 m/z 65.90 12.10%
L S L L WL B L I B WA W
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #351: Ethyl Chloride
64.0 10.00 10.20 10.40 10.60
m/z 193.80 9.24%
5000
0 15. |
mz-> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.93 9.84 ng 773158 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Decane 142 C10H22 000124-18-5 25

Abundance Scan 1673 (11.927 min): BF102732.D (-1667) (-) m/z 60.00 100.00%
6d.0
5000 129.0
8.0 RN IR BN UGS
39 1 157.1 1851 2131 256.2 11.60 11.80 12.00 12.20
0 i m/z 72.95 98.90%
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
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 43.00  96.33%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 12.20
5000 129.0 m/z 57.00 85 .50%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e N ERBEaEa
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 76.26%
5000 129.0
0l15.0 LM L-Wﬁﬁ-m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.
12.71 3.61 ng 283562 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89

Abundance Scan 1806 (12.710 min): BF102732.D (-1802) (-) m/z 43.00 100.00%

43.0, 730

5000 128.9

i

185.1 241.2 L L

284.2 12.40 12.60 12.80 13.00
57.0 13.
0 200 ! ool IR S .5 S m/z 57.00 92.35%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 R o o o S
12. 40 12. 60 12. 80 13.00
H 1850 54y 2840 m/z 60.00 84.34%
1.
I G I O
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
Sl e e et
73.0 12.40 12.60 12.80 13.00
0
5000 284.0 m/z 72.95 83.75%
129.0
185.0213.0241.0
o 1010 157.0 Do 3120 3720
R e T e B T e e I
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid R R
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.00 79.82%
5000 256.0
129.0
157 0185 o2 130 vkhvav»MWMﬂf\JLMJL,kM,AvhJWWﬂ
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.80 2.56 ng 137839 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 35
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35

Abundance Scan 1821 (12.798 min): BF102732.D (-1819) (-) m/z 56.00 100.00%
56.0
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
830 1289 4999 5134 2572 360 1240 12.60 12.80 13.00 13.20
o} : m/z 57.00 51.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 AR UL BN UL B
1240 12.60 12.80 13.00 13.20
29.0 m/z 41.00 37.84%
383.0 129 0 257.0
0 [ 1l h H Y 157.0 185 0 213 0 ‘ \‘ 283.0 312 0
m/z--> ﬁ&mmmmmmmmmmmmmﬁ
Abundance
56.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 43.00 32.87%
29.0
o 830 1290 157.0 185.0 213.0 257'0231,0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- A EEE TR B
56.0 12.40 12.60 12.80 13.00 13.20
m/z 55.00 25.65%
5000
30.0 100.0 12? .0
[o) T - ...‘ .‘... L”” T e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.34 ng 610090 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 2003 (13.868 min): BF102732.D (-2001) (-) m/z 57.00 100.00%
510
5000 )/ML\'
1250 13.60 13.80 14.00 14.20
234.0 : : : :
I by A0BO1061 2530 2821 8000 777 43.00  85.19%
m/z--> 50 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43.0
5000 LR B UL SR SR
111.0 13.60 13.80 14.00 14.20
m/z 55.00 85.12%
0 \JHJWW‘@%mmwmnmmmﬂ%mM%M
m/z--> 50 200 250 300 350
Abundance
43.0
69.0 SR AR SUNILA SRR SR
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.00 75.11%
125.0
o 153.0 196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene R T T
58.0 13.60 13.80 14.00 14.20
m/z 69.00 66 .73%
97.0
5000
29.0
125.0
o | LT ass01s10
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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 6
R.T. EstConc Area Relative to ISTD R.T.
14 .52 6.65 ng 358080 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance . Scan 2114 (14.521 min): BF102732.D (-2109) (-) m/z 57.00 100.00%
5 .0 7.0
5000
UL AU B AR B
39.1 1951 9591 295.0 14.20 14.40 14.60 14.80
Oyl 360.0 m/z 83.00 87.40%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55.0
5000 R AU DA S DU
mmmmmmmm
m/z 55.00 82.93%
miz--> 0 50 2%0 360 3%0 460 4%0 '
Abundance
il 9.0 LRI B BN B
14.20 14.40 14.60 14.80
5000 m/z 97.05 82.82%
0 39.0 182.0 224.0 280.0 325.0 376.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate e B
57.0 14.20 14.40 14.60 14.80
m/z 43.00 78.33%
97.0
0 3? ? 182.0222.0  294.0 339.0 490.0
miz--> 0 55 160 1%0 200 2%0 360 3%0 460 4%0 ' 1420 1440 1460 1480

8270-BF020318.M Tue Feb 06 13:44:10 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Nonadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.16 2.07 ng 110469 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Hentriacontane 437 C31H64 000630-04-6 78
5 Hexatriacontane 507 C36H74 000630-06-8 78

Abundance Scan 2223 (15.162 min): BF102732.D (-2220) (-) m/z 57.00 100.00%
57.0
5000 \/’r/\w\ﬂ'\W/\—*
01010 o oons om0 ama  ssme | 1400 1500 150 15a0
ob—b b e S o8 T/z 71.05  53.59%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LR SRR DML SRR B
14.80 15.00 15.20 15.40
990 m/z 43.00 51.50%
0 20 | || 1210 1690 211093902660
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 40.03%
28.0
. 99.0 157 ¢ 183.0 410.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R AR EEEEE T
57.0 14.80 15.00 15.20 15.40
m/z 55.00 18.71%
5000
ONO\.\%OHW 169.0 211.0239.0 281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40

8270-BF020318.M Tue Feb 06 13:44:10 2018

Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Acetic acid n-octadecyl ester Concentration Rank 13

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

16.04 2.36 ng 125828 Perylene-d12 15.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acetic acid n-octadecvl ester 312 C20H4002 000822-23-1 80

2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 72

3 5-Octadecene. (B)- 252 C18H36 007206-21-5 68

4 n-Tetracosanol-1 354 C24H500 000506-51-4 64

5 Disparlure 282 C19H380 029804-22-6 64
Abundance Scan 2372 (16.039 min): BF102732.D (-2369) (-) m/z 57.00 100.00%

.0
97.0

5000
126.0154 0 190.0 222.0 275.1 317.0 352.2 15.80 16.00 16.20 16.40
0 m/z 97.05 73.15%
m/z--> 50 100 150 200 250 300 350
Abundance #154924: Acetic acid n-octadecyl ester
43.0
5000 LIRS

15.80 16.00 16.20 16.40
‘ 250 m/z 83.00 69.10%
1 ‘ H H J

15.0

olie0], oRaeLo 240220 070
m/z--> 150 200 250 300 350
Abundance
55.0 83.0
R B B
111.0 15.80 16.00 16.20 16.40
5000 ' m/z 43.00 66.91%
27.0 139.0 1 ¢0 9195.0224.0252.0
ol LU I b e e
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)- T
55.0 15.80 16.00 16.20 16.40
m/z 55.00 62.36%
83.0
5000
- 111.0
o ‘ [ | | \‘ 43901680195022402520
. — R B B
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102732.D

Aca On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample = J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 14 Hop-22(29)-en-3.beta.-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.37 5.47 ng 291668 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 70
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 50
3 Germanicol 426 C30H500 000465-02-1 50
4 2-lIsopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 43
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 000489-29-2 38
Abundance Scan 2598 (17.368 min): BF102732.D (-2595) (-) m/z 189.10 100.00%
18p.1
95.0
so00{ 410
21.1 LA SR SN SN
259.1 3131 366.2 4254 17.00 17.20 17.40 17.60
o m/z 204.15 67.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
95.0
55.0
5000 135.0
17.00 17.20 17.40 17.60
m/z 177.10 64.72%
L e o swommoso
o7 T T
m/z--> 50 10 150 200 250 300 350 400
Abundance
189.0
93.0 [ DA UL B BRI
41.0 17.00 17.20 17.40 17.60
5000 133.0 m/z 95.00 58.16%
L L L WL L WL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #221173: Germanicol A BT o e
310 204.0 17.00 17.20 17.40 17.60
13l m/z 81.00 52.53%
5000
95.0
55.0
o 168. 257.0 297.0 339.0 9304050
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
Data File : BF102732.D

Acq On : 5 Feb 2018 12:25

Operator : SJ/JU

Sample - J1436-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.18 8.7 ng 598286 1 6.88 1380090 20.0
Propane, 2-methyl. .. 5.12 2.8 ng 192199 1 6.88 1380090 20.0
unknown6 .65 6.65 72.8 ng 5022980 1 6.88 1380090 20.0
unknown10.22 10.22 2.4 ng 221558 3 9.92 1854900 20.0
n-Hexadecanoic acid 11.93 9.8 ng 773158 4 11.40 1571930 20.0
Octadecanoic acid 12.71 3.6 ng 283562 4 11.40 1571930 20.0
Hexadecanoic acid... 12.80 2.6 ng 137839 5 14.04 1076390 20.0
Cyclotetracosane 13.87 11.3 ng 610090 5 14.04 1076390 20.0
1-Heneicosanol 14 .52 6.7 ng 358080 5 14.04 1076390 20.0
Nonadecane 15.16 2.1 ng 110469 6 15.52 1067300 20.0
Acetic acid n-oct... 16.04 2.4 ng 125828 6 15.52 1067300 20.0
Hop-22(29)-en-3.b... 17.37 5.5 ng 291668 6 15.52 1067300 20.0
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