LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\
Data File : BF114137.D
Acq On : 10 May 2019 22:47 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?6 - (276208 P021-SS001-0612-01
ALS Vial : 15 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 2.140 3 9 15 rVB 1697491 2216189 36.31% 3.990%
2 5.486 573 578 581 rBV 5755649 5822467 95.41% 10.483%
3 6.492 744 749 760 rBV 6268121 6102834 100.00% 10.987%
4 6.628 768 772 775 rBV 6565849 5829966 95.53% 10.496%
5 6.851 807 810 814 rBV 2084699 1827002 29.94% 3.289%
6 7.010 833 837 841 rBV 5016666 4122655 67.55% 7.422%
7 7.410 901 905 908 rBvV 3975884 3528840 57.82% 6.353%
8 8.133 1024 1028 1031 rBV 2624458 2140457 35.07% 3.854%
9 9.204 1206 1210 1214 rBV 5068396 4463732 73.14% 8.036%
10 9.598 1273 1277 1281 rBV 917423 718804 11.78% 1.294%
11 9.792 1305 1310 1313 rBV2 45215 64855 1.06% 0.117%

12 9.886 1322 1326 1330 rVB2 2468525 2021308 33.12% 3.639%
13 10.674 1456 1460 1463 rBV 3299321 2969035 48.65% 5.345%
14 11.368 1574 1578 1581 rBV 2476398 2127424 34.86% 3.830%
15 11.898 1665 1668 1679 rBV 802231 750881 12.30% 1.352%

16 12.580 1781 1784 1787 rBV 201683 181044 2.97% 0.326%
17 12.680 1798 1801 1809 rBV 264102 344761 5.65% 0.621%
18 12.810 1820 1823 1826 rBV 340798 287134 4._70% 0.517%
19 12.951 1843 1847 1851 rBV 4793932 4079155 66.84% 7.344%
20 13.851 1996 2000 2008 rBV2 390038 557491 9.13% 1.004%

21 14.009 2022 2027 2030 rBV 1932520 2004052 32.84% 3.608%
22 14.033 2030 2031 2036 rVB 131346 86424 1.42% 0.156%
23 14.174 2052 2055 2060 rVB 156716 150322 2.46% 0.271%
24 14.480 2104 2107 2112 rVB 295186 279503 4._.58% 0.503%
25 14.786 2156 2159 2162 rVB 324960 304171 4.98% 0.548%

26 14.862 2169 2172 2177 rVB 480078 487016 7.98% 0.877%
27 15.121 2213 2216 2220 rBV 342590 348325 5.71% 0.627%

28 15.474 2272 2276 2279 rBV 1233046 1510978 24.76% 2.720%
29 15.933 2351 2354 2358 rVB 166269 217786 3.57% 0.392%

Sum of corrected areas: 55544611
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LSC Report - Integrated Chromatogram

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

Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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

Abundance TIC: BF114137.D
6000000 5.49

5000000 o1

4000000 741

3000000
6.85
2000000p 14

1000000

e ;
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF114137.D

6000000

9.20
5000000 12.95

4000000
10.67

3000000
8.13 9.89 11.37

2000000

1000000 9.60 11.90

81
o 1212688

o= e e T e 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: BF114137.D

6000000

5000000

4000000

3000000

14.01
2000000

1000000 1445 14496 1512

13.85)) 4017

o7

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\BF051019\

Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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.

2.14 24.26 ng 2216190 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 9 (2.140 min): BF114137.D (-3) (-) m/z 73.05 100.00%
73
5000 43 /\
=5 87 L
2.20 2.30 2.40 2.50 2.60
b SO L85l e njz 43.05  46.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USRS A AR UL
2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.05 31.19%
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USRS U UL R
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 24 .29%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.46%
5000 55 Jk
o 18 M M‘\ .63 || 8 98 115
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 220 2.30 240 2.50 2.60
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Library Search Compound Report

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

Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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

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 63.82 ng 5829970 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF114137.D (-768) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
o B E e m/z 68.05 43_.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 I AR S LN A
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .29%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.06%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 I
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.88%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | S | U |
m/z--> 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 : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 7.06 ng 750881 Phenanthrene-d10 11.37
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1668 (11.898 min): BF114137.D (-1665) (-) m/z 43.05 100.00%
483 g0 73
5000 129
7 213 DR A AR AR
01115 |y 5157171 192 227 45256 11,60 11.80 12.00 12.20
Ol et m/z 73.00 90.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R B U B UL
nmnmnmnm
m/z 60.00 85.36%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 U LA AN SRR RO
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 75.38%
29 87 185
115 143 __171 228
011 v - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 74 .37%
5000 129
199
143157171185 242

ZQLM
oL o) e

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\BF051019\

Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.68 3.24 ng 344761 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1801 (12.680 min): BF114137.D (-1798) (-) m/z 43.10 100.00%
/8 73
5000 202 WWANANxAMrJAxﬂwaﬂ%wvvn~W~”
129
o7 241 SR AR BN SN SR
171 284 12.40 12.60 12.80 13.00
50
o 2l At w77 73.00  87.86W
miz--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43
73
5000 SRR SN RN B
129 12.40 12.60 12.80 13.00
0
97 ‘ 185 - 284 m/z 59.95 82.30%
0 |1|8‘\| ‘k“ IH“"‘ hl\ .““H.“‘”l‘ IM\IM ol 157 I\ .‘. \|2|13| L .‘ 2|6|5 A I —
miz--> 0 50 100 150 200 250 300 350
Abundance
43 | 73
12.40 12,60 12.80 13.00
5000 129 m/z 57.10 72 .70%
97 199 242
ol15 157 180 223
miz--> 0 55 160 1%0 260 2éo 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester N B EE
43 12.40 12.60 12.80 13.00
m/z 41.05 68.61%
73
5000 284
129
97
185 213 241
o ,.Hn.ﬂ.], ,J.\‘IKL LA i T N 17 SRR
miz--> 0 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\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

Sample : K2762-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

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

Concentration Rank 6

Peak Number 6 1-Tricosene

Relative to ISTD

R.T. EstConc Area
13.85 5.56 ng 557491
Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 1-Tricosene

2 Nonadecyl trifluoroacetate

3 1-Hexadecanol, 2-methyl-

4 Eicosyl trifluoroacetate

5 Heptadecyl heptafluorobutyrate

322 C23H46

380 C21H39F302
256 C17H360
394 C22H41F302
452 C21H35F702

018835-32-0 97
1000351-76-3 91
002490-48-4 91
1000351-75-2 91
959085-66-6 90

Abundance Scan 2000 (13.851 min): BF114137.D (-1996) (-) m/z 57.05 100.00%
57
111 R
l 230 13.60 13.80 14.00 14.20
139161 202 . . .
- i 257280 310 339364 434 | sz 43.10 84.52%
m/z--> 50 150 200 250 300 350
Abundance #163016: 1-Tricosene
57
5000 LA L L L L L LB
111 13.60 13.80 14.00 14.20
29 m/z 55.05 63.13%
e ,... o T i e
m/z--> 50 200 250 300 350 400
Abundance
57 97
R B o e o
13.60 13.80 14.00 14.20
5000 m/z 83.10 56.14%
125
29 153 3
o 182 210 238 266 11 362
T e o e e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107668: 1-Hexadecanol, 2-methyl- EBREmEEES L
57 13.60 13.80 14.00 14.20
m/z 69.10 51.97%
5000 83
29
h 111
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF051019.M Mon May 13 15:33:31 2019
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Library Search Compound Report

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

Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.48 2.79 ng 279503 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Octadecane, l1l-iodo- 380 C18H371 000629-93-6 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2107 (14.480 min): BF114137.D (-2104) (-) m/z 57.10 100.00%

57
5000 85

14.20 14.40 14.60 14.80

254
JNMmm%LMWWMWm 478

bbb g Ly 209097225 | 284 317 34637157/422 478 | n/z 43.10  68.66%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane
57
5000 85 LN L L B
14.20 14.40 14.60 14.80
- m/z 71.10 61.39%
ol L1 h I \\ | ‘141 169‘197 225 253 281 309 337 365 394
e B T
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
e
o 14.20 14.40 14.60 14.80
5000 m/z 85.10 46.26%
s 253
29
0 141 169 197 295 380
T T T T [T e e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane R B o e
57 14.20 14.40 14.60 14.80
m/z 55.05 23.73%
85
5000
29 113
oL 1111 1710141169197 225 253 296
T [ T T e [ T e B
mz-> 0 50 100 150 200 250 300 350 400 450 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 : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 4.03 ng 304171 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Tricosane 324 C23H48 000638-67-5 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2160 (14.792 min): BF114137.D (-2156) (-) m/z 57.10 100.00%
g7
5000 J
113 1440 14.60 14.80 15.00 15.20
141 253281
Ot J", Loy 83 221 2002l 824350 385410440 S12 | tnzz 71.10  61.44%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 N U UL BN I
14.40 14.60 14.80 15.00 15.20
m/z 43.10 57.13%
e 169107 Porooaszase
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
1440 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 48_17%
324
13141169107 239267 295
e e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane N B na e
57 14.40 14.60 14.80 15.00 15.20
m/z 99.05 16.80%
85
5000
29 113
o | 141169197 225253 296
m/iz--> 0 5'0 100 1&1;0 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

Sample : K2762-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 9 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.86 6.45ng 487016  Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 000111-02-4 87

384 C27H440
208 C14H240
300 C13H17F502
410 C30H50

2 Docosa-2,6,10,14,18-pentaen-22-a. ..
3 7,11-Dimethyldodeca-2,6,10-trien. ..
4 (.+/-.)-Lavandulol, pentafluorop...
5 Supraene

125529-10-4 72

007683-64-9 72

1000163-04-7 80

1000352-63-1 72

Abundance Scan 2172 (14.862 min): BF114137.D (-2169) (-) m/z 69.10 100.00%
9
14,60 14.80 15.00 1520
ol 163191 231256 284312 341 387414441 498 m/z 81.05 51.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69
5000 41 LN L L L LB L
14.60 14.80 15.00 15.20
95 m/z 41.10 28.45%
137
0 b d g M\\M M‘163191217 273299 341367 410
T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
R IR e s e
14.60 14.80 15.00 15.20
5000 41 m/z 95.10 13.35%
11136
0 161192 931 273 315341 384
T o B e o e TR e o o e e e N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol L L
69 14.60 14.80 15.00 15.20
m/z 68.05 12.07%
5000
41
95 137
obrad i.%.x.a,fﬁ?F??... R — o
m/z--> 50 100 150 200 250 300 350 400 450 500 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 : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

ﬁ?ggle i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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 10
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.88 ng 217786 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 78
2 Heptadecane 240 C17H36 000629-78-7 74
3 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 74
4 Octacosane 394 C28H58 000630-02-4 74
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 2354 (15.933 min): BF114137.D (-2351) (-) m/z 57.10 100.00%
7
UL NN SUNRA SRR
15.60 15.80 16.00 16.20
155
o 183 225 271 302 330354 381 408 441 n/z 71.10 68 96%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LR B UL SULLN UM
85 15.60 15.80 16.00 16.20
m/z 43.10 61.78%
0 29 || 113141 160 197 225 253 281 323 351 380
mz-> 0 55 160 1%0 200 250 300 350 400 '
Abundance
57
15.60 15.80 16.00 16,20
5000 85 m/z 85.10 44.33%
o 29 113 141 169 197 240
mz-> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl- LA a Ra s B,
57 15.60 15.80 16.00 16.20
m/z 41.05 20.17%
5000 85 W
29 295
o | 113141 160 197 225 266 | 323 435
mz-> 0 55 160 150 200 250 300 350 400 ' 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF114137.D

Acq On : 10 May 2019 22:47

Operator : JU/SJ

3?22'6 i K2762-06 P021-SS001-0612-01
ALS Vial : 15 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... 2.14 24_.3 ng 2216190 1 6.85 1827000 20.0
unknown6.63 6.63 63.8 ng 5829970 1 6.85 1827000 20.0
n-Hexadecanoic acid 11.90 7.1 ng 750881 4 11.37 2127420 20.0
Octadecanoic acid 12.68 3.2 ng 344761 4 11.37 2127420 20.0
1-Tricosene 13.85 5.6 ng 557491 5 14.01 2004050 20.0
Octacosane 14.48 2.8 ng 279503 5 14.01 2004050 20.0
Heptadecane, 9-oc... 14.79 4.0 ng 304171 6 15.47 1510980 20.0
Squalene 14.86 6.5 ng 487016 6 15.47 1510980 20.0
Heptacosane 15.93 2.9 ng 217786 6 15.47 1510980 20.0
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