LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120618\
Data File : BF111152.D
Aca On : 6 Dec 2018 21:44 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6219-01 NM-342-135-120418
ALS Vial : 13 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

1 5.022 488 499 507 rBV 670991 1002637 7.01% 0.834%
2 5.428 562 568 571 rBVY 12307661 12826416 89.70% 10.670%
3 6.439 733 740 744 rBVY 11957505 14074246 98.43% 11.709%
4 6.575 758 763 766 rBY 12871764 13229345 92.52% 11.006%
5 6.634 770 773 776 rBV 631547 473132 3.31% 0.394%
6 6.804 798 802 806 rBY 3766493 3037158 21.24% 2.527%
7 6.963 825 829 832 rBVY 11512343 10178063 71.18% 8.467%
8 7.363 892 897 900 rBVY 8340718 8928771 62.44% 7.428%
9 8.086 1016 1020 1023 rBV 4830362 3943845 27 .58% 3.281%
10 9.169 1198 1204 1207 rBV 14066528 14299228 100.00% 11.896%

11 9.557 1266 1270 1273 rBV 1186852 1050537 7.35% 0.874%
12 9.839 1314 1318 1322 rVB2 4965384 4287241 29.98% 3.567%
13 10.627 1447 1452 1455 rBV 8986822 8120180 56.79% 6.755%
14 11.321 1566 1570 1572 rBV 4928303 4014649 28.08% 3.340%
15 11.345 1572 1574 1576 rVV 360372 280846 1.96% 0.234%

16 11.392 1576 1582 1585 rVB 190012 173005 1.21% 0.144%
17 11.857 1657 1661 1671 rBV 943028 1017543 7.12% 0.847%
18 12.639 1791 1794 1800 rBV 434303 427231 2.99% 0.355%
19 12.910 1835 1840 1843 rVB 11299137 10883428 76.11% 9.054%
20 13.810 1990 1993 2003 rBV 983492 1054170 7.37% 0.877%

21 13.951 2013 2017 2021 rBV 2758599 2664845 18.64% 2.217%
22 14.445 2098 2101 2112 rVB 253863 309481 2.16% 0.257%
23 15.074 2204 2208 2216 rBV 328778 435728 3.05% 0.362%
24 15.392 2257 2262 2266 rBV 2308063 2663604 18.63% 2.216%
25 15.445 2268 2271 2279 rVB 182803 262616 1.84% 0.218%

26 15.874 2340 2344 2348 rBV 189056 246508 1.72% 0.205%
27 15.921 2348 2352 2361 rVV3 175278 320310 2.24% 0.266%

Sum of corrected areas: 120204763
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LSC Report - Integrated Chromatogram

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 Sample Multiplier: 1

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

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

Abundance TIC: BF111152.D
1.4e+07
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8000000
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Abundance TIC: BF111152.D
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1e+07
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I
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Abundance TIC: BF111152.D
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15.39
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0 A N
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 4

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

5.02 6.60 ng 1002640 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 499 (5.022 min): BF111152.D (-488) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.1 ISR SRR LR SRR
4.60 4.80 5.00 5.20 5.40
Obrre e ol 891 830 | 1289 o Ee 0 49 73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB R LS R I
59.0 460 480 500 520 5.40
0,
150 5, 1010 m/z 101.10 15.94%
: 83.0
0 Tl N . .
L LI SO IR I RIS SULRE I I IR SRS LRSS BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520 540
5000 m/z 58.05 14.21%
29.0 101.0
0 150 | Il 730830
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4030: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 7.99%
5000
101.0
oL 180 310 | 589 690 60
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 520 540
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 87.12 ng 13229300 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF111152.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 ‘ %0l 620 640 6.60 6.80 7.00
0 .,....,....'!'!...-,!!..,::.'.|,..7.E.‘,°....,...|.,?1??.?.1.1‘?.‘,’....,"...,.. m/z 68.10 45.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
620 640 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 33.49%
0 |00 " s0 | | uso
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0
ot Y
5000 | m/z 66.05 30.14%
51.0 77.0
39.0 65.0 ‘ 010 115.0
O'P'”I“'“w”'ww” Jh"up'“'ﬂ'”l”'W'LhP'”l"W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R L e R
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 18.26%

5000

92.0

27.0 390 510 770 | 180444,

o) R RN T RSN VRN RN ML 3 S| | N K &

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

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

6.63 3.12 ng 473132 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-T2-(2-propenvlioxv)eth... 146 C7H1403 015075-50-0 45
3 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 40
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 39
5 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 9

Abundance Scan 772 (6.628 min): BF111152.D (-770) (-) m/z 45.05 100.00%
44.0
5000
i 650 540 550 650 700
3 SN | R I". 8811081 120 2071 T/ 59.05  30.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
6.20 6.40 6.60 6.80 7.00
29lo 72.0 m/z 72.10 21.11%
o , , 88.01040 1350
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]-
45.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 12.51%
29.0
73.0
o130 i i %0 wmso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2115: 2-Butanol, 3-methyl- R
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 10.19%
5000
27.0 | 73.0
0::::|‘|“||“||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.07 ng 1017540 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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1662 (11.863 min): BF111152.D (-1657) (-) m/z 43.10 100.00%

43.1 73.0
5000

11.60 11.80 12.00 12.20

0 m/z 73.00 94 .58%
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 N B B LN I e |

T T T T
11.60 11.80 12.00 12.20

83.0 5
1570 1g50 2130 256.0 m/z 60.00 83.74%
[0} 4
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 57.10 81.41%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid L E B e a8 B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 78.01%
5000 129.0 NMWkaAMMNMNAMMWJMNWW“N*”
0 : Sbdueatu N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 3.21 ng 427231 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 1794 (12.639 min): BF111152.D (-1791) (-) m/z 43.05 100.00%
43.0
73.0
5000 129.1
97.1 N —
J‘[ 157 1822 siap 212 2842 1240 1260 12.80 13.00
0 sl " m/z 55.05 75.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 R ERREEEE s
12. 40 12 60 12. 80 13 00
: ] 241.0 284.0 m/z 57.05 71.39%
. 207.0 ’ :
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
" 12140 1260 12.80 13.00
5000 129.0 m/z 59.95  69.30%
0150
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 k-ﬁu_~v~wﬁaA
Abundance #95855: Pentadecanoic acid
73.0 12.40 12.60 12.80 13.00
m/z 73.00 68.07%
5000 129.0
o Wﬁ?YPTﬁTJKTf?A?MﬁT
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 7.91 ng 1054170 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1993 (13.810 min): BF111152.D (-1990) (-) m/z 43.05 100.00%
43.0
83.1
5000
139.2 13.40 13.60 13.80 14.00 14.20
Obrrrrrrrrlis 167.0 210.2236.1  280.5 m/z 57.10 98 _59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
580
97.0
5000 LRI BN DA SUNIL B
29.0 13.40 13.60 13.80 14.00 14.20
: 0
195.0 m/z 55.05 90.76%
ol L | 153.0 181.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane LVW
57.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 79.83%
29.0
0 Ll 196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol A RRREE s e
58,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 72.61%
5000
29.0
ol 1390 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 1-Octadecanesulphonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.44 2.32 ng 309481 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 72
3 Tritetracontane 605 C43H88 007098-21-7 72
4 1-Chloroeicosane 316 C20H41ClI 042217-02-7 64
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 64
Abundance Scan 2100 (14.439 min): BF111152.D (-2098) (-) m/z 57.05 100.00%
57.0
5000
13.2 14.20 14.40 14.60 14.80
207.1
Oy .~..?|!.L...1f3.1.?.,....2,‘?7..1. e M/Z 43.10  78.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 LR B IR UL I
14.20 14.40 14.60 14.80
m/z 71.10 57 .63%
o 61.0 2880
m/z--> §0 160 150 200 250 300 350 400 450 500 550 600
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43.0
" 1420 14.40 14.60 14.80
5000 m/z 85.05 44 _38%
7.0
m/z--> 50 100 1%0 260 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane B B R B e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 33.74%
5000
o 1? 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 9 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.27 ng 435728 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2207 (15.068 min): BF111152.D (-2204) (-) m/z 57.10 100.00%
57.1
5000
l ‘99'0 155.2  208.0 281.1 355.1 | 1480 1500 1520 1540 .
ob e b 222 20 S 3L w/z 43.10  57.63%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 R DA SUNLE SR SR
14.80 15.00 15.20 15.40
m/z 71.10 54 _.79%
oL 2100 )y 190, 1410 1sso2izo
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #202662: Heptacosane
57.0
' 14.80 15.00 15.20 15.40
5000 m/z 85.10 40.34%
99.0
27,00 || | [Ty, 1410 1830 2250 267.0 323.0 380.0
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R o R
57.0 14.80 15.00 15.20 15.40
m/z 41.05 18.46%
5000
99.0
0 " | ], 1410 1830 2390  296.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 14.I80 15.'00 15.'20 15.'40

8270-BF120518_.M Fri Dec 07 15:13:01 2018 Page: 10



Library Search Compound Report

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

Data File : BF111152.D

Aca On : 6 Dec 2018 21:44

Operator : JU/SJ

ﬁ?ggle i J6219-01 NM-342-135-120418
ALS Vial : 13 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 10 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.41 ng 320310 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 89
2 1-Pentadecene 210 C15H30 013360-61-7 74
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 68
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 62
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 62
Abundance Scan 2352 (15.921 min): BF111152.D (-2348) (-) m/z 57.10 100.00%
57.1 971
5000
195.1999 . 3410 15.60 15.80 16.00 16.20
o 2202 2831 m/z 43.10 87.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 R A SRS U B
15 60 15. 80 16. 00 16.20
m/z 97.10 84 .75%
0 L | {3?? }810 222.0 292.0 334.0 3920
m/z--> 55 160 150 260 2éo 360 3%0 460 '
Abundance #69582: 1-Pentadecene
43.Q 83.0
15.|60 15.|80 16.|00 16.|20 '
5000 m/z 83.10 80.37%
25.0
L L[5 1680 2100
m/z--> 55 160 1éo 260 2%0 360 3%0 460 '
Abundance #224391: Heptacosy! acetate e A RERREEESE L
43.0 15.60 15.80 16.00 16.20
97.0 m/z 69.10 73.44%
5000
0 | H ' ?f?’? 181.0 222.0 264.0 306.0 378.0 423.0
IIIII""I""I""I""I'"'I""I""I""I AR R A
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF111152.D

Acq On : 6 Dec 2018 21:44

Operator : JU/SJ

3?22'6 i J6219-01 NM-342-135-120418
ALS Vial : 13 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... 5.02 6.6 ng 1002640 1 6.80 3037160 20.0
unknown6 .57 6.57 87.1 ng 13229300 1 6.80 3037160 20.0
Ethanol, 2-(2-eth... 6.63 3.1 ng 473132 1 6.80 3037160 20.0
n-Hexadecanoic acid 11.86 5.1 ng 1017540 4 11.32 4014650 20.0
Octadecanoic acid 12.64 3.2 ng 427231 5 13.96 2664850 20.0
1-Docosene 13.81 7.9 ng 1054170 5 13.96 2664850 20.0
1-Octadecanesulph... 14.44 2.3 ng 309481 5 13.96 2664850 20.0
Pentadecane 15.07 3.3 ng 435728 6 15.39 2663600 20.0
Octacosanol 15.92 2.4 ng 320310 6 15.39 2663600 20.0
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