LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 2.204 16 20 27 rVB 68082 97774 2.19% 0.258%
2 5.116 509 515 523 rVB 188071 263201 5.89% 0.695%
3 5.516 577 583 586 rBY 4267686 3997207 89.51% 10.558%
4 6.516 748 753 764 rBVY 4187592 4465631 100.00% 11.795%
5 6.663 773 778 781 rBV 4493369 4152268 92.98% 10.967%
6 6.892 814 817 821 rVB 1217581 976427 21.87% 2.579%
7 7.051 840 844 847 rBVY 3215510 2658949 59.54% 7.023%
8 7.451 907 912 915 rBVY 2738073 2428675 54.39% 6.415%
9 8.175 1031 1035 1038 rBvY 1512386 1216478 27.24% 3.213%
10 9.245 1213 1217 1221 rBV 3544221 3266031 73.14% 8.626%

11 9.639 1281 1284 1286 rBV 399659 332301 7.44% 0.878%
12 9.733 1294 1300 1307 rBV 268939 251373 5.63% 0.664%
13 9.892 1323 1327 1330 rBvV 363318 343498 7.69% 0.907%
14 9.927 1330 1333 1337 rVB 1531421 1300457 29.12% 3.435%
15 10.127 1364 1367 1373 rVB 91499 83165 1.86% 0.220%

16 10.245 1384 1387 1391 rBV 240310 209048 4.68% 0.552%
17 10.710 1462 1466 1469 rBV 3012515 2591404 58.03% 6.845%
18 10.857 1485 1491 1495 rBV 188903 197515 4.42% 0.522%
19 11.410 1581 1585 1588 rBV 1448011 1194749 26.75% 3.156%
20 11.939 1671 1675 1687 rBV 490369 483721 10.83% 1.278%

21 12.621 1787 1791 1792 rBV2 46560 48871 1.09% 0.129%
22 12.645 1792 1795 1804 rVvVv2 115537 188521 4.22% 0.498%
23 12.721 1804 1808 1815 rVB 118195 139540 3.12% 0.369%
24 12.992 1850 1854 1857 rBV 3323182 2742088 61.40% 7.243%
25 13.886 2003 2006 2011 rBV4 127504 159919 3.58% 0.422%

26 14.039 2028 2032 2036 rBV 1357369 1254938 28.10% 3.315%
27 14.215 2059 2062 2066 rBV 74906 75245 1.68% 0.199%
28 14.521 2111 2114 2120 rVB 101790 96873 2.17% 0.256%
29 14.833 2164 2167 2174 rVB 137317 144517 3.24% 0.382%
30 15.180 2222 2226 2229 rVB 143238 162999 3.65% 0.431%

31 15.515 2277 2283 2287 rBV 1023516 1283397 28.74% 3.390%
32 15.562 2287 2291 2299 rVB 161588 230545 5.16% 0.609%
33 16.009 2362 2367 2372 rBV 125587 198746 4._.45% 0.525%
34 16.239 2401 2406 2417 rVB3 175674 314483 7.04% 0.831%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

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

Method - Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.451 2438 2442 2447 r\VB8 46486 77187 1.73% 0.204%

36 16.533 2451 2456 2462 rVB 88216 156011 3.49% 0.412%

37 17.133 2554 2558 2563 rVB2 39194 77014 1.72% 0.203%
Sum of corrected areas: 37860766
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111603.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 16

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

2.20 2.00 ng 97774 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 37
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 19 (2.199 min): BF111603.D (-16) (-) m/z 73.05 100.00%
73.0
5000 43.0 /\
551 87.1 L
| | 2.20 2.30 2.40 2.50 2.60
S 1 N ' E m/z 43.05 47.64Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U IR U IR UL R
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 31.94%
29.0
0 L AN .
L L UL UL UL IR IULAULE I IULULE IULLSS WIS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
450 550 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 26.51%
270
15.0 M\ “
0"w'“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“'w'“l“
m/z--> 10 40 50 70 80 90 100 110 120
Abundance #8392: 3- Pentanol, 2,4-dimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 17.10%
h T /\J\M\«/\Mﬁ
43.0
27.0
o 130 ||, M‘\ | l, 830 980 1150
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.12 5.39 ng 263201 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 516 (5.122 min): BF111603.D (-509) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IBENRRRE SRS RS AR
| 831 | 4.80 500 5.20 5.40
ot e m/z 59.10 52.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Sho Sk s
0
150 a0 1010 m/z 101.10 16.69%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 540
5000 m/z 58.10 15.75%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L LB L N L BN |
43.0 4.80 500 5.20 5.40
m/z 41.05 8.86%
5000
58.0
1§.0 270 N 7%.0 100.0
O B e B R R R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 1

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

6.66 85.05 ng 4152270 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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF111603.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.1
©1gy | J Tok0 6k0 680 700
0 B T e o o I m/z 68.10 44 _55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IS LRSS AR UL L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.20%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 660 6.80 7.00
5000 m/z 66.10 29.38%
0...‘.|.‘5.]‘-;‘().;‘.7.()‘..0.”8?..0. |‘||“|||I|| B E e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  Ea o EEaRa R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.18%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| AR B e
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\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Decene Concentration Rank 6

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

9.73 3.87 ng 251373 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 95
2 Cvclooctane. 1.2-dimethvl- 140 C10H20 013151-94-5 93
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 Cvyclopropane. nonvl- 168 C12H24 074663-85-7 91
5 Cyclodecane, methyl- 154 C11H22 013151-43-4 91

Abundance Scan 1299 (9.727 min): BF111603.D (-1294) (-) m/z 55.10 100.00%
411 581
69.1
5000 830
97.0
“ll s 1 1401 9.40 9.60 9.80 10.00
Ot et m/z 43.10 86.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17936: 1-Decene
41.
5000 SRR R AR
830 97.0 940 9.60 9.80 10.00
111.0 m/z 41.10 84.73%
o || |I 12501400
m/z--> 20 40 60 80 160 150 110 1éo
Abundance #18010: Cyclooctane, 1,2-dimethyl-
55.0
410 LSRR SR N S
69.0 9.40 9.60 9.80 10.00
5000 m/z 56.10 74 .95%
27.0 83.0 97.0
| L e
0 ...,....,....,....,....,....}290..,....,....
m/z--> 20 40 60 80 100 120 140 160
Abundance #50315: 1-Dodecanol
410 58.0 69.0 9.40 9.60 9.80 10.00
83.0 m/z 69.10 66.78%
5000 97.0
111.0
27.0
125.0 140.0
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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-Tridecan-1-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.25 3.21 ng 209048 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
2 1-Dodecanol 186 C12H260 000112-53-8 91
3 1-Undecanol 172 C11H240 000112-42-5 83
4 Trichloroacetic acid. dodecvl ester 330 C14H25CI1302 074339-50-7 83
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83

Abundance Scan 1388 (10.251 min): BF111603.D (-1384) (-) m/z 55.05 100.00%
.0
5000
111.1 o VN e
125.1 154.2 10.00 10.20 10.40 10.60
ol o al28e 00 Tw/z 43.10  91.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61341: n-Tridecan-1-ol
530 69.0 83.0
5000 LS SRR BRI UL B
111.0 mmmmmmmm
m/z 41.05 85.14%
125.0 154.0
o 140.0° 182.0
m/z--> 20 40 60 80 100 120 150 1éo 1éo
Abundance #50304: 1-Dodecanol
55.0 69.0
410 83.0 HRRUUAN SRR BN B
10.00 10.20 10.40 10.60
5000 97.0 m/z 69.10 71.11%
27l 111.0
1] L \ 0™ o
0 '”I'*"“*'NW" ‘ | "|"'|'l"|'”
m/z--> 20 40 60 80 100 1 140 160 180
Abundance #39781: 1-Undecanol T e T
41,0 55.0 10.00 10.20 10.40 10.60
69.0 m/z 57.05 66.00%
5000 83.0
27.0 97.0
126
0 | ‘\ Al “ 1110 \ 154'0
m/z--> % 4b ﬁ01& ﬁo ﬁmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl0O.86 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.31 ng 197515 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1.4-Cvclohexanediamine 114 C6H14N2 003114-70-3 43
2 2-Heptanamine. 5-methvl- 129 C8H19N 053907-81-6 35
3 N.N.2.2-Tetramethvl-1.3-propaned... 130 C7H18N2 053369-71-4 32
4 Undecanal . 2-methvl- 184 C12H240 000110-41-8 32
5 Cyclobutanol 72 C4H80 002919-23-5 27
Abundance Scan 1492 (10.863 min): BF111603.D (-1485) (-) m/z 44.05 100.00%
44.0
5000
10.60 10.80 11.00 11.20
71.1
ol S e 001 1290 1562 1841 2213 | nzo7 58 10 89.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7370: trans-1,4-Cyclohexanediamine
54.0
5000 UL LN SRR UM A
10.60 10.80 11.00 11.20
18.0 970 m/z 43.10 13.09%
o 39 770 | 1150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13048: 2-Heptanamine, 5-methyl-
44.0
10,60 10.80 11,00 11.20
5000 m/z 41.10 10.35%
ol180 y .y, 700 114.0
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240
Abundance #13613: N,N,2,2-Tetramethyl-1,3-propanediamine e  RRRaE Bam s
58.0 10.60 10.80 11.00 11.20
m/z 55.05 9.25%
5000
L, 85.0 130.0
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 8.10 ng 483721 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Nonanoic acid 158 C9H1802 000112-05-0 47
Abundance Scan 1675 (11.939 min): BF111603.D (-1671) (-) m/z 43.10 100.00%
431 730
5000
129.1
213.2 R B o e
Lﬂ 971 49 171.2 021 256.3 1160 1180 12.00 12.20
Obrrr et ; : m/z 73.00 95.13%
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 BRI BN BN SR
umumnmnm
J‘u 1570 1gso 2130 2560 | M/Z 60.00  87.69%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 81.24%
0L15.0 \
m/z--> 20 40 60 8b 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid A R B e B I S
73.0 11.60 11.80 12.00 12.20
m/z 41.10 74 .23%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”“””,”\ ‘ L h‘\ HM A 19,0 ‘ T o) S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Bromoacetic acid, hexadecyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.64 3.16 ng 188521 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 81
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 74
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 68
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 68
5 1-Tetradecene 196 C14H28 001120-36-1 62

Abundance Scan 1794 (12.639 min): BF111603.D (-1792) (-) m/z 55.10 100.00%

548.1
5000 83.1

12.40 12.60 12.80 13.00
m/z 43.10 68.13%

153.1 180.1 222.1

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

o

Abundance #191698: Bromoacetic acid, hexadecy! ester
43.0
69.0
5000 LIRS
12.40 12.60 12.80 13.00
m/z 41.10 66.25%
153.0 196.0 222.0 269.0
Ot r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #159656: Acetic acid, chloro-, hexadecy! ester
69.
b RRREE EE s
43.0 12.40 12.60 12.80 13.00
5000 m/z 57.10 52.60%
125.0
1540 1960 224.0 269.0
Ol :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #189051: Trichloroacetic acid, tetradecy! ester b RRREE EE s
43.0 83.0 12.40 12.60 12.80 13.00
’ m/z 69.10 52.24%
5000
139.0 168.0 196.0 241.0
Ot r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.34 ng 139540 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 50
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 1808 (12.721 min): BF111603.D (-1804) (-) m/z 43.10 100.00%
431
73.0
5000
129.1
97.1 241.2 R e i
1571 1852 .., 284.3 12.40 12.60 12.80 13.00
0! m/z 73.00 72.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

.0

5000
12.40 12.60 12.80 13.00

m/z 55.10 71.91%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
R e e A REaE
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 70.46%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid AR e R RR
60.0 12.40 12.60 12.80 13.00
m/z 60.00 66.90%
5000 129.0
83.0
157.0 185.0 213.0 256.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Trichloroacetic acid, hexad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.55 ng 159919 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
3 1-Heneicosanol 312 C21H440 015594-90-8 81
4 n-Tetracosanol-1 354 C24H500 000506-51-4 74
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 74
Abundance Scan 2007 (13.892 min): BF111603.D (-2003) (-) m/z 57.10 100.00%
51.1
83.1
5000
181.1 13.60 13.80 14.00 14.20
o e m/z 43.10  91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0
5000 SRR SR SO B
13.60 13.80 14.00 14.20
125.0 m/z 55.10 81.19%
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-

13.60 13.80 14.00 14.20
m/z 83.10 69.62%

5000

0 139.0 167.0 196.0 224.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol AR EEREE L
550 83.0 13.60 13.80 14.00 14.20

m/z 97.10 57.49%

5000

29.0

139.0

167.0 196.0 238.0 266.0 294.0
R REREEmEm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecane, 9-octyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.25 ng 144517 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2166 (14.827 min): BF111603.D (-2164) (-) m/z 57.10 100.00%
57.1
5000
7.1 e e aeon aelen
169.2 267 1 14.60 14.80 15.00 15.20
0 ...-.,...‘F.l,..l?.’S.l,....206.2... 22 "m/z 43.10 65.66%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LRI B SULRUL UL U
14.60 14.80 15.00 15.20
m/z 71.10 64.17%
o )] 10 1410 1830 2390 5510 550
m'z--> 0 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0
1460 14.80 15.00 15.20
5000 m/z 85.10 41.15%
99.
ol I xlu 141.0 183.0 225.0 2670 309.0 351.0 393.0 436.0
m'z--> 0 50 100 150 200 250 300 350 400 '
Abundance #184947: Hexadecane, 1-iodo- LI L L L LA B
57.0 14.60 14.80 15.00 15.20
m/z 55.05 28.46%
5000
9.0 1550 2250
of 40l T eete —
m'z--> 0 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.54 ng 162999 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2226 (15.180 min): BF111603.D (-2222) (-) m/z 57.10 100.00%
57.1
5000
LT 52 oz sspames 1450 15,00 1520 1645
ok hd s 22 espazesa m/z 43.10 65.90%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 A DAL B B B
14. 80 15. 00 15.20 15.40
m/z 71.10 56.29%
ﬁm|||JJ“m1%02mzmom%3mo
m/z--> 50 100 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 46.06%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #194493: Hexacosane | BLELELELE BN B LR I
57.0 14.80 15.00 15.20 15.40
m/z 41.10 22.17%
5000
99.0
ol L. ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.10 ng 198746 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2367 (16.009 min): BF111603.D (-2362) (-) m/z 57.10 100.00%
51.1
5000
99.0 AL BN UL B
41 2 15.60 15.80 16.00 16.20 16.40
ol ,J b a Aro2zine | 28203161 3552 1 i 71 10 61.21%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR AR AR AR B
15 60 15. 80 16. 00 16. 20 16 40
m/z 43.10 61.07%
. 27}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #194494: Hexacosane
57.0
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 46 .10%
ol219) ] ’ J 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 360 3éo
Abundance #209566: Octacosane I I L
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.05 21.91%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> % ﬁo mo mo 250 %o ﬁo ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Cholestan-3-ol, (3.beta.,5.... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.24 4.90 ng 314483 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-o0l. (3.beta..5.beta.)- 388 C27H480 000360-68-9 97
2 Cholestan-3-o0l. (3.alpha..5.beta.)- 388 C27H480 000516-92-7 64
3 Cholestan-3-ol 388 C27H480 027409-41-2 60
4 Cholestanol 388 C27H480 000080-97-7 47
5 Acetic acid, 2-acetoxymethyl-6-(... 326 C14H18N207 1000193-14-0 27

Abundance Scan 2406 (16.239 min): BF111603.D (-2401) (-) m/z 43.10 100.00%

431 215.2

5000

3313 16.00 16.20 16.40 16.60

257.2288.2

0 m/z 215.20 94 .24%
m/z--> 50 100 150 200 250 300 350
Abundance #206844: Cholestan-3-ol, (3.beta.,5.beta.)-
43.0, 215.0

5000
16.00 16.20 16.40 16.60
m/z 55.10 T77.17%
257.0288.0 3310
04
miz--> 50 100 150 200 250 300 350
Abundance #206846: Cholestan-3-ol, (3.alpha.,5.beta.)-
55.0 215.0
MM
95.0 16.00 16.20 16.40 16.60
5000 70,0 m/z 95.05  73.50%
35,0 165.0
316.0
oL 2600) | ‘\l l 2570870
L
miz--> 50 100 150 200 250 300 350
Abundance #206838: Cholestan-3-ol R RRREE EE s
43.0 16.00 16.20 16.40 16.60
m/z 81.05 69.62%
5000
81.0
1.0 165 o 2150 388.0
0 U \\ M L |, P480 2830  355.0,
S el E o O PR MM
miz--> 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111603.D

Aca On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample : J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.43 ng 156011 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eilcosane 282 C20H42 000112-95-8 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2456 (16.533 min): BF111603.D (-2451) (-) m/z 57.10 100.00%
57.1
5000 5o \H\‘—\L
113.1 RN SUNRA SRR
141.1 183 2 . 326.1 16.20 16.40 16.60 16.80
o“' ALt J88E 2211 2680 261 m/z 71.10 66.77%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 UL BN DAL SULEN UL
16. 20 16. 40 16. 60 16.80
20.0 m/z 43.10 57 .64%
: 113.0
m/z--> 55 160 150 260 250 300 3éo
Abundance #129492: Eicosane
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.10 48.76%
85.0
29.0
o ‘ | ‘Pwmmm%mmnm%m%m
m/z--> 160 1éo 260 250 300 3éo
Abundance #194493: Hexacosane LI L L B LB B N B
57.0 16.20 16.40 16.60 16.80
m/z 41.05 23.04%
5000 85.0
. 290 L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 5'0 1c')o 150 2(')0 250 3(')0 35'30 16. 20 16. 40 16. 60 16 80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121918\
Data File : BF111603.D

Acq On : 19 Dec 2018 21:16

Operator : JU/SJ

Sample - J6464-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 2.20 2.0 ng 97774 1 6.89 976427 20.0
2-Pentanone, 4-hy... 5.12 5.4 ng 263201 1 6.89 976427 20.0
unknown6 .66 6.66 85.0 ng 4152270 1 6.89 976427 20.0
1-Decene 9.73 3.9 ng 251373 3 9.93 1300460 20.0
n-Tridecan-1-ol 10.25 3.2 ng 209048 3 9.93 1300460 20.0
unknownl10 .86 10.86 3.3 ng 197515 4 11.41 1194750 20.0
n-Hexadecanoic acid 11.94 8.1 ng 483721 4 11.41 1194750 20.0
Bromoacetic acid,... 12.64 3.2 ng 188521 4 11.41 1194750 20.0
Octadecanoic acid 12.72 2.3 ng 139540 4 11.41 1194750 20.0
Trichloroacetic a... 13.89 2.5 ng 159919 5 14.04 1254940 20.0
Heptadecane, 9-oc... 14.83 2.3 ng 144517 6 15.52 1283400 20.0
Pentacosane 15.18 2.5 ng 162999 6 15.52 1283400 20.0
Eicosane 16.01 3.1 ng 198746 6 15.52 1283400 20.0
Cholestan-3-ol, (... 16.24 4.9 ng 314483 6 15.52 1283400 20.0
Nonadecane 16.53 2.4 ng 156011 6 15.52 1283400 20.0
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