LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\
Data File : BF114138.D
Acq On : 10 May 2019 23:13 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?6 - (276205 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 height area % max. total
1 2.128 3 7 14 rVB 1368572 1756426 31.12% 3.416%
2 5.075 505 508 512 rvB 49648 59734 1.06% 0.116%
3 5.481 573 577 591 rBV 5749935 5323786 94.32% 10.353%
4 6.487 744 748 759 rBV 5555040 5644300 100.00% 10.976%
5 6.628 768 772 775 rBV 5957983 5375920 95.25% 10.454%
6 6.851 807 810 814 rBV 2093355 1754024 31.08% 3.411%
7 7.010 833 837 840 rBV 4622693 3739235 66.25% 7.272%
8 7.410 901 905 908 rBVY 3773643 3224535 57.13% 6.271%
9 8.134 1024 1028 1031 rBV 2545555 2081796 36.88% 4.048%
10 8.586 1102 1105 1115 rVB 71636 97895 1.73% 0.190%

11 9.204 1206 1210 1214 rBV 4957870 4086243 72.40% 7.946%
12 9.598 1273 1277 1281 rBV 795415 639489 11.33% 1.244%
13 9.792 1305 1310 1313 rBV2 44212 66753 1.18% 0.130%
14 9.886 1322 1326 1330 rVB 2410058 2024830 35.87% 3.938%
15 10.675 1455 1460 1463 rBV 2970979 2767599 49.03% 5.382%

16 11.369 1574 1578 1581 rBV 2360924 2081345 36.88% 4.048%
17 11.392 1581 1582 1585 rVB 179912 106523 1.89% 0.207%
18 11.898 1665 1668 1674 rBV 653862 610974 10.82% 1.188%
19 12.580 1781 1784 1789 rBV 247786 214616 3.80% 0.417%
20 12.680 1798 1801 1804 rBV2 257528 265982 4.71% 0.517%

21 12.810 1820 1823 1826 rBV 365232 296134 5.25% 0.576%
22 12.951 1843 1847 1850 rBV 4299676 3634324 64.39% 7.068%
23 13.851 1996 2000 2011 rBV2 345282 501448 8.88% 0.975%
24 14.004 2022 2026 2029 rBV 1897378 1897821 33.62% 3.691%
25 14.033 2029 2031 2033 rVB 114009 87591 1.55% 0.170%

26 14.168 2052 2054 2061 rVB 152958 149344 2.65% 0.290%
27 14.480 2104 2107 2111 rVB 271028 267376 4.74% 0.520%
28 14.786 2156 2159 2162 rVB 352002 305317 5.41% 0.594%
29 14.863 2169 2172 2176 rVB 218165 227165 4.02% 0.442%
30 15.121 2213 2216 2219 rBV 411581 440864 7.81% 0.857%

31 15.474 2272 2276 2279 rBV 1086000 1421110 25.18% 2.764%
32 15.933 2351 2354 2359 rVB 204277 272180 4.82% 0.529%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

Sample : K2762-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 51422679
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114138.D
5,48 6.4$/63

5000000 701

4000000 7.41

3000000

6.85
2000000

2.13
1000000

so7 | U L

S e Ly

T T T
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: BF114138.D

5000000 9.20

12.95
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10.67
8.13 9.89 11.37

3000000
2000000

1000000 9.60 11.90
12686881
11.39
8.59 9.7
ot

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: BF114138.D

5000000

4000000

3000000

14.00

2000000
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77—

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

T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 20.03 ng 1756430 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 7 (2.128 min): BF114138.D (-3) (-) m/z 73.05 100.00%
7B
5000 43
55 87
I 65 | 105 220 2.30 2.40 250
o MBS A PS50 MBI VNMAE . m/z 43.05 44.45Y%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U A R UL LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 29.52%
29
0 |l JL ‘ \
RIS I L UL UL IR IR LI SN IR NS SRR BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U U U UL U
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.10 25.43%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R AR Ea EaE
73 2.20 2.30 2.40 2.50
m/z 41.05 14.27%
5000 J/\k
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 2 unknown6.63 Concentration Rank 1

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

6.63 61.30 ng 5375920 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF114138.D (-768) (-) m/z 132.00 100.00%
5000 68
96 DU SR S
40 g4 J 6.20 6.40 6.60 6.80 7.00
o qrer |apsus o "m/z 68.05 41.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS ARARE SRR RS S
o7 620 640 6.60 6.80 7.00
- 117 m/z 134.00 33.90%
0....|... I ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 DU SR S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.83%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.05%
5000 og 0
o -‘-“‘. 89 qu\,w 18189 S V|
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.87 ng 610974 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1668 (11.898 min): BF114138.D (-1665) (-) m/z 43.10 100.00%
43 g0 73
5000 129 kuawm“,w.wﬁﬂ~
97 192 213 N e o B R
| L#“ L e Tn 207 256 11.60 11.80 12.00 12.20
Obrr e m/z 73.00 90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL L UL BN SUNLE
nmnmnmnm
m/z 60.00 85.17%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 57.10 72.26%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo /Mwﬂ—#Nkaﬁ“hJL
Abundance #72648: Tridecanoic acid R A A,
60 78 11.60 11.80 12.00 12.20
m/z 55.10 68.41%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:l:su?||||||||1|98|||| e T T
m/z--> 20 40 60 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\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

Sample : K2762-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.68 2.56 ng 265982 Phenanthrene-d10 11.37
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1801 (12.680 min): BF114138.D (-1798) (-) m/z 43.05 100.00%
| Mmﬂﬂ”—/
5000
202
T YR 12040 12160 12,80 1300
o LWL LS S Tm/z 73.00 79.28%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SR AR SUNILR SN B
97 185 241 12.40 12.60 12.80 13.00
H ‘ m/z 57.10 73.29%
ol I T \1§7 L1 ‘,2}3.“. | |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
60
al 1240 12.60 12.80 13.00
5000 129 m/z 60.00 72.33%
83
101 157 185 213 256
L L L WL S B S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T
43 12.40 12.60 12.80 13.00
m/z 55.10 66.64%
73
- T _,_M/\/\f\.ﬂﬂw
129
97
185
ol ‘. ., uUI.HI.IIL o P Pl | s o SN
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\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 7 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.85 5.28 ng 501448 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 99
2 1-Docosene 308 C22H44 001599-67-3 99
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance Scan 2000 (13.851 min): BF114138.D (-1996) (-) m/z 57.10 100.00%
57
5000 AJJLJ\V\
1 } 139 230 ' 13'60 13.80 14.00 14.20
202 - - - -
op kbl ) ft0s 202 | 270 309 382976 454 pmSUusi6T g0 5%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 RN UL UL IR AR
13.60 13.80 14.00 14.20
29 1l m/z 55.10 75.02%
168 196
0....| ‘ h ‘h h hg‘l |.2.27258...|....|....|....|.
miz-> 0 50 200 250 300 350 400 450
Abundance
55
97 ' 13.60 13.80 14.00 14.20
5000 m/z 83.05 66 .00%
29
125
o 153 181 308
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol I a  BREEEEES B
55 83 13.60 13.80 14.00 14.20
m/z 97.05 54 _51%
29
o] | 139 167 106 233 266 204
miz-> 0 50 160 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.82 ng 267376 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Octadecane 254 C18H38 000593-45-3 87
3 Eicosane 282 C20H42 000112-95-8 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80

Abundance Scan 2107 (14.480 min): BF114138.D (-2104) (-) m/z 57.10 100.00%

57

5000 85

S 3

14.20 14.40 14.60 14.80

113 254
1“ | 141169194 225 | 280 318346372397 444 500

O M s e e e NS m/z 43.10 73.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57
5000 85 LA L L L L L L LB
14.20 14.40 14.60 14.80
- m/z 71.05 65.74%
o “\‘ 113141 160 197 205 253 281 309 337 365 394
“...,.”.,...w....,”..,..”,....“...,.”.,...w.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
e e R
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 48 _44%
29
. 113141160 197 295 22*
A A e e L A 2 s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane R e AR RARE
57 14.20 14.40 14.60 14.80
m/z 55.10 25.67%
5000
85
29
o 113141 169197 205 253 282
L e B o AR
m/z--> 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\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 9 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 4_.30 ng 305317 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Docosane 310 C22H46 000629-97-0 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
Abundance Scan 2160 (14.792 min): BF114138.D (-2156) (-) m/z 57.10 100.00%
57
85
5000
13 141 207 14.40 14.60 14.80 15.00 15.20
169 256279
ol Ll [l f 160, ST (296709 322 365 307 azadas | m TUSTIG 62710
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57
5000 85 LN B B B B
14. 40 14. 60 14. 80 15. oo 15. 20
29 m/z 71.10 60.26%
113
0 | L ‘ | d 141 169 197 225 253 281 309 338
m/z--> §o 100 150 260 250 300 350 460 4%0
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 52 .44%
. 13141 183 919 939 pg7 310
miz-> 50 100 150 200 250 300 350 400 450
Abundance #194492: Hexacosane [TT T T[T T[T T [ TTrr [T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 19.89%
85
5000
113 366
29 141 169
oLl L LR e s |
m/z--> 50 100 150 200 250 300 350 400 450 14. 40 14. 60 14. 80 15. oo 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 10 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .86 3.20 ng 227165 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 72
2 Squalene 410 C30H50 000111-02-4 64
3 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 56
5 2-Propenoic acid, 2-methyl-, 2-p... 124 C7H802 013861-22-8 50
Abundance Scan 2172 (14.863 min): BF114138.D (-2169) (-) m/z 69.10 100.00%
69
5000 //\w.'/\\}L»J\M/\
41
‘ 915 112 149 175 203 232256 289 327 359384 412 1460 1430 1500 1520
o e e e e e e A m/z 81.00 53.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L LR SR UM UG
14,60 14.80 15.00 15.20
41 m/z 41.10 31.51%
95 137
0 L)y | 163 101217 245 273 299 341367 410
m/z--> 55 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
5000 m/z 121.10 11.41%
41
95 137
0 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-0l, 3,7,11,16-tetram... e  RRRaE Bam s
69 14.60 14.80 15.00 15.20
m/z 68.10 10.92%
5000
41
93
135
0 15J | \‘J | iih i“. \H M \l 161 204 229 272
m/z--> 50 100 1&1;0 2(')0 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

ﬁ?ggle i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.20 ng 440864 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2216 (15.121 min): BF114138.D (-2213) (-) m/z 57.10 100.00%
57
5000 85
113 14:80 15.00 1520 15.40
141 219
O b ds ||, i 183 7 200 303329354 389 426 | m/z 43.10 67.68%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57
5000 LR DA UM UL BN
85 14,80 15.00 15.20 15.40
m/z 71.10 63.55%
0 %9 ||| 113141169197 225253281 323351380
m/iz--> 0 50 160 150 200 250 300 350 400 450 500
Abundance
57
o 1480 15.00 15.20 15.40
5000 m/z 85.10 45.11%
366
29 113141169197225253281309337
O T o L e TS B e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane e
14.80 15.00 15.20 15.40
m/z 55.10 25.02%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 1480 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114138.D

Acq On : 10 May 2019 23:13

Operator : JU/SJ

3?22'6 i K2762-05 P021-SS001-0206-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.13 20.0 ng 1756430 1 6.85 1754020 20.0
unknown6 .63 6.63 61.3 ng 5375920 1 6.85 1754020 20.0
n-Hexadecanoic acid 11.90 5.9 ng 610974 4 11.37 2081350 20.0
Octadecanoic acid 12.68 2.6 ng 265982 4 11.37 2081350 20.0
Ethanol, 2-(tetra... 13.85 5.3 ng 501448 5 14.00 1897820 20.0
Octacosane 14.48 2.8 ng 267376 5 14.00 1897820 20.0
Tetracosane 14.79 4.3 ng 305317 6 15.47 1421110 20.0
Supraene 14.86 3.2 ng 227165 6 15.47 1421110 20.0
Heptacosane 15.12 6.2 ng 440864 6 15.47 1421110 20.0
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