LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060619\

Data File : BF114860.D

Aca On : 6 Jun 2019 13:55 Instrument :
Operator : HP/JU BNA_F

Sample - K3192-01 ClientSampleld :
Misc - CLVR-AVEX-WC1B
ALS Vial : 14 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-BF060419 .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 3.628 253 262 269 rVB 80665 131667 1.36% 0.145%
2 4.875 470 474 484 rVB 74518 109378 1.13% 0.120%
3 5.281 537 543 546 rBY 6938333 7581527 78.27% 8.340%
4 6.310 712 718 721 rBVY 6651530 7978613 82.36% 8.777%
5 6.440 735 740 743 rBVY 7780341 8250531 85.17% 9.076%
6 6.669 775 779 782 rBVY 2780433 2348053 24.24% 2.583%
7 6.828 801 806 809 rBVY 6999176 6499477 67 .10% 7.150%
8 7.228 868 874 877 rBVY 4782407 5366341 55.40% 5.903%
9 7.945 992 996 1000 rBVY 3269968 3214165 33.18% 3.536%
10 9.028 1174 1180 1183 rBV 9431063 9686975 100.00% 10.656%

11 9.416 1242 1246 1253 rBV 1333268 1086206 11.21% 1.195%
12 9.698 1288 1294 1297 rBV 4162637 3842492 39.67% 4.227%
13 10.016 1337 1348 1350 rBv4 57404 143441 1.48% 0.158%
14 10.480 1422 1427 1430 rBV 5774750 5643507 58.26% 6.208%
15 11.169 1540 1544 1547 rBV 4569491 4007170 41.37% 4.408%

16 11.716 1634 1637 1644 rVB 675809 592807 6.12% 0.652%
17 12.369 1746 1748 1755 rBV 250928 238513 2.46% 0.262%
18 12.492 1767 1769 1779 rBV3 171953 283037 2.92% 0.311%
19 12.580 1781 1784 1790 rVB3 408254 571744 5.90% 0.629%
20 12.757 1809 1814 1817 rBV 9056122 9654808 99.67% 10.621%

21 12.998 1852 1855 1858 rVB2 115321 112564 1.16% 0.124%
22 13.239 1892 1896 1900 rBV 331616 460310 4._.75% 0.506%
23 13.345 1911 1914 1917 rVB 168899 158528 1.64% 0.174%
24 13.657 1964 1967 1975 rVB2 1314376 1465454 15.13% 1.612%
25 13.792 1985 1990 1993 rBV 3824043 3597197 37.13% 3.957%

26 13.986 2019 2023 2026 rBV 430698 396391 4._.09% 0.436%
27 14.292 2072 2075 2079 rBV 643545 608818 6.28% 0.670%
28 14.592 2122 2126 2130 rBV 680722 645718 6.67% 0.710%
29 14.792 2157 2160 2163 rBV 144277 187267 1.93% 0.206%
30 14.898 2174 2178 2187 rBV 741862 868974 8.97% 0.956%

31 15.121 2213 2216 2219 rVV 130811 146408 1.51% 0.161%
32 15.186 2221 2227 2232 rVV 2303199 2882402 29.76% 3.171%
33 15.245 2233 2237 2242 rVB 571039 685306 7.07% 0.754%
34 15.639 2299 2304 2307 rBV 439879 617968 6.38% 0.680%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\

Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01 epyelipvpelle e
Misc :

ALS Vial : 14 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.674 2308 2310 2319 rVB3 170027 280844 2.90% 0.309%
36 16.092 2376 2381 2390 rVB2 234265 412255 4.26% 0.453%
37 16.615 2467 2470 2478 rVB3 88134 149983 1.55% 0.165%

Sum of corrected areas: 90906839
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060619\
: BF114860.D

: 6 Jun 2019 13:55

: HP/JU

: K3192-01

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF060419 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

CLVR-AVEX-WC1B

Abundance

8000000

6000000

4000000

2000000

TIC: BF114860.D

5.28

6.44

6.31

6.67

6.83

7.23

0
Time-->

T
5.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF114860.D

10.48

11.17
9.70

7.95

11.72

o

12.37%

58

13.00 13#4

0
Time-->

11.00 11.50

T T
10.00 10.50

12.00

12.50

13.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF114860.D

13.79

15.19

14.29 14.59 14.90

13.99

.24 :—lg 6@7

16.09

16.62

Time-->

1
13.50

14.00

14.50

15.00

15.50

16.00

16.50

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\

Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01 epyelipvpelle e
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419 .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 1 unknown6.44 Concentration Rank 1

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

6.44 70.28 ng 8250530 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 740 (6.440 min): BF114860.D (-735) (-) m/z 131.95 100.00%
32
5000 68
40 | 75 0 ‘ 620 6.40 6.60 6.80
54 104 . . . .
o.,....,...:In..‘.‘?,::..?.1...|,..':.,..?‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.00 39.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 URRBE AR S S
6.20 6.40 6.60 6.80
78 m/z 134.00 34 .98%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 25.41%
41 97
‘ 53 117
9 go
o-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘w‘.--‘-‘-‘.‘----.--‘--.-19'-5-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A A L
132 6.20 6.40 6.60 6.80
m/z 69.00 15.62%
117
5000
39 91
51 65
AN O - RO TSN Yo - N PRy | O | SN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.72 2.96 ng 592807 Phenanthrene-d10 11.17
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 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan 1638 (11.722 min): BF114860.D (-1634) (-) m/z 73.00 100.00%
7B
43
5000
11,40 11,60 11.80 12.00
o} m/z 60.00 72.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
5000 UL A IR RN B
11.40 11.60 11.80 12.00
157 1g5 213 256 m/z 43.00 67.71%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid
78
43 11.40 11,60 11.80 1200
5000 129 m/z 57.00 63.73%
2
o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid R AR R RS S
/78 11.40 11.60 11.80 12.00
m/z 55.00 55.51%
5000 129
284
o} s vt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11!40 11)60 11)80 12!00 '
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.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 4 Butyl citrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.58 3.18 ng 571744 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 81
2 Adipic acid. cvcloheptvl isobuty... 298 C17H3004 1000324-71-5 59
3 Adipic acid. isobutvl 2-octvl ester 314 C18H3404 1000324-44-5 59
4 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 35
5 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 35
Abundance Scan 1784 (12.580 min): BF114860.D (-1781) (-) m/z 185.00 100.00%
185
129
5000
57
3 g7 11 | 157 218 041 22 12.20 12.40 12.60 12.80
0 :J.M.ﬂl. L et ..,l. B m/z 129.00 79.84%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 AR AR B
12,20 12.40 1260 12.80
41 259 m/z 57.05 25.25%
g7 111 157
L) leo® T e 213231 | 287 361
m/z--> 50 100 150 200 250 300 350
Abundance #142819: Adipic acid, cycloheptyl isobutyl ester
129
12.20 12.40 12.60 12.80
5000 m/z 58.95 25.04%
185
111
0...“'“ .\%47....202.2.2.5.....|....|..
m/z--> 100 150 200 250 300 350
Abundance #156341: Adipic acid, isobutyl 2-octyl ester v P T T
129 12.20 12.40 12.60 12.80
m/z 41.00 23.11%
5000 185
57 111
0 2\9 1) I‘ [T O xlfw‘ 292 241
m/z--> 50 100 150 200 250 300 350 1220 12.40 1260 12.80
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.24 2.56 ng 460310 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 Dodecanamide 199 C12H25N0 001120-16-7 58
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 1896 (13.239 min): BF114860.D (-1892) (-) m/z 59.00 100.00%
50
5000
41
R e R
81 98112126 13.00 13.20 13.40 13.60
140154
o 168 184199 222238 264 281 n/z 72.00 71 16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41
13.00 13.20 13.40 13.60
81 m/z 55.00 35.23%
) 2 DB 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
50
'~ 13.00 13.20 13.40 13.60
5000 m/z 41.00 29.02%
o 3 91 111125141155170 196212 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide T T
50 13.00 13.20 13.40 13.60
m/z 69.10 20.25%
o \\ Lol %6100114128142156170184199
m/z--> 25 45 65 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 1340 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\

Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01 epyelipvpelle e
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419 .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 6 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.66 8.15 ng 1465450 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1l-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1968 (13.663 min): BF114860.D (-1964) (-) m/z 57.00 100.00%
57 g5
5000 111
U AR NN SUNRN S
3 139 13.40 13.60 13.80 14.00
ol ILAS 108187 210 236 262280 308 m/z 43.00 82.20%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
97 83
5000 111 LIS L L L LB L B
1340 13.60 13.80 14.00
m/z 83.05 80.31%
29 139
o iy k1§7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 55.00 75.72%
29
oLl ‘ A AP 167 106 o3 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R R EREs e e
57 13.40 13.60 13.80 14.00
m/z 97.05 73.62%
5000
29 ‘
oL 1L 139 163182 Z}OI 297285 3% SN | NN W
m/z--> 50 200 250 300 350 1340 13.60 13.80 14.00
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Heptadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.99 2.20 ng 396391 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2024 (13.992 min): BF114860.D (-2019) (-) m/z 57.00 100.00%
g7
85
5000
113 0 13.80 14.00 14 20 14.4
141 169 13.60 13.80 14.00 14.20 14.40
- .|, b AT e sgi210 202 273 303324 m/z 71.00 75.59%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 R AL B LI
13.60 13.80 14.00 14.20 14.40
29 m/z 43.00 54.61%
0 || I I 1:AII-3I 1‘-11 " 169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance #94355: Hexadecane, 2-methyl-
57
o 13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 54 .54%
197
113
141
0 29 | A \’ {‘ llqg. | 22{5.
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane BLELELEE BLALLEL B B L B
57 13.60 13.80 14.00 14.20 14.40
m/z 55.00 22.61%
5000 85
29 i 13 14
oL d LT M 109 107 225 253 205 a2 367 e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20 14.40
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.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 8 Hentriacontane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.20 3.38ng 608818  Chrysene-d12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 91

2 Heptacosane. 1-chloro- 414 C27H55CI
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S

062016-79-9 91
1000309-17-9 91

4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2075 (14.292 min): BF114860.D (-2072) (-) m/z 57.00 100.00%
57
85
5000
141 169 197 14.00 14.20 14.40 14.60
- ] H! Loy 224 296280 309387 | m/z 71.05 73.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LA L L L L LB
14.00 14 20 14. 40 14 60
113 m/z 43.00 62.58%
o Il | 777,142 169 197 225 253 281 309 337 365 437
B o o B o L o o e e e B AL B m i
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
R REEE e R
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 55.14%
29
ol )] J J‘M113 141162183 211 239 273 301 343 371 414
et e e e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester o i e e Ehta e
57 14.00 14.20 14.40 14.60
m/z 55.00 27 .36%
5000
85
29
o ‘ | l‘ 113130 169 551
...,....,....,..” T T R N REEE S R
m/z--> 50 100 150 200 250 300 350 400 14.00 14 20 14. 40 14 60
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 6

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

14 .59 4_.48 ng 645718 Perylene-d12 15.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2126 (14.592 min): BF114860.D (-2122) (-) m/z 57.00 100.00%
57
85
5000
141 169 197 955 14.20 14.40 14.60 14.80 15.00
ol J A l| Loy P 197 225 290 281301828 351 m/z 71.10  76.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L L L LB
14 20 14. 40 14 60 14. 80 15. 00
m/z 43.00 60.07%
29 113 141
oLl I ] | 11,169 197 205 253 296
e I B e i BRARAR o B e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
A e e
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 59.42%
113
N BEE 141,169 197 225 267 295 365 393
i B o B I B A e e o e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T T T T
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.05%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
A e RS mE T
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .90 6.03 ng 868974 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2178 (14.898 min): BF114860.D (-2174) (-) m/z 57.00 100.00%
g7
85
5000
113 s e e 1 on
141 252 14.60 14.80 15.00 15.20
- ,I L ll, L=~ 169 197 225 7 280 309 3373% | n/57 7105  76.96%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 LR B B B BUL
14 60 14. 80 15. oo 15. 20
m/z 43.00 60.30%
m/z--> §o 160 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.05 58.35%
29 113
ol Tl |1 160 197 225 253 296
m/z--> §o 160 150 200 2%0 300 3%0
Abundance #175558: Tetracosane e e
57 14.60 14.80 15.00 15.20
m/z 55.00 21.91%
85
5000
oL 3 “‘] ‘ L. (141 169 197 225 253 281 309 338
m/z--> 5'0 100 150 200 250 300 3&1,0 14 60 14. 80 15. 00 15. 20
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8270-BF060419.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114860.D

Aca On : 6 Jun 2019 13:55

Operator : HP/JU

Sample : K3192-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF060419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.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 11 Hexacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.24 4.76 ng 685306 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2236 (15.239 min): BF114860.D (-2233) (-) m/z 57.00 100.00%
57
85
5000
141 15.00 15.20 15.40 15.60
ol A ll L=y~ 109 197 225243 270201310 345 m/z 71.10 75.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L L B UL U
mmmmmmmm
m/z 43.00 58.67%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> éo 100 1éo 260 250 360 350
Abundance #141426: Heneicosane
57
o " 15.00 15.20 15.40 15.60
5000 m/z 85.10 55.49%
29 113
oL L LT M 169 107 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #94355: Hexadecane, 2-methyl- T T T
57 15.00 15.20 15.40 15.60
m/z 55.00 22 .45%
85
5000 197
113
’ 141 25
0 ..Z?J — ,.\.k .,{}?gu. ———— R B B
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060619\

Data File : BF114860.D

Acg On : 6 Jun 2019 13:55

Operator : HP/JU

Sample - K3192-01 CLVR-AVEX-WC1B
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060419_M
Quant Title : 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]
unknown6 .44 6.44 70.3 ng 8250530 1 6.67 2348050 20.0
n-Hexadecanoic acid 11.72 3.0 ng 592807 4 11.17 4007170 20.0
Butyl citrate 12.58 3.2 ng 571744 5 13.79 3597200 20.0
9-Octadecenamide, ... 13.24 2.6 ng 460310 5 13.79 3597200 20.0
n-Tetracosanol-1 13.66 8.2 ng 1465450 5 13.79 3597200 20.0
Heptadecane 13.99 2.2 ng 396391 5 13.79 3597200 20.0
Hentriacontane 14.29 3.4 ng 608818 5 13.79 3597200 20.0
Heneicosane 14.59 4.5 ng 645718 6 15.19 2882400 20.0
Hexadecane 14.90 6.0 ng 868974 6 15.19 2882400 20.0
Hexacosane 15.24 4.8 ng 685306 6 15.19 2882400 20.0
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