LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18 Instrument :
Operator : JU/SJ BNA_F

Sample  : J6204-09 e Sk
Misc i HLSP-FB1-112918
ALS Vial : 6 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-BF120518 .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

4_057 330 335 342 rVB2 146306 196916 1.59% 0.202%
4.998 489 495 501 rBvV 739368 871882 7.04% 0.896%
6011919 5255764 42.46% 5.402%
5.928 650 653 657 rBv 167247 141427 1.14% 0.145%
6.428 734 738 741 rVB 3938695 3278812 26.49% 3.370%
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6 6.575 758 763 766 rBV 10652858 9661019 78.04% 9.930%
7 6.804 799 802 806 rBV 3601598 2923955 23.62% 3.005%
8 6.875 810 814 821 rBV 1647557 1545295 12.48% 1.588%
9 6.963 825 829 832 rVvB 9910882 8527593 68.89%% 8.765%
10 7.204 865 870 874 rBVv3 145909 157905 1.28% 0.162%

11 7.363 890 897 900 rBV 7898564 8868821 71.64% 9.116%
12 8.086 1016 1020 1023 rBV 4779919 3900682 31.51% 4._.009%
13 9.169 1198 1204 1207 rBV 13107643 12379266 100.00% 12.724%
14 9.286 1221 1224 1228 rVB 2045536 1716589 13.87% 1.764%
15 9.839 1314 1318 1322 rVB 4817777 4212022 34.02% 4_.329%

16 10.627 1447 1452 1455 rBV 8696171 7825926 63.22% 8.044%
17 11.321 1566 1570 1574 rVB 4996770 4149131 33.52% 4._.265%
18 11.716 1634 1637 1641 rBV 1005329 734287 5.93% 0.755%
19 11.857 1657 1661 1665 rBV 489912 513500 4._.15% 0.528%
20 12.639 1791 1794 1806 rBV2 380540 462179 3.73% 0.475%

21 12.915 1836 1841 1844 rBV 12392564 12257573 99.02% 12.599%
22 13.468 1926 1935 1936 rBVS8 67812 125303 1.01% 0.129%
23 13.957 2014 2018 2022 rBV 4230318 3629953 29.32% 3.731%
24 14.745 2149 2152 2156 rVB 210714 205445 1.66% 0.211%
25 15.080 2205 2209 2214 rBV 227551 245136 1.98% 0.252%

26 15.392 2257 2262 2267 rBV2 2257449 2759553 22.29% 2.836%
27 15.451 2268 2272 2276 rVB 256388 305590 2.47% 0.314%

28 15.880 2340 2345 2349 rBV2 186563 270397 2.18% 0.278%
29 16.374 2425 2429 2434 rVB3 100622 171768 1.39% 0.177%

Sum of corrected areas: 97293689
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\

BF111134.D
6 Dec 2018 13:18
JussJ
J6204-09
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

HLSP-FB1-112918

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF111134.D

5.42

5.00

4.06

6.57

6.43

6.96

7.36

0
Time-->

4.00

4.50 5.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF111134.D

10.63

11.32

9.29

11.72
11.86
L

12.64

Time-->

10.00 10.50 11.00 11.50

12.00

12.50

I
13.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

13.47

TIC: BF111134.D

13.96

15.39

14.74 15.08 ﬂﬁ.\“ﬁ 15.88 16.37
A N

Time-->

13.50

14.00 14.50 15.00 15.50 16.00 16.50

17.00 17.50

18.00

18.50

8270-BF120518.

M Fri Dec 07 15:09:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.00 5.96 ng 871882 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 495 (4.998 min): BF111134.D (-489) (-) m/z 43.00 100.00%
43.0
5000 59.1
| o o 450 450 500 550 540
T s A NSNS m/z 59.10 48.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L L I
59.0 460 480 500 520 5.40
m/z 101.10 14.48%
3%0 83.0 10}0
N A I IR RS A IS RS NS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
460 480 500 520 5.40
5000 57.0 m/z 58.00 13.91%
29.0
101.0
: T
”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P"W"”
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate | SN LA BRI N B A B
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.32%
5000
58.0
. 15.0 27.0 | | 7%.0 100.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 66.08 ng 9661020 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 762 (6.569 min): BF111134.D (-758) (-) m/z 132.00 100.00%
13p.0
5000 68.1
40.0 %.0 620 640 6.60 6.80 7.00
0 207.1 2101 "n/z 68.10 46.11%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
130.0
69.0
104.0
5000 SSEBE AR BE N

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.64%

31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e e
6.20 6.40 6.60 6.80 7.00
5000 98.0 m/z 66.00 29.91%
7
R I T S S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.29%
5000 67.0
41.0 97.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.87 10.57 ng 1545300 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 Heptane. 2.3.6-trimethvl- 142 C10H22 004032-93-3 59
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 53

Abundance Scan 813 (6.869 min): BF111134.D (-810) (-) m/z 57.05 100.00%
57.0
5000 411
83.1 ARSENARSS RARKE RARES SRR
6.60 6.80 7.00 7.20
0 b o M22818 2012 a7 41 10 40.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
21.0 6.60 6.80 7.00 7.20
83.0 m/z 43.05 35.68%
ol 180 L L w20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50341: 1-Isobutoxy-2-ethylhexane
57.0
6.60 6.80 7.00 7.20
5000 4100 m/z 55.05 26.10%
83.0 112.0
0|||||||||||||||||||||||||||||1|2|8.|0|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19207: Heptane, 2,3,6-trimethyl-
57.0 6.60 6.80 7.00 7.20

m/z 56.05 20.57%

5000

41l0
250 | | g0 980 142.0

NN

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4

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

9.29 8.15 ng 1716590 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 87
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
3 Acetaminophen 151 C8H9NO2 000103-90-2 43
4 Metacetamol 151 C8H9NO2 000621-42-1 43
5 2-0x0-2,3-dihydro-1H-imidazole-4... 109 C4H3N30 1000294-08-6 38

Abundance Scan 1225 (9.292 min): BF111134.D (-1221) (-) m/z 43.10 100.00%
431
109.1
151.1
5000
90 251 "Sh sk 5k ok
0 ...,....',|'.':“.|-, ool 1331 | 1691 1923 7009710 73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 S LRSS RS R R
9.00 9.20 9.40 9.60
69.0 g5.0 m/z 151.10 53.54%
N .|| . '-"-l". Al ,..||.,| VTR il Illsf’f 1920 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
9.00 920 9.40 9.60
5000 151.0 m/z 41.05 18.77%
93.0
32.0 |l ‘13ﬁ0 \
G R R S S WL S B S WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109.0 9.00 9.20 9.40 9.60

m/z 152.10 15.90%
5000 151.0

43.0 80.0
2710 | 830 | I 1350 |

Ol el e ey b e M

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

Sample : J6204-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 6 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.72 3.54 ng 734287 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 93
2 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 50
3 Ethanone. 1-(9-anthracenvl)- 220 C16H120 000784-04-3 43
4 2.5-di-tert-Butvl-1.4-benzoaguinone 220 C14H2002 002460-77-7 35
5 2,6-Bis(1,1-dimethylethyl)-4-met... 262 C18H300 004278-82-4 30

Abundance Scan 1638 (11.721 min): BF111134.D (-1634) (-) m/z 57.05 100.00%
57.0 205.1
5000
115.0135.1 232.2 2612 11.40 11.60 11.80 12.00
o} m/z 205.10 88.27%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
5000 LS BN B LR U
11140 11.60 11.80 12.00
m/z 217.20 63.28%
. 2320 5610
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H...
43.0 205.0
11.40 11.60 11.80 12,00
5000 177.0 m/z 55.00 49.93%
910 1210 149.0
0 m " \\\ M\\?H ‘H ‘M M“\ Mh \M \IH "‘|""' ""'I""'I""I""I'
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77668: Ethanone, 1-(9-anthracenyl)- e L e R e e
205.0 11.40 11.60 11.80 12.00
m/z 175.10 44 .40%
177.0
5000 88.0
430 o0 110.0 151.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11/40 11.60 11.80 12.00

8270-BF120518_.M Fri Dec 07 15:09:34 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.48 ng 513500 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1662 (11.863 min): BF111134.D (-1657) (-) m/z 73.00 100.00%

43.0 73.0
5000
129.0
97.0 171.1 213.2 LI L e B
49. 01. 256.2 11.60 11.80 12.00 12.20

0 m/z 43.05 90.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60.0

5000 1290 LI LI L L L TTT T T
83.0 11. 60 1180 1200 12. 20
- 0
‘J‘“ 1570 1900 2130 2560 m/z 57.05 82.44%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.05 77 .93%
0l15.0 Lﬂ 177,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1
Abundance #72648: Tridecanoic acid R A B R m e
73.0 11.60 11. 80 12. 00 12. 20

m/z 60.00 75 .64%

43.0
5000 129.0
| 710 2140
180\\ M\ H h‘\ HM AN 49,9 ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\

Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.55 ng 462179 Chrysene-di12 13.96
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 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 1794 (12.639 min): BF111134.D (-1791) (-) m/z 43.10 100.00%
43 73.0
5000
129.1
e 1851 s "l 1200 12150 1300
' : 284.3 : : : :
B [ 2L0 2131 m/z 72.95 78.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0
12.40 12.60 12.80 13.00
241.0 284.0 m/z 57.05 74 .34%
207.0 '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
" 12140 1260 12.80 13.00
5000 129.0 m/z 60.00 71.59%
0 .1.5.'?... .W.. L‘uv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 55.00 67.70%
5000 129.0
83.0
J‘L 157.0 1850 213.0 256.0
(o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 12%0 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111134.D

Aca On : 6 Dec 2018 13:18

Operator : JU/SJ

Sample : J6204-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 9 Tetratetracontane Concentration Rank 9

HLSP-FB1-112918

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

15.45 2.21 ng 305590 Perylene-d12 15.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87

Abundance Scan 2272 (15.451 min): BF111134.D (-2268) (-) m/z 57.10 100.00%
57.1
5000
13.2 1692 2572 3275 4029 15.20 15.40 15.60 15.80
OIS N B 0 rernd U R 1 A - m/z 43.10 62.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000 LA B L L L L LB

15.20 15.40 15.60 15.80
m/z 71.05 53.72%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
RS B SR
15.20 15.40 15.60 15.80
5000 m/z 85.10 40.78%
13. O
0 | 169 0 225.0 2950 367.0
I B e L A T B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane e e
57.0 15.20 15.40 15.60 15.80
m/z 41.10 19.57%
5000
o ] 113.0 169.0 225.0 281.0 337.0 394.0
L o B B L R A o e A I a BREmEEES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80

8270-BF120518_.M Fri Dec 07 15:09:36 2018 Page: 10



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF120618\

Data File : BF111134.D

Acq On : 6 Dec 2018 13:18

Operator : JU/SJ

3?22 le J6204-09 HLSP-FB1-112918
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 6.0 ng 871882 1 6.80 2923960 20.0
unknown6 .57 6.57 66.1 ng 9661020 1 6.80 2923960 20.0
1-Hexanol, 2-ethyl- 6.87 10.6 ng 1545300 1 6.80 2923960 20.0
2,4,7,9-Tetrameth. .. 9.29 8.2 ng 1716590 3 9.84 4212020 20.0
7,9-Di-tert-butyl... 11.72 3.5 ng 734287 4 11.32 4149130 20.0
n-Hexadecanoic acid 11.86 2.5 ng 513500 4 11.32 4149130 20.0
Octadecanoic acid 12.64 2.5 ng 462179 5 13.96 3629950 20.0
Tetratetracontane 15.45 2.2 ng 305590 6 15.39 2759550 20.0
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