LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 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-BF042219_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 2.199 15 19 24 rVB 53575 74164 2.48% 0.270%
2 5.516 578 583 587 rBv 2188254 2127210 71.04% 7.750%
3 6.522 748 754 757 rBV 2341588 2250871 75.17% 8.200%
4 6.663 773 778 781 rBvV 2717121 2391453 79.87% 8.712%
5 6.892 813 817 821 rBV 906770 708061 23.65% 2.580%
6 7.051 840 844 847 rBV 2319226 1920515 64.14% 6.997%
7 7.451 907 912 915 rBV 1529944 1426397 47.64% 5.197%
8 8.175 1031 1035 1048 rBVY 931578 898086 29.99% 3.272%
9 9.245 1213 1217 1220 rBV 3499331 2994347 100.00% 10.909%
10 9.633 1280 1283 1292 rVB 376019 328331 10.97% 1.196%

11 9.922 1328 1332 1343 rVB 1222843 1098708 36.69% 4._.003%
12 10.710 1461 1466 1480 rBV 2083370 1895918 63.32% 6.907%
13 11.410 1580 1585 1587 rBV 1160373 1138849 38.03% 4.149%
14 11.427 1587 1588 1592 rVB 141233 101636 3.39% 0.370%
15 11.927 1670 1673 1682 rVB2 252798 266887 8.91% 0.972%

16 12.616 1787 1790 1796 rBV 242885 237867 7.94% 0.867%
17 12.716 1803 1807 1821 rBV2 142537 182086 6.08% 0.663%
18 12.845 1824 1829 1835 rVB 205501 215161 7.19% 0.784%
19 12.992 1849 1854 1857 rBV 3207876 2950462 98.53% 10.749%
20 13.680 1968 1971 1976 rVB2 34056 35470 1.18% 0.129%

21 13.892 2004 2007 2008 rBVZ2 38351 39774 1.33% 0.145%
22 13.921 2008 2012 2022 rVB7 59104 155767 5.20% 0.567%
23 14.045 2028 2033 2036 rBV 1011189 998829 33.36% 3.639%

24 14.068 2036 2037 2043 rVB 113750 84888 2.83% 0.309%
25 14.527 2110 2115 2118 rBV2 72352 81548 2.72% 0.297%
26 14.568 2118 2122 2129 rVV9 29933 73017 2.44% 0.266%
27 14.686 2139 2142 2146 rBV2 31850 41392 1.38% 0.151%
28 14.839 2165 2168 2172 rVB 94611 94438 3.15% 0.344%
29 14.986 2190 2193 2196 rVB2 51361 45363 1.51% 0.165%

30 15.104 2208 2213 2221 rVB 97368 194852 6.51% 0.710%

31 15.180 2222 2226 2230 rBV 134950 152530 5.09% 0.556%

32 15.257 2234 2239 2248 rBV9 36615 99432 3.32% 0.362%
33 15.404 2261 2264 2270 rVB 61414 84999 2.84% 0.310%
34 15.468 2271 2275 2281 rVV 69699 91846 3.07% 0.335%

8270-BF042219.M Tue Apr 30 16:30:34 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.539 2281 2287 2290 rVvV 696015 955214 31.90% 3.480%

36 15.568 2290 2292 2298 rVB 143178 167806 5.60% 0.611%
37 15.768 2323 2326 2331 rVB6 30495 41342 1.38% 0.151%
38 16.015 2362 2368 2374 rBV 126410 197565 6.60% 0.720%
39 16.527 2449 2455 2459 rBV3 70781 119875 4._00% 0.437%

40 16.815 2501 2504 2510 rBvV7 20632 35759 1.19% 0.130%
41 17.009 2533 2537 2544 rVB2 36104 65249 2.18% 0.238%
42 17.127 2553 2557 2564 rVB3 37450 78224 2.61% 0.285%
43 17.251 2574 2578 2584 rBV6 23693 49068 1.64% 0.179%
44 17.456 2609 2613 2624 rVB 34880 75727 2.53% 0.276%
45 18.168 2727 2734 2747 rVB7 31313 108381 3.62% 0.395%
46 18.674 2815 2820 2829 rVB9 28169 73574 2.46% 0.268%
Sum of corrected areas: 27448938
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abé’é}?@é‘@& TIC: BF114027.D

3000000

6.66

2500000 6.52 205
5.52 i

2000000

7.45
1500000

1000000 6.89

500000

22 L L

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Ay :
yndance TIC: BF114027.D

3000000

2500000

10.71
2000000

1500000
9.92 11.41

1000000 8.17

500000 9.63

| - i

r_r e - - - A A e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Ay :
yndance TIC: BF114027.D

3000000

11.93 12 .-;13.85

2500000

2000000

1500000

14.04
1000000
15.54

500000

57
15.77 16,92 16.53 16,847.01.13.2517.46 18.17 18.67

R R e e e e e e e e e o e e e e =

I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 10

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

2.20 2.09 ng 74164 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 19 (2.199 min): BF114027.D (-15) (-) m/z 73.00 100.00%
7B
5000 J\
43 87
55 LA IR IUNURE IUR UM A
| | 2.20 2.30 2.40 2.50 2.60
Y s S U AN m/z 43.00 29.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U IR RS IR UL A
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 26.81%
0 29 35 \‘ 67 ||, 80
”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
2,20 2.30 2.40 2.50 2.60
5000 m/z 55.00 21.55%
45
29
0 39 S a7 101
I S UL SRR UL SURIL UL SULILL IO SULI UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
7B 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12.95%
5000
43
L2 1 29 36 || 5359 66 | 88
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 unknown6.66 Concentration Rank 1

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

6.66 67.55 ng 2391450 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 777 (6.657 min): BF114027.D (-773) (-) m/z 132.00 100.00%
5000 68
20 s e J 640 6.60 6.80 7.00
o |.7=7,?.7.I,’1P“??1.5,.. e || m/Z  68.00 43.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U R AR R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.67%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.70%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R m A
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17 .53%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.93 4.69 ng 266887 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1673 (11.927 min): BF114027.D (-1670) (-) m/z 73.00 100.00%
73
43 60
5000
129
97 213 LB B e e e
15| 143157171185 0 "7 0y7 256 1160 11,80 12,00 12.20
Obrr i m/z 59.95 73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L SIS SN BN BN
nmnmnmnm
21 m/z 43.00 70.16%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 12.20
5000 129 m/z 57.00 56.64%
29 87
115 | 143 199 242
101 185
L1 157171 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo
Abundance #72646: Tridecanoic acid B B RE R R et
43 6073 11.60 11.80 12.00 12.20
m/z 55.00 55.92%
5000 - e
‘ T7 115 ‘ 171185 214
oo L M o | s e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF042219.M Tue Apr 30 16:30:37 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.20 ng 182086 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 1808 (12.722 min): BF114027.D (-1803) (-) m/z 72.95 100.00%

5000

12.40 12.60 12.80 13.00

o m/z 60.00 76.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284
12.40 12.60 12.80 13.00
m/z 43.00 75.87%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5 73
R R RARREEEEEE R Ry
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 70.14%
28 87 242
143 199
115 157171185
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e o R
73 12.40 12.60 12.80 13.00
43 m/z 55.00 60.79%
5000
2
o R RARREEEE RS SRRy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.12 ng 155767 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 83
2 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 073002-85-4 52
3 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 49
4 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 38
5 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 27
Abundance Scan 2012 (13.921 min): BF114027.D (-2008) (-) m/z 83.00 100.00%
83
55
5000
5 13.60 13.80 14.00 14.20
o} m/z 97.00 81.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
5000 SR AR U IR IR

13!60 13.I80 14.I00 14!20
m/z 69.00 69.01%

139154 266

182 210

238 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
83
e AREEEEEaSEE
41 57 13.60 13.80 14.00 14.20
5000 111 m/z 55.00 64 .88%
139 181 221
o 18 154 205 | 236 263278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!- s AEREERREEEE
5 13.60 13.80 14.00 14.20
o7 m/z 43.00 51.94%
5000
8
3
125140
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.18 3.19 ng 152530 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2226 (15.180 min): BF114027.D (-2222) (-) m/z 57.10 100.00%
57
85
5000
113 0 15.00 1520 1640 @
141 169 197 239 268 14.80 15.00 15.20 15.40
o..],.-!fl.d,al.-l..', £ e S NN m/z 71.10 84.31%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 R R S IR R
14.80 15.00 15.20 15.40
29 m/z 85.10 61.66%
113
0 \‘ l h H It u‘ I \141 169 197 225 268
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 57 .66%
0 29 13 141 169 197 205 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A B o
57 14.80 15.00 15.20 15.40
m/z 55.05 23.32%
5000
85
0 %9 I8 141 169 197 225 253 281 323 351 380
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\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 1-Heptacosanol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.26 2.08 ng 99432 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 81
2 Octacosanol 410 C28H580 000557-61-9 76
3 n-Tetracosanol- 354 C24H500 000506-51-4 76
4 1-Heneicosanol 312 C21H440 015594-90-8 76
5 Behenic alcohol 326 C22H460 000661-19-8 76

Abundance Scan 2240 (15.262 min): BF114027.D (-2234) (-) m/z 83.00 100.00%
5000 111
139 167 268 e e e
T 209| | | 15.00 15.20 15.40 15.60
o S SR m/z 57.00 97.62%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 | 97
5000 TT T[T T T T[T T rrrrrrr1
125 15.00 15.20 15.40 15.60
m/z 55.00 91.16%
L2 | \‘ | ‘ 193 181 200 236 264 202 320 350 378
R R e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
15.00 15.20 15.40 15.60
5000 m/z 43.10 88.06%
125
29
o 77 153 181 209 236 264 292 322 364 392
e T T L e
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 B e A
8 15.00 15.20 15.40 15.60
m/z 97.05 87 .50%
5000 1
o ‘ \} ] ,1§7 195 222 250 280 308 336
— . e e R & B o SRR
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.14 ng 197565 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2369 (16.021 min): BF114027.D (-2362) (-) m/z 57.10 100.00%

85
5000

15.80 16.00 16.20 16.40

141 169 197 225 263 295

0! m/z 71.00 85.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 LI L B L
15.80 16.00 16.20 16.40
m/z 85.05 61.84%
29 13 441
ol L L |17 141 169 197 225 253 281 309 337 365 304
N e L o B B e L o e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A ia B R R e e
15.80 16.00 16.20 16.40
5000 85 m/z 43.05 56.65%
113 14
oL29 169 197 225 253 281 309 337 365 393 422
T LI I e e o o o e e B T T e i B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane RS EmmEs o L
57 15.80 16.00 16.20 16.40
m/z 99.00 25.79%
5000 85
113
o 20| | || |77 141 160 107 225 267 205 365 393
L e e B B e e e I e e
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.51 ng 119875 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Triacontane 422 C30H62 000638-68-6 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 87
Abundance Scan 2455 (16.527 min): BF114027.D (-2449) (-) m/z 57.10 100.00%
57
5000 \/\L\AA
113 141 221 16.20 16,40 16.60 16.80
183 281 356 429 . . . .
okl m/z 71.05 78.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AR B DA
mmmmmmmm
m/z 85.10 55.08%
0 ,'ﬂgg ‘\ i h\ LN ‘1?9 sz
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.05 51.45%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #209565: Octacosane R AEmEEEE L
57 16.20 16.40 16.60 16.80
m/z 55.05 19.43%
5000 85
29 113 441
oLl |l | 7] 14 169 197 225 253 281 309 337 365 394
m/z--> % 1& ﬁo M 250 %o @ 4& mmmmmmmm'

8270-BF042219.M Tue Apr 30 16:30:43 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Piperidine, 1-(5-trifluorom... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.17 2.27 ng 108381 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine, 1-(6-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 74
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si17 000541-01-5 42
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
4 Thioxanthene, 9-(tetrahydrothiop... 296 C18H16S2 116196-88-4 25
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 22
Abundance Scan 2734 (18.168 min): BF114027.D (-2727) (-) m/z 221.00 100.00%
73 147 221
355
5000 281
429
43 |, 99 192 327 17.80 18.00 18.20 18.40
o} m/z 73.00 91.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
295
5000 175201228 N LR BRI U
55 17.80 18.00 18.20 18.40
‘ 82 ‘ ‘ m/z 147.00 89.40%
o .m“ IH”\I\\“\I “\N .“‘l‘“.‘“.‘ L.H. I"“‘ ."‘.‘hl ‘l‘.““.“. — .h. 'MI L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
221
73 17.80 18.00 18.20 18.40
5000 147 m/z 354.95 55.98%
8L ap
251
oL, 45 117 191 311 | 371397 429 517
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 221 17.80 18.00 18.20 18.40
m/z 281.00 45 _42%
73
5000
191
117 279
oL | |y Lo | 247
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\
Data File : BF114027.D

Acq On 29 Apr 2019 17:18

Operator : JU/SJ

Sample - K2553-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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... 2.20 2.1 ng 74164 1 6.89 708061 20.0
unknown6 .66 6.66 67.5 ng 2391450 1 6.89 708061 20.0
n-Hexadecanoic acid 11.93 4.7 ng 266887 4 11.41 1138850 20.0
Octadecanoic acid 12.72 3.2 ng 182086 4 11.41 1138850 20.0
1-Heneicosanol 13.92 3.1 ng 155767 5 14.04 998829 20.0
Nonadecane 15.18 3.2 ng 152530 6 15.54 955214 20.0
1-Heptacosanol 15.26 2.1 ng 99432 6 15.54 955214 20.0
Octacosane 16.02 4.1 ng 197565 6 15.54 955214 20.0
Eicosane 16.53 2.5 ng 119875 6 15.54 955214 20.0
Piperidine, 1-(5-... 18.17 2.3 ng 108381 6 15.54 955214 20.0
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