LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J5205-07 TR@4¢0&£§A
ALS Vial : 13 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-BF102318.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 2.299 31 36 51 rvB 279368 415294 16.27% 1.931%
2 5.210 527 531 542 rBV 55974 70026 2.74% 0.326%
3 5.598 593 597 611 rBVY 1544132 1534311 60.11% 7.134%
4 6.598 762 767 784 rBVY 1630182 1637012 64.14% 7.612%
5 6.745 788 792 795 rBVY 1871911 1583480 62.04% 7.363%
6 6.975 827 831 837 rBV 546866 433010 16.96% 2.013%
7 7.128 853 857 861 rBVY 1302159 1234938 48.38% 5.742%
8 7.534 922 926 938 rBV 916360 933295 36.57% 4 .339%
9 8.257 1046 1049 1055 rBV 522430 481910 18.88% 2.241%
10 9.328 1228 1231 1240 rBvV 1681157 1616267 63.32% 7.515%

11 9.722 1295 1298 1307 rBV 179260 163369 6.40% 0.760%
12 10.016 1345 1348 1352 rBV 518535 507384 19.88% 2.359%
13 10.810 1479 1483 1493 rBvV 851440 869380 34.06% 4.042%
14 11.010 1514 1517 1522 rVB 66936 52522 2.06% 0.244%
15 11.516 1599 1603 1611 rBV 561232 511920 20.06% 2.380%

16 11.804 1646 1652 1656 rBV 94381 87680 3.44% 0.408%
17 11.880 1662 1665 1669 rBV 1184022 981622 38.46% 4._.564%
18 12.574 1779 1783 1784 rBV 1710067 1438711 56.37% 6.690%
19 12.598 1784 1787 1793 rVV 2488273 2552417 100.00% 11.868%

20 12.645 1793 1795 1797 rVB 40000 31310 1.23% 0.146%
21 12.674 1797 1800 1804 rVB 647216 544993 21.35% 2.534%
22 12.968 1844 1850 1856 rVB4 26638 45880 1.80% 0.213%
23 13.098 1868 1872 1876 rBV 1690534 1557149 61.01% 7.240%
24 13.274 1896 1902 1903 rBV6 15728 25794 1.01% 0.120%
25 13.327 1905 1911 1916 rVB3 46599 73840 2.89% 0.343%
26 13.404 1921 1924 1928 rBV 39498 39134 1.53% 0.182%

27 13.980 2019 2022 2032 rVB 124599 161397 6.32% 0.750%
28 14.168 2050 2054 2057 rBV 549395 528100 20.69% 2.455%
29 14.604 2125 2128 2136 rVB2 67216 98981 3.88% 0.460%
30 14.921 2179 2182 2189 rVB 77410 97488 3.82% 0.453%

31 15.004 2193 2196 2200 rVB 131481 133480 5.23% 0.621%
32 15.080 2206 2209 2213 rBV 121675 127524 5.00% 0.593%
33 15.280 2239 2243 2247 rBV 216111 237355 9.30% 1.104%
34 15.315 2247 2249 2254 rVB 48261 62392 2.44% 0.290%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

3?22'6 i J5205-07 TR-04-103018-A
ALS Vial : 13 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
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.686 2308 2312 2313 rBV 99317 119400 4.68% 0.555%
36 15.709 2313 2316 2324 rVB 226222 320599 12.56% 1.491%
37 16.151 2387 2391 2396 rVB 133307 197618 7.74% 0.919%

Sum of corrected areas: 21506982
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
2500000 TIC: BF110336.D

2000000 6.75

560 6.60

1500000
7.13

1000000 7.53

6.97
500000

\\]L 52t L t L

e e e e N

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 5
2500000 TIC: BF110336.D 6o

2000000
9.33 12)657 13.10

1500000

11.88
1000000 10.81
12.67
8.26 10.02 11.52

T so | o b e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
2500000 TIC: BF110336.D

500000

2000000

1500000

1000000

14.17

500000 15.28 15.71

L 81k 3o 1569 16.15

T
18.00 18.50

e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 7

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

2.30 19.18 ng 415294 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.299 min): BF110336.D (-31) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1

| 220 240 260
S | PO IS A — Y 52 e I o R ¥ O ¥ £

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T
43.0 220 240 260
550 87.0 m/z 55.05 29.48%
29.0
0 I
e P e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0 \
87.0 - ey
220 240 2.60
5000 41.0 55.0 m/z 87.10 27 .17%
29.0
1], \‘\ L 990 1120 129.0
Olrrrprrrrprrer el e prrdb e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- = —— T
73.0 220 240 2.60

m/z 41.05 13.17%

43.0
20 180 289 |’ 500 | ggo

O Pt e e e e e e e o IS ety

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 17

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

5.21 3.23 ng 70026 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 531 (5.210 min): BF110336.D (-527) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.0 4.80 5.00 5.20 5.40 5.60
o SEREEESY 17 FEESDSSSHRSY 2 OSSN MMM m/z 59.00 57.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S AN LR SRR
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 21.49%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.23%
o 290 55.0 83.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e e
43.0 480 5.00 5.20 5.40 5.60

m/z 41.00 9.18%

5000

101.0

O T L0 e e e B o s e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60

15.0 31.0 580 690 86.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.75 Concentration Rank 2

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

6.75 73.14 ng 1583480 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF110336.D (-788) (-) m/z 132.00 100.00%
132.0
5000
68.1
400 540 9.0 '6.40 6.60 6.80 7.00
0 B E e m/z 134.00 33.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DA S SR

6.40 6.60 6.80 7.00
m/z 68.10 32.91%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
SMSIRY MY NN
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.92%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B o R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 12.78%
74.0
116.0
5000 98.0
M 1y 1 ‘M W \H“ “‘ Lo/l 158.0 189.0
| R ot MMM .
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\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tridecanoic acid, methyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.01 2.05 ng 52522 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 80
2 Methvl 8-methvl-nonanoate 186 C1l1H2202 1000336-43-6 72
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 53
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 52
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 50

Abundance Scan 1517 (11.010 min): BF110336.D (-1514) (-) m/z 74.00 100.00%
74.0
5000 43.0
‘ || Wl 971 1210 14‘?'1 199.1 10.60 10.80 11.00 11.20 11.40
0...,....,:..!',.-.-'. e e Tm/z 87.00  75.98%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #84485: Tridecanoic acid, methyl ester
74.0
A
5000 43.0 U A BRI IR B
10,60 10.80 11.00 11.20 11.40
‘ 1430 m/z 43.00 37.70%
ol el 2180 T TR, 2280
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #50078: Methyl 8-methyl-nonanoate
74.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.00 28.83%
550 143.0
1S 0 - O S LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50090: Decanoic acid, methy! ester  AEa S
74.0 10.60 10.80 11.00 11.20 11.40
m/z 54.95 25.52%
5000
55.0 143.0
m/z--> 25 45 eb 86 160 150 140 160 180 260 220 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9-Hexadecenoic acid, methyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.80 3.43 ng 87680 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 80
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 58
3 cis-5-Dodecenoic acid. methvl ester 212 C13H2402 1000333-63-2 49
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 47
5 Chloromethyl 9-chloroundecanoate 268 C12H22C1202 080418-95-7 46
Abundance Scan 1651 (11.798 min): BF110336.D (-1646) (-) m/z 55.00 100.00%
54.0
5000 33.0
123.1 LRI DR SRS SN
11.40 11.60 11.80 12.00 12.20
o} m/z 41.00 69.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

11,40 11.60 11.80 12.00 12.20
m/z 74.00 57.21%

5000

152.0 194.0 236.0
268.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
R A RARRR B
11.40 11.60 11.80 12.00 12.20
5000 83.0 m/z 43.00 55.94%
1o 152.0
o 0.0, L 172.0194.02150236.0 2680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71092: cis-5-Dodecenoic acid, methyl ester BRI e s
74.0 11.40 11.60 11.80 12.00 12.20
m/z 69.05 54.64%
96.0
5000 410
0180 .
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 38.35 ng 981622 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90
Abundance Scan 1665 (11.880 min): BF110336.D (-1662) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 DA BN SO SO AR
97.1 185.2 227.2 11.60 11.80 12.00 12.20
0 ,....-,J...‘:h,.-.'d. Mo e 202 Tm/z 87.00  72.71%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119407: Hexadecanoic acid, methyl ester
74.0
5000 L B UL LN B
430 11,60 11.80 12.00 12.20
143.0 m/z 43.05 38.46%
| h | Joro 1850  227.0 210.0
0 S O X < T N W
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester
74.0
11,60 11.80 12,00 12.20
5000 43.0 m/z 55.05 29.74%
oLl M\ i \‘97\‘0 121.0 4?'0 1710 199.0 2410 285.0
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester RS  RREEnEE e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 28.36%
5000 43.0

‘ 97.0 1159 143.0 1350 2270 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 56.21 ng 1438710 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1782 (12.569 min): BF110336.D (-1779) (-) m/z 67.00 100.00%

67.0
41.0 .
5000

123.1 1501 12.20 12.40 12.60 12.80
T 178.1 220.2 263.2 294.2
Ol m/z 81.05 82.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LA LI L L L L LB L
12.20 12.40 12.60 12.80
m/z 55.00 70.51%
ol 123.0 1490 4759 2620 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

1220 12.40 12.60 12.80
5000 m/z 41.05 56.97%

o : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 JJL\
Abundance : ienoi i

#139707: 8,11-Octadecadienoic acid, methy! ester LB L e
67.0 12. 20 12. 40 12 60 12. 80

m/z 95.10 53.33%

294.0
124.0 150.0
178.0 290.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80

5000

8270-BF102318.M Thu Nov 01 12:38:47 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.60 99.72 ng 2552420 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 96
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 94
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94

Abundance Scan 1787 (12.598 min): BF110336.D (-1784) (-) m/z 55.10 100.00%

54.1
5000

111.1

222.2 264.3 | NI NNLINL LI L L LB LB L

180.2
137.1 296.3 12.20 12.40 12.60 12.80 13.00

o} m/z 69.10 63.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
53.0
5000 ARRARARAR AU
12.20 12.40 12.60 12.80 13.00
29.0 264.0 m/z 74.00 62.16%

111.0
1380  180.0  222.0

296.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
P
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 61.62%
29.0 264.0

111.0

. 1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester RERREEEEEE S L
55.0 12.20 12.40 12.60 12.80 13.00

m/z 83.10 53.25%

296.0 f l

o I L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80 13.00

5000

8270-BF102318.M Thu Nov 01 12:38:47 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.67 21.29 ng 544993 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
Abundance Scan 1799 (12.669 min): BF110336.D (-1797) (-) m/z 74.00 100.00%
74.0
5000 43.0 J\‘
143.1 RS LN UM SR B
101.0 199.1 2552 12.40 12.60 12.80 13.00
ol 1l 227.0 283 m/z 87.00 73.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 LI UL SULRULN BRI B
1240 12.60 12.80 13.00
m/z 43.05 44 _74%
. 15.0 171.0 199.0 5y7 2550 2980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74.0
12,40 12.60 12.80 13.00
5000 m/z 55.10 30.55%
43.0 143.0 1000
101.0
R I N A I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107597: Pentadecanoic acid, methy! ester I R e e R
74.0 12.40 12.60 12.80 13.00
m/z 41.05 29.30%
5000
43.0
RECLH RC 1850 230 2560
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 2é0 280 300 12,40 12.60 12.80 13.00

8270-BF102318.M Thu Nov 01 12:38:48 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.33 2.80 ng 73840 Chrysene-di12 14 .17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 58
2 Methvl mvristoleate 240 C15H2802 056219-06-8 52
3 9-Octadecenoic acid. 12-hvdroxv-... 312 C19H3603 000141-24-2 49
4 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 46
5 2-Hexadecenoic acid, methyl este... 268 C17H3202 002825-81-2 43

Abundance Scan 1911 (13.327 min): BF110336.D (-1905) (-) m/z 55.00 100.00%

5000

13.00 13.20 13.40 13.60
m/z 41.00 52.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester

5000 SRR A BN UG
13.00 13.20 13.40 13.60
m/z 69.10 52 .34%
0 180.0 222.0 264.0 9960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94118: Methyl myristoleate
55.0

13.00 13.20 13.40 13.60
m/z 83.00 49.08%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154825: 9-Octadecenoic acid, 12-hydroxy-, methyl ester, [... R a R mamEE L
55.0 13.00 13.20 13.40 13.60
m/z 43.00 44.08%
5000 166.0

198.0

227.0 263.0 294.0
R EREEEEEEE s mEm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF102318.M Thu Nov 01 12:38:49 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.98 6.11 ng 161397 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 1-Octadecene 252 C18H36 000112-88-9 90
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
Abundance Scan 2022 (13.980 min): BF110336.D (-2019) (-) m/z 57.05 100.00%
57.0
97.1
5000
LN AN SUNILE
39.1 18212161 267.0 13.60 13.80 14.00 14.20
o m/z 43.00 90.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
5000 VUM IUARRE B
13.60 13.80 14.00 14.20
‘ m/z 55.05 75.77%
X ‘ ] H[39 0177, o210 0 2550 356.0
m/z--> §0 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 97.10 63.40%
1690
0 IIJL‘.IIL 1l s ...z?éﬁ’.?§3fﬁ 4340 JﬂhNA”WﬁMMMWJﬁkwwwwwwf““ﬂ”w
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e e e )
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 62.39%
- MJWM
oL il ! ‘\ﬁ?'? 1820 2520 2970 398.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF102318.M Thu Nov 01 12:38:50 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .60 3.75 ng 98981 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tricosane 324 C23H48 000638-67-5 87
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
4 Tetradecane 198 C14H30 000629-59-4 81
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2127 (14.598 min): BF110336.D (-2125) (-) m/z 57.10 100.00%
51.1
5000 851

127.1, 5511821 2340 266.0 207.03251 350.2 | 14:20 1440 14.60 14.80 15.00

oL—— I'II |'| || ]] l| Il I| III. 1 I|I ill iy II‘ TRNTNE | TP '. . m/z 71_10 72_43%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 TT T T[T T I T [T T T T[T T TT[TT
14. 20 14. 40 14 60 14. 80 15. 00
29.0 m/z 43.00 60.31%
Ll | ]1130141016901970 240.0
et — T
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
R e R E e o R
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 51.04%
L 20 L s omenoisrozs ozsaozsso %0
i o e e I I e e e e B e B ANS HELEN e s e
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl- e o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.00 27 .15%
85.0
5000
140.0
29.0 113.0 168.0
o | L “ | 197 0 239.0267.0
— ettt R e R E e o R
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. 00

8270-BF102318.M Thu Nov 01 12:38:50 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 14 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.69 ng 97488 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 83
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
Abundance Scan 2182 (14.921 min): BF110336.D (-2179) (-) m/z 57.10 100.00%
57.1
113.1 141 1 236.1 272.1 3231 14.60 14.80 15.00 15.20
- .|, LA 001071 2361 2721 | 3231 3570 R e GO
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 85.0 R AR BN S DR
mmmmmmmm
20.0 m/z 71.05 65.42%
Ay B 1139141.0169.0197.0225.0254.0
m/z--> §o 160 150 260 250 360 3%0
Abundance #71393: Pentadecane
57.0
14,60 14.80 15.00 15.20
0
5000 85.0 m/z 85.10 47 .06%
29.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane R m B o
57.0 14.60 14.80 15.00 15.20
m/z 41.10 22.26%
5000
29.0 113.0
oL ) ,\‘1 141.0160.0197.0225.0253.0  296.0
m/z--> §o 100 150 260 250 360 3%0 1460 1480 1500 1520

8270-BF102318.M Thu Nov 01 12:38:51 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

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 15 Squalene Concentration Rank 10

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

15.00 8.33 ng 133480 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
4 Supraene 410 C30H50 007683-64-9 74

8270-BF102318.M Thu Nov 01 12:38:52 2018

5 Farnesol isomer a 222 C15H260 1000108-92-4 64
Abundance Scan 2195 (14.998 min): BF110336.D (-2193) (-) m/z 69.05 100.00%
69.0
41.1
12119491 14. 60 1480 1500 15. 20 1540
191.1220.1248.1275.2 313.2 357.1
OﬁﬁAL#.lzsd” “"‘. B e T m/z 81.10 56.65%
m/z--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
69.0
5000 TT T T[T T I T [T T T T[T T TT[TT
41.0 14. 60 14. 80 15. OO 15. 20 15. 40
' m/z 41.10 27 .54%
A o by LRTLD prsomsomno a0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
R R R R A R
41.0 14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 15.17%
123.0
oL Lo
m/z--> 100 150 200 250 300 350
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol T
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.00 11.71%
5000
41.0
——ry o T e e R R R R A R
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. OO 15. 20 15.40

Page: 17



Library Search Compound Report

[TR-04-103018-A

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

Sample = J5205-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 16 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 7.96 ng 127524 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Cvcloheptadecanol 254 C17H340 004429-77-0 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
4 Octadecanal 268 C18H360 000638-66-4 80
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 70
Abundance Scan 2209 (15.080 min): BF110336.D (-2206) (-) m/z 57.10 100.00%
1 p
5000
23.1 R DAL L B B
71620 9081 2532 . 355.0 14.80 15.00 15.20 15.40
o m/z 43.05 90.31%
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
5000 LR BULE BN U UL
14.80 15.00 15.20 15.40
m/z 82.05 74 _.97%
o 27 "7166.0 211.0 250.0
m/z--> 150 200 250 300 350
Abundance #105860: Cycloheptadecanol
I I

14.80 15.00 15.20 15.40

.0 82.0
5000 236.0 m/z 55.10 65.03%
10.0
27/0 TJ} 138.0  1g4208.0
L\” AI HL ﬂ |
0= RN UL WAL S B

23

m/z--> 5 150 200 250 300 350
Abundance #129467 Oxirane, heptadecyl- T
2.0 14.80 15.00 15.20 15.40

m/z 96.05 57.07%

5000

%

10.0
0 ‘ | Lk ”| “%3? 0‘\16\6 0194 0 236 0‘264 0

Tt T NI S s s s s B B e
m/z--> 200 250 300 350

14.80 15. OO 15. 20 15. 40

8270-BF102318.M Thu Nov 01 12:38:52 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 17 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.28 14.81 ng 237355 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2243 (15.280 min): BF110336.D (-2239) (-) m/z 57.10 100.00%
57.1
5000 - J\ {\
| Jgg 0 15,00 15,20 15.40 15.60
41.1 : : : :
ol L by B8 1831 2441 29513351 | 4310 61.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 LA BN UL IS UL
15.00 15.20 15.40 15.60
m/z 71.10 61.06%
o159, ll | 1410 183.0 2250 267.0 309.0 3800
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0
15,00 15,20 15.40 15.60
5000 m/z 85.10 44 .90%
99.0
0 J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #215181: 2-methyloctacosane A s e o T M
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22 .93%
= M’M
99.0
ol ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 55 100 150 200 250 300 350 400 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18 n-Tetracosanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.32 3.89 ng 62392 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 93
5 Cycloeicosane 280 C20H40 000296-56-0 90
Abundance Scan 2250 (15.321 min): BF110336.D (-2247) (-) m/z 57.00 100.00%
57.0
97.1
5000
125.1 U R BN BN B
168.0 196.0 238.1 2752 317.1 15.00 15.20 15.40 15.60
(o} m/z 55.05 90.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

57.0 83.0

15.00 15.20 15.40 15.60
m/z 43.05 80.71%

5000

139.0
167.0 195.0222.0 250.0 280.0 308.0 336.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
550 83.0
R e A m
15.00 15.20 15.40 15.60
5000 m/z 97.10 72.73%
29.0
o I 1390 167.0 106.0  238.0266.0294.0
e ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol e A RERREEESE L
55,0 83.0 15.00 15.20 15.40 15.60
m/z  69.00 64 .56%
5000
29.0 139.0
ol ‘ 167.0 196.0 224.0 252.0 280.0 308.0
e R e R
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\

Data File : BF110336.D

Aca On : 31 Oct 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J5205-07 TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.15 12.33 ng 197618 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Docosane 310 C22H46 000629-97-0 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2391 (16.151 min): BF110336.D (-2387) (-) m/z 57.10 100.00%
57.1
pa 15:80 16.00 16.20 16.40
155.1 : : : :
o....,l....ﬂ, Lons 1ord | 207130303450 | "m/z 71.10 63.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
57.0
5000 R DR UL UL LS
15,80 16.00 16.20 16.40
99.0 141.0 m/z 43.10 58.07%
o154, ],J,,.,.||,1,.,;||,i}§4;0|,,,,“,,,Im,lm,lm,I
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
15:80 16.00 16.20 16.40
5000 m/z 85.10 48.16%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
m/z--> 50 160 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane B B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.64%
2000 WWM,
9.0
ol | 4 |, 1410 1830 2250 2670 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\

Data File : BF110336.D

Acq On - 31 Oct 2018 16:47 Instrument :
Operator : JU/SJ BNA_F

Sample - J5205-07 ClientSampleld :
Misc : TR-04-103018-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.30 19.2 ng 415294 1 6.97 433010 20.0
2-Pentanone, 4-hy... 5.21 3.2 ng 70026 1 6.97 433010 20.0
unknown6.75 6.75 73.1 ng 1583480 1 6.97 433010 20.0
Tridecanoic acid,... 11.01 2.0 ng 52522 4 11.52 511920 20.0
9-Hexadecenoic ac... 11.80 3.4 ng 87680 4 11.52 511920 20.0
Hexadecanoic acid... 11.88 38.4 ng 981622 4 11.52 511920 20.0
9,12-Octadecadien... 12.57 56.2 ng 1438710 4 11.52 511920 20.0
16-Octadecenoic a... 12.60 99.7 ng 2552420 4 11.52 511920 20.0
Methyl stearate 12.67 21.3 ng 544993 4 11.52 511920 20.0
9-Octadecenoic ac... 13.33 2.8 ng 73840 5 14.17 528100 20.0
Pentafluoropropio... 13.98 6.1 ng 161397 5 14.17 528100 20.0
Heptadecane 14.60 3.8 ng 98981 5 14.17 528100 20.0
Octadecane 14.92 3.7 ng 97488 5 14.17 528100 20.0
Squalene 15.00 8.3 ng 133480 6 15.71 320599 20.0
Oxirane, hexadecyl- 15.08 8.0 ng 127524 6 15.71 320599 20.0
Heptacosane 15.28 14.8 ng 237355 6 15.71 320599 20.0
n-Tetracosanol-1 15.32 3.9 ng 62392 6 15.71 320599 20.0
Dodecane, 2-methyl- 16.15 12.3 ng 197618 6 15.71 320599 20.0
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