LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 5.463 569 574 577 rBVY 1988912 1906983 80.91% 7.591%
2 6.475 741 746 753 rBY 2352284 2227614 94.51% 8.867%
3 6.616 766 770 773 rBVY 2453284 2085611 88.49% 8.302%
4 6.845 806 809 813 rBV 827862 651424 27 .64% 2.593%
5 7.004 832 836 839 rBVY 2049216 1609169 68.27% 6.405%
6 7.404 899 904 907 rBVY 1517363 1282943 54.43% 5.107%
7 8.128 1023 1027 1030 rBvV 1114961 865205 36.71% 3.444%
8 9.204 1206 1210 1213 rBvV 2719159 2356988 100.00% 9.382%
9 9.592 1273 1276 1280 rBV 146861 118666 5.03% 0.472%
10 9.880 1321 1325 1328 rBvV 1298067 1018798 43.22% 4 _.055%

11 10.663 1454 1458 1470 rBV 1614910 1431423 60.73% 5.698%
12 11.363 1573 1577 1580 rBV 1176903 1028715 43.65% 4_.095%
13 11.886 1663 1666 1674 rBV 391646 354427 15.04% 1.411%
14 12.568 1779 1782 1784 rBV 32949 31703 1.35% 0.126%
15 12.668 1796 1799 1806 rBV 172284 175822 7.46% 0.700%

16 12.939 1841 1845 1849 rBV 2381242 2281793 96.81% 9.083%
17 13.415 1924 1926 1933 rVB5 31218 39789 1.69% 0.158%
18 13.515 1941 1943 1946 rVB 53955 43118 1.83% 0.172%
19 13.833 1994 1997 2008 rBvV2 315670 455184 19.31% 1.812%
20 13.992 2020 2024 2027 rBV 915594 805563 34.18% 3.207%

21 14.157 2049 2052 2056 rBV 209353 198003 8.40% 0.788%
22 14.462 2101 2104 2109 rVB 391849 334276 14.18% 1.331%
23 14.768 2152 2156 2160 rBV 521535 523141 22.20% 2.082%
24 14.845 2166 2169 2174 rVB 57734 57745 2.45% 0.230%
25 15.104 2209 2213 2223 rVB 561562 645535 27.39% 2.570%

26 15.445 2266 2271 2274 rBV 672604 841449 35.70% 3.349%
27 15.480 2274 2277 2282 rVB 542386 648184 27 .50% 2.580%
28 15.909 2345 2350 2355 rBV 381962 583708 24.76% 2.323%
29 16.409 2430 2435 2442 rBV2 209108 371537 15.76% 1.479%
30 16.998 2531 2535 2543 rVB3 74993 147581 6.26% 0.587%

Sum of corrected areas: 25122097
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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\BF090319\

BF116776.D

3 Sep 2019 16:58

HP/JU

K4554-23

14 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF116776.D

13.99
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 64 .03 ng 2085610 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
Abundance Scan 771 (6.622 min): BF116776.D (-766) (-) m/z 132.00 100.00%
5000
68
% W‘ 620 640 6.60 6.80 7.00
40 : . : : .
ol | {787 | eus W | m/z 134.00 35.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000 [Trrr[rrrr[rrrryprrrrrro—
6.20 6.40 6.60 6.80 7.00
m/z 68.00 33.95%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
VAN
69 T B B )
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 19.91%
31 5l 8
0 ‘ L1 H 1L . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T R Ea o )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 13.45%
5000 98 116
SIS PRI I T N S Y IR
m/z--> 40 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\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 3 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.89 ng 354427 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1667 (11.892 min): BF116776.D (-1663) (-) m/z 72.95 100.00%
73
43
5000 129
213 e ey e

157171185

143

199 | 297 256 1160 11.80 12.00 12.20

oSS m/z 60.00 73.53%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 73
5000 129

11.60 11.80 12.00 12.20

29 m/z 43.05 63.28%
oL25 1 Il
”.“.”,..
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
T T T R
11.60 11.80 12.00 12.20
5000 129 m/z 55.05 54 .88%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 11.60 11.80 12.00 12.20
23 m/z 57.05 54.35%
5000 129
29
143157 214
04
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\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 4 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.42 ng 175822 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 1799 (12.668 min): BF116776.D (-1796) (-) m/z 73.00 100.00%

73

5000 129

185 241

143471717 199 12.40 12.60 12.80 13.00
157 213227 | 255 284
01 m/z 43.05 75.06%
m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73
5000 129 I o m s e e

12.40 12,60 12.80 13.00
m/z 57.05 71.77%

143157171

43 g7
20 40
Ov_Jh_JJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107549: n-Hexadecanoic acid

12.40 12.60 12.80 13.00
5000 129 m/z 60.00 70.67%
83
1Ji 143157171185199213
. W

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

Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
m/z 55.10 62.47%
43 5
5000 129
i e i LJLJW
| [aortte | wossnin | ronyg | o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 5 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.30 ng 455184 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1996 (13.827 min): BF116776.D (-1994) (-) m/z 83.05 100.00%
55 83
e %,WJ\,L
RN BRI SO SN B
139 13.60 13.80 14.00 14.20
167 205 235 282
oLl 503 m/z 55.10 87.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 LI BN SULIL UL B
1 13.60 13.80 14.00 14.20
0
- | 169 0 m/z 97.10 86.27%
I B A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
" 13.60 13.80 14.00 14,20
5000 111 m/z 43.05 84 .54%
0 ‘. dr b \1?9J1§7,196 222 266 294 32
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol L e B
57 97 13.60 13.80 14.00 14.20
m/z 69.05 82.40%
5000
125
o 20 L b L /153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 6 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.16 4.92 ng 198003 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2053 (14.162 min): BF116776.D (-2049) (-) m/z 57.05 100.00%
57
85
5000 ”
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—r
]1}3 141 169 197018239 267 368 13.80 14.00 14.20 14.40
Ol m/z 71.05 90.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85
13.80 14.00 14.20 14.40
m/z 85.05 65.03%
0 . . Jli3l 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85 13.80 14.00 14.20 14.40
5000 m/z 43.05 57.48%
29 113
ol | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B e na e
57 13.80 14.00 14.20 14.40
m/z 55.05 23.01%
5000 85
13 141
o2 j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 2-methyloctacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.46 8.30ng 334276  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-methvloctacosane 408 C29H60 1000376-72-8 90

1000280-67-0 86
000629-93-6 86

2 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S
3 Octadecane. l-iodo- 380 C18H371

4 Octadecane 254 C18H38 000593-45-3 80
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 2104 (14.462 min): BF116776.D (-2101) (-) m/z 57.10 100.00%
57
85
5000
| } ] 1% 141 169 107010038 263 304 337 370 397 14.20 14.40 1460 14.80 _
bt b b a7, 700 197218238 263 304 337 870 397 | nzz 71.10  87.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 LN L L L B L L
14.20 14.40 14.60 14.80
13 m/z 85.10 65.26%
oL 2. I [ ] 177,141 169 197 225 267 295 365 393
T e T = SN e
miz--> 50 100 150 200 250 300 350 400
Abundance #175313: 2-Thiopheneacetic acid, 4-tetradecyl ester
57 o7
e e
14.20 14.40 14.60 14.80
5000 m/z 43.10 61.82%
29
| ‘ j 7 142 196 338
0..L.‘.H,J...‘.‘i..‘..‘,....‘,....,....,...‘.,....,.
miz--> 50 100 150 200 250 300 350 400
Abundance #202264: Octadecane, 1-iodo- I e e
57 14.20 14.40 14.60 14.80
m/z 55.00 23.14%
5000 85
i LNW
0 L‘ LALLM, 195 183 o1y 253
e T T o S B
miz--> 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\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 8 Heneicosane Concentration Rank 5

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

14.77 12.43 ng 523141 Perylene-d12 15.44
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 Nonadecane 268 C19H40 000629-92-5 80
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 74
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2156 (14.768 min): BF116776.D (-2152) (-) m/z 57.10 100.00%

57
85
5000
141 169 14.40 14.60 14.80 15.00
ol , l| L= 72297 225 253 280303 355 m/z 71.10 83.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00
m/z 85.10 64.63%

29 113
o I|J I ] L 141 (169 197 225 253 2%
il L e BN S o e o e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 55.36%
113
N BEE 141,169 197 225 267 295 365 393
L L e e e A I o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane e T
57 14.40 14.60 14.80 15.00
m/z 55.05 22.34%
5000 85
29
0 \‘ ) I ] J Jl:al\-3 141 169 197 225 268
L A e e L LA e e o o R AR
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\

BF116776.D

3 Sep 2019 16:58
HP/JuU

K4554-23

14 Sample Multiplier: 1

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

- C:\DATABASE\NIST11.L
ion 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 Hexadecane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.10 15.34 ng 645535 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1l-iodo- 352 C16H331 000544-77-4 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2212 (15.098 min): BF116776.D (-2209) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
o , y ll .'1.1. a2 197219238 268 295316 349 | sz 71.10  89.36%
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000
14.80 15.00 15.20 15.40
113 295 m/z 85.10 62.91%
29 141
N ,I,.J,JI Ja 1P | w2
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
14.80 15.00 15.20 15.40
5000 m/z 43.10 59.86%
85
o 2910 J 13 141 169 197 225 253 281 323 351_380
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- T T T
57 14.80 15.00 15.20 15.40
m/z 55.10 21.08%
5000 85
oL 38 J} L M 1P 182 511 5y 281 508 337
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.91 13.87 ng 583708 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
Abundance Scan 2350 (15.909 min): BF116776.D (-2345) (-) m/z 57.10 100.00%

7

85
5000

:

15.60 15.80 16.00 16.20
m/z 71.10 87.53%

141 169 197

o 239 267 295316 353

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
97
15.60 15.80 16.00 16.20
113 m/z 85.10 63.50%
o 2, ﬂ (141 169 197 225 267 295 365 393
i T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l’
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 55.23%
13 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
SRR 1 I B R A S A Lt e e R L LA N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane L o B
57 15.60 15.80 16.00 16.20
m/z 99.05 22.34%
85
5000
29 113
oL L. | [ | 141 169 197 225 253 296
e L e A e o e B B T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 11 Dodecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.41 8.83 ng 371537 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 2-methyltetracosane 352 C25H52 1000376-72-6 86
Abundance Scan 2435 (16.409 min): BF116776.D (-2430) (-) m/z 57.05 100.00%
57
85
5000
LN AU SUNA
141 169 16.00 16.20 16.40 16.60 16.80
S ” by 20,196 226245260 S 88 | Lo 71,10 85.29%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85
5000 AU AN
16,00 16,20 1640 16.60 16.80
29 141 m/z 85.05 64 .08%
| J 113 169
Ouuulu'lu'lu'ul'ull‘luluu||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #153228: 6,6-Diethylhoctadecane
57
85 NSNS SN B
16.00 16.20 16.40 16.60 16.80
5000 m/z 43.05 53.66%
141
281
0 n Il l J‘ 113 I} 169 197 2?9 Il
m/z--> s 100 : 150" 200 250 300 350
Abundance #141426: Heneicosane R R N e T
57 16.00 16.20 16.40 16.60 16.80
m/z 99.10 26.27%
85
- L/k’\,“
29 113
oLl L) J | 41$1 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116776.D

Aca On : 3 Sep 2019 16:58

Operator : HP/JU

Sample : K4554-23

Misc :

ALS Vial : 14 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 12 Hexadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.00 3.51 ng 147581 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
2 Heptadecane 240 C17H36 000629-78-7 74
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Tricosane 324 C23H48 000638-67-5 72
Abundance Scan 2535 (16.998 min): BF116776.D (-2531) (-) m/z 71.05 100.00%
!
5000
99 I
| 127 155 197 994 255277301 355 16.60 16.80 17.00 17.20 17.40
oty m/z 57.10 93.28%
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #94352: Hexadecane, 2-methyl-

i§

5000

16.60 16,80 17.00 17.20 17.40
m/z 85.10 64.32%

0!

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
A B o
85 16.60 16.80 17.00 17.20 17.40
5000 m/z 43.05 53.70%
29
o e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane A B o
57 16.60 16.80 17.00 17.20 17.40
m/z 99.10 23.13%
5000
85
29 113 141 169
o 9| | I, 197 225 253 280 309 351 379 407 436
A A e R B R ARama
m/z--> 0 50 100 150 200 250 300 350 400 16. 60 16. 80 17. OO 17. 20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090319\
Data File : BF116776.D

Acq On : 3 Sep 2019 16:58

Operator : HP/JU

Sample . K4554-23

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.62 6.62 64.0 ng 2085610 1 6.85 651424 20.0
Pentadecanoic acid 11.89 6.9 ng 354427 4 11.36 1028720 20.0
Octadecanoic acid 12.67 3.4 ng 175822 4 11.36 1028720 20.0
Heptafluorobutyri... 13.83 11.3 ng 455184 5 13.99 805563 20.0
Heptadecane, 2,6,... 14.16 4.9 ng 198003 5 13.99 805563 20.0
2-methyloctacosane 14.46 8.3 ng 334276 5 13.99 805563 20.0
Heneicosane 14.77 12.4 ng 523141 6 15.44 841449 20.0
Hexadecane, 1l-iodo- 15.10 15.3 ng 645535 6 15.44 841449 20.0
Triacontane 15.91 13.9 ng 583708 6 15.44 841449 20.0
Dodecane, 2-methyl- 16.41 8.8 ng 371537 6 15.44 841449 20.0
Hexadecane, 2-met... 17.00 3.5 ng 147581 6 15.44 841449 20.0
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