LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample = K4786-05

Misc :

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-BF083019.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 5.034 498 501 510 rvB 31953 36621 1.46% 0.180%
2 5.439 566 570 574 rBV 1614817 1639189 65.49% 8.068%
3 6.457 738 743 755 rBVY 1889179 1824234 72.88% 8.979%
4 6.592 762 766 769 rBVY 2095274 1847584 73.82% 9.094%
5 6.822 801 805 813 rBV 562297 465558 18.60% 2.292%
6 6.981 828 832 835 rBVY 1678742 1394145 55.70% 6.862%
7 7.381 895 900 903 rBVY 1192722 1082327 43.24% 5.327%
8 8.104 1019 1023 1040 rBV 642450 626641 25.04% 3.084%
9 9.175 1201 1205 1216 rBvY 2533825 2257556 90.20% 11.112%
10 9.569 1268 1272 1282 rBV 180898 170538 6.81% 0.839%

11 9.851 1317 1320 1330 rBV 816125 750006 29.97% 3.692%
12 10.639 1450 1454 1466 rBV 1441310 1300344 51.95% 6.401%
13 11.333 1568 1572 1579 rBV 839902 776375 31.02% 3.821%
14 11.863 1657 1662 1675 rBV 147384 185707 7.42% 0.914%
15 12.645 1790 1795 1806 rBV 182143 226673 9.06% 1.116%

16 12.915 1837 1841 1845 rBV 2569236 2502908 100.00% 12.320%
17 13.145 1872 1880 1885 rBV5 17341 31331 1.25% 0.154%
18 13.815 1990 1994 2011 rBV2 183477 409118 16.35% 2.014%
19 13.968 2015 2020 2023 rBV 807035 730323 29.18% 3.595%

20 14.127 2044 2047 2050 rBV 37858 34428 1.38% 0.169%
21 14.433 2088 2099 2102 rBV 107709 180689 7.22% 0.889%
22 14.462 2103 2104 2117 rVB5 30109 56850 2.27% 0.280%
23 14.733 2146 2150 2154 rVB 106410 104434 4_.17% 0.514%
24 14.809 2159 2163 2166 rBV 44087 47828 1.91% 0.235%
25 15.062 2202 2206 2211 rVB 152937 165668 6.62% 0.815%
26 15.139 2211 2219 2224 rBV9 17837 46299 1.85% 0.228%
27 15.415 2260 2266 2275 rVB 535186 810536 32.38% 3.990%
28 15.627 2297 2302 2309 rBV6 27458 38537 1.54% 0.190%
29 15.856 2336 2341 2348 rVB 129435 190829 7.62% 0.939%
30 15.945 2348 2356 2358 rBV5 28247 66684 2.66% 0.328%
31 16.345 2418 2424 2433 rBV5 48701 91014 3.64% 0.448%
32 16.627 2467 2472 2478 rVBS8 21281 40591 1.62% 0.200%
33 16.921 2516 2522 2527 rVB6 24508 48311 1.93% 0.238%
34 17.086 2542 2550 2561 rBV6 13388 49377 1.97% 0.243%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample = K4786-05

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.180 2561 2566 2572 rVBS8 16436 28167 1.13% 0.139%
36 17.445 2603 2611 2613 rBV7 13359 25936 1.04% 0.128%
37 18.409 2768 2775 2784 rVB7 12273 32774 1.31% 0.161%

Sum of corrected areas: 20316130
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116955.D
2500000

6.59
2000000 6.46

5.44 6.98

1500000
7.38

1000000

6.82
500000

5.03 Ul

e s S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116955.D
2500000 9117 12,92

2000000

1500000 10.64

1000000
9.85 11.33

8.10
500000

957 12.64
Il L 1??6 A 13.14

A A

Time--> 8.00 8.50 9.00 9.50 10 00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116955.D
2500000

2000000

1500000

1000000
13.97

15.42
500000

13.82

15.06 36
mm]ﬁ%lﬂ% 5,14 mm %i2%4 1M4mm1mmmmnm 18.41

Ol .. S U — ,. e o R A

Time--> 13.50 14.00 14. 50 15. OO 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\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.59 Concentration Rank 1

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

6.59 79.37 ng 1847580 1,4-Dichlorobenzene-d4 6.82
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF116955.D (-762) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 . . . . .
| frer lsus g o “m/z 68.00  42.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 SRS SRS S N
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.27%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.46%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A A e A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.04%
5000 67
97
‘ 29 ‘ 117
: III‘I‘IIw\I L \IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\IIIHI —— ——r— ——r—
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.78 ng 185707 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 1662 (11.863 min): BF116955.D (-1657) (-) m/z 73.00 100.00%
78
43 60
5000 129
97 115 213 SN BUAREN IUNREN
Lol 143157171185199 o7 256 1160 1180 1200 1220
LUl N

SRS, m/z 60.00 62.98%

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
! JM
—

m/z 43.05 58.40%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 78
11.60 11.80 12.00 12.20
5000 m/z 55.05 55.10%
29
..1.5,....,... SRamEn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid
60 73 11.60 11.80 12.00 12.20
m/z 57.05 53.80%
5000 43
29 129444
101115 ‘ 186
..1?,.\.‘..\,\.‘..»\.\.w T B 5 e A
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\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 5.84 ng 226673 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 30
Abundance Scan 1794 (12.639 min): BF116955.D (-1790) (-) m/z 73.00 100.00%
73
43
5000 129
T 115 185 241 12.40 12.60 12.80 13.00
143157171 | 199 284 : . . .
- 23 255 m/z 43.05 75.52%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LI LI L LN L L L L L LI
12. 40 12 60 12. 80 13 00
185 m/z 60.00 72 .69%
14“ 143 1,171 241 284

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73

.

29 12.40 12.60 12.80 13.00
5000 m/z 55.00 68.27%

242

, 129
|1 Lji 01115 | 1431571711851

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #84455: Tetradecanoic acid e Y e e e
73 12.40 12.60 12.80 13.00
m/z 57.05 65.09%
43
5000 5 129
185
1]_5 228
L e asn | g
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\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 11.20 ng 409118 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 l1-Hexacosanol 382 C26H540 000506-52-5 83
3 n-Tetracosanol-1 354 C24H500 000506-51-4 83
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 76
5 1-Heptacosanol 396 C27H560 002004-39-9 76
Abundance Scan 1995 (13.821 min): BF116955.D (-1990) (-) m/z 83.05 100.00%
8B
55

5000 111

-

139 13.60 13.80 14.00 14.20
167 216 248
- “L .luléyn”.,..”]...w....“...,”..,.”., m/z 97.05 84.02%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000
13.60 13.80 14.00 14.20
111 m/z 55.05 80.49%
| 39167196224 267292 321 462 490
...,....“...,”.. T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #203698: 1-Hexacosanol
43
T
13.60 13.80 14.00 14.20
5000 83 m/z 57.00 78.33%
18 111

1A139168196224252278308336364

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186969: n-Tetracosanol-1 R e e e A
43 13.60 13.80 14.00 14.20

m/z 69.10 75.71%

-

5000 83

-

18 111
J | | 140168196 238266 308336

m/z--> 0 50 100 150 200 250 300 350 400 450 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 5
R.T. EstConc Area Relative to ISTD R.T.
14.43 4.95 ng 180689 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2098 (14.427 min): BF116955.D (-2088) (-) m/z 57.05 100.00%

5000

14.20 14.40 14.60 14.80
m/z 71.10 94.76%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB
14.20 14.40 14.60 14.80
m/z 85.10 70.20%
29 113 141
| ] J 169 197 225 253 296
L e B E T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
T T T T T
14.20 14.40 14.60 14.80
5000 85 m/z 43.10 64.71%
29 113
|| I H 141 169 197 225 253 205 323 367
T B e e e L B o e B o S o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R A B R e s S
43 14.20 14.40 14.60 14.80
m/z 55.05 37.13%
71
5000
9 157
L LU 0T 185 183 225 253 295 337

T
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.73 2.58 ng 104434 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2149 (14.727 min): BF116955.D (-2146) (-) m/z 57.05 100.00%

57
85
5000
113 TT T T T T T AT I
l l| Il I141 193 281 14.40 14.60 14.80 15.00
|

e . & S m/z 71.10 88.33%

m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 R R e
14.40 14.60 14.80 15.00

m/z 85.05 68.70%

29 113
| I ] L 141 (169 197 225 253 2%
L MR R H e e
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 59.48%
29 | | | Jlﬁ 141 169 197 226
T e T e S o SN R e e o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e EEE R R RS
57 14.40 14.60 14.80 15.00
m/z 55.00 28.20%
5000 85
113
290 | || |7 4 169 107 225 267 295 365 393
e e e e R R E  RRARS REEEE
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.06 4.09 ng 165668 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2206 (15.062 min): BF116955.D (-2202) (-) m/z 57.05 100.00%
g7
85
5000

141 169 14.80 15.00 15.20 15.40
e Jlﬂ Lt 2 m/z 71.05 86.31%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
97
85
5000 LI L L L L L L
14.80 15.00 15.20 15.40
29 m/z 85.05 67.54%
| I J / J1$1I169 197 225 253 296
e L R T L e e ML I i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 57.65%
113
29 ‘ LUy 141 169 197 225 267 295 365 393
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L BB B o S
57 14.80 15.00 15.20 15.40
m/z 99.10 22.23%
5000 8
13 14
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
A 1 A i S A e e e e R L UL L B
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF083019.M Thu Sep 12 17:15:27 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.86 4.71 ng 190829 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2342 (15.862 min): BF116955.D (-2336) (-) m/z 57.00 100.00%

57

5000

15.60 15.80 16.00 16.20
m/z 71.05 82.03%

267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
5|7
85
5000 LN L L L L L B
15.60 15.80 16.00 16.20
4 s m/z 85.10 64.02%
26 . | L i [ 1, 141 169 197 225 253268 296
R S B B R RREANEREx Loos s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
T T R R
85 15.60 15.80 16.00 16.20
5000 A m/z 43.05 54 _55%
113
\ ‘M [ JJ L 141 169 197912 240
R aas B e e s B e A i A ARARRamasEses
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100330: 2-Bromo dodecane BB A B B B
57 15.60 15.80 16.00 16.20
m/z 55.00 25.47%
5000 85
‘ ‘ 169
LY 128 149 | 248
.”P.”P.”P”.P”.P”..”.P“..”q.”..”..”..”..”q.”.. L  RRRRs Bam s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116955.D

Aca On : 11 Sep 2019 19:21

Operator : HP/JU

Sample : K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10-Methylnonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.25 ng 91014 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 90
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 2423 (16.339 min): BF116955.D (-2418) (-) m/z 57.00 100.00%

5000

:

a1 207 16.00 16.20 16.40 16.60
,.”.,.ulLuhu“.“.”,E?E.”.“.”,“.w.”.“.”,”.w.” m/z 71.05 90.93%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7
5000 NSNS DARSUNAEEE]
16. OO 16. 20 16 40 16. 60
9 m/z 85.10 64.12%

, 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

g

Abundance #129494: 10-Methylnonadecane
5[7
16.00 16.20 16.40 16.60
5000 m/z 43.05 60.63%
99 154
' | 267
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R AR R R
5[7 16.00 16.20 16.40 16.60
m/z 54.95 31.17%
5000

1

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. OO 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091119\
Data File : BF116955.D

Acq On : 11 Sep 2019 19:21

Operator : HP/JU

Sample - K4786-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .59 6.59 79.4 ng 1847580 1 6.82 465558 20.0
n-Hexadecanoic acid 11.86 4.8 ng 185707 4 11.33 776375 20.0
Octadecanoic acid 12.64 5.8 ng 226673 4 11.33 776375 20.0
17-Pentatriacontene 13.82 11.2 ng 409118 5 13.97 730323 20.0
Heneicosane 14 .43 5.0 ng 180689 5 13.97 730323 20.0
Hexadecane 14.73 2.6 ng 104434 6 15.42 810536 20.0
2-methyloctacosane 15.06 4.1 ng 165668 6 15.42 810536 20.0
Heptadecane 15.86 4.7 ng 190829 6 15.42 810536 20.0
10-Methylnonadecane 16.34 2.3 ng 91014 6 15.42 810536 20.0
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