LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?2?6 (5785701 72-12002-VNJ-221

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-BF110619.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 2.228 19 24 41 rVB 1387783 2108427 32.88% 3.287%
2 5.145 512 520 531 rBVY 1021521 1218405 19.00% 1.899%
3 5.545 582 588 591 rBY 5193635 5218483 81.37% 8.135%
4 6.545 753 758 763 rBY 5188976 5657375 88.22% 8.819%
5 6.698 779 784 787 rBVY 5583682 5590403 87.17% 8.715%
6 6.928 819 823 826 rBVY 2172392 1715151 26.74% 2.674%
7 7.086 846 850 853 rBY 5355504 4461086 69.56% 6.954%
8 7.486 913 918 921 rBVY 3817922 3483600 54.32% 5.430%
9 8.216 1038 1042 1045 rBV 2458683 2234884 34.85% 3.484%
10 9.292 1220 1225 1228 rBvV 7220370 6413092 100.00% 9.997%

11 9.686 1288 1292 1295 rBV 634313 560093 8.73% 0.873%
12 9.974 1337 1341 1345 rBV 3004880 2594347 40.45% 4.044%
13 10.763 1470 1475 1479 rBV 4119443 4248433 66.25% 6.623%
14 11.468 1591 1595 1598 rBV 3066115 2652173 41.36% 4._.134%
15 11.992 1678 1684 1697 rBV 866641 1066530 16.63% 1.663%

16 12.686 1798 1802 1813 rBV 259581 282937 4.41% 0.441%
17 12.774 1813 1817 1826 rBV 326262 432786 6.75% 0.675%
18 12.915 1836 1841 1846 rVB 212333 205123 3.20% 0.320%
19 13.062 1861 1866 1869 rBV 6475259 6115369 95.36% 9.533%
20 13.968 2015 2020 2036 rBV3 350846 785781 12.25% 1.225%

21 14.115 2040 2045 2048 rVV 2273781 2188634 34.13% 3.412%
22 14.139 2048 2049 2056 rVB 100868 93336 1.46% 0.145%
23 14.280 2069 2073 2076 rBV 138900 140174 2.19% 0.219%
24 14.586 2121 2125 2128 rBV 239379 239197 3.73% 0.373%
25 14.909 2176 2180 2184 rVB 302163 309566 4.83% 0.483%

26 14.992 2190 2194 2200 rBV 191795 211668 3.30% 0.330%
27 15.180 2222 2226 2235 rVB 87702 188921 2.95% 0.294%
28 15.262 2236 2240 2249 rBV 303120 405214 6.32% 0.632%
29 15.498 2277 2280 2284 rVB 61184 77789 1.21% 0.121%
30 15.556 2288 2290 2296 rVB 75629 87985 1.37% 0.137%

31 15.627 2297 2302 2306 rBV 1629350 2136515 33.31% 3.330%
32 15.668 2306 2309 2315 rVB 302954 399988 6.24% 0.624%
33 16.133 2383 2388 2394 rBV 215710 342132 5.33% 0.533%
34 16.668 2474 2479 2491 rVB 131994 284813 4.44% 0.444%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 64150410
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117757.D
7000000

6000000 6.70

5.55 6.55 7.09

5000000
4000000 7.49

3000000

6.93

2000000
2.23
5.15

1000000 k

e L e L

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: BF117757.D
7000000 9|29

6000000

5000000

10.76
4000000

11.47
3000000 9.97
8.22

2000000

1000000 9.69 11.99
] . . il

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: BF117757.D

7000000

6000000

5000000

4000000

3000000

14.12

2000000 15.63

1000000
13.97) g8 14.59 1491991526 |5 dR 67 16.13 16.67

e e e T e T T TS

R 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\BF111219\
Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator :© JU

Sample : K5785-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3

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

2.23 24 .59 ng 2108430 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 24 (2.228 min): BF117757.D (-19) (-) m/z 73.05 100.00%
7B
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
..,....,...3.3,|..'..5,0..|..‘~3f’..??,'..-..,....,....,...., m/z 43.00 38.20%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 26.07%
P liol e
mz-> 20 30 40 50 60 70 8 9 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
2.20 2.30 2.40 2.50 2.60
5000 43 m/z 55.00 25.11%
58
"P"M““'"I'”'I""I"'W""I"J'I”"I""I
m/z--> 20 30 40 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.83%
5000 -NA\VJ\L
45
X 9] 505 67 . 101
m/z--> 20 30 i 50 ' % ' 9 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 4

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

5.15 14.21 ng 1218410 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 521 (5.151 min): BF117757.D (-512) (-) m/z 43.00 100.00%
43
59
5000
T W50 sho 520 s
83 : : : :
...,....,....,....',':...?.1.:I,...‘??....,.l...,...:,|....,....,....,....,...., m/z 59.00 54.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LN UL IR B
59 480 500 520 540
m/z 101.00 21.48%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 16.84%
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B o B
59 480 5.00 5.20 5.40
m/z 41.00 8.73%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.70 65.19 ng 5590400 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9
Abundance Scan 784 (6.698 min): BF117757.D (-779) (-) m/z 132.00 100.00%
5000 o8
40 % J 640 6.60 6.80 7.00
54 : . : :
| 77 87 |asus Wl “m/z 68.00 36.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS LRSS RRARS AR

6.40 6.60 6.80 7.00

0
- 51 78 m/z 134.00 34.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e A RAR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.88%
41 53 97 117
Y
S .
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.52%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 5
R.T. EstConc Area Relative to ISTD R.T.

11.99 8.04 ng 1066530 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 1684 (11.992 min): BF117757.D (-1678) (-) m/z 73.00 100.00%

43 7B

5000

11.60 11.80 12.00 12.20 12.40
m/z 43.00 85.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000

11.60 11.80 12.00 12.20 12.40
256 m/z 59.95  80.42%

157 1g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #84453: Tetradecanoic acid
s
43 I e e s
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 41.00 65.98%
185 228
2 |
A AL leﬁ? <
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 3 11.60 11.80 12.00 12.20 12.40
m/z 57.00 65.20%
5000 129
FIIT]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.77 3.26 ng 432786 Phenanthrene-d10 11.47
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86
Abundance Scan 1816 (12.768 min): BF117757.D (-1813) (-) m/z 43.05 100.00%
43 7B
57
5000

12.40 12.60 12.80 13.00
m/z 73.00 99.33%

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
12.40 12.60 12.80 13.00
0
s - - m/z 60.00 75.44%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
51
12.40 12.60 12.80 13.00
5000 29 256 m/z 57.05 74 .34%
157171 213
el a3 || s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R BE S e e
43 |78 12.40 12.60 12.80 13.00
5 m/z 55.00 71.38%
5000 129
29
199
‘ ‘ 143157171185 242
L T

T T T I
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\BF111219\
Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator :© JU

Sample : K5785-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Cetene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 7.18 ng 785781 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 1-Docosene 308 C22H44 001599-67-3 95
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2020 (13.968 min): BF117757.D (-2015) (-) m/z 57.00 100.00%
41
5000
VN AU BRI U
139 168 230 302 13.60 13.80 14.00 14.20
SN 196 a8 214 SL 38 Tm/z 43.00 87.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81243: Cetene
4
YN
5000 RN BRI U
13.60 13.80 14.00 14.20
m/z 83.05 78.42%

139 168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene

3

13.60 13.80 14.00 14.20

5000 m/z 55.05 73.54Y%

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol e .
55 83 13.60 13.80 14.00 14.20
m/z 69.05 66.01%
5000
29
Ll 167 196 224 252 280 308
Eamntaaiea LR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF110619.M Wed Nov 13 15:52:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.19 ng 239197 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2126 (14.592 min): BF117757.D (-2121) (-) m/z 57.10 100.00%

g7
85
5000

113
} 141 169100211 234254 300 328 14.20 14.40 14.60 14.80 15.00
B l| Lo am 190507 23007 SR 38 3% 97 "m/z 71.05  75.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane

E

5000 85
14.20 14.40 14.60 14.80 15.00

m/z 43.00 67 .69%

29
L, I 1| ]1}3 141 169 107 225 254
- B ama a  e  E ——
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
T e T
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 55.97%
113 155
183
S AT ol —
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane N L e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.05 23.11%
85
5000
29 113
L J ‘ J |, 141 169 197 225 253 296
et ....,. A B e e L o B o o e R S R S R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

8270-BF110619.M Wed Nov 13 15:52:26 2019

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111219\

Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator : JU

ﬁ?ggle i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 10 Tetracosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.90 ng 309566 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2180 (14.909 min): BF117757.D (-2176) (-) m/z 57.10 100.00%
5000
141 14 60 14. 80 15.00 15.20
178211 253287 334 m/z 71.10 69.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175556: Tetracosane
57
5000
14.60 14.80 15.00 15.20
9% m/z 43.10 64 .64%
2p) | U1 140 183 225 oe1 338
> 0 5 10 150 300 20 3 30 A 5 o o
Abundance #194499: Eicosane, 7-hexyl-
57
14,60 14.80 15.00 15.20
5000 m/z 85.05 51.04%
99
| 141 182 505 281 39p
P N PP M A MRS e A M A e
Abundance #241528: Tetratetracontane
57 14.60 14.80 15.00 15.20
m/z 55.00 21.78%
5000
7
26 ] ; 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 14 60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator :© JU

Sample : K5785-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.26 3.79 ng 405214 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2240 (15.262 min): BF117757.D (-2236) (-) m/z 57.00 100.00%
g7
5000 85
113 15.00 15.20 15.40 15.60
141
0.,....',|...|,..|..,|!..!' A ros 197 225 248268 301321342 | Tz, 71,05 67.14%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
5000 85 A DRI BRI DU B

15.00 15.20 15.40 15.60
m/z 43.05 58.47%

| | M3 141 169 197 255 254

I "
T |||||||||||||| AR R R RN RERRE RN |||| TIT T[T T T[T T[T T[T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

15.00 15.20 15.40 15.60

5000 85 m/z 85.10 47 _79%

113
h‘ Loy oy 183 211 239 267 29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #117638: Nonadecane B L B B B L
57 15.00 15.20 15.40 15.60
m/z 55.00 20.89%
5000 85
4

T s e R SRR R R B a ma ae

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60

8270-BF110619.M Wed Nov 13 15:52:27 2019

72-12002-VNJ-221
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117757.D

Aca On : 12 Nov 2019 14:15

Operator :© JU

Sample : K5785-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.20 ng 342132 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Tricosane 324 C23H48 000638-67-5 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2388 (16.133 min): BF117757.D (-2383) (-) m/z 57.00 100.00%
57 W
5000 85
RN NN IUNRA B
113 11q 169 15.80 16.00 16.20 16.40
N I At 197 225 252 281 818339 “nsz 71.05  75.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR AU DA
15. 80 16. oo 16. 20 16.40
m/z 43.00 57.85%
29 113
| I | ,] | 141 169 197 225 253 296
m/z--> 50 160 1%0 200 250 300 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.00 50.82%
A ’ I, JJ1%3J 141 183 211 239 267 296
m/z--> 50 160 150 200 250 300 3éo
Abundance #164577: Tricosane R L B N B A
57 15.80 16.00 16.20 16.40
m/z 55.00 23.76%
- ] LJ\J\"/‘N
29 324
| i | i J 113 | 1‘\11 169 197 225 253 281 |
m/z--> éo 100 150 200 250 300 3éo 1580 1600 1620 1640

8270-BF110619.M Wed Nov 13 15:52:27 2019

72-12002-VNJ-221

Page: 13



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111219\

BF117757.D

12 Nov 2019 14:15

Ju

K5785-01 72-12002-VNJ-221
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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

13 Eilcosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.67 2.67 ng 284813 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91

Abundance Scan 2479 (16.668 min): BF117757.D (-2474) (-) m/z 57.00 100.00%
57
T /\/\L
5000
A AR SUNILR SRR B
141 169 197 16.40 16.60 16.80 17.00
oL A “ l L [F9239 269280304 348 m/z 71.10 69.86%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LR U UL U S
85 16,40 16.60 16.80 17.00
29 m/z 85.05 53.85%
| l g J1}3‘141 169 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #194493: Hexacosane
57
16,40 16.60 16.80 17.00
5000 85 m/z 43.00 52 .65%
%gw i H1}341?1 169 107 225 253 295 323 367 /“MMMAJwaMj\\MMEMVNw\NN
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #209565: Octacosane AR EEEEE RS
57 16.40 16.60 16.80 17.00
m/z 55.00 26.22%
- | M‘/\\/\’V\w\ﬂv\/
29 113 141
LI, ﬂ 169 197 225 253 281 309 337 365 394
m/z--> % 100 J& 2& 250 300 350 ' 16.40 16.60 16.80 17.00

8270-BF110619.

M Wed Nov 13 15:52:28 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111219\

Data File : BF117757.D

Acq On : 12 Nov 2019 14:15

Operator : JU

3?22'6 i K5785-01 72-12002-VNJ-221
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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... 2.23 24 .6 ng 2108430 1 6.93 1715150 20.0
2-Pentanone, 4-hy... 5.15 14.2 ng 1218410 1 6.93 1715150 20.0
unknown6.70 6.70 65.2 ng 5590400 1 6.93 1715150 20.0
n-Hexadecanoic acid 11.99 8.0 ng 1066530 4 11.47 2652170 20.0
Octadecanoic acid 12.77 3.3 ng 432786 4 11.47 2652170 20.0
Cetene 13.97 7.2 ng 785781 5 14.12 2188630 20.0
Octadecane 14.59 2.2 ng 239197 5 14.12 2188630 20.0
Tetracosane 14.91 2.9 ng 309566 6 15.63 2136520 20.0
Heptadecane, 2,6,... 15.26 3.8 ng 405214 6 15.63 2136520 20.0
Heneicosane 16.13 3.2 ng 342132 6 15.63 2136520 20.0
Eicosane 16.67 2.7 ng 284813 6 15.63 2136520 20.0

8270-BF110619.M Wed Nov 13 15:52:28 2019 Page: 15



