LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 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-BF010719.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 2.193 14 18 26 rvB 85309 122646 1.22% 0.197%
2 5.110 510 514 521 rVB 178435 213582 2.12% 0.344%
3 5.528 580 585 588 rBY 3481305 3196405 31.71% 5.143%
4 6.534 742 756 760 rBVY 3643098 4014501 39.83% 6.459%
5 6.581 762 764 767 rVB 236072 218998 2.17% 0.352%
6 6.669 774 779 782 rBY 3598694 3529914 35.02% 5.679%
7 6.886 813 816 823 rVB 1131220 972634 9.65% 1.565%
8 7.045 840 843 847 rVB 3293945 2801056 27.79% 4_.507%
9 7.269 872 881 888 rBV2 190107 358718 3.56% 0.577%
10 7.445 901 911 914 rBV 2259007 2146330 21.29% 3.453%

11 7.575 926 933 937 rVvVv 205358 318806 3.16% 0.513%
12 7.951 985 997 999 rBV 565557 1115420 11.07% 1.795%
13 8.169 1027 1034 1038 rBV 1281477 1131097 11.22% 1.820%
14 8.551 1089 1099 1101 rBV 738031 1343823 13.33% 2.162%
15 8.933 1159 1164 1175 rBV 618359 940696 9.33% 1.514%

16 9.086 1187 1190 1194 rVB 174154 157655 1.56% 0.254%
17 9.245 1213 1217 1220 rBV 4419322 3704312 36.75% 5.960%
18 9.416 1243 1246 1255 rVvB2 159923 153271 1.52% 0.247%
19 9.633 1279 1283 1287 rVV 238675 208677 2.07% 0.336%
20 9.669 1287 1289 1293 rVB 177448 169720 1.68% 0.273%

21 9.927 1329 1333 1337 rVB 1260173 1079593 10.71% 1.737%
22 10.716 1463 1467 1470 rBV 2426198 2046851 20.31% 3.293%
23 11.074 1524 1528 1536 rBV2 175378 176613 1.75% 0.284%
24 11.410 1581 1585 1588 rBV 1143628 947927 9.40% 1.525%
25 11.439 1588 1590 1592 rVV2 141433 109230 1.08% 0.176%

26 11.516 1600 1603 1606 rBV 120986 110817 1.10% 0.178%
27 11.686 1629 1632 1640 rBV 103416 134026 1.33% 0.216%
28 11.974 1671 1681 1698 rBV 5593234 10080006 100.00% 16.218%
29 12.568 1776 1782 1785 rBv4 129116 218132 2.16% 0.351%
30 12.657 1793 1797 1802 rBV 811231 875857 8.69% 1.409%

31 12.745 1806 1812 1818 rBV 3077108 3655983 36.27% 5.882%
32 12.998 1851 1855 1858 rBV 3700783 3322713 32.96% 5.346%
33 14.057 2032 2035 2038 rVB 1272676 1108931 11.00% 1.784%
34 14.521 2112 2114 2117 rBV 395206 445900 4.42% 0.717%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.180 2223 2226 2238 rVB 1024710 1582655 15.70% 2.546%

36 15.545 2285 2288 2291 rBV 661487 776525 7.70% 1.249%
37 15.774 2323 2327 2334 rVB 1010794 1366856 13.56% 2.199%
38 16.021 2364 2369 2372 rBV 754458 1173773 11.64% 1.889%
39 16.062 2372 2376 2384 rVB 976838 1709218 16.96% 2.750%
40 16.827 2501 2506 2515 rBV 1005489 1888824 18.74% 3.039%

41 17.227 2569 2574 2581 rVB4 425243 962649 9.55% 1.549%
42 17.315 2586 2589 2595 rVvB4 193529 336132 3.33% 0.541%
43 18.292 2749 2755 2764 rVB3 439806 1224567 12.15% 1.970%

Sum of corrected areas: 62152039

8270-BF010719.M Tue Jan 08 07:46:33 2019 Page: 2



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\BF010719\

BF111888.D

7 Jan 2019 20:36

JussJ

K1036-17

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.67 Concentration Rank 2

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

6.67 72.58 ng 3529910 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF111888.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
40.0 540 J 6.40 6.60 6.80 7.00
O‘M.'ﬁ‘}-?. doyuso oo m/z 68.10 39.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U I R I AL

6.40 6.60 6.80 7.00
m/z 134.00 34.02%

31.0 51.0
B Y R W S | I |
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e N R
6.40 6.60 6.80 7.00
5000 m/z 66.10 26.41%
70.
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e AR R
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.10 16.58%
116.0
5000 98.0
SN A RER I Y S -
m/z--> 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\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heptanoic acid Concentration Rank 18

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

7.27 7.38 ng 358718 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Octanoic acid 144 C8H1602 000124-07-2 59
4 Pentanoic acid 102 C5H1002 000109-52-4 58
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 58

Abundance Scan 881 (7.269 min): BF111888.D (-872) (-) m/z 59.95 100.00%
6d.0 q
5000 411 73.0
87.0
1010 115 7.00 7.20 7.40 7.60

m/z 73.00 44 _39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13417: Heptanoic acid
60.0
5000 73.0

7.00 7.20 7.40 7.60

oo 30 87.0 m/z 41.10 41.10%
180 || | Lol | 10104130 130.0
T R e -
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8071: Hexanoic acid
60.0
St Ao At
7.00 7.20 7.40 7.60
5000 73.0 m/z 43.10 37.70%
41.0
27.0 ‘ 87.0
ol L eeo
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid A ma e o R
60.0 7.00 7.20 7.40 7.60
m/z 55.00 32.73%
73.0
5000 43.0
101.0
85.0
29.0 | 115.0
Ao L 1280 1440 ) Lo/ YL
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexanoic acid, 2-ethyl- Concentration Rank 19

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

7.57 5.64 ng 318806 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 64
3 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 42
4 1.4-Dioxane 88 C4H802 000123-91-1 37
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 36

Abundance Scan 932 (7.569 min): BF111888.D (-926) (-) m/z 73.00 100.00%
5000 M1 574
I | 11?'0 7.20 7.40 7.60 7.80 8.00
N e — m/z 88.05 83.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20862: Hexanoic acid, 2-ethyl-
74.0 88.0
5000 LA IR I L
41.0 57.0 720 7.0 7.60 7.80 8.00
116.0 m/z 41.10 37.64%
2 T "'ﬂl"' }ﬁgp"l" L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30204: Heptanoic acid, 2-ethyl-
73.0 88.0
720 7.40 7.60 7.80 8.00
5000 m/z 57.10 35.00%
41.0
57.0
---.-‘-‘--.“‘---‘=‘i--“‘-‘- oo ass0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76816: L(-)-Fucose, tetramethyl ether T
84.0 7.20 7.40 7.60 7.80 8.00
m/z 87.00 22.27%
5000
7310
45.0
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octanoic acid Concentration Rank 13

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

7.95 19.72 ng 1115420 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Octanoic acid. silver(l1+) salt 250 C8H15A002 024927-67-1 86
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 53

Abundance Scan 997 (7.951 min): BF111888.D (-985) (-) m/z 60.00 100.00%
60.0
5000
1o 7.60 7.80 I8%I8I 20
,n'I.l.‘ll.,l.ﬁz?'l.,....,........,....,.. m/z 73.00  67.95%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60.0
5000
7.60 7.80 8.00 8.20
29.0 101.0 m/z 43.05 47 .48%
[ 129.0
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60.0
1270 Tk 780 560 620
5000 m/z 41.05 44 _89%
87.0
zgxom i \JH ‘ﬁ n’ 1 216.0 249.0 359'0
m/z--> 50 100 150 200 250 300 350
Abundance #8069: Hexanoic acid R REREE RS ESeS
60.0 7.60 7.80 8.00 8.20
m/z 55.05 37 .99%
5000 o
e
'”‘{w N'tluao"l""l" HUNL PR L B AR R RS SRR
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Nonanoic acid Concentration Rank 12

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

8.55 23.76 ng 1343820 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 86
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 52
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 Hexanoic acid 116 C6H1202 000142-62-1 47

Abundance Scan 1099 (8.551 min): BF111888.D (-1089) (-) m/z 60.00 100.00%
6d.0
5000
870115'1 "|""|"'|"'|""|'
1% l I 1581 820 840 8.60 8.80
— ol L e m/z 73.00 78.24Y%
m/z--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
6d.0
5000

29.0 8.20 8.40 8.60 8.80
8701150 m/z 57.05 63.51%
Iullh J,l,lf%q S —

m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60.0
R s
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 56.42%

29.0

. 87.0
ull JH J l |\ il 216.0 249.0 359'0
e v
miz--> 50 100 150 200 250 300 350
AAbundance : ioic aci BN RAASE RS RARSRRARRE N

d
#21817: Propanedioic acid, propyl-
60.0 8.20 8.40 8.60 8.80

m/z 55.05 43.72%

5000
29.0
) Lo

T
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phthalic anhydride Concentration Rank 15

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

8.93 16.63 ng 940696 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 93
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
5 Methyl hydrogen phthalate 180 C9H804 004376-18-5 74

Abundance Scan 1163 (8.928 min): BF111888.D (-1159) (-) m/z 104.00 100.00%
76.0 104.0
5000 50.0
148.0 8.60 8.80 9.00 9.20
...,..?‘?H?..'-:.,...]hl,...., L b | M/z  76.05  81.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23152: Phthalic anhydride
76.0 104.0
5000
s0.0 148.0 8.60 8.80 9.00 9.20
‘ m/z 50.00 44 .92%
260 | |, || . |
LN UNLELELES AL LR SLELELELS UL DL BN SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35572: 1,2-Benzenedicarboxylic acid
104.0
76.0
8.60 8.80 9.00 9.20
0
5000 0.0 m/z 73.95 18.80%
148.0
"'ng'ﬁl'“*'l"Jul""l IR UURLELEA UL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
26.0 104.0 8.60 8.80 9.00 9.20
' m/z 148.00 12.07%
5000 50.0
148.0
e 20 are0
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.97 212.68 ng 10080000 Phenanthrene-d10 11.41
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1680 (11.968 min): BF111888.D (-1671) (-) m/z 73.05 100.00%
431 730
5000 129.1
97.1 213.2 S H A ——
| 157.1 185.2 256.3 1160 11,80 12,00 12.20
SN m/z 43.10 96.34%
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 L S U R BN
83.0 11. 60 1180 1200 12.20
J‘L 1570 1gso 2130 260 | Mz 60.00  90.39%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
430 1160 1150 12,00 1220
5000 129.0 m/z 41.10 79.79%
171.0
i P
|||||‘l||‘|‘|‘||“l“‘|‘l‘||HM ‘W \Hllwlw ].‘uﬂugucup||||||‘|||||||‘||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R A RRNE e e
43.0 |, 73.0 nmnmnmnm
m/z 55.05 77 .60%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF010719.M Tue Jan 08 07:46:37 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2H-Pyran, 2-[(6-bromohexyl)... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.57 4.60 ng 218132 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-I(6-bromohexvD)oxvlt... 264 C11H21Br02 053963-10-3 50
2 2H-Pvran. 2-T(6-chlorohexvDoxvl... 220 C11H21CI02 002009-84-9 50
3 1-Bromo-8-tetrahvdropvranvloxvoc... 292 C13H25Bro02 050816-20-1 47
4 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 43
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 38

Abundance Scan 1782 (12.568 min): BF111888.D (-1776) (-) m/z 85.10 100.00%

8.1

55.1

5000

a3

12.20 12.40 12.60 12.80
m/z 55.10 63.96%

197.1  236.2 263.3286.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113467: 2H-Pyran, 2-[(6-bromohexyl)oxy]tetrahydro-
85.0
5000 410 T LR B TTT T TT T[T

12.20 12.40 12.60 12.80
m/z 41.10 37.14%

115.0

163.0 193.0 238.0 265.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #76996: 2H-Pyran, 2-[(6-chlorohexyl)oxy]tetrahydro-
85.0
41.0 T
12.20 12.40 12.60 12.80
5000 m/z 69.10 34 .50%
119.0 147.0 219.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #137359: 1-Bromo-8-tetrahydropyranyloxyoctane et S
85.0 12.20 12.40 12.60 12.80
m/z 43.10 31.44%
5000
56.0
29.0
I 1\ h‘ | 11101350 162.0 1910 2190 2910
R aa B Lo L R s e L AARARaasas Eass b s e e T
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

8270-BF010719.M Tue Jan 08 07:46:38 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadec-9-enoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.66 18.48 ng 875857 Phenanthrene-d10 11.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 99
2 Oleic Acid 282 C18H3402 000112-80-1 96
3 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 95
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 94
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 94

Abundance Scan 1798 (12.663 min): BF111888.D (-1793) (-) m/z 55.10 100.00%

5000

-

1111 e e
139.1 1797 2002 2643 12.40 12.60 12.80 13.00

ol 289.2 m/z 41.10 75.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129341: Octadec-9-enoic acid

-

12.I4O 12!60 12.I80 13.I00
m/z 43.10 69.79%

5000

180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129335: Oleic Acid
41.0
B R AEEREEEE S e
12.40 12.60 12.80 13.00
5000 69.0 m/z 69.10 61.34%

97.0

50| |

5

| 123.0 151.0 179.0  220.0
e RAaRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141266: cis-10-Nonadecenoic acid I L e e
55.0 12.40 12.60 12.80 13.00
m/z 83.10 52.33%
5000 830

111.0

5

236.0

137.0 165.0 194.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF010719.M Tue Jan 08 07:46:39 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.74 65.94 ng 3655980 Chrysene-di12 14 .06
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 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1811 (12.739 min): BF111888.D (-1806) (-) m/z 43.10 100.00%
43.1 730
5000 129.1
185.2 241.2 AU SRR B
1. 157.1 I 213.2 I 284.3 12.'40 12.I60 12.I8O 13.'00 '
P O S R WS m/z 73.00 83.60%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0

-

5000 129.0

12.40 12.60 12.80 13.00
m/z 57.10 78.66%

185.0 241.0 2840
157.0 | 2130 | l

m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
R REa RS
12.40 12.60 12.80 13.00
5000 129.0 m/z 55.10 77.56%
199.0 242.0
el |
N1 o P
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e B
43.0 12.40 12.60 12.80 13.00
m/z 60.00 77.02%
73.0
129.0
185.0213.0241.0
“ m ‘ Fod S 3110 3720
L s LML o
m/z--> 50 O 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF010719.M Tue Jan 08 07:46:39 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 17
R.T. EstConc Area Relative to ISTD R.T.
14 .52 8.04 ng 445900 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2114 (14.521 min): BF111888.D (-2112) (-) m/z 57.10 100.00%
57.1
5000
LN BN SRR B
127.1 14.20 14.40 14.60 14.80
ol .l, ‘ h bl . 1832 2212 2672 31443444 3814 | nyo 43,10 70.32%
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LR DL B BN B

14.20 14.40 14,60 14.80
m/z 71.10 62.96%

99.0
| \ || J }41 -0 1830 225.0 267 0 309.0 367.0
i . —t ; LI B e e e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57.0
B e N R
14.20 14.40 14.60 14.80
5000 m/z 85.10 43 .89%
27.0 ‘ 99.0 183.0
A e T w00
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane e A RERREEESE L
57.0 14.20 14.40 14.60 14.80
m/z 55.10 29.06%
5000
99.0
270 | | 777 1410 1830 2250 2670 3230  380.0
S I e Tl LA e o e B e e B T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF010719.M Tue Jan 08 07:46:40 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.18 40.76 ng 1582660 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
Abundance Scan 2226 (15.180 min): BF111888.D (-2223) (-) m/z 57.10 100.00%
1 \/\/ML\/\\
5000
| 99.1 14.80 15.00 15.20 1540
141 2 - : : :
ol A d ALy J4E 18322192 2812313.234633795 4245 | /o 4310 61.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
5000 A DAL B B B
14. 80 15. 00 15.20 15.40
Fgo m/z 71.10 60.90%
ORI I—
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43.0
14.80 15.00 15.20 1540
5000 m/z 85.10 46 .54%
85.0

|20 1580 7250 a0

IIIIII‘I‘IIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIII

?

m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- e EARRs RS

57.0 14.80 15.00 15.20 15.40

m/z 55.10 22.75%
5000
99.0
239.0

\ J Lhd g 140 1830 T 2810 3230

m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15.40

8270-BF010719.M Tue Jan 08 07:46:40 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecanal Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.77 35.20 ng 1366860  Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanal 268 C18H360 000638-66-4 92

2 Tetradecanal 212 C14H280 000124-25-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Hexadecanal 240 C16H320 000629-80-1 90
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 89
Abundance Scan 2326 (15.768 min): BF111888.D (-2323) (-) m/z 57.10 100.00%
il m/\\u\/\\\/
5000
15.40 15.60 15.80 16.00
365.4
ol 180.2 232.2267.3 306.3 421.4 m/z 43.10 87.32Y%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117604: Octadecanal
43.0
82.0
5000 DA PR RN UM B
15.40 15.60 15.80 16.00
m/z 82.10 73.36%
240 1940 250.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71300: Tetradecanal
571.0
6.0 15.40 15.60 15.80 16.00
5000 ’ m/z 55.10 60.10%
T '“|hﬁﬂl”&"??9”l""l'”'l""l"”l'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl- A BT o e
43.0 82.0 15.40 15.60 15.80 16.00
m/z 83.10 49.06%
24.0
166.0 208.0 250.0
miz--> 50 100 150 200 250 300 350 400 450 | 15.40 15.60 15.80 16.00

8270-BF010719.M Tue Jan 08 07:46:41 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 15 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.02 30.23 ng 1173770 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2369 (16.021 min): BF111888.D (-2364) (-) m/z 57.10 100.00%

F

5000

99.1 TTTrT | TT 1T | L | TT 1T | T
15.80 16.00 16.20 16.40
141.2 1832 2252 272.2309.4 366.3 418.5 456.5

0! m/z 43.10 62.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57.0
5000 llll|llll|llll|llll|lll
15.80 16.00 16.20 16.40
99.0 m/z 71.10 61.08%
| ; }41.0 183.0 225.0 267.0 309.0 351.0 437.0
L A o o o o A A B e LA L o e o i o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184946: Hexadecane, 1-iodo-
57.0
R R EaEEE s
15.80 16.00 16.20 16.40
5000 m/z 85.10 46 .69%
99.0 225.0
| {‘ | 14190 1830 352.0
LA o o o L B HLAL o i e i B e BN i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194492: Hexacosane N B B !
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22.19%
99.0 366.0
‘ | 141.0 183.0 225.0 267.0 309.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40

8270-BF010719.M Tue Jan 08 07:46:42 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 16 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.06 44 _02 ng 1709220 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 2376 (16.062 min): BF111888.D (-2372) (-) m/z 57.10 100.00%
57.1 97.1
5000 xf\“‘j\””\H~/b\u~«~»~V~\-J\
39.1 15.80 16.00 16.20 16.40
. .J,'J }* 1 1812 222.2257.22023330.3 3694 4264 | 777 55.10  90.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 U SRR BN SUNURN B
15.80 16.00 16.20 16.40
30.0 m/z 97.10 90 .55%
L 1 , { 1, 1810 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #155046: 1-Heneicosanol
580 o,
15,80 16.00 16.20 16.40
5000 m/z 43.10 89.93%
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #186968: n-Tetracosanol-1 L  RRRRs Bam s
57.0 97.0 15.80 16.00 16.20 16.40
m/z 83.10 86 .65%
39.0
19.0 [ L J ‘ % | , 181.0 222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 400 ' 15,80 16.00 16.20 16.40

8270-BF010719.M Tue Jan 08 07:46:43 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 17 Tetradecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.83 48_.65 ng 1888820 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 83
4 12-Octadecenal 266 C18H340 056554-91-7 80
5 9-Octadecen-1-ol, (2)- 268 C18H360 000143-28-2 70
Abundance Scan 2507 (16.833 min): BF111888.D (-2501) (-) m/z 57.10 100.00%
57.1
5000 V\‘A/\/\‘\J\N
37.1 2185 16.60 16.80 17.00 17.20
il 194.2  250.3285.2320.3 362.3 n/z 43.10 79 57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71299: Tetradecanal
57.0
5000 96.0 L BRI UL BRI B
16.60 16.80 17.00 17.20
m/z 82.10 70.82%
168.0
212.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82.0
3.0 "' 16,60 16.80 17.00 17.20
5000 m/z 55.10 59.32%
24.0
| i } 166.0 211.0 250.0
m/z--> - "éol 100 150 200 250 300 350 400
Abundance #117607: Octadecanal R B e e
43.0, 82.0 16.60 16.80 17.00 17.20
m/z 96.10 52.78%
5000 A-MVM¢A~Uk~/\wﬁpvw\~wJ\Aﬁ
miz--> 50 100 150 200 250 300 350 400 " 16.60 16.80 17.00 17.20

8270-BF010719.M Tue Jan 08 07:46:43 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 18 Farnesyl bromide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.23 24.79 ng 962649 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 91
2 Stiamasterol 412 C29H480 000083-48-7 49
3 Azulene., 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 46
4 Cvclopropaldlnaphthalen-2(4aH)-o... 204 C14H200 004677-90-1 43
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 42

Abundance Scan 2575 (17.233 min): BF111888.D (-2569) (-) m/z 55.10 100.00%

1

204.2
95.1 135.1

it

5000
255.2 301.3

17.00 17.20 17.40 17.60
m/z 69.10 82.29%

457.4

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #130771: Farnesyl bromide
69.0
204.0
119.0
5000 LA B L L L L LB
61.0 17.00 17.20 17.40 17.60
161. m/z 204.15 66.18%
29. 286.0
243 0,
N e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #216705: Stigmasterol
55.0
T T
255.0 17.00 17.20 17.40 17.60
5000 m/z 81.10 63.48%
18.0 300.0 3510 394.0
Ll
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #64531: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... N s
a0 1oy 17.00 17.20 17.40 17.60
m/z 95.10 58.15%
5000 470 1890 \M/\UhA\NJKKNV/\VA\f\xANvVJRWN
m/iz--> 0 50 100 150 200 250 300 350 400 450 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 19 Anthracene, 9-cyclohexyltet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.32 8.66 ng 336132 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 55
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 35
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 18
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 18
5 Silane, [4-(1,1-dimethylethyl)ph... 206 C13H22Si 018412-68-5 18
Abundance Scan 2590 (17.321 min): BF111888.D (-2586) (-) m/z 191.20 100.00%
431 194.2
95.1
5000
149. R SRR DR IR B
256.2290.2 355.2 17.00 17.20 17.40 17.60
m/z 43.10 78.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro-
94.0 191.0
41.0
5000 R SRR DR AR B
17.00 17.20 17.40 17.60
135.0 9740 m/z 71.10 73.20%
2260 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191.0
17.00 17.20 17.40 17.60
5000 43.0 m/z 205.20 72.12%
123.0
77.0
.‘.‘.‘|“.”‘.U.‘.M|m‘.J‘.‘“H.Jﬁ.‘.“. |‘....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L L e
191.0 17.00 17.20 17.40 17.60
m/z 95.10 69.92%
5000 57.0 W\4\A\Nﬂwvﬂ/W\JA\/\xﬁthdnﬁwvvJ
93.0 149.0
1.5'9‘. ‘.“,‘“.”‘.U.‘ IHJILLI \Ihluhl ‘k il |""'|""|""|""|""| S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF010719.M Tue Jan 08 07:46:44 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111888.D

Aca On : 7 Jan 2019 20:36

Operator : JU/SJ

Sample : K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 20 (Z)-14-Tricosenyl formate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.29 31.54 ng 1224570 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 70
2 Tetradecanal 212 C14H280 000124-25-4 58
3 1.19-Eicosadiene 278 C20H38 014811-95-1 58
4 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 49
5 Undecane, 5-cyclohexyl- 238 C17H34 013151-80-9 43
Abundance Scan 2755 (18.292 min): BF111888.D (-2749) (-) m/z 57.10 100.00%
57.1
5000 %.1 A/hVWWNFN\\““/ﬂ\w~vﬂﬂv~w»/w~v
138.1 18.00 18.20 18.40 18.60
_ '\| lL 180.1 236.2 284.1320.2355.1  418.6 n/z 43.10 81_60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194460: (2)-14-Tricosenyl formate
58.0
96.0
5000 L LR SRR AL B
18.00 18.20 18.40 18.60
m/z 82.10 70.69%
180.0 2220 278.0 3200 366.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71297: Tetradecanal
57.0
18.00 18.20 18.40 18.60
5000 m/z 55.10 54 .19%
‘ 168.0
= o “ﬂ%ﬁq JL,,%l?P,,I, LN L DAL UL U
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126192: 1,19-Eicosadiene e  RRRES BEm
58.0 18.00 18.20 18.40 18.60
m/z 96.10 51.42%
15.0 ‘ \ 37.0 180.0  250.0
m'z--> 0 5'0 1&1,0 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF010719\
Data File : BF111888.D

Acq On 7 Jan 2019 20:36

Operator : JU/SJ

Sample - K1036-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
unknown6 .67 6.67 72.6 ng 3529910 1 6.89 972634 20.0
Heptanoic acid 7.27 7.4 ng 358718 1 6.89 972634 20.0
Hexanoic acid, 2-... 7.57 5.6 ng 318806 2 8.17 1131100 20.0
Octanoic acid 7.95 19.7 ng 1115420 2 8.17 1131100 20.0
Nonanoic acid 8.55 23.8 ng 1343820 2 8.17 1131100 20.0
Phthalic anhydride 8.93 16.6 ng 940696 2 8.17 1131100 20.0
n-Hexadecanoic acid 11.97 212.7 ng 10080000 4 11.41 947927 20.0
2H-Pyran, 2-[(6-b... 12.57 4.6 ng 218132 4 11.41 947927 20.0
Octadec-9-enoic acid 12.66 18.5 ng 875857 4 11.41 947927 20.0
Octadecanoic acid 12.74 65.9 ng 3655980 5 14.06 1108930 20.0
Hexacosane 14.52 8.0 ng 445900 5 14.06 1108930 20.0
Heneicosane 15.18 40.8 ng 1582660 6 15.54 776525 20.0
Octadecanal 15.77 35.2 ng 1366860 6 15.54 776525 20.0
Hentriacontane 16.02 30.2 ng 1173770 6 15.54 776525 20.0
1-Heptacosanol 16.06 44 .0 ng 1709220 6 15.54 776525 20.0
Tetradecanal 16.83 48.6 ng 1888820 6 15.54 776525 20.0
Farnesyl bromide 17.23 24_.8 ng 962649 6 15.54 776525 20.0
Anthracene, 9-cyc... 17.32 8.7 ng 336132 6 15.54 776525 20.0
(2)-14-Tricosenyl ... 18.29 31.5 ng 1224570 6 15.54 776525 20.0
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