LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF120518 .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 3.246 194 197 205 rBvV 155353 284625 1.76% 0.194%
2 5.028 497 500 509 rvB 662312 879928 5.45% 0.601%
3 5.428 562 568 571 rBY 13732588 14631215 90.59% 9.998%
4 6.440 733 740 744 rBVY 13598231 16150971 100.00% 11.037%
5 6.575 758 763 767 rBVY 13227135 14846442 91.92% 10.145%
6 6.804 799 802 806 rVB 3758511 3057383 18.93% 2.089%
7 6.963 825 829 832 rBVY 11802250 11165724 69.13% 7.630%
8 7.369 892 898 901 rBVY 9291930 9996812 61.90% 6.831%
9 8.087 1016 1020 1023 rBV 4790461 3978535 24.63% 2.719%
10 9.169 1198 1204 1207 rBVY 16208891 15600534 96.59% 10.661%
11 9.557 1266 1270 1273 rBvY 2508666 1970231 12.20% 1.346%
12 9.839 1314 1318 1322 rVB2 5037996 4354640 26.96% 2.976%
13 10.628 1446 1452 1455 rBV 10152336 10004550 61.94% 6.837%
14 11.322 1566 1570 1573 rBV 5309369 4361874 27.01% 2.981%
15 11.863 1656 1662 1680 rBVY 4380012 4571475 28.30% 3.124%
16 12.645 1791 1795 1806 rBY 2505975 2443218 15.13% 1.670%
17 12.916 1836 1841 1844 rBV 13868180 14469758 89.59% 9.888%
18 13.392 1914 1922 1927 rBV4 106085 201120 1.25% 0.137%
19 13.810 1990 1993 2010 rBY 2884654 3156324 19.54% 2.157%
20 13.957 2014 2018 2021 rVV 4326758 3669755 22.72% 2.508%
21 14.139 2046 2049 2053 rBV 192340 182302 1.13% 0.125%
22 14.445 2098 2101 2111 rVB 374434 464054 2.87% 0.317%
23 14.745 2149 2152 2156 rBV 289218 287385 1.78% 0.196%
24 14.821 2161 2165 2169 rVB 683955 658836 4.08% 0.450%
25 15.080 2205 2209 2212 rBV 323130 381243 2.36% 0.261%
26 15.392 2257 2262 2267 rBV2 2234980 2694687 16.68% 1.841%
27 15.451 2268 2272 2277 rVB 319206 371081 2.30% 0.254%
28 15.874 2340 2344 2348 rBV 253754 358705 2.22% 0.245%
29 15.921 2348 2352 2360 rVvVv 357692 666067 4.12% 0.455%
30 16.368 2424 2428 2434 rVB2 137040 237821 1.47% 0.163%
31 17.039 2537 2542 2549 rVB4 100871 240534 1.49% 0.164%

Sum of corrected areas: 146337829
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

- Z:
- BF
I 6
- Ju
- J6

9

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromato

\SVOASRV\HPCHEM1I\BNA F\DATA\BF120618\
111137.D

Dec 2018 14:41
/SJ
204-08

Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF12051
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

gram

8.M

Abundance TIC: BF111137.D
1.5e+07
543 6.4% 57
6.96
1e+07 7.37
5000000
6.80
. el | NI
——Tr 777 ' 7 i
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111137.D
9|17
1.5e+07
© 12.92
10.63
1e+07
11.32
5000000 8.09 9.84 11.86
9.56 12.65
0..,....,....,.%—..................,....,....,.......
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: BF111137.D
1.5e+07
1e+07
5000000 13.96
13.81 15.39
\ 1414 1444 18%82 1508 &% 15892 16.37 17.04
03-39 N A \ A A 3 :
e e T T T T e T e T e e T T T e e e e e e e
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\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.03 5.76 ng 879928 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 500 (5.028 min): BF111137.D (-497) (-) m/z 43.00 100.00%
43.0
5000 591
1011 oo 450 80 550 540
O et 678880 N7 59,10 51, 49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LN UL UL
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.05 16.62%
: 83.0
0 Tl i . .
RIS SO S SURLILI SULELILUN IR UL JUREMS SULILEE S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520 540
5000 m/z 58.10 14.62%
101.0
150 30 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester R RREEE R
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.27%
5000 57.0
29.0 101.0
0"W}ﬁ?l”"v'”I'”'I”'W"”Z%q'v"W"”I”"P"' SR SR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 97.12 ng 14846400 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 762 (6.569 min): BF111137.D (-758) (-) m/z 132.00 100.00%
13R.0
5000 68.0
oo || 8k 6w cho ok 7bo
0 e m/z 68.05 45_.76%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LR N R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.68%
0 [ AL DAL DL SN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 30.26%
0= 'J'l'?aqk‘iﬁf{“8§P'Jl'y L DAL SURLELALES SN DR S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl R L R o
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.60%
74.0
5000 98.0 116.0
o ....,...t‘pn..JH..W..,m..hq..“‘.,..?Q%Q. _ %?90|||| SN Y | AN
m/z--> 40 60 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 20.96 ng 4571480 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1662 (11.863 min): BF111137.D (-1656) (-) m/z 43.10 100.00%
431 73.0
5000
129.1
98.0 157118522132 o 4 1160 11.80 12.00 12.20
0 Lﬂ 2811 383 "m/z 73.00 89.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L UL B UL B
nmnmnmnm
J 1570 155 0 2130 256.0 m/z 59.95 86.85%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid

43.0 ,73.0

11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 77 .09%

99.0
’ ‘ {9? 157 0 242.0
EETIN 00 0 O O NSRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50051: Undecanoic acid R e e  REREa R E
60.0 11.60 11.80 12.00 12.20
m/z 41.05 74 .30%
5000
29.0 85.0 129.0
| ALy, 70 2500
ettt At e i e e o et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 13.32 ng 2443220 Chrysene-di12 13.96
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 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1796 (12.651 min): BF111137.D (-1791) (-) m/z 43.10 100.00%
43.1 73.0
5000 129.1
185.1 241.2
101.1 284.3 12.40 12.60 12.80 13.00
157.2 213.2
0 .h..,..l.l.,....I,-...'.,....,... m/z 73.00 85.62%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000

12.40 12.60 12.80 13.00
m/z 57.10 80.11%

04
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 78.75%
H970 157.01g5 02130  256.0
SN |1 11O o O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R R S R R
43.0 12.40 12.60 12.80 13.00
m/z 55.10 74 .46%
73.0
129.0
185.0213.0241.0
Sl e | maomsome | gy g
m/z--> 50 O 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\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 17.20 ng 3156320 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90

Abundance Scan 1993 (13.810 min): BF111137.D (-1990) (-) m/z 43.05 100.00%

5000

13.40 13.60 13.80 14.00 14.20
m/z 57.05  97.24%

| 1392 167.1 196.2 224.4 252.2 280.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000 | SLINL LENL LB LI L N LB L B L
13.40 13.60 13.80 14.00 14.20
29.0 m/z 55.05 92.87%
o 167.0 196.0 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0 83.0
LB B e
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 77.79%
29.0
0 5 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115905: 1-Nonadecene
41,0 13.40 13.60 13.80 14.00 14.20
0
83.0 m/z 97.05 69.97%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Sulfurous acid, pentadecyl ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14 .45 2.53 ng 464054 Chrysene-di12 13.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 90
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 83
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Nonadecane 268 C19H40 000629-92-5 64
5 Heneicosane 296 C21H44 000629-94-7 62

Abundance Scan 2102 (14.451 min): BF111137.D (-2098) (-) m/z 57.10 100.00%
57.1
5000
11.1 I o e o o e N L o o
14.20 14.40 14.60 14.80
169.1 397.4
YD ¥ U ¥ WS W72 N o N m/z 43.05 76.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
43.0
5000 LA L L L L L LB
14.20 14.40 14.60 14.80
7.0 m/z 71.10 51.23%
ol L, L 15502100
—H et
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
T T e
14.20 14.40 14.60 14.80
5000 m/z 55.10 50.81%
. l | ljﬂo 169.0 239.0291.0
”..,.”,”....” L W e R B o
m/z--> 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane R T
57.0 14.20 14.40 14.60 14.80
m/z 83.10 41 .85%
5000
0 1130 169.0 225.0 281. 03370 3930 4630 5610 6150
L o R I e e N T B B B e
m/z--> 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\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.13 ng 287385 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Pentadecane 212 C15H32 000629-62-9 92
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2151 (14.739 min): BF111137.D (-2149) (-) m/z 57.10 100.00%
51.1
5000
| st 14.40 14.60 14.80 15.00
141.1 207.1 281.1 . . . .
ST N O O O T .S (o - VO R 7 W
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 U DR B DU UM

14.40 14.60 14.80 15.00
m/z 71.10 68.53%

99 0
720Uy %1% 1410 1830 a2 2000
Lt L o e o I L B e o B o o o |
m/z--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane
57.0
N BEEREREEEREE SRR
14.40 14.60 14.80 15.00
5000 m/z 85.05 44 . 79%
o 210 ] | R0 1410 18202120
L o o e e LA e B B e e e B e e o O L
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e ]
57.0 14.40 14.60 14.80 15.00
m/z 55.10 27.95%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA R R e AR
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 4.89 ng 658836 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
3 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602 061691-98-3 64
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
5 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 64
Abundance Scan 2165 (14.821 min): BF111137.D (-2161) (-) m/z 69.10 100.00%
69.1
5000
e M
149.1
09.1 14.60 14.80 15.00 15.20
oL 30 gL L0 4| . 203123510670 3413 4104 o Tgi o 55 10w
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 ----u-TTTJkTT- AR
14.60 14.80 15.00 15.20
m/z 41.10 31.17%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
1460 14.80 15.00 15.20
5000 m/z 149.05 13.77%
137.0
02|7:0||l|| JIJHCI)SIIOIMIIIII:II'Q?OIIII ——r— ——r— T
m/z--> 50 100 150 200 250 300 350 400
Abundance #171133: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame...
69.0 14.60 14.80 15.00 15.20
m/z 95.10 12.66%
5000
07.0
29 LT 0™t 20 a0
mzs 80 1o 10 20 2% 3o a0 4o 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Octadecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.83 ng 381243 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
2 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Decane. 1-iodo- 268 C10H211 002050-77-3 81
5 1-lodoundecane 282 C11H231 004282-44-4 81
Abundance Scan 2209 (15.080 min): BF111137.D (-2205) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.0
113. 1141 2169 2 14.80 15.00 15.20 15.40
ol |',I AL 3421602 21012391 2811 3410 m/z 43.05 59.24%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 85.0 LRI B SR IR UL
9.0 1480 15.00 15.20 15.40
: m/z 71.10 58.47%
0 | l..ﬁlﬁol 155018302110 253.0
m/z--> 50 100 150 200 2%0 300 350
Abundance  #175313: 2-Thiopheneacetic acid, 4-tetradecyl ester
510 970
1480 15.00 15.20 15.40
5000 m/z 85.05 46 .59%
29"0 \ | ‘ 142.0 196.0 338.0
0..L.‘.H|“.“..l‘.‘i.J...‘,....‘,....,....,...‘.,.
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane T e
57.0 14.80 15.00 15.20 15.40
m/z 55.05 20.21%
5000
85.0
29.0
o |1 2%30141.0160.0197.0225.0253.0 282.0
m/z--> 50 100 150 200 250 300 350 1480 15.00 15.20 15.40

8270-BF120518_.M Fri Dec 07 15:10:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.45 2.75 ng 371081 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2272 (15.451 min): BF111137.D (-2268) (-) m/z 57.05 100.00%
57.0
5000
D1 s 1071 man sty aso  as | 1520 1540 1560 1550
ol bl Ly o2 1971 2391 27613082 3850 4272 nsu7 4310 59.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 LI BRI BN BULLILE B

15.20 15.40 15.60 15.80
m/z 71.10 55.94%

99.0
o2l | j | [, 1410 1830 2250 2820
P T i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
CTTET ST
15.20 15.40 15.60 15.80
5000 m/z 85.10 42.86%
990
01280 A 141.0 1830 2250 281.0 337.0 394.0
Crr I e A R SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane B e e et e
57.0 15.20 15.40 15.60 15.80
m/z 55.00 21.97%
5000
99.0
012810, \l¥m1%02mﬁm
P Ce ST e LI EARRRAARERRAE
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.66 ng 358705 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2343 (15.868 min): BF111137.D (-2340) (-) m/z 57.05 100.00%

57.0
5000

15.60 15.80 16.00 16.20

L]F:3 12032 28203401 4152

Ol.n.P.H,LPH.”.“.”,”...”.P.” RREANRE SRR R R E m/z 71.10 57.37%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L LB
15 60 15. 80 16. 00 16 20
13.0 m/z 43.10 51.86%
o 169.0 225.0  309.0 365.0 437.0
et e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R N RARE SRR m e
15.60 15.80 16.00 16.20
5000 m/z 85.05 40.95%
130 169.0
oL A T 7270 2200 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl- L ma oS e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 21.61%
5000
295.0
ol 13.0 169.0 2250 '\ 435.0
e A e e e e e e T e T R N RARE SRR m e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111137.D

Aca On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample = J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 4.94 ng 666067 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Octacosvl acetate 452 C30H6002 018206-97-8 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 2352 (15.921 min): BF111137.D (-2348) (-) m/z 57.05 100.00%
57.0
97.1
5000
39.19681 208.1 281.1 3551 15.60 15.80 16.00 16.20
o “1,25,09,, m/z 43.05 81.01%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1

.0

5000

15,60 15.80 16.00 16.20
m/z 97.10 72.50%

39.0
]1 I .168 0 210.0238.0 278.0308.0337.0

o b A L B AR S A
m/z--> 00 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
R B B I o B M
15.60 15.80 16.00 16.20
5000 m/z 83.10 69.15%
39.0
270] | | f § i} 1680 209.0238.0 278.0308.0 348.0378.0
e L B S R T i S e S
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol B & R A
43.0 83.0 15.60 15.80 16.00 16.20
: m/z 55.10 66.57%
5000 1110
iy J” Ll L 200 ss20 zono _moomgo Tt e
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20

8270-BF120518_.M Fri Dec 07 15:10:31 2018 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111137.D

Acq On : 6 Dec 2018 14:41

Operator : JU/SJ

Sample - J6204-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
2-Pentanone, 4-hy... 5.03 5.8 ng 879928 1 6.80 3057380 20.0
unknown6 .57 6.57 97.1 ng 14846400 1 6.80 3057380 20.0
n-Hexadecanoic acid 11.86 21.0 ng 4571480 4 11.32 4361870 20.0
Octadecanoic acid 12.65 13.3 ng 2443220 5 13.96 3669760 20.0
1-Heneicosanol 13.81 17.2 ng 3156320 5 13.96 3669760 20.0
Sulfurous acid, p... 14.45 2.5 ng 464054 5 13.96 3669760 20.0
Nonadecane 14.74 2.1 ng 287385 6 15.39 2694690 20.0
Squalene 14.82 4.9 ng 658836 6 15.39 2694690 20.0
Octadecane, 1l-iodo- 15.08 2.8 ng 381243 6 15.39 2694690 20.0
Eicosane 15.45 2.8 ng 371081 6 15.39 2694690 20.0
Hentriacontane 15.87 2.7 ng 358705 6 15.39 2694690 20.0
n-Tetracosanol-1 15.92 4.9 ng 666067 6 15.39 2694690 20.0
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