LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 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-BF061918 .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 5.172 478 482 503 rBV 163475 287758 15.63% 1.776%
2 5.578 547 551 568 rBY 1509524 1634519 88.76% 10.089%
3 6.584 717 722 739 rBVY 1403266 1745167 94.77% 10.772%
4 6.713 739 744 747 rBV 1552826 1582872 85.96% 9.770%
5 6.931 777 781 787 rBV 473049 402091 21.84% 2.482%
6 7.090 803 808 811 rBVY 1317106 1317799 71.56% 8.134%
7 7.501 873 878 881 rBVY 1027266 1050523 57.05% 6.484%
8 8.213 995 999 1019 rBB 522675 481708 26.16% 2.973%
9 9.289 1177 1182 1185 rBY 1760534 1783687 96.87% 11.009%
10 9.683 1245 1249 1262 rBV 360144 320975 17.43% 1.981%

11 9.978 1295 1299 1309 rVB 541439 477016 25.91% 2.944%
12 10.778 1431 1435 1446 rBV 1012159 1015793 55.16% 6.270%
13 11.477 1550 1554 1560 rBV 519045 467317 25.38% 2.884%
14 13.066 1819 1824 1827 rBV 1753751 1841404 100.00% 11.366%
15 13.260 1853 1857 1862 rVB 30010 25423 1.38% 0.157%

16 13.601 1912 1915 1918 rBV 42658 39147 2.13% 0.242%
17 13.936 1968 1972 1986 rBV 152520 227671 12.36% 1.405%
18 14.136 2002 2006 2009 rBV 550793 531380 28.86% 3.280%

19 14.248 2022 2025 2028 rBvV 59431 58677 3.19% 0.362%
20 14.560 2075 2078 2081 rBV 75637 82705 4 ._.49% 0.510%
21 14.871 2128 2131 2135 rBV 72859 74561 4 _.05% 0.460%
22 14.954 2141 2145 2149 rVB 96010 107006 5.81% 0.660%
23 15.224 2187 2191 2194 rBV 63175 70354 3.82% 0.434%
24 15.618 2254 2258 2262 rBV 61168 80536 4_.37% 0.497%
25 15.671 2262 2267 2276 rVB 281274 381557 20.72% 2.355%
26 16.077 2331 2336 2341 rBV 47267 72938 3.96% 0.450%
27 16.607 2422 2426 2431 rBV2 26842 40844 2.22% 0.252%
Sum of corrected areas: 16201428
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107350.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3

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

5.17 14.31 ng 287758 1,4-Dichlorobenzene-d4 6.93
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (5.172 min): BF107350.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 250 500 520 540 560
...,....,....,....-,':...5,1-.0.:1,....,....,8.3'.1..,...:,|....,. m/z 59.00 61.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R R L
480 500 520 5.40 5.60
59.0 m/z 101.10 21.11%
20 | 510 ‘ 690 830 910 010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 16.15%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- A L A REaE
59.0 480 500 520 5.40 5.60
31.0 m/z 41.10 8.78%
5000 41.0
73.0
15.0 L 51.0“ | 87.0 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 1

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

6.71 78.73 ng 1582870 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 743 (6.707 min): BF107350.D (-739) (-) m/z 132.10 100.00%
13R.1
5000 68.1
BRI ASE E R
401 540 | | sL0 %.1 150 6.40 6.60 6.80 7.00
I o o m/z 68.10 39.36%
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 ISR AR RN L LR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 31.98%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.27%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S LA e e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.92%
74.0
5000 9go 1160
T I‘I\I - ""“l : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
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\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.04 857 ng 227671  Chrysene-di2 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 76
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 76

3 1-Hexadecanol 242 C16H340 036653-82-4 70
4 n-Heptadecanol-1 256 C17H360 001454-85-9 70
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 68
Abundance Scan 1973 (13.942 min): BF107350.D (-1968) (-) m/z 57.05 100.00%
57.0
13.60 13.80 14.00 14.20
m/z 43.05 84 .05%
miz--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97.0
5000 B SUVBUNISUAREE B
13.60 13.80 14.00 14.20
m/z 55.00 83.97%
260 | | H \\ ‘\ F“‘OQ 1820 2550 3060
miz--> 50 200 250 300 350 400
Abundance
57.0
97.0 SRR SN UM SRS B
13.60 13.80 14.00 14.20
5000 m/z 83.05 82.88%
169.0
26,0 138.0 2100 2550 406.0
miz--> 50 100 150 200 250 300 350 400
Abundance #95987: 1-Hexadecanol R e R
58.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 75.03%
| { } } 9400 196.0
mz> G0 100 180 200 o sl o a0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.25 2.21 ng 58677 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2025 (14.248 min): BF107350.D (-2022) (-) m/z 57.00 100.00%
571.0
5000 85.1
113.1 ' 14.00 14.20 14.40 14.60
141.1 169.1 197.2
...,....,|'...~|,.:h.,!-...i',..a'.,.'...,'...'.,....,....,.... 28 w7z 71.10  73.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57.0
5000 85.0 AR UL SULIULSE IJLILLE B
14.00 14.20 14.40 14.60
0.0 m/z 43.05 58.47%
R [ 13014101690 1970 2400
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
' 14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 48 .28%
29.0

113.0 141.0 169.0 197.0 2950 254.0

Wmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane e ma o
57.0 14.00 14.20 14.40 14.60
m/z 55.00 24 .52%

5000 85.0

290
‘ 11? 0‘141 0 169 o 197 0 225 0 253 o 281.0 310.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.11 ng 82705 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2078 (14.560 min): BF107350.D (-2075) (-) m/z 57.10 100.00%
57.1
5000
J 9.0 1420 14,40 1480 1450 "
155.1 225.1 397.2 : . . .
—_— ,I.-.":'.ﬂ, b ponidorae>s 803 . m/z 71.05 70.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L BRI BUULIL B SR B
14.20 14.40 14.60 14.80
99.0 m/z 43.10 54 .50%
150 1) L4 M40 1830 2250 260
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.10 48.82%
99.0
141.0 183.0 295.0 338.0
miz-> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R B e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 21.80%
5000
99.0
| ; 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 14'20 14. 40 14 60 14|80 '

8270-BF061918_.M Fri Jul 13 12:34:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .87 2.81 ng 74561 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86
Abundance Scan 2131 (14.871 min): BF107350.D (-2128) (-) m/z 57.05 100.00%
57.0
5000
991 LA B SUNIRE DA

155.1 211.1 249.0 282.0 14.60 14.80 15.00 15.20
..], I|J.|".,“., b e e e ey m/z 71.10 79.66%

m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LA L L L L LB

14.60 14.80 15.00 15.20
99.0 m/z 43.05 58.41%

OB R L L
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R AR e RN
14.60 14.80 15.00 15.20
5000 m/z 85.10 54 _.52%
99.0
27.0 141 0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e Al B ma
57.0 14.60 14.80 15.00 15.20
m/z 55.00 27.38%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.95 5.61 ng 107006 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 81
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 2144 (14.948 min): BF107350.D (-2141) (-) m/z 69.10 100.00%
6d.1
5000
NI BRI U
07.1137.1 14.60 14.80 15.00 15.20
P O o = N B 1 N B oy To BT Y 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 NI BRI U
14.60 14.80 15.00 15.20
m/z 41.00 22 .55%
L %0(-0”13‘”7 '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15,20
5000 m/z 95.10 14 _.37%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0 M}(/LM”
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- B R R B
69.0 14.60 14.80 15.00 15.20
m/z 68.00 11.57%
5000
29.0
123.0
.‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 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\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.22 3.69 ng 70354 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2190 (15.218 min): BF107350.D (-2187) (-) m/z 57.05 100.00%
57.0
5000 85.1
1, ru? bty iy %10 1500 15.20 1540 1560
s e o oo AN mmam e B m/z 71.05 69.47%
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LB BRI BULILLE I B
15.00 15.20 15.40 15.60
29.0 m/z 43.05 52.24%
L “ H‘H‘\\lﬁoﬂ4;046901910 240.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57.0
650 " 15.00 15.20 15.40 15.60
5000 ' m/z 85.10 49.13%
29.0 113.0
141.0169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L L L L L N
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22 .12%
5000 85.0
290 i || M2 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 15'00 15 20 15. 40 15|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.62 4.22 ng 80536 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2258 (15.618 min): BF107350.D (-2254) (-) m/z 57.05 100.00%
57.0
85.0
5000
41.1169.1197 1 250 1 15.40 15.60 15.80 16.00
bl 'fl| it e e . L I m/z 71.10 68.66%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L B B UL B
85.0 1540 15.60 15.80 16.00
29.0 m/z 43.05 55.26%
‘ 13.0
‘ h L A 14101690197022502530281030903330
m/z--> 50 160 150 260 2%0 360 3%0
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 85.0 m/z 85.05 54.84%
290 113.0141.0169.0197.0225.0253.0  295.0323.0 367.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane L L L L L B
57.0 15.40 15.60 15.80 16.00
m/z 55.00 23.41%
85.0
5000
29.0
e P13014101690197o 240.0

m/z--> 50 100 150 200 250 300 350 15.40 15 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107350.D

Aca On 12 Jul 2018 20:14

Operator : JU/SJ

Sample : J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.08 3.82 ng 72938 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2336 (16.077 min): BF107350.D (-2331) (-) m/z 57.10 100.00%
57.1
11 1072 paes sl 15180 1600 16,20 1640
m/z 71.10 82.30%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 L UL BN UL B
mmmmmmmm
99.0 m/z 85.10 59.38%
ﬂMLhMHlﬂommzmommgwo%m
m/z--> 50 100 1éo 260 250 300 3éo '
Abundance
57.0
' 15.80 16.00 16.20 1640
5000 m/z 43.00 56.20%
99.0
27,0 141.0 183 0 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #209565:; Octacosane T
57.0 15.80 16.00 16.20 16.40
m/z 99.10 23.91%
5000
99.0
2710 J ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 55 100 150 260 250 360 3éo ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071218\
Data File : BF107350.D

Acq On 12 Jul 2018 20:14

Operator : JU/SJ

Sample - J3926-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.17 14.3 ng 287758 1 6.93 402091 20.0
unknown6.71 6.71 78.7 ng 1582870 1 6.93 402091 20.0
Trifluoroacetic a... 13.94 8.6 ng 227671 5 14.14 531380 20.0
Heptadecane 14.25 2.2 ng 58677 5 14.14 531380 20.0
Heneicosane 14_.56 3.1 ng 82705 5 14.14 531380 20.0
Eicosane 14.87 2.8 ng 74561 5 14.14 531380 20.0
Squalene 14.95 5.6 ng 107006 6 15.67 381557 20.0
Octacosane 15.22 3.7 ng 70354 6 15.67 381557 20.0
Tetracosane 15.62 4.2 ng 80536 6 15.67 381557 20.0
Pentacosane 16.08 3.8 ng 72938 6 15.67 381557 20.0
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