LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 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-BF080818 .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 5.248 490 495 505 rvB 109585 136365 3.86% 0.343%
2 5.437 525 527 537 rVB 51186 64436 1.82% 0.162%
3 5.631 555 560 563 rBY 2983344 2755277 77 .90% 6.926%
4 6.625 724 729 732 rBVY 3049996 2943406 83.22% 7.399%
5 6.772 749 754 757 rBVY 3346684 2948024 83.35% 7.410%
6 6.995 789 792 796 rBV 831072 765483 21.64% 1.924%
7 7.154 815 819 823 rBVY 2556216 2330768 65.90% 5.859%
8 7.560 883 888 891 rBVY 1905926 1914456 54.13% 4.812%
9 8.284 1007 1011 1014 rBV 1074696 943237 26.67% 2.371%
10 9.354 1189 1193 1197 rBvV 3870601 3537086 100.00% 8.891%

11 9.742 1256 1259 1264 rBV 230184 201072 5.68% 0.505%
12 10.042 1306 1310 1320 rBV2 1257144 1099922 31.10% 2.765%
13 10.836 1441 1445 1458 rVB 2157745 1965733 55.57% 4.941%

14 11.019 1471 1476 1479 rBv4 42654 55312 1.56% 0.139%
15 11.460 1548 1551 1556 rBV2 48681 56541 1.60% 0.142%
16 11.536 1561 1564 1567 rVV 1078593 1001937 28.33% 2.519%
17 11.566 1567 1569 1573 rVB 106007 92363 2.61% 0.232%
18 12.013 1642 1645 1648 rBV 76089 72660 2.05% 0.183%
19 12.048 1648 1651 1655 rBV 267322 223528 6.32% 0.562%
20 12.924 1796 1800 1803 rBV2 42870 38067 1.08% 0.096%
21 13.124 1830 1834 1837 rBV 2839106 2483531 70.21% 6.243%
22 13.330 1866 1869 1871 rBV 47396 38982 1.10% 0.098%
23 13.360 1871 1874 1880 rVB5 21634 43733 1.24% 0.110%
24 13.554 1904 1907 1910 rBV 70413 53382 1.51% 0.134%
25 13.671 1923 1927 1930 rBV2 56671 56125 1.59% 0.141%
26 13.795 1945 1948 1953 rVB 111009 94377 2.67% 0.237%
27 14.001 1980 1983 1986 rBV 96166 79977 2.26% 0.201%
28 14.036 1986 1989 1997 rVV3 102002 216655 6.13% 0.545%
29 14.124 2002 2004 2011 rVB3 42247 47042 1.33% 0.118%
30 14.189 2011 2015 2019 rBV 836149 792655 22.41% 1.992%
31 14.318 2034 2037 2040 rVB 78702 63230 1.79% 0.159%
32 14.448 2056 2059 2062 rVB 45982 39537 1.12% 0.099%

33 14.624 2086 2089 2094 rBV 191533 180917 5.11% 0.455%
34 14.683 2095 2099 2109 rBV3 61158 137262 3.88% 0.345%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.954 2140 2145 2148 rVB 118194 131952 3.73% 0.332%

36 15.036 2155 2159 2162 rVB 82082 85486 2.42% 0.215%
37 15.113 2168 2172 2180 rVB 648327 698616 19.75% 1.756%
38 15.318 2202 2207 2212 rVB 515791 652247 18.44% 1.640%
39 15.377 2212 2217 2234 rBV 465491 1472541 41.63% 3.702%
40 15.748 2271 2280 2287 rBV2 529311 857424 24 .24% 2.155%

41 15.871 2297 2301 2306 rVB2 106450 138017 3.90% 0.347%
42 15.948 2310 2314 2321 rBV 270888 369744 10.45% 0.929%
43 16.201 2349 2357 2364 rVB 1165500 1963506 55.51% 4._.936%
44 16.330 2371 2379 2386 rBV6 113646 403212 11.40% 1.014%
45 16.395 2388 2390 2398 rVB5 81534 135424 3.83% 0.340%

46 16.518 2407 2411 2416 rBV2 53567 106230 3.00% 0.267%
47 16.577 2417 2421 2429 rVB3 68513 127826 3.61% 0.321%
48 16.748 2444 2450 2457 rBV2 104014 234602 6.63% 0.590%
49 17.077 2500 2506 2515 rVB 185952 379600 10.73% 0.954%
50 17.401 2546 2561 2574 rBV 341953 1128917 31.92% 2.838%

51 17.589 2584 2593 2607 rVV8 163164 746350 21.10% 1.876%
52 17.706 2608 2613 2623 rVB5 140598 356392 10.08% 0.896%
53 18.018 2659 2666 2686 rBV6 274469 1217108 34.41% 3.059%
54 18.412 2728 2733 2741 rVB4 102937 263916 7.46% 0.663%
55 18.542 2745 2755 2763 rBV7 268526 840012 23.75% 2.112%

Sum of corrected areas: 39782200

8270-BF080818.M Tue Aug 28 14:41:28 2018 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108514.D

27 Aug 2018 16:54

JussJ

J4538-01

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108514.D

6.77

5.63 6.62

7.15

7.56

7.00

5.25
N

0
Time-->

T —
5.00 5.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF108514.D

13.12

10.84

10.04

8.28 11.54

12.05
1&&1

12.92

A
L

JL 11.02

115 57

)| 183

Time-->

T T T
10.00 10.50 11.00

11.50

12.00

I
12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
13.53

0

4379100

TIC: BF108514.D

16.20

18.02 18.54

17.40
se75 0 ORI N A

T
Time--> 13.50

— T T T T T T T T T T T
14.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 20

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

5.25 3.56 ng 136365 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 495 (5.248 min): BF108514.D (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0
5.00 5.20 5.40 5.60
O il SLOL 880 | 7z 59.10 . 53.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL UL I R
59.0 500 520 540 5.60
m/z 101.00 16.43%
31|.o 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
" 500 520 540 5.60
5000 m/z 58.10 14.93%
410 101.0
o150 30 || 10, | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e e
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.31%
5000 41.0
31.0
69.0 87.0
0 15.0 “‘H ‘m‘ 510“‘ . . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.77 77.02 ng 2948020 1,4-Dichlorobenzene-d4 7.00
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 754 (6.772 min): BF108514.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AP NARAE SRR
40.0 54 J 6.40 6.60 6.80 7.00 7.20
0 S8 S T .2 | m/z 68.10 45.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR SR A SRR

640 6.60 6.80 7.00 7.20
m/z 134.00 33.05%

31.0 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
A BRI N
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.88%
33.0 105.0
Lm0 ™o | ||
0....,..h.}u... e e e L e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N AEREA TR S
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.13%
74.0
116.0
5000 98.0
SIS PO SN T WY1 S (O SN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 19
R.T. EstConc Area Relative to ISTD R.T.
12.05 4_.46 ng 223528 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1651 (12.048 min): BF108514.D (-1648) (-) m/z 43.10 100.00%
431 730
e AVA,AJWwa,JJ
129.1 L—-’\A/\\,\,»\,\._/\_
97.1 213.2 L e B L B S B
49 1711 256.3 1180 12100 12.20 12.40
o/ ; m/z 73.00 92.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 -‘T'v—r‘v‘rv—ﬁ—r-gv—v—v—v-rv—v—v—v—rv—v—r
83.0 11.80 12.00 12.20 12.40
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  87.02%
4 A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L
43.0 |, 73.0 J
RN BRI SURUSN BN B
11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 76.71%
0l15.0 .
40 Ww

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e B e
73.0 11.80 12.00 12.20 12.40
43.0 m/z 41.10 76.11%
5000 129.0
0 15.0 . WUL\M«
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5 Pentafluoropropionic acid, ... Concentration Rank 17

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

14.04 5.47 ng 216655 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93

1000351-87-0 91
001454-84-8 91

352 C19H35F302
284 C19H400

4 Heptadecvl trifluoroacetate
5 n-Nonadecanol -

Abundance Scan 1990 (14.042 min): BF108514.D (-1986) (-) m/z 43.10 100.00%
43.
83.0
5000
251 TTT T [T T T T[T T T T[T T T T [TTT
175.2 209.1 13.80 14.00 14.20 14.40
0 m/z 55.05 97 .15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0
5000 LA B L L L L LB

13.80 14.00 14.20 14.40
m/z 57.10 90.00%

. 39.0 17702100 2550
m/z--> 50 100 150 200 250 300 350 400

Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97.0 T e S
13.80 14.00 14.20 14.40
5000 m/z 83.05 79.55%
o280 f || } }}400 182.0 2550 3060
- T I T I 1T I I T 1T I I T 1T T T 1T I T T T 7T I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester L e
57.0 13.80 14.00 14.20 14.40
97.0 m/z 69.10 65.32%
5000
169.0
oL260] | | ‘H 1380 || 2109 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.62 4.56 ng 180917 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2088 (14.618 min): BF108514.D (-2086) (-) m/z 57.10 100.00%
57.1
13.1141.1169.0 14.40 14.60 14.80 15.00
o...l',.-'ll.... 208023902671 | "m/z 43.05 64.55%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L B BB I B
85.0 14,40 14.60 14.80 15.00
29.0 m/z 71.05 53.23%
. | J L Iﬂ130141016901970225025302820
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
1440 14.60 14.80 15.00
5000 m/z 85.10 38.51%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T T
57.0 14.40 14.60 14.80 15.00
m/z 55.10 25.75%
5000 85.0
29.0
0 ‘ ﬁ13°14101690197022502530281030903380
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00

8270-BF080818.M Tue Aug 28 14:41:32 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.11 16.30 ng 698616 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 13-Octadecenal 266 C18H340 056554-90-6 90
Abundance Scan 2172 (15.113 min): BF108514.D (-2168) (-) m/z 57.10 100.00%
57.1
5000 A U\\\\-
U N SUNRE SRR
14.80 15.00 15.20 15.40
o , ﬂl L g°211802 2221250.3278.3306.4334.4362.4 | 0743710 95.00%
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
558.0
96.0 J\wg~
5000 LR R DU SULRUSE BN
14.80 15.00 15.20 15.40
m/z 82.10 74 .36%
oL 210 | sz 0,152 0180.0208.0 250.0278.0
m/z--> 50 100 150 260 2%0 360 3%0
Abundance #117606: Octadecanal
43.0| 82.0
14.80 15.00 15.20 15.40
5000 m/z 55.05 67 .05%
09.0
‘ \ | | ﬂ37°1660194022202500
OII‘I}IIMI i \J”\I.I‘ IHII ——r— —
m/z--> 50 10 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- R B
43.0 82.0 14.80 15.00 15.20 15.40
m/z 96.05 51.36%
5000
09.0
o w ” |3801660 208.0 250.0
- s T e T T T T T T T S L B
m/z--> 50 10 éo 2(')0 250 3(')0 3&1;0 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.32 15.21 ng 652247 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2207 (15.318 min): BF108514.D (-2202) (-) m/z 57.10 100.00%

57.1

i

l 15.00 15.20 15.40 15.60
1412 197.2 .
oL I llﬂ Wi 2302 2811 3409 m/z 43.10 62.09%

m/z--> 50 100 150 200 250 300 350

Abundance #175557: Tetracosane w
57.0

5000 R
15.00 15.20 15.40 15.60

m/z 71.05 58.13%

99.0
o 27,0 iy }410 183.0 225.0 267.0 309.0338.0
e o e e L A e o e LA B o e e o |
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

15.00 15.20 15.40 15.60

?

5000 m/z 85.10 41.82%
27,0 99.0 0
0 },,JJM1.m02%omm 323.0  380.0
T - LA I s e B s B B L e AL AL B e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B L L B R BB
57.0 15.00 15.20 15.40 15.60

m/z 55.10 21.14%

5000
99.0
27,0 Loy 1410 183.0 225.0 281.0 337.0 394.0

|

oL e e St

m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15. 40 15. 60

8270-BF080818.M Tue Aug 28 14:41:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.38 34.35 ng 1472540 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2217 (15.377 min): BF108514.D (-2212) (-) m/z 57.05 100.00%
57.0
97.0
5000
39.1 15.00 15.20 15.40 15.60
o b 19412251 2671 8365 0 sz 43,10 89.52%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 AR SR B B B
15.00 15.20 15.40 15.60
m/z 55.05 83.72%
o 27,0 H_M i ‘[13?'? 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #210517: 1-Heptacosanol
57.0 197.0
15.00 15.20 15.40 15.60
5000 m/z 83.10 75.27%
39.0
27,0 1 I i I | f s 181.0 222.0 264.0294.0 334.0 378.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #155046: 1-Heneicosanol RS EamEe o S
550 oo 4 15.00 15.20 15.40 15.60
' m/z 97.05 70.24%
5000
RECLEN I‘ ‘ | | 1290 1820 2000 2660
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 15.40 15.60

8270-BF080818.M Tue Aug 28 14:41:34 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.95 8.62 ng 369744 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 76
5 1,19-Eicosadiene 278 C20H38 014811-95-1 76
Abundance Scan 2314 (15.948 min): BF108514.D (-2310) (-) m/z 57.10 100.00%
5%.1 T
5000
38.1 15.60 15.80 16.00 16.20
o 167.1 205.2235.1265.1 n/7 43 10 90 _54%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43.0, 82.0
5000 AR NN UNAREE
15. 60 15. 80 16. 00 16.20
11.0 m/z 82.10 69.83%
0 ﬁ I 15201820 2220951 9
m/z--> 50 100 150 260 2%0 300 3éo
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
15.60 15.80 16.00 16.20
5000 m/z 55.10 61.04%
11.0
0 ‘J | 1 ﬂl |\ |1529 2080 25.0'0
m/z--> §0 100 150 260 250 360 3éo
Abundance #129467: Oxirane, heptadecyl— L LI L L N BN B
43.0 82.0 15.60 15.80 16.00 16.20
m/z 96.10 53.51%
5000
11.0
oLl It | {5201820 2220 2640
m/z--> 150 2(')0 251,0 300 3&'30 ' 15. 60 15. 80 16. 00 16. 20 '

8270-BF080818.M Tue Aug 28 14:41:34 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.20 45.80 ng 1963510 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2357 (16.201 min): BF108514.D (-2349) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40 16.60
m/z 43.10 62.60%

141.1183.2 225.3 267.3309.3 351.5
m/z--> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #202662: Heptacosane
57.0
5000 AU AR AR
15.80 16.00 16.20 16.40 16.60
m/z 71.05 57.82%
9.0
o |, 141.0183.0225.0267.0 323.0 380.0
B I I I e o B e o e o I L
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 43.74%
9.0

o 1141018302250 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane A RERAREE R R e
15.80 16.00 16.20 16.40 16.60
m/z 55.10 22_.79%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
I e e s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.80 16.00 16.20 16.40 16.60

8270-BF080818.M Tue Aug 28 14:41:35 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecyl heptafluorobutyrate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.33 9.41 ng 403212 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 Cvclopentadecane 210 C15H30 000295-48-7 83
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 81
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 81
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 81

Abundance Scan 2379 (16.330 min): BF108514.D (-2371) (-) m/z 43.10 100.00%
43.1
83.1
5000
e IUNNBUNRLSL A AR
O Pyl m/z 57.10 85.06%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000
16.00 16.20 16.40 16.60
20.0 125.0 m/z 55.10 72 .29%
o . ]I. |4y ¢1619.0 219'023?.0 283.0
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
54.0
830 16.00 16.20 16.40 16,60
5000 m/z 83.10 61.91%
111.0
2000 4 || ) || | 300 18202100
OIIMIII'II ||\|“‘|‘=||||‘||l|||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester e EEEEEEmmse e
57.0 16.00 16.20 16.40 16.60
97.0 m/z 97.10 61.73%
5000
ol ——4 |J.‘.‘ 'J‘I -H-‘h‘-‘-‘1‘54'-0}8-‘2.-0?1?.(-)..2?5.'0...|....356.'0 e A
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60

8270-BF080818.M Tue Aug 28 14:41:36 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecane, l-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.75 5.47 ng 234602 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
2 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Docosane 310 C22H46 000629-97-0 80
5 Eicosane 282 C20H42 000112-95-8 70
Abundance Scan 2450 (16.748 min): BF108514.D (-2444) (-) m/z 57.10 100.00%
57.1
5000
99.1 LR FULA B SN
.1 197.1 2292 275.3 16.40 16.60 16.80 17.00
ol m/z 43.10 62 .66%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 LN AR SO
16.40 16.60 16.80 17.00
99.0 m/z 71.10 49 .28%
2710 .
i Ll 1950 170 2530
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #182578: Sulfurous acid, butyl pentadecy! ester
57.0
16.40 16.60 16,80 17.00
5000 m/z 85.10 40.34%
97.0
. o] || 7101270 aepc2110 oo
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #83023: Hexadecane L B o
57.0 16.40 16.60 16.80 17.00
m/z 55.10 28.31%
5000
12100 | %9 1410 1e30 2260
m/z--> 55 160 1%0 260 250 360 3éo 16h0 16%0 1&80 1150 '

8270-BF080818.M Tue Aug 28 14:41:37 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 14 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.08 8.85 ng 379600 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 70

Abundance Scan 2506 (17.077 min): BF108514.D (-2500) (-) m/z 57.10 100.00%

1

5000

.

16.80 17.00 17.20 17.40

180.2
m/z 43.10 88.10%

219.1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0
5000 LA L L L L L L
16.80 17.00 17.20 17.40
110.0 m/z 82.10 75.56%
o 1l 1380 1660 1940  236.0 264.0
RanasEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43. 82.0
R RAREEREE RS R
16.80 17.00 17.20 17.40
5000 m/z 55.10 65.09%
250.0
1380 166.0 104.0 2220

:

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- A BRREEEEE LS
.0 16.80 17.00 17.20 17.40

m/z 96.05 52.29%

5000
109.0

:

138.0

166.0 208.0 250.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40

8270-BF080818.M Tue Aug 28 14:41:37 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.40 26.33 ng 1128920 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2561 (17.401 min): BF108514.D (-2546) (-) m/z 57.10 100.00%
57.1

99.0 R R R B
1411 18312131 559 289.3 367.2 400.3 17.00 17.20 17.40 17.60 17.80
m/z 43.10 66.15%

ol

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 | BN LI L L L LB B
17.00 17.20 17.40 17.60 17.80
99.0 m/z 71.10 60.37%
0|..Jﬂdmwlmonm2mom% 3mo

m/z--> 50 100 150 200 250 300 350 400

%

Abundance #105894: Heptadecane, 2-methyl-
43.0
17.00 17.20 17.40 17.60 17.80
5000 m/z 85.10 41.34%
85.0
o MthlﬂOm%ZHO%m
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B I L
57.0 17.00 17.20 17.40 17.60 17.80
m/z 55.05 28.81%
- M/\/
99.0
027‘.0 o, 10 1830 2250 2810  337.0 _ 394.0
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17. 60 17.80

8270-BF080818.M Tue Aug 28 14:41:38 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 16 Stigmasterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.59 17.41 ng 746350 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 92
2 Cholesta-22.24-dien-5-ol. 4.4-di... 412 C29H480 1000128-66-1 51
3 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 50
4 17-Pentatriacontene 491 C35H70 006971-40-0 45
5 7-Heptadecene, 1l-chloro- 272 C17H33CI 056554-78-0 43

Abundance Scan 2593 (17.589 min): BF108514.D (-2584) (-) m/z 55.10 100.00%

54.1

5000

255.2 R e e e
300.3 351.3 17.20 17.40 17.60 17.80 18.00

m/z 43.10 87 .24%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216702: Stigmasterol

55.0

17.20 17,40 17.60 17.80 18.00
m/z 83.10 79.53%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #216714: Cholesta-22,24-dien-5-0l, 4,4-dimethyl-
55.0
RE B EEREE EEE
17.20 17.40 17.60 17.80 18.00
5000 m/z 57.05 74 .88%

255.0

159.0 3000 3510 4120

213.0

o...JMIW

m/z--> 50 100 150 200 250 300 350 400
Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methyl ester L I e
550 17.20 17.40 17.60 17.80 18.00
m/z 69.05 63.13%
97.0
5000
; ..~..|.N |90 =0 meo R
m/z--> 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17. 80 18 00

8270-BF080818.M Tue Aug 28 14:41:39 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 17 2-lIsopropenyl-4a,8-dimethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.71 8.31 ng 356392 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 52
2 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 46
3 2.10.10-Trimethvltricvclol7.1.1.... 204 C14H200 1000210-81-9 45
4 2-Acetvl-3.5-dimethvlbenzo(b)thi... 204 C12H120S 006179-05-1 38
5 3-Acetyl-2,5-dimethylbenzo(b)thi... 204 C12H120S 006179-04-0 35
Abundance Scan 2614 (17.712 min): BF108514.D (-2608) (-) m/z 189.15 100.00%
189.2
95.1
5000 55.1 231.2
147.1
273.2 355.1 425.4 17.40 17.60 17.80 18.00
0 thﬂﬂ.,....p....,.ﬂ. m/z 204.20 69.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
5000
41.0 147, 17.40 17.60 17.80 18.00

m/z 177.15 66.31%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #64566: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7b-oc...
189.0
s B
410 105.0 17.40 17.60 17.80 18.00
5000 : m/z 95.10 54 _56%
T47.
0 .H‘*.“*.“‘,‘.\.\.l,.... N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #64223: 2,10,10-Trimethyltricyclo[7.1.1.0(2,7)Jundec-6-en-... A E
9.0 189.0 17.40 17.60 17.80 18.00
a0 ¥ m/z 81.10 39.46%
5000
122.0
AJ?LOI\
0 e e
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 18 _gamma.-Sitosterol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.02 28.39 ng 1217110 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.gamma.-Sitosterol 414 C29H500 000083-47-6 99
.beta.-Sitosterol 414 C29H500 000083-46-5 99
3-ethoxvy-. (3.bet... 414 C29H500 000986-19-6 70

5-Cholestene-3-ol.

1
2
3 Cholest-5-ene.
4
5 Ergost-7-en-3-ol

24-methvl-

400 C28H480
400 C28H480

1000214-17-4 49
116179-22-7 47

Abundance Scan 2666 (18.018 min): BF108514.D (-2659) (-) m/z 43.10 100.00%
43.1
5000 105.1 1451 213.2
17.80 18.00 18.20 18.40
0b— ,". m/z 55.10 53.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 810 TT T T[T T I T [T T T T[T T TT[TT
17.80 18.00 18.20 18.40
m/z 57.10 53.72%
ol :
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
R e R E e o R
17.80 18.00 18.20 18.40
5000 m/z 105.05 44 _56%
107.0 414.0
‘ \ 145.0 1 303.0
" 255.0 3810
ob— ‘h‘ lmm ML rl\h Un u .“. ”. ' L. .‘L. . Il 3;4?-?. — w ’
m/z--> 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- T
43.0 17.80 18.00 18.20 18.40
m/z 107.10 43.66%
5000
81.0 368.0
329.0
L e o m0amo g 10 | e TN Y A
m/z--> 50 100 150 200 250 300 350 400 17.80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 19 unknownl8.41 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.41 6.16 ng 263916 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline., 2-T2-(3-pvridvDethen... 232 C16H12N2 001586-51-2 43
2 Benzene. 1.3.5-tri-tert-butvl- 246 C18H30 001460-02-2 38
3 Cvclopropane-1-carboxamide. 2-bu... 315 C18H25N302 340695-72-9 27
4 Benzene. 1.2.4.5-tetrakis(l-meth... 246 C18H30 000635-11-0 27
5 2-Cyano-3-phenylquinoxaline 231 C15H9N3 059393-45-2 22
Abundance Scan 2733 (18.412 min): BF108514.D (-2728) (-) m/z 231.15 100.00%
231.2
5000 571
123.1
93,0 163.1 4145
197 I 283.1 355.2 | 18.00 18.20 18.40 18.60 18.80
o T IN TS m/z 232.20  51.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87739: Quinoline, 2-[2-(3-pyridyl)ethenyl]-
231.0
5000
18.00 18.20 18.40 18.60 18.80
0
50.0 b0 1280 178.0 m/z 57.10 46.72%
0.‘.!l.l.lll.“..l.'.‘l..l..‘|‘..|']'.. M.
m/z--> 50 100 150 200 250 300 350 400
Abundance #99269: Benzene, 1,3,5-tri-tert-butyl-
231.0
18.00 18.20 18.40 18.60 18.80
50000 570 m/z 43.10 44 . 79%
ol 108.0 143.0175.0 N
m/z--> 50 100 150 200 250 300 350 400
Abundance #157357: Cyclopropane-1-carboxamide, 2-butyl-N-(5,6,7,8-te... A Ea T o R
231.0 18.00 18.20 18.40 18.60 18.80
m/z 55.10 43.61%
5000
220 192.0
ol L . 95.0 13?9 - . ) \ L ?7L2'0 315.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108514.D

Aca On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample : J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 20 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.54 19.59 ng 840012 Perylene-di12 15.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 70
2 3.7.11-Trimethvl-dodeca-2.4.6.10... 218 C15H220 013832-89-8 42
3 Androst-5-en-4-one 272 C19H280 013583-72-7 38
4 Isoaromadendrene epoxide 220 C15H240 1000159-36-6 30
5 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 25

Abundance Scan 2755 (18.542 min): BF108514.D (-2745) (-) m/z 55.10 100.00%

5000

367.4 410.3 18.20 18.40 18.60 18.80
m/z 81.10 70.43%

12.2

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #215935: Squalene

5000 LA L L L L L L B L B
18.20 18.40 18.60 18.80
m/z 95.10 58.26%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #75907: 3,7,11-Trimethyl-dodeca-2,4,6,10-tetraenal
69.0
o B o
18.20 18.40 18.60 18.80
0
5000 149.0 218.0 m/z 41.05 56.11%
07.
29, ‘
o.ﬁ.l,‘“.‘“ N
m/z--> 50 100 150 200 250 300 350 400
Abundance #121289: Androst-5-en-4-one o B o
55.0 149.0 272.0 18.20 18.40 18.60 18.80
95.0 : : m/z 218.20 55.25%

5000

m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108514.D

Acq On : 27 Aug 2018 16:54

Operator : JU/SJ

Sample - J4538-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 3.6 ng 136365 1 7.00 765483 20.0
unknown6.77 6.77 77.0 ng 2948020 1 7.00 765483 20.0
n-Hexadecanoic acid 12.05 4.5 ng 223528 4 11.54 1001940 20.0
Pentafluoropropio... 14.04 5.5 ng 216655 5 14.19 792655 20.0
Eicosane 14.62 4.6 ng 180917 5 14.19 792655 20.0
1,19-Eicosadiene 15.11 16.3 ng 698616 6 15.75 857424 20.0
Tetracosane 15.32 15.2 ng 652247 6 15.75 857424 20.0
Octacosanol 15.38 34.4 ng 1472540 6 15.75 857424 20.0
Octadecanal 15.95 8.6 ng 369744 6 15.75 857424 20.0
Heptacosane 16.20 45.8 ng 1963510 6 15.75 857424 20.0
Heptadecyl heptaf... 16.33 9.4 ng 403212 6 15.75 857424 20.0
Octadecane, 1-iodo- 16.75 5.5 ng 234602 6 15.75 857424 20.0
Oxirane, heptadecyl- 17.08 8.8 ng 379600 6 15.75 857424 20.0
Hexacosane 17.40 26.3 ng 1128920 6 15.75 857424 20.0
Stigmasterol 17.59 17.4 ng 746350 6 15.75 857424 20.0
2-1sopropenyl-4a,... 17.71 8.3 ng 356392 6 15.75 857424 20.0
-gamma.-Sitosterol 18.02 28.4 ng 1217110 6 15.75 857424 20.0
unknown18.41 18.41 6.2 ng 263916 6 15.75 857424 20.0
Squalene 18.54 19.6 ng 840012 6 15.75 857424 20.0
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