LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

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-BF120619 .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 5.075 503 508 523 rVB 287347 355229 14.28% 1.481%
2 5.481 573 577 591 rBVY 1948389 1787051 71.84% 7.451%
3 6.498 745 750 769 rBVY 2019280 1903826 76.54% 7.938%
4 6.634 769 773 777 rBVY 2193344 2052775 82.53% 8.559%
5 6.869 809 813 816 rBV 697412 592420 23.82% 2.470%
6 7.022 835 839 843 rBVY 1925929 1640976 65.97% 6.842%
7 7.428 904 908 911 rBVY 1315174 1162572 46.74% 4.847%
8 8.151 1028 1031 1046 rBV 842875 769875 30.95% 3.210%
9 9.233 1211 1215 1218 rBvV 2673889 2404707 96.68% 10.027%
10 9.628 1278 1282 1292 rVB 147097 133658 5.37% 0.557%

11 9.916 1327 1331 1342 rBV 1004296 922895 37.10% 3.848%
12 10.704 1461 1465 1477 rBV 1850619 1681496 67.60% 7.011%
13 11.404 1581 1584 1587 rBV 1030486 947272 38.08% 3.950%
14 11.427 1587 1588 1592 rVB 138517 92253 3.71% 0.385%
15 11.927 1667 1673 1681 rBvV2 383503 429690 17.27% 1.792%

16 12.621 1788 1791 1800 rBV 201913 196349 7.89% 0.819%
17 12.716 1804 1807 1816 rBV2 157369 170820 6.87% 0.712%
18 12.851 1825 1830 1836 rVB 164237 181793 7.31% 0.758%
19 12.998 1850 1855 1858 rBV 2911314 2487411 100.00% 10.371%
20 13.698 1967 1974 1977 rBV3 21250 35605 1.43% 0.148%

21 13.892 2003 2007 2018 rVB2 261435 339106 13.63% 1.414%
22 14.057 2025 2035 2038 rBV 815052 890269 35.79% 3.712%
23 14.080 2038 2039 2050 rVB3 107461 161030 6.47% 0.671%
24 14.216 2058 2062 2068 rVB2 76649 86654 3.48% 0.361%
25 14.521 2110 2114 2120 rVB 133734 158682 6.38% 0.662%

26 14.827 2162 2166 2171 rBV 185058 200466 8.06% 0.836%

27 15.110 2210 2214 2217 rBV 54594 87335 3.51% 0.364%
28 15.174 2220 2225 2229 rBV 236051 284808 11.45% 1.188%
29 15.415 2263 2266 2271 rBV 39650 56543 2.27% 0.236%

30 15.480 2273 2277 2283 rVV 74305 113976 4._.58% 0.475%

31 15.545 2283 2288 2302 rVV3 524725 1003230 40.33% 4.183%
32 16.009 2361 2367 2373 rBV 179967 286185 11.51% 1.193%
33 16.068 2374 2377 2385 rVB7 22640 41227 1.66% 0.172%
34 16.527 2450 2455 2464 rVB 91139 166714 6.70% 0.695%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

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-BF120619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.051 2539 2544 2549 rBV3 24072 47927 1.93% 0.200%
36 17.133 2553 2558 2567 rVB3 38115 78210 3.14% 0.326%
37 17.504 2617 2621 2627 rVB2 18287 32265 1.30% 0.135%

Sum of corrected areas: 23983300
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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: BF118148.D

2500000
6.63

6.50
2000000 5.48 7.02

1500000
7.43

1000000
6.87

500000

O e e e et ,
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: BF118148.D

2500000
2000000 10.70

1500000

9.92 11.40

1000000 8.15

500000 11.93

A I G 20 U U Y U i

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: BF118148.D

2500000

2000000

1500000

1000000 14.06

500000

15.17
14.83

.07 N 1740513 17.50

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50

8270-BF120619.M Tue Dec 10 15:58:38 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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.

5.07 11.99 ng 355229 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF118148.D (-503) (-) m/z 43.00 100.00%
a3
59
5000
101 Y G
480 500 520 5.40
83
S N O - T N m/z 59.00 62.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 R AR LS IR
4.80 500 520 5.40
59 m/z 101.00 25.04%
7 101
35 51,|| 67 83 01 °
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.00 15.71%
28 59
‘ ‘ 70 84
"WEEP'NL”whhﬁ%Mi“”LM'HLW”'W“”I“”P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester i R ma
59 4.80 500 520 5.40
m/z 41.10 9.72%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I RN LS UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 69.30 ng 2052780 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 772 (6.628 min): BF118148.D (-769) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 . . . .
[ | Weus N+ m/z 68.10 41.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A I R IR N
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 30.92%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.90%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS s e s e s B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.34%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN A SO | BN
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\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 9.07 ng 429690 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 1673 (11.927 min): BF118148.D (-1667) (-) m/z 73.00 100.00%
73
43
60

5000

—

129
97 213 T T T T
Lﬂu US| 143157170185 10077 507 256 11,60 11.80 12.00 12.20
m/z 43.05 82.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

11.60 11.80 12.00 12.20
m/z 60.00  77.22%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

SN

w
o
S
~
®

11.60 11.80 12.00 12.20
5000 129 m/z 41.05 68.74%

143 157 214

e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 73 11.60 11.80 12.00 12.20
m/z 55.05 68.53%

%

43

5000 129

. 185 228
115
ﬁ‘ 1011 143157171 ‘ 199213

m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.61 ng 170820 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1808 (12.721 min): BF118148.D (-1804) (-) m/z 73.00 100.00%
5000 ?
284
12.40 12.60 12.80 13.00
e m/z 43.05 90.25%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
48
5000 129 LA SR U
o7 12.40 12.60 12.80 13.00 '
185 241 284 m/z 57.00 85.10%
. 4157, | 207
m/z--> 55 100 1éo 260 250 360 3éo
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 12.40 12,60 12.80 13.00
5000 o84 m/z 59.95 84.97%
129
97
185
213 241
—— IILUMIJmI.'IL .M.‘t |\15\|7|\|{|\| .t.‘. Il|.2|6|5| : 3:||'1| — |3|72|
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 | 73 12.40 12.60 12.80 13.00
m/z 55.00 82.48%
5000 129 /vﬂﬂﬂwuv“ﬂﬂMﬁ\JLMkmkﬂhvwﬁ
97 199 242
157
.]-Suuullw.m.'hllmuu .‘,‘..@@.‘i.‘z?:?.“ T AL
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.62 ng 339106 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
Abundance Scan 2007 (13.892 min): BF118148.D (-2003) (-) m/z 57.05 100.00%
57
e i M"U
AN SR SR B
139 13.60 13.80 14.00 14.20
167 234
....r.L.. hod gl 201 <07 281804 | "m/z 83.10 95.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7

83

-

5000
13.60 13.80 14.00 14.20

m/z 43.05 92 .40%

29

139 182 210 255 356

m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 e it
13.60 13.80 14.00 14.20
5000 11 m/z 55.05 87.20%
29 ‘ 169
210
T G T -
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e AN BT e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 83.28%
5000 111
29 ’ 140
EERE YT i o N S

T
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\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.56 ng 158682 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2114 (14.521 min): BF118148.D (-2110) (-) m/z 57.05 100.00%
57
85
5000
UL U RN SR
141 169 197 242 14.20 14.40 14.60 14.80
...‘,.--d" sz T wsz 71.05 74.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 U AR BN DU DR
mmmmmmmm
m/z 43.10 70.76%
Py M8 141 169 197 05 254
m/z--> 55 160 1éo 260 2%0 300 3éo 400
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 57.77%
%gw |l ulﬁ3‘141 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2%0 300 3éo 400
Abundance #175559: Tetracosane e A RAAREREEEE
57 14.20 14.40 14.60 14.80
m/z 41.05 30.27%
85 M
5000
29
NN ﬂ1}3J141 169 197 225 253 338
m/z--> 55 160 1éo 260 250 300 3éo 400 1420 1440 1460 1480 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .83 4.00 ng 200466 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2166 (14.827 min): BF118148.D (-2162) (-) m/z 57.10 100.00%
57
85
5000

141 169 197 205 302 14.60 14.80 15.00 15.20
....,.-..JI“ Wit el L] - m/z 71.05 69.79%

m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
29 m/z 43.05 61.81%
| I J / J1$1I169 197 225 253 296
e ptet— it e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R R R o e ARRER
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 54 _40%
113
29 ‘ LUy 141 169 197 225 267 295 365 393
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e L B B B B
57 14.60 14.80 15.00 15.20
m/z 55.00 26.54%
5000 85
13 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
....,.... L B e e LA A N i i o s s S R N R A REEEmmas
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\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.17 5.68 ng 284808 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 83
2 Octacosane 394 C28H58 000630-02-4 81
3 Tetratetracontane 619 C44H90 007098-22-8 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Heptacosane 380 C27H56 000593-49-7 81
Abundance Scan 2224 (15.168 min): BF118148.D (-2220) (-) m/z 57.05 100.00%
5
5000
302 ) ) )
41 14.80 15.00 15.20 15.40
Ol ,||,il .‘.19.3..2.:??2..7.2.,1....,....,....,....,....,....,... m/z 71.05 72.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117648: Octadecane, 2-methyl-
43
5000
85 14.80 15.00 15.20 15.40

m/z 43.10 62 .66%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
517

14.80 15.00 15.20 15.40
5000 m/z 85.05 53.65%

99
26 ] |, 4 183 225 281 337 394

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

517 14.80 15.00 15.20 15.40
m/z 41.05 23.83%

5000

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 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.48 2.27 ng 113976 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
3 Benzolklfluoranthene 252 C20H12 000207-08-9 83
4 (1-CvclopentenvD)ferrocene 252 C15H16Fe 012260-67-2 72
5 Benzo[e]pyrene 252 C20H12 000192-97-2 64

Abundance Scan 2277 (15.480 min): BF118148.D (-2273) (-) m/z 252.10 100.00%

252

5000

15.20 15.40 15.60 15.80
m/z 302.10 29.96%

150 175 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104222: Benzo[a]pyrene

5000
15.20 15.40 15.60 15.80

m/z 250.00 22 .08%

83 101

41 57

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104228: Benz[e]acephenanthrylene
252
15.20 15.40 15.60 15.80
5000 m/z 253.05 20.58%
126
39 63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[k]fluoranthene
252 15.20 15.40 15.60 15.80
m/z 126.00 14 _.50%
5000
126
g7 111 | 200 224
N O L o B e L s S AR A s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.01 5.71 ng 286185 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2367 (16.009 min): BF118148.D (-2361) (-) m/z 57.10 100.00%

57
5000

99 LI B R B B B
I| 141 183 295 266 315 15.60 15.80 16.00 16.20 16.40

AL 108 225 208 8 e M/Z 71.05 75.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7

15.60 15.80 16.00 16.20 16.40
m/z 43.05 62.58%

99
| lﬂl 141 183 225 267 309 367
rHe e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

1560 15.80 16.00 16.20 16.40
5000 m/z 85.10 56.94%

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

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

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

Abundance #219831: Triacontane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 24 .90%
5000
99
26 (1| | 1* 183 225 27 309 361 422
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118148.D

Aca On : 9 Dec 2019 17:02

Operator :© JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 12 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.32 ng 166714 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2455 (16.527 min): BF118148.D (-2450) (-) m/z 57.05 100.00%
57
- T ML
Ly 16.20 16.40 16.60 16.80
183 267 . . . .
...l, WL, e 2 267 a3 e 50 3
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 AR AR DR AR
16.20 16,40 16.60 16.80
29 113 m/z 43.10 60.44%
| d J141 169 197 225 253 281 309 337 365 394
m/z--> §0 100 150 260 250 300 350 '
Abundance #194493: Hexacosane
57
1620 16.40 16.60 16.80
5000 85 m/z 85.05 52.00%
ZPJ L I “1}341§1 169 197 225 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane T
57 16.20 16.40 16.60 16.80
m/z 55.00 23.34%
- ] th“wﬁfkww\wmv/\14MNMvvww~meh
113
2?& ‘ J‘ H (141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 16.20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120919\
Data File : BF118148.D

Acq On : 9 Dec 2019 17:02

Operator : JU

Sample : K6162-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 5.07 12.0 ng 355229 1 6.87 592420 20.0
unknown6.63 6.63 69.3 ng 2052780 1 6.87 592420 20.0
n-Hexadecanoic acid 11.93 9.1 ng 429690 4 11.40 947272 20.0
Octadecanoic acid 12.72 3.6 ng 170820 4 11.40 947272 20.0
Pentafluoropropio... 13.89 7.6 ng 339106 5 14.06 890269 20.0
Octadecane 14 .52 3.6 ng 158682 5 14.06 890269 20.0
Heneicosane 14.83 4.0 ng 200466 6 15.54 1003230 20.0
Octadecane, 2-met... 15.17 5.7 ng 284808 6 15.54 1003230 20.0
Benzo[e]pyrene 15.48 2.3 ng 113976 6 15.54 1003230 20.0
Hexacosane 16.01 5.7 ng 286185 6 15.54 1003230 20.0
2-methyloctacosane 16.53 3.3 ng 166714 6 15.54 1003230 20.0
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