LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 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-BF012519.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 2.140 4 9 21 rVB 153661 232675 5.31% 0.665%
2 5.069 503 507 521 rVB 123985 196086 4._.48% 0.560%
3 5.475 572 576 596 rBY 3602554 3691060 84.27% 10.543%
4 6.487 743 748 765 rBVY 3439209 4021462 91.81% 11.487%
5 6.610 765 769 773 rBVY 4098326 4072794 92.98% 11.633%
6 6.834 803 807 816 rBV 851819 762108 17 .40% 2.177%
7 6.993 829 834 837 rBVY 3385247 3196033 72.97% 9.129%
8 7.398 898 903 906 rBY 2529907 2415716 55.15% 6.900%
9 8.116 1021 1025 1038 rBvY 1007092 975689 22.28% 2.787%
10 9.192 1202 1208 1211 rBV 4348997 4380091 100.00% 12.511%

11 9.581 1270 1274 1279 rBV 262881 242994 5.55% 0.694%
12 9.869 1319 1323 1332 rVB 1198767 1055105 24.09% 3.014%
13 10.663 1454 1458 1474 rBV 2785621 2589024 59.11% 7.395%
14 11.357 1572 1576 1591 rVB 1007333 940784 21.48% 2.687%
15 11.880 1661 1665 1673 rBV2 248908 282577 6.45% 0.807%

16 12.575 1779 1783 1793 rBV5 23216 64692 1.48% 0.185%
17 12.663 1795 1798 1805 rBV 77374 98906 2.26% 0.283%
18 12.939 1841 1845 1848 rBV 3407743 2933009 66.96% 8.378%
19 13.316 1906 1909 1913 rBV 44711 58332 1.33% 0.167%
20 13.498 1937 1940 1943 rVB2 42488 47592 1.09% 0.136%

21 13.827 1992 1996 2004 rBV 308996 359269 8.20% 1.026%
22 14.004 2022 2026 2033 rBV 759755 808189 18.45% 2.308%
23 14.145 2047 2050 2054 rBV 89555 81442 1.86% 0.233%
24 14.457 2099 2103 2113 rBV3 194832 309969 7.08% 0.885%
25 14.751 2150 2153 2162 rVV 107540 116766 2.67% 0.334%

26 14.827 2163 2166 2171 rVB 60441 66623 1.52% 0.190%
27 15.086 2207 2210 2212 rBV 111294 106488 2.43% 0.304%

28 15.474 2270 2276 2288 rVB 503594 782296 17 .86% 2.235%
29 15.886 2342 2346 2352 rVB 83248 121699 2.78% 0.348%

Sum of corrected areas: 35009470
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112448.D
6.61

4000000
5.47
6.49 6.99

3000000
7.40

2000000

1000000 6.83

%f4 ! L, LH_ L k,

e T L I

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: BF112448.D

4000000
12.94

3000000 10.66

2000000

8.12 11.36

E | S

T
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: BF112448.D

1000000

4000000
3000000
2000000
1000000 14.00

15.47
13.83 14.46 }\
46 1 15.09
13.50 7 14.15 4483 15.89
N N

T 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.14 6.11 ng 232675 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.140 min): BF112448.D (-4) (-) m/z 73.05 100.00%
7B
5000 43
55 87 Z$
35 | 2.20 2.30 2.40 2.50 2.60
0"I""I'"'I""'Ill:'l"l"""'I'"'Il"l"l""I'"'I""I""I""I""I""I"' m/z 43.05 37.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 USRS N UL LA
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 28.79%
29
A A A SR A S AN AR N LARAN LARA) SRS LARANAARAN AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 U AR AR UL LA
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 25.99%
o M \H Lesl, | o7 w2 10
miz-> 10 20 3 40 80 60 70 80 90 160 10 150 130 140 150

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether R E e e R A
3 2.20 2.30 2.40 2.50 2.60

m/z 41.05 12 .66%

5000

T .

45 59
29
15 Al \ 87 103 130 147

o S Y TS NN - 11 SN S e VY.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.07 5.15 ng 196086 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Acetone 58 C3H60 000067-64-1 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF112448.D (-503) (-) m/z 43.00 100.00%
a3
59
5000
101
480 500 520 5.40
83
o...,....,....,....','!:..,??-!.',....,....,.~...,...:,|....,. m/z 59.10 56.74%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LI UL UL L
59 480 5.00 520 540
m/z 101.10 21.45%
0 25 3! 37 , 83 o3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 15.99%
101
o 15 253137 | 51 % 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 4.80 500 520 5.40
m/z 41.10 9.15%
41
5000
86
0 ‘ 51‘\\\ I ?\9 ‘ 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 106.88 ng 4072790 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 769 (6.610 min): BF112448.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 . . . . :
o Jrev lasus o "m/z 68.10  41.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SARBEARESE M---u----u--
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.90%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .08%
33 aa o 105
Ll o®w | lus |
miz--> & e m 160 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! BERESEEE ,k- R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.39%
5000 og M°
o -‘-“‘. 89 | dor M 18189
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\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.88 6.01 ng 282577 Phenanthrene-d10 11.36
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 1665 (11.880 min): BF112448.D (-1661) (-) m/z 73.00 100.00%
43 60 73
5000 129
' 11.60 11.80 12.00 12.20
(o} m/z 43.10 87 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73 kwv¢AﬁJWNvm-
5000 129 L R BULLLN BRI UL
11.60 11.80 12.00 12.20
m/z 60.00 79.53%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 ' 11.60 11.80 12.00 12.20
5000 - 129 m/z 41.10 78 .76%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R L
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 70.91%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'L'UL' A A SUNILS SR SR
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\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.10 ng 98906 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1798 (12.663 min): BF112448.D (-1795) (-) m/z 73.00 100.00%
43 78
5000 129
143157171 1240 12.60 12.80 13.00
(o} m/z 43.05 92.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 R REEmEmEm s
12. 40 12 60 12. 80 13. oo
m/z 55.00 81.73%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
43 57 1240 12.60 12:80 13.00
5000 m/z 59.95 79.37%
129
29 185 228
115
1 1437171
Ollllldlﬁbl,h‘ﬂh ﬁ %m ! ‘m..k.%?rn.. J.i???}?.s.. B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78 12.40 12.60 12.80 13.00
57 m/z 41.10 62 .65%
5000 129
29
199
‘ | 143157171185 242
WECHIN N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

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

13.83 8.89 ng 359269 Chrysene-di12 14 .00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94

2 Behenic alcohol 326 C22H460 000661-19-8 93

3 1-Heneicosanol 312 C21H440 015594-90-8 93

4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93

5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
Abundance Scan 1996 (13.827 min): BF112448.D (-1992) (-) m/z 57.10 100.00%

g7

83

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 84.93%

139154 181197

0 225241257 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate
57

:

83

13!60 13.I80 14.IOO 14!20
m/z 83.10  76.34%

5000

126 154169 238

o 195210 265 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56
T T

13.60 13.80 14.00 14.20
m/z 55.10 75.08%

5000
29 139
ol 167182 210 238 264280 308
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol AR REE TS L
55 83 13.60 13.80 14.00 14.20
m/z 97.10 68.38%
B \é/w}\uAf
0 139 167182 210 238 266 294

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.02 ng 81442 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tritetracontane 605 C43H88 007098-21-7 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2051 (14.151 min): BF112448.D (-2047) (-) m/z 57.10 100.00%
57
5000
249 A UL BN B
j | 148 195 05 356 13.80 14.00 14.20 14.40
i L L B T m/z 71.10 69.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71393: Pentadecane
57
5000 R AR SURBL DU B B

13.80 14.00 14.20 14.40
m/z 43.10 65.14%

99
26 J“ 141 212

O Hy A A e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
517
R e REERE
13.80 14.00 14.20 14.40
5000 m/z 85.10 49 .42%
97
0 1] 141 183 225 267 323 379 421 463 505 547 604
R o o o e  REAR RN e e SR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 H\NJ
Abundance #241528: Tetratetracontane N R e
57 13.80 14.00 14.20 14.40
m/z 69.10 36.12%
5000

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

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.46 7.67 ng 309969 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 92
2 1-Heneicosanol 312 C21H440 015594-90-8 92
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 89
Abundance Scan 2104 (14.463 min): BF112448.D (-2099) (-) m/z 83.10 100.00%
55 83
5000 1l
E39 397 114.20 14.40 14.60 14.80
181211 279 357 . . . .
Ofrrr i A bbb b e 242 005, | m/z 55.10  92.06%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55
5000 LI S BRI SULN SR
111 14.20 14.40 14.60 14.80
29 m/z 97.10 91.76%
. J 39 182210
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
114.20 14.40 14.60 14.80
5000 111 m/z 57.10 90.26%
29
ol 139167106 233266294
mz-> 0 50 100 1%0 200 250 300 350 400 450 500
Abundance #238675: Heptacosy| pentafluoropropionate e  RRRaE Bam s
57 14.20 14.40 14.60 14.80
m/z 43.10 82.89%
97
5000
125
o 29 | 153181200236264292320 350378 423 524
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.99 ng 116766 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2153 (14.751 min): BF112448.D (-2150) (-) m/z 57.10 100.00%
57
5000
4
141 173 196213 14.40 14.60 14.80 15.00
onw””$”,. 234251 281 308327 77 71.10 75 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57
5000 85 L AR BURBLILE SIS UL B
mmmmmmmm
29 m/z 43.10 73.53%
113 141 169 197 225 268
Oty “”PHA”L.L.HA.”.””.”.””.”.d”.”.nuwn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 1500
5000 m/z 85.10 53.51%
29 113
ol T L g7 4 169 197 225 253 296
m/z--> %b&%@mmmmmmmmmmﬁ
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- AL B e B
57 14.40 14.60 14.80 15.00
m/z 41.05 27 .06%
5000 g5
29
ol I | J | 141 167183 211 253 282
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 32'0 14'40 14. 60 14. 80 15. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 10

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

15.09 2.72 ng 106488 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2211 (15.092 min): BF112448.D (-2207) (-) m/z 57.10 100.00%

57
85
5000
113 141 14.80 15.00 15,20 15.40
183 207226 253 277 355
0...||‘.'l..‘l.'l T PO PP YW el - S m/z 71.10 76.45%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LRI UL B UL U

14.80 15.00 15.20 15.40
m/z 43.10 69.02%

113
AR DDt R —
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
s o LA e
14.80 15.00 15.20 15.40
5000 g5 m/z 85.10 52 .94%
29
oL ] | 8 141 169 197 225 253 281 309 337 365 394
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105903: Hexadecane, 7,9-dimethyl- R R L e R
57 14.80 15.00 15.20 15.40
m/z 55.10 32.78%
5000 85
126 155
I P T S I
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\BF020719\
Data File : BF112448.D

Aca On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample : K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.89 3.11 ng 121699 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Eicosane 282 C20H42 000112-95-8 83
4 2-methvltetracosane 352 C25H52 1000376-72-6 83
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83
Abundance Scan 2347 (15.892 min): BF112448.D (-2342) (-) m/z 57.10 100.00%
57
5000
3 32 155 187 213 250269 315 15.60_15.80 16.00 16.20
ob—i d, sH m/z 71.10 63.84%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LRI UL BRI UL B
15. 60 15. 80 16. oo 16 20
m/z 43.10 60.82%
29| 13 g4
oL T A A7yt 169 197 225 253 295 323 ser
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.05 52.90%
29
0 u‘ . ‘} \J\ ” 1:|I\-3 J 1‘}1 I 169 197 225 253 33\8
m/z--> 55 100 150 200 250 300 3éo
Abundance #129491: Eicosane A B
57 15.60 15.80 16.00 16.20
m/z 55.10 25.44Y%
5000 85
29
0 L‘ I i | 443,141 169 197 225 p53 282
m/z--> % ﬁo 150 200 250 300 3% mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF020719\
Data File : BF112448.D

Acq On : 7 Feb 2019 19:49

Operator : JU/SJ

Sample - K1390-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Butane, 2-methoxy... 2.14 6.1 ng 232675 1 6.83 762108 20.0
2-Pentanone, 4-hy... 5.07 5.2 ng 196086 1 6.83 762108 20.0
unknown6.61 6.61 106.9 ng 4072790 1 6.83 762108 20.0
n-Hexadecanoic acid 11.88 6.0 ng 282577 4 11.36 940784 20.0
Octadecanoic acid 12.66 2.1 ng 98906 4 11.36 940784 20.0
Heptadecyl heptaf... 13.83 8.9 ng 359269 5 14.00 808189 20.0
Pentadecane 14.15 2.0 ng 81442 5 14.00 808189 20.0
Cyclopentadecane 14.46 7.7 ng 309969 5 14.00 808189 20.0
Nonadecane 14.75 3.0 ng 116766 6 15.47 782296 20.0
Octadecane 15.09 2.7 ng 106488 6 15.47 782296 20.0
Hexacosane 15.89 3.1 ng 121699 6 15.47 782296 20.0
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