LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\
Data File : BF114126.D
Acq On : 10 May 2019 17:55 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?6 - (2764-08 P021-SS010-0002-01
ALS Vial : 4 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 2.152 5 11 19 rVB 1500166 1978923 21.29% 2.543%
2 5.481 572 577 581 rBV 8029695 8806539 94.74% 11.315%
3 6.492 743 749 752 rBvV 8528984 9295478 100.00% 11.943%
4 6.628 767 772 775 rBV 8725663 8463085 91.05% 10.873%
5 6.851 806 810 813 rBV 1814556 1395018 15.01% 1.792%
6 7.010 833 837 840 rBV 5809412 4890864 52.62% 6.284%
7 7.410 900 905 908 rBV 4068920 4281865 46.06% 5.501%
8 8.128 1023 1027 1031 rBV 1863316 1744061 18.76% 2.241%
9 9.204 1205 1210 1214 rBV 6372921 6348167 68.29% 8.156%
10 9.598 1272 1277 1280 rBV 880413 765822 8.24% 0.984%

11 9.886 1319 1326 1329 rBV 2026015 1891557 20.35% 2.430%
12 10.675 1455 1460 1463 rBV 4433523 4126869 44.40% 5.302%
13 11.369 1573 1578 1581 rBV 2270102 1924234 20.70% 2.472%
14 11.898 1664 1668 1679 rBV 1221245 1291765 13.90% 1.660%
15 12.580 1780 1784 1786 rBV 175530 168634 1.81% 0.217%

16 12.680 1797 1801 1809 rBV 276979 374205 4._.03% 0.481%
17 12.804 1818 1822 1825 rBV 158800 156333 1.68% 0.201%
18 12.951 1842 1847 1850 rBV 6706187 6182223 66.51% 7.943%
19 13.851 1996 2000 2013 rBV 984810 1361135 14.64% 1.749%
20 14.015 2023 2028 2031 rBV 2002810 2098569 22.58% 2.696%

21 14.186 2054 2057 2060 rBV 153306 144083 1.55% 0.185%
22 14.504 2108 2111 2117 rBV2 352705 417938 4 _50% 0.537%
23 14.815 2160 2164 2168 rVB 493169 552048 5.94% 0.709%
24 14.963 2186 2189 2192 rBV 131363 117980 1.27% 0.152%
25 15.074 2205 2208 2216 rVB 80535 144311 1.55% 0.185%

26 15.157 2217 2222 2226 rBV 1242669 1548190 16.66% 1.989%
27 15.504 2276 2281 2284 rBV 1692481 2082148 22.40% 2.675%
28 15.539 2284 2287 2294 rVB 1150456 1479261 15.91% 1.901%
29 15.739 2318 2321 2326 rVB3 127145 157974 1.70% 0.203%
30 15.974 2355 2361 2366 rBV 1177556 1778780 19.14% 2.285%

31 16.027 2367 2370 2375 rVVv2 100333 174537 1.88% 0.224%
32 16.480 2441 2447 2453 rBV 396272 734364 7.90% 0.944%
33 16.768 2492 2496 2502 rVB4 105362 176492 1.90% 0.227%
34 17.068 2543 2547 2556 rVB 175686 345965 3.72% 0.444%

8270-BF051019.M Mon May 13 15:14:27 2019 Page: 1



LSC Area Percent Report

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

3?22'6 i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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

35 17.315 2586 2589 2598 rVB3 153043 306107 3.29% 0.393%

36 17.574 2628 2633 2634 rBV5 81248 127750 1.37% 0.164%

Sum of corrected areas: 77833274
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LSC Report - Integrated Chromatogram

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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: BF114126.D

8000000 5:48

6000000 7.01
7.41

4000000

2000000}, 15 6.85

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: BF114126.D

8000000

12.95
9.20

6000000

10.67
4000000

11.37

2000000 8.13 9.89
{ 11.90

| 9}.[30 J L 12.}%@@.80

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: BF114126.D

8000000

6000000

4000000

14.02

15.50

2000000
15.54 15.97

16.48

14.82
14.50 14. TN 1877 17.07 17.32 17.57

14.19 96, .03

e e et —

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

T
18.00 18.50
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Library Search Compound Report

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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.

2.15 28.37 ng 1978920 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.152 min): BF114126.D (-5) (-) m/z 73.10 100.00%
7B
5000 43
55 87
-t o 1220 2.30 2.40 250 2.60
o S T | N . N N — S Y 2k T 0 - S T B 0 1o\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR R AN U
2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.10 31.39%
0'“I”'W'“'P'“I”'W'”'P'“I”'?g'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
1220 2.30 2.40 250 2.60
5000 55 m/z 87.05 25.93%
43
27
0 15 63 83 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R A R aas Eas
73 220 2.30 2.40 2.50 2.60
87 m/z 41.05 16.15%
5000 41 55
29 ‘
o L \‘\ Loesll s | o7 12 19
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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.

6.63 121.33 ng 8463090 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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
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): BF114126.D (-767) (-) m/z 132.00 100.00%
32
5000 68
© o5 gl s g T e | 520 oM Gbo 680 700
oY T v R 1 O RN AN R T | m/z 68.05 45_09%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR AR S N A
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 34 _.79%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.96%
33 44 g7 105
51 60 70 78 g 115
O R e i T e T o e o e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.32%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 620 640 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 : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 13.43 ng 1291770 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1668 (11.898 min): BF114126.D (-1664) (-) m/z 43.05 100.00%
48 60 73
5000
129
7 213 RN B i e
0115 | 1431071721859 1" 557, 256 1160 11.80 1200 12.20
b e m/z 73.00 91.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L B BN B SR
nmumnmnm
m/z 60.00 87.37%

213
‘J‘H' 143 157171185 199
04
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 74 .60%
29 171
g7 o 185 214
o 15 101 143157 198
I o B A o o o o o R e e ABAmammEEEs e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 72.67%
5000 129
29
oL 15
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 : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 11
R.T. EstConc Area Relative to ISTD R.T.
12.68 3.89 ng 374205 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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 1801 (12.680 min): BF114126.D (-1797) (-) m/z 43.10 100.00%
B3 13
5000
12.40 12.60 12.80 13.00
o] I— m/z 73.00 83.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 R R e REms e
nmnmnmmm
m/z 57.10 76.76%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 80
12.'40 12.I60 12.|80 13.'00
5000 129 m/z 59.95 74 .93%
83
101 157 185 213 256
ol 239
N AR AR R A LA RSN LA LA RN LR RAASS LA LRSS LARAN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid e B Ema et
73 12.40 12.60 12.80 13.00
43 m/z 41.05 71.09%
5000 129
185 228
2
ok T‘ W i 149308 Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

Sample : K2764-08

Misc :

ALS Vial : 4 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 6 Trichloroacetic acid, hexad... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.85 12.97 ng 1361140 Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2000 (13.851 min): BF114126.D (-1996) (-) m/z 57.05 100.00%
57
| ,ﬁmh
5000
111
NN S IR B
3 139 230 13.60 13.80 14.00 14.20
ol L L1067 200 20257 280 308 3% 43,05 99, 05%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 RN RN BN RN AR
13.60 13.80 14.00 14.20
125 m/z 55.05 87.19%
ol “\\‘\ “”“:‘...1.9?.2.2‘.". T
m/z--> 50 200 250 300 350
Abundance
57
97 R AR SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 83.10 75.02%
- 125
0 71 154 182 224 252 297 308348
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R e s e e e e
57 13.60 13.80 14.00 14.20
97 m/z 97.05 68.30%
5000
125
29
oLl db ‘ | || 15417719 224 269 370
LU B N B RN B R B B NN BN B N B N B BN BN B NN B B B B N B B B N N B B B B N B B —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—
m/z--> 50 100 150 200 250 300 350 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 : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .50 3.98 ng 417938 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 2110 (14.498 min): BF114126.D (-2108) (-) m/z 57.10 100.00%

5000

:

14.20 14.40 14.60 14.80

141175 214 254285 341 397

0 m/z 43.10 68.91%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57
5000 LA L L L L L L L L LB
14 20 14. 40 14 60 14. 80
m/z 71.05 62.63%
02614 \ | 141 183 221254
I e e AR R RAR BamEs e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
B LARREEE RS S
14.20 14.40 14.60 14.80
5000 m/z 85.10 43.51%

99
26 141 183 225 281 337 394

-+

e L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane I R e
517 14.20 14.40 14.60 14.80
m/z 41.10 23.27%
5000

é

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

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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 : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.82 5.30 ng 552048 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Octadecane 254 C18H38 000593-45-3 91
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2165 (14.821 min): BF114126.D (-2160) (-) m/z 57.10 100.00%

57
5000 85

113 14. 60 14.80 15.00 15.20
141 169
oLt .Ul, L2197 225248 279 309332355 460 | Tn/z  43.10  66.39%

L T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57

5000 85 L e e ]
14. 60 14. 80 15. OO 15. 20

m/z 71.10 64 .35%

29 113
0 | ‘ i i 141 169 197 225 253 281 309 338
mjz--> 50 160 1éo 200 250 300 350 400 450
Abundance
57

14.60 14.80 15.00 15.20

5000 85 m/z 85.10 48 .05%
29
. 13 141 169 197 205 254
e o LA I o o e o T L o o o I B M B BB
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83030: Tridecane, 6-propyl-
43 14.60 14.80 15.00 15.20
71 m/z 55.10 20.08%
5000
99 126 154 183
I
m/z--> 50 100 150 200 250 300 350 400 450 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 : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 Heptadecane, 9-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 14.87 ng 1548190 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2223 (15.162 min): BF114126.D (-2217) (-) m/z 57.05 100.00%

57
5000 85

113 14. 80 15.00 15.20 15.40
141169 107
ol3t L4 Iy 20 o7 225247 269288309 351374393 | sz 43.10  63.26%

m/z--> 50 1 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43
71

5000 ST T
14.80 15.00 15.20 15.40

m/z 71.05 61.85%
\ | [

99 210
ol il 127 155 182 239 267 206 323
T e
mz--> 50 100 150 200 250 300 350
Abundance
43
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—r

1 14.80 15.00 15.20 15.40

5000 m/z 85.05  48.13%
99 196
o 127 185 225 252 280
L L s o e e e e e e L B o e e e o e
m/z--> 50 100 150 200 250 300 350

Abundance #141431: Eicosane, 10-methyl- =TT T T T

57 14.80 15.00 15.20 15.40

m/z 55.10 22 .85%

5000 85 ¢ijtmwﬂwh~gﬂkaad—ﬂ~j\Mm
113 __ 154
3901 . k\‘l 1337) 1183 211 239 281

ol bt T T

T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.97 17.09 ng 1778780 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2360 (15.968 min): BF114126.D (-2355) (-) m/z 57.10 100.00%

57
5000 85

113 15. 60 15.80 16.00 16.20
I 141 169
ol 3 Ik L I 11 160 107 205 254274295 337 379 m/z 43.10 62.51%

: T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

5000 85 R
15. 60 15. 80 16 00 16.20

m/z 71.05 60.35%

113
o 29 h || 77T 141 169 197 225 267 295 365 393
T T T T R T e B
m/z--> 50 100 150 200 250 300 350
Abundance
57
_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_

15.60 15.80 16.00 16.20

5000 o m/z 85.10 42.76%
29 113
0 141 169 197 225 253 281 309 338
L e o e e B B LN e B s e By e B
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl- O B e e e e e B e
43 15.60 15.80 16.00 16.20

m/z 55.05 22.11%

71
5000
99 196
| J i 195 | ,225 252 280

L e A SR ——————

m/z--> 50 100 150 200 250 300 350 15. 60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

Sample : K2764-08

Misc :

ALS Vial : 4 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 12 Nonadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.07 3.32 ng 345965 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octadecane, 1-i1odo- 380 C18H371 000629-93-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2547 (17.068 min): BF114126.D (-2543) (-) m/z 57.10 100.00%
g7
5000 8 \/\WL
A AR SUNI SRR B
155 253 16.80 17.00 17.20 17.40
ol ‘l i 436,00 ,183206225 229 285 827380 nmyz 71.10  64.57%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 LR SO BUMRU LR IR
16,80 17.00 17.20 17.40
29 m/z 43.10 61.68%
0 \‘ \“ d‘ all \H\ h‘ 1:|I\-3 141 169 197 268
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 85.10 45_.80%
29 113 141
0 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo- R A B a e S
57 16.80 17.00 17.20 17.40
m/z 55.00 20.72%
5000 85 MWMM/\“WMWMM/\j“th\LNNMM/
29
113
m/z--> 50 100 150 200 250 300 350 16,80 17.00 17.20 17.40
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Library Search Compound Report

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

ﬁ?ggle i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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 13 _gama.-eudesmol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.32 2.94 ng 306107 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _gama.-eudesmol 222 C15H260 1000374-18-5 64
2 Cedrene-V6 204 C15H24 1000162-76-8 55
3 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 52
4 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 000489-29-2 46
5 .delta.-Selinene 204 C15H24 028624-23-9 43
Abundance Scan 2590 (17.321 min): BF114126.D (-2586) (-) m/z 189.10 100.00%

5000
255279304 346369393 425 17.00 17.20 17.40 17.60
0 m/z 204 .20 67.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79395: .gama.-eudesmol
161 189
133
59
5000 1
17.00 17.20 17.40 17.60
m/z 177.10 66.46%
222
o3 \H\ “.“ -|--‘\-\| .“ 1 ‘ |" L e —
m/z--> 50 100 150 200 250 300 350
Abundance
189
133 LILEN LI LI L L LB |
17.00 17.20 17.40 17.60
5000 m/z 175.10 38.06%
41 105
81
161
O T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400

Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2... I e A RARREEEs
17.00 17.20 17.40 17.60

m/z 109.05 37.37%

5000

T T
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF114126.D

Acq On : 10 May 2019 17:55

Operator : JU/SJ

3?22'6 i K2764-08 P021-SS010-0002-01
ALS Vial : 4 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... 2.15 28.4 ng 1978920 1 6.85 1395020 20.0
unknown6.63 6.63 121.3 ng 8463090 1 6.85 1395020 20.0
n-Hexadecanoic acid 11.90 13.4 ng 1291770 4 11.37 1924230 20.0
Octadecanoic acid 12.68 3.9 ng 374205 4 11.37 1924230 20.0
Trichloroacetic a... 13.85 13.0 ng 1361140 5 14.02 2098570 20.0
Octadecane 14.50 4.0 ng 417938 5 14.02 2098570 20.0
Tetracosane 14.82 5.3 ng 552048 6 15.50 2082150 20.0
Heptadecane, 9-he... 15.16 14.9 ng 1548190 6 15.50 2082150 20.0
2-methyloctacosane 15.97 17.1 ng 1778780 6 15.50 2082150 20.0
Nonadecane 17.07 3.3 ng 345965 6 15.50 2082150 20.0
-gama.-eudesmol 17.32 2.9 ng 306107 6 15.50 2082150 20.0
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