LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\

Data File : BF111639.D

Aca On - 20 Dec 2018 15:07 Instrument :
Operator : JU/SJ BNA_F

Sample  : J6481-04 Gl
Misc i HOUSE-WALL
ALS Vial : 12 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-BF121918.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 2.210 17 21 27 rVB 78016 118576 2.52% 0.232%
2 3.416 223 226 241 rBV 106754 205760 4_.37% 0.403%
3 5.122 510 516 523 rBV 218875 289109 6.13% 0.567%
4 5.522 578 584 587 rBY 4222244 4012820 85.15% 7.868%
5 6.522 748 754 759 rBVY 4267269 4530546 96.13% 8.883%
6 6.669 774 779 782 rBVY 4655433 4294477 91.12% 8.420%
7 6.898 814 818 821 rBVY 1439297 1234871 26.20% 2.421%
8 7.057 841 845 848 rVB 3651469 3333435 70.73% 6.536%
9 7.286 876 884 890 rBV 224555 174080 3.69% 0.341%
10 7.451 907 912 915 rBVY 2838451 2687779 57 .03% 5.270%

11 8.175 1031 1035 1039 rBV 1777960 1550350 32.90% 3.040%
12 9.251 1213 1218 1221 rBV 5460952 4712744 100.00% 9.240%
13 9.639 1281 1284 1292 rVB 601295 467984 9.93% 0.918%
14 9.933 1330 1334 1337 rVB 1819445 1590171 33.74% 3.118%
15 10.716 1462 1467 1470 rBV 2997674 2539205 53.88% 4.978%

16 10.921 1496 1502 1507 rBvV4 50016 56868 1.21% 0.111%
17 11.057 1523 1525 1532 rVB4 48924 75117 1.59% 0.147%
18 11.416 1582 1586 1588 rBV 1486628 1304497 27.68% 2.558%
19 11.433 1588 1589 1594 rVvVv 139687 160669 3.41% 0.315%

20 11.474 1594 1596 1601 rVB2 53538 61176 1.30% 0.120%
21 11.633 1619 1623 1626 rBV2 57331 66958 1.42% 0.131%
22 11.939 1672 1675 1679 rBV 534549 444201 9.43% 0.871%
23 12.115 1698 1705 1715 rBV5 41886 77424 1.64% 0.152%
24 12.457 1760 1763 1767 rBV3 77040 79123 1.68% 0.155%
25 12.504 1768 1771 1773 rBV 58429 60771 1.29% 0.119%

26 12.621 1788 1791 1794 rBV 347768 298393 6.33% 0.585%
27 12.721 1805 1808 1815 rBV2 198446 208777 4.43% 0.409%
28 12.851 1823 1830 1833 rBV 333608 361585 7.67% 0.709%
29 12.998 1850 1855 1858 rVB 3733283 3348323 71.05% 6.565%
30 13.233 1892 1895 1899 rVB2 63132 64726 1.37% 0.127%

31 13.445 1928 1931 1933 rBV3 54300 53529 1.14% 0.105%
32 13.686 1968 1972 1981 rVB2 66979 124344 2.64% 0.244%
33 13.886 2003 2006 2012 rBV 493449 575476 12.21% 1.128%
34 14.045 2026 2033 2036 rBV 1616795 1755459 37.25% 3.442%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\

Data File : BF111639.D

Aca On - 20 Dec 2018 15:07 Instrument :
Operator : JU/SJ BNA_F

Sample  : J6481-04 Gl
Misc i HOUSE-WALL
ALS Vial : 12 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-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.068 2036 2037 2042 rVB 182082 127998 2.72% 0.251%

36 14.215 2059 2062 2067 rVB3 116415 134784 2.86% 0.264%
37 14.339 2080 2083 2085 rBV 80185 64641 1.37% 0.127%
38 14.527 2111 2115 2122 rBV 1051417 1050162 22.28% 2.059%
39 14.839 2164 2168 2173 rVB2 189495 247259 5.25% 0.485%
40 14.909 2178 2180 2185 rVB2 86561 89142 1.89% 0.175%

41 14.980 2188 2192 2198 rVB 231584 247270 5.25% 0.485%
42 15.086 2207 2210 2213 rBVY 122911 169787 3.60% 0.333%
43 15.198 2222 2229 2236 rBV2 1134793 1742719 36.98% 3.417%
44 15.392 2259 2262 2267 rVB 80865 91340 1.94% 0.179%
45 15.451 2269 2272 2278 rVB 101880 128340 2.72% 0.252%

46 15.521 2279 2284 2288 rBVY 893159 1054571 22.38% 2.068%
47 15.568 2288 2292 2295 rVB2 151971 186941 3.97% 0.367%
48 15.662 2305 2308 2316 rVB4 86043 167372 3.55% 0.328%
49 15.745 2318 2322 2323 rBV2 60491 83052 1.76% 0.163%
50 15.768 2323 2326 2331 rVB 169978 206067 4._37% 0.404%

51 16.015 2363 2368 2371 rBV 298982 435345 9.24% 0.854%
52 16.056 2371 2375 2382 rVB 530520 817889 17.35% 1.604%
53 16.174 2392 2395 2404 rVB3 192098 316388 6.71% 0.620%
54 16.827 2500 2506 2512 rBV3 128807 256228 5.44% 0.502%
55 17.145 2556 2560 2564 rVB2 60106 98705 2.09% 0.194%

56 17.209 2565 2571 2580 rVB6 182536 437943 9.29% 0.859%
57 17.321 2583 2590 2598 rBvV4 218931 632806 13.43% 1.241%

58 17.627 2635 2642 2652 rVB6 294825 714254 15.16% 1.400%
59 18.680 2814 2821 2834 rVB5 197995 584310 12.40% 1.146%

Sum of corrected areas: 51004636
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111639.D

5000000
6.67

5.52 6.52
4000000 706

3000000 7.45

2000000

1000000

221 3.42 5.12 I
o] e |

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: BF111639.D

5000000

4000000 13.00

3000000 10.72

2000000 8.17 9.93
11.42

1000000
9.64 11.94

44371 63 L\ 1m588% 13.23
| 10.94.06 A3, 12.12 | 1323

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: BF111639.D

5000000
4000000
3000000

2000000 14.04
14.53

15.52
- JL of 06
' 16. 17.63
7t 32
13441360 || 1f;%4.22.34 16.83 . -

Time--> 13 50 14.00 14. 50 15. OO 15. 50 16. OO 16 50 17. OO 17. 50 18 00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 (S)-(+)-1,2-Propanediol Concentration Rank 19

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

3.42 3.33 ng 205760 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 227 (3.422 min): BF111639.D (-223) (-) m/z 45.10 100.00%
43.1
5000 /k
61.0 300 320 340 3.60 3.80
o..,....,....,....,....,....,....,..3.9.',9.11 e Qe || M/Z 43.00 20 42%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 RS ARSE AASE RN
300 320 340 3.60 3.80
m/z 61.00 5.83%
o 14.019.0 26050 390 |, 55.0 61.0 75.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45.0
300 320 340 3.60 380
5000 m/z 44.05 5.70%
19.0 28
1407° | 390 550610 76.0
Il M A R
Abundance #297: Isopropy! Alcohol A BEEmEEEEE
45.0 3.00 3.20 3.40 3.60 3.80
m/z 57.00 2.44%
5000
. 190 2719, 390 53.0 59.0
mz-> 8 10 15 20 25 30 35 40 45 %0 5 60 65 70 75 80 | | 300 3.0 3.40 3.60 .80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.12 4.68 ng 289109 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 516 (5.122 min): BF111639.D (-510) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
83.0 480 5.00 5.20 5.40
-ttt m/z 59.10 55.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.31%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.10 14.72%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 41.00 8.51%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 69.55 ng 4294480 1,4-Dichlorobenzene-d4 6.90
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF111639.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
IREBE ARSI S
40.0 540 | %1 6.40 6.60 6.80 7.00
Y TN IS 1/ S N % . M NN B oy 2= I [O RS B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S

6.40 6.60 6.80 7.00
m/z 134.00 33.67%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... SN I A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A RARRE RS S
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 27.01%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R o AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.66%
5000
33.0 44.0 0.0 105.0
20 w0 | e |
| RN VSVURNENS SYSIRITTUIMERN NIBIMNER NS VBRI M . L SUC S || M L L L R —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 6.81 ng 444201 Phenanthrene-d10 11.42
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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1675 (11.939 min): BF111639.D (-1672) (-) m/z 43.10 100.00%
431 730
5000
129.1 L
213.2 R e L e RARE
971 1571 1921 256.3 1160 1180 12.00 12.20
0! m/z 73.00 87.99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 T -TJK“TTﬁ- U
nmnmnmnm
97.0 m/z 60.00 84.43%
| 157.0 185.0
obrrrpelle Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
11,60 11.80 12.00 12.20
5000 129.0 m/z 55.05 77.19%
olzsoll 1l 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B S,
430 | 730 11.60 11.80 12.00 12.20
: m/z 41.10 76.20%
5000
129.0
B
OIHII‘IH\I‘I\”HIH ‘.“M..Hl‘...‘al....l.... B A R e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.20 ng 208777 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 1808 (12.721 min): BF111639.D (-1805) (-) m/z 43.10 100.00%

43.1 73.0

5000

185.1 241.2 R e o e EEmEma
284.3 372.9 12.40 12.60 12.80 13.00

3259 m/z 41.05  87.49%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid

129.0 s o = o SIS
12.40 12.60 12.80 13.00

5000

1850 2410 2840 m/z 73.05 85.05%

0 N
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 73.0
AL RE s et
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 84 .54Y%
199.0 2420
o..L‘. L '.'m.'hﬂ!“.w .{1,5*?'9.‘.{,.\...{,....,....,... W
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid B R
60.0 12.40 12.60 12.80 13.00
m/z 60.00 80.73%
5000 129.0
& HT?O 1710 2130 256.0
o L] A

m/z--> 50 150 200 250 300 350 12. 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Cycloeicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.89 6.56 ng 575476 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 93
Abundance Scan 2007 (13.892 min): BF111639.D (-2003) (-) m/z 43.05 100.00%
430 g30
5000
1991 1595 2001 2 13180 13,80 1400 1420
Ob e ' m/z 57.10 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127768: Cycloeicosane
540
83.0
5000 SRR SR SO B
29.0 13.60 13.80 14.00 14.20
m/z 55.10 95.27%
okl 139.0 168.0 196.0 224.0 252.0 280.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
I I

13.60 13.80 14.00 14.20
m/z 83.05 81.98%

5000
o 139.0 167.0 196.02220  266.0294.0 325 ¢
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185169: Heptadecy! trifluoroacetate e T T
57.0 13.60 13.80 14.00 14.20
m/z 97.10 75.30%
5000
29.0
0 154.0 182.0 210.0 238.0 283.0 334.0
i IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.53 11.96 ng 1050160 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 2115 (14.527 min): BF111639.D (-2111) (-) m/z 57.10 100.00%
57.1
i \/\//\\J——_/\‘A\
5000 l
UL NN B BN U
39.1 14.20 14.40 14.60 14.80
ob b d A, ,.“. Vo822 2001 3084 3682 | m/z 43.10 82.04%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #151537: 1-Docosene
57.0 97.0
5000 UL SRR UL IR
308.0 14.20 14.40 14.60 14.80
m/z 55.10 69.39%
olL5. “181022302660 |
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 14.20 14.40 14.60 14.80
5000 m/z 83.10 57 .56%
of kb LU L 27 2802830 s
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate ERREEEERCEL e
57.0 14.20 14.40 14.60 14.80
m/z 97.10 54 .05%
97.0
5000
0 3? ? 182.0222.0  294.0 339.0 490.0 Lm/\_/L
m/z-> 0 55 100 150 200 250 300 350 400 450 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Octadecanesulphonyl chloride Concentration Rank 16

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

14.84 4.69 ng 247259 Perylene-di12 15.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91

2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91

3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 87

4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 87

5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 2168 (14.839 min): BF111639.D (-2164) (-) m/z 57.10 100.00%

51.1
5000 85.1

Orprrrrpre .Jl..ll..mwmﬁmmmww m/z 43.10 70.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185101: 1-Octadecanesulphonyl chloride
571.0

5000 LIRS
14.60 14.80 15.00 15.20
m/z 71.10 64 .54%
29.0
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
T T
14.60 14.80 15.00 15.20
5000 m/z 85.10 42 .46%
85.0
29.0 11.0
ol | || [F101290 1600 21002390 019
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #110907: Hexadecane, 1-chloro- B R EEE e e
57.0 14.60 14.80 15.00 15.20
m/z 55.10 26.99%
5000
29.0 91.0
0 119.0 147.0 175.0 203.0 231.0 2600
h IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20

8270-BF121918_.M Fri Dec 21 13:49:37 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Octacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.20 33.05 ng 1742720 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2229 (15.198 min): BF111639.D (-2222) (-) m/z 57.10 100.00%
57.1
97.1
5000 i
LR BSRL BRI SN B
39.1 252.1 14.80 15.00 15.20 15.40 15.60
N I L% w02 | 2862 3364 Tnyz 43.10 92.27%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 LR B BASUIR SN B
14.80 15.00 15.20 15.40 15.60
m/z 55.10 86.65%
0 27,0 i ,[13?'(1 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 100 1éo 260 250 360 3éo '
Abundance #155046: 1-Heneicosanol
580 o7,
14.|80 15.'00 15.'20 15.'40 15.|60
5000 m/z 83.05 78.33%
RECLR N J‘ | | 130 1820 2240 2660
m/z--> 55 160 1éo 200 250 360 3éo '
Abundance #210517: 1-Heptacosanol T T R T
57.0 (97.0 14.80 15.00 15.20 15.40 15.60
m/z 97.10 73.65%
5000
39.0
0 27,0| | i f | , 181.0 222.0 264.0294.0 334.0 378.0
m/z--> 55 160 150 260 2%0 300 3éo ' 14%0 1550 1520 1520 1560

8270-BF121918_.M Fri Dec 21 13:49:38 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tetradecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.91 ng 206067 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 86
2 Octadecanal 268 C18H360 000638-66-4 86
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 62
Abundance Scan 2326 (15.768 min): BF111639.D (-2323) (-) m/z 57.10 100.00%
57.1
5000
1 236.0 15.40 15.60 15.80 16.00
o 154.1  200.1 292.1  341.3371.3 7y 82 10 29 40%
m/z--> 50 100 150 200 250 300 350
Abundance #71298: Tetradecanal
57.0
5000 96.0 LR BN UL BRI BULRL B
15.40 15.60 15. 80 16.00
270 m/z 43.10 71.90%
138 0168.0
0 li |'”"| U A DR UL
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
43.0 820
15.40 15.60 15.80 16.00
5000 m/z 55.10 66.98%
11.0 250.0
oL AL L\H}lh o e
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl- A BT o e
43,00 82.0 15.40 15.60 15.80 16.00
m/z 96.10 62 .52%
5000
11.0
ol Hl \1 ‘}52 0 194.0225.0  267.0
m/z--> 50 100 150 200 250 300 3&'30 15'40 15. 60 15. 80 16. 00 '

8270-BF121918_.M Fri Dec 21 13:49:39 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.02 8.26 ng 435345 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2369 (16.021 min): BF111639.D (-2363) (-) m/z 57.10 100.00%
57.1
5000 85.0
I f13114121691 210.2239.1267.1 302.0329.3 363.3 15,80 16,00 16.20 16.40
0y e e e m/z 43.10 61.26%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LR UL BN SULBURE I
85.0 15.80 16.00 16.20 16.40
29.0 m/z 71.10 60.83%
oL Ll |y [MP04101600197.0 2400
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
o ' 15.80 16.00 16,20 16.40
5000 ' m/z 85.05 43.14%
.0
0 1 ‘ ' L 127 0]_55 0183.0 225 02530
m/z--> 50 160 1éo 200 250 300 350
Abundance #194493: Hexacosane e o B e m e et
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.47%
5000 85.0
0%91])ﬂ$%MMwmwmmmmoz%mmo 367.0
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF121918_.M Fri Dec 21 13:49:39 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.06 15.51 ng 817889 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 53
2 l1-Heptacosanol 396 C27H560 002004-39-9 53
3 Triallvimethvlsilane 166 C10H18Si 001112-91-0 49
4 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 49
5 1-Heneicosanol 312 C21H440 015594-90-8 43
Abundance Scan 2376 (16.062 min): BF111639.D (-2371) (-) m/z 83.10 100.00%
83.1
55(1
5000
25.1 157.2 R DU B SN
297.3 15.80 16.00 16.20 16.40
Ol bly | 18822173 26627717 3862 57715 76.70%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
51.0 (97.0

%

5.0 15. 80 16. 00 16. 20 16. 40
> m/z 97.10 76.04%

L4 1§ﬁq 195022402520 308.0337.0

5000

0 A S o
m/z--> 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
T T T T
15.80 16.00 16.20 16.40
5000 m/z 55.10 67.56%
25.0
29.0
M | J‘J 1‘.L | 167019502230 264.0292.0322.0 _ 378.0
I B i e B e e e e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #35009: Triallylmethylsilane L  RRRRs Bam s
97.0 15.80 16.00 16.20 16.40
m/z 43.10 65.55%
h T T LM\A/M\
0....‘,1U1L“,;... e — R A S IEL
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40

8270-BF121918_.M Fri Dec 21 13:49:40 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Benzoic acid, 4-(2-bromophe... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.17 6.00 ng 316388 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-(2-bromophenoxvm... 306 C14H11Br0O3 1000272-90-3 10
2 1.3.5-Trimethvl-2-(2-nitroallvl)... 205 C12H15N02 080255-26-1 10
3 1-Bromo-2-Chlorotetrafluoroethane 214 C2BrCIF4 000354-53-0 10
4 3-Phenvlhex-5-en-3-ol 176 C12H160 1000210-02-4 10
5 Diethylmalonic acid, di(1-phenyl... 396 C25H3204 1000370-19-2 10
Abundance Scan 2394 (16.168 min): BF111639.D (-2392) (-) m/z 43.05 100.00%
43.0 143.1
81.1
5000
394.4 R
84.2  339.2 15.80 16.00 16.20 16.40
0 m/z 143.10 85.60%
m/z--> 50 100 150 200 250 300 350
Abundance #149103: Benzoic acid, 4-(2-bromophenoxymethyl)-
135.0
5000 L R SRR UV
15.80 16.00 16.20 16.40
63.0 m/z 81.10 76 .63%
ol d 190, 1) 1730 22502580 000
m/z--> 50 160 150 200 250 300 350 '
Abundance #65148: 1,3,5-Trimethyl-2-(2-nitroallyl)benzene
148.0
15.80 16.00 16.20 16.40
5000 m/z 135.10 72 .53%
205.0
91.0
0..39\.‘.0|“.“.‘L‘.llduhu‘l”‘ E-7.3..04|.... —
m/z--> 50 100 150 200 250 300 350
Abundance #72909: 1-Bromo-2-Chlorotetrafluoroethane L B o e
135.0 15.80 16.00 16.20 16.40
m/z 95.10 62.69%
5000 85.0
50.0
H‘ 179.0 5160
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF121918_.M Fri Dec 21 13:49:41 2018 Page: 16



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
BF111639.D

20 Dec 2018 15:07

Ju/sJ

J6481-04

12 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M

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 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.83 4.86 ng 256228 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 76
3 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 70
4 1.19-Eicosadiene 278 C20H38 014811-95-1 58
5 4-Octadecenal 266 C18H340 056554-98-4 52
Abundance Scan 2507 (16.833 min): BF111639.D (-2500) (-) m/z 57.10 100.00%
51.1
5000
| 162.1191.1 247.1 355.1 390.3 16.60 16.80 17.00 17.20
Obr—rudiplly m/z 43.10 81.23%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-

43.0
5000
o

50

16. 60 16. 80 17. 00 17. 20

m/z

43.0

208.0 250.0
m/z--> 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-

82.0

82.05 65.67%

16.60 16.80 17.00 17.20

5000 -
11.0
ol thmmmzno@m
i T | LA LA AL LI N N I L L B |

55.05 52 .55%

m/z--> 50 100 150 200 250 300 350
Abundance #126196: Bicyclo[10.8.0]eicosane, cis- T
55.0 16.60 16.80 17.00 17.20
m/z 96.05 49.82%
96.0
5000 278.0
0240| | l | ﬂ37°1660 2220
- —— ] L A e S
m/z--> 50 100 150 200 250 300 350 16. 60 16. 80 17. 00 17. 20

8270-BF121918.

M Fri Dec 21 13:49:41 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 E-15-Heptadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.21 8.31 ng 437943 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
2 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 76
3 Cetene 224 C16H32 000629-73-2 68
4 1-Octadecene 252 C18H36 000112-88-9 64
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 46
Abundance Scan 2571 (17.209 min): BF111639.D (-2565) (-) m/z 55.10 100.00%
54.1
97.1
5000
1471 LRSI SRS BASMI SN B
187.1 9412552 300.3 3514 412.4 16.80 17.00 17.20 17.40 17.60
oﬂ—rAf m/z 43.10 82.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43.0
83.0
5000 LRSI BASRU BRI SN B
16.80 17.00 17.20 17.40 17.60
m/z 83.10 79 .90%
25.0
0 LLi ]ll |, 1680 2100 2520
m/z--> 50 100 150 200 250 300 350 400
Abundance #127775: Cyclooctadecane, ethyl-
550 970
16,80 17.00 17.20 17.40 17.60
5000 m/z 57.05 79 .24%
251.0
39.0
oL L A1 .|.\, IR 2 R S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #81244: Cetene [TT T T[T T[T T [ TT T[T
43.0 16.80 17.00 17.20 17.40 17.60
83.0 m/z 97.10 73 .44%
5000
25.0
0 'tt JLL J'L ﬁ'h ‘|;§%9' |?%ﬁo' U DAL SR BN LRSI SRS BASMI SN B
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60

8270-BF121918_.M Fri Dec 21 13:49:42 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 18 unknownl7.32 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.32 12.00 ng 632806 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Olevl alcohol. trifluoroacetate 364 C20H35F302 1000352-68-4 43
2 1-Pentadecene 210 C15H30 013360-61-7 42
3 17-Pentatriacontene 491 C35H70 006971-40-0 38
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 38
5 Z-(13,14-Epoxy)tetradec-11-en-1-... 268 C16H2803 1000131-33-2 38
Abundance Scan 2590 (17.321 min): BF111639.D (-2583) (-) m/z 43.10 100.00%
43.1
95.1 137.1
5000
181.2218.2 258, 17.00 17.20 17.40 17.60
- 28 m/z 57.10 91.14%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #193100: Oleyl alcohol, trifluoroacetate
58.0
5000 U SRR BRI I SRR
17.00 17. 20 17.40 17.60
m/z 55.10 73.24%
ol15d 37.0179.0 237.0 280.0321.0 3640
R R
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #69582: 1-Pentadecene
43.0 83.0
17foo 17!20 17)40 17!60 '
5000 m/z 69.10 59.90%

LS gns

oy
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene R EE mE
43.0 17.00 17.20 17.40 17.60
m/z 95.10 59.53%
5000 83.0

25.0
“ | ]I | 167.0210.0 267.0307.0 490.0

e e N e

m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 _.beta.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.63 13.55 ng 714254 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
3 n-Octanoic acid.methvl(tetrameth... 242 C13H2602Si 1000217-03-7 53
4 22.26-0xido-4.17-cholestadien-3.... 414 C27H4203 1000252-80-4 15
5 4-(1-Adamantyl)pyridine 213 C15H19N 060159-38-8 11
Abundance Scan 2643 (17.633 min): BF111639.D (-2635) (-) m/z 43.10 100.00%
431
107.1 1451
5000

17.40 17.60 17.80 18.00
m/z 107.10  67.44%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol

17.40 17.I60 17.I80 18.I00
m/z 145.10  60.89%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0

17.40 17.60 17.80 18.00
m/z 105.05 56.20%

5000
mz-> 0 50 100 150 200 250 300 350 400
Abundance #95532: n-Octanoic acid,methyl(tetramethylene)silyl ester L R s
115.0 213.0 17.40 17.60 17.80 18.00
’ m/z 213.15 52.69%
5000 61.0 171.0
mz-> 0 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\BF122018\
Data File : BF111639.D

Aca On : 20 Dec 2018 15:07

Operator : JU/SJ

Sample : J6481-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Stigmast-4-en-3-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.68 11.08 ng 584310 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 95
2 Testosterone 288 C19H2802 000058-22-0 55
3 Testosterone cvpionate 412 C27H4003 000058-20-8 50
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 43
5 2-Amino-4-methyl-3-pyridinol 124 C6H8N20 020348-18-9 43

Abundance Scan 2821 (18.680 min): BF111639.D (-2814) (-) m/z 124.05 100.00%

124.1

43.1
229.2
5000
2893 3973 3704 4124 18.40 18.60 18.80
(0} m/z 43.10 63.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0

5000

18.40 18.I60 18.I80
m/z 229.20  53.05%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #134627: Testosterone

124.0 288.0

18.40 18.60 18.80
m/z 55.10 44.14%

5000

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216680: Testosterone cypionate T
55.0 124.0 18.40 18.60 18.80
' m/z 95.10 38.11%
5000
0185.0 230.0 271.0 370.0 4120
o

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\

Data File : BF111639.D

Acq On - 20 Dec 2018 15:07 Instrument :
Operator : JU/SJ BNA_F

Sample - J6481-04 ClientSampleld :
Misc : HOUSE-WALL
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
(S)-(+)-1,2-Propa. .. 3.42 3.3 ng 205760 1 6.90 1234870 20.0
2-Pentanone, 4-hy... 5.12 4.7 ng 289109 1 6.90 1234870 20.0
unknown6.67 6.67 69.5 ng 4294480 1 6.90 1234870 20.0
n-Hexadecanoic acid 11.94 6.8 ng 444201 4 11.42 1304500 20.0
Octadecanoic acid 12.72 3.2 ng 208777 4 11.42 1304500 20.0
Cycloeicosane 13.89 6.6 ng 575476 5 14.04 1755460 20.0
1-Docosene 14.53 12.0 ng 1050160 5 14.04 1755460 20.0
1-Octadecanesulph... 14.84 4.7 ng 247259 6 15.52 1054570 20.0
Octacosanol 15.20 33.0 ng 1742720 6 15.52 1054570 20.0
Tetradecanal 15.77 3.9 ng 206067 6 15.52 1054570 20.0
Heptadecane 16.02 8.3 ng 435345 6 15.52 1054570 20.0
n-Tetracosanol-1 16.06 15.5 ng 817889 6 15.52 1054570 20.0
Benzoic acid, 4-(... 16.17 6.0 ng 316388 6 15.52 1054570 20.0
Oxirane, hexadecyl- 16.83 4.9 ng 256228 6 15.52 1054570 20.0
E-15-Heptadecenal 17.21 8.3 ng 437943 6 15.52 1054570 20.0
unknownl17 .32 17.32 12.0 ng 632806 6 15.52 1054570 20.0
-beta.-Sitosterol 17.63 13.6 ng 714254 6 15.52 1054570 20.0
Stigmast-4-en-3-one 18.68 11.1 ng 584310 6 15.52 1054570 20.0
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