LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 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-BF010719.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

2.175 11 15 28 rvB2 71425 128336 4_.90% 0.422%
2.369 43 48 52 rBv4 16073 30210 1.15% 0.099%
517 rBV 130791 145282 5.54% 0.478%
5.510 577 582 585 rBvV 2292225 2100111 80.13% 6.904%
6.416 733 736 742 rVB 51442 46287 1.77% 0.152%

abrwNPE
)]
o
O
N
a1
o
\l
a1
=
=

6.516 748 753 764 rBV 2290797 2189589 83.55% 7.198%
6.645 771 775 779 rBV 2384733 2324842 88.71% 7.643%
789 rvVB 44050 43558 1.66% 0.143%
6.869 810 813 817 rBV 777182 694155 26.49% 2.282%
7.028 836 840 844 rBV 2092011 1889926 72.11% 6.213%
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11 7.433 903 909 912 rBV 1542844 1525457 58.21% 5.015%
12 8.151 1027 1031 1035 rBV 985605 884999 33.77% 2.909%

13 9.086 1187 1190 1192 rBV 29374 31784 1.21% 0.104%
14 9.116 1192 1195 1203 rVB2 69075 95868 3.66% 0.315%
15 9.227 1209 1214 1217 rBV 3055981 2620816 100.00% 8.616%
16 9.286 1221 1224 1229 rVB2 38041 34813 1.33% 0.114%
17 9.363 1235 1237 1241 rVB2 72556 65978 2.52% 0.217%
18 9.433 1246 1249 1257 rVB 40686 58404 2.23% 0.192%
19 9.616 1276 1280 1285 rVB 684530 593025 22.63% 1.950%
20 9.822 1310 1315 1318 rBV 66813 58713 2.24% 0.193%
21 9.910 1326 1330 1333 rBV 1176854 988355 37.71% 3.249%
22 9.980 1338 1342 1348 rBvV 18430 38831 1.48% 0.128%
23 10.698 1460 1464 1472 rBV 1738178 1525108 58.19% 5.014%
24 10.798 1478 1481 1483 rBV 56719 52471 2.00% 0.172%
25 10.821 1483 1485 1489 rVB2 32331 34983 1.33% 0.115%
26 11.039 1518 1522 1527 rBV6 19256 31663 1.21% 0.104%
27 11.292 1562 1565 1569 rVB 56747 62005 2.37% 0.204%

28 11.398 1579 1583 1586 rBV 1025533 875445 33.40% 2.878%
29 11.921 1668 1672 1677 rBV 194118 195311 7.45% 0.642%

30 12.480 1765 1767 1773 rVB4 31278 43441 1.66% 0.143%
31 12.704 1802 1805 1811 rBV2 78189 91346 3.49% 0.300%
32 12.980 1848 1852 1855 rBV 2164364 1772493 67.63% 5.827%
33 13.210 1888 1891 1894 rVB 59658 52603 2.01% 0.173%
34 13.551 1947 1949 1950 rBV 44895 38369 1.46% 0.126%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 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-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.568 1950 1952 1955 rVB 120460 114793 4._.38% 0.377%

36 13.798 1989 1991 1995 rVB5 51554 556217 2.11% 0.182%
37 13.868 2000 2003 2010 rBV 1058764 1154027 44.03% 3.794%
38 13.927 2010 2013 2015 rBV 53968 53948 2.06% 0.177%

39 14.039 2024 2032 2035 rBvV 847451 957702 36.54% 3.148%
40 14.192 2055 2058 2068 rVB2 147279 202977 7.74% 0.667%

41 14.315 2077 2079 2082 rBVY 88584 72586 2.77% 0.239%
42 14.345 2082 2084 2087 rBV2 46825 46085 1.76% 0.151%
43 14.457 2101 2103 2106 rBV2 43292 38981 1.49% 0.128%
44 14.504 2108 2111 2117 rBV3 844175 1233935 47.08% 4._.056%
45 14.809 2160 2163 2165 rBVY 84954 95477 3.64% 0.314%

46 15.151 2217 2221 2223 rBVY 178455 202017 7.71% 0.664%
47 15.180 2223 2226 2231 rVB2 192508 281570 10.74% 0.926%
48 15.515 2278 2283 2292 rBVY 674994 965769 36.85% 3.175%
49 15.845 2337 2339 2342 rBV3 35895 30552 1.17% 0.100%
50 15.974 2358 2361 2366 rVB 114617 155212 5.92% 0.510%

51 16.021 2366 2369 2377 rVB2 108143 158156 6.03% 0.520%
52 17.086 2545 2550 2558 rVB5 86099 179131 6.83% 0.589%
53 17.174 2561 2565 2574 rVVv4 103524 232657 8.88% 0.765%
54 17.268 2575 2581 2588 rVV3 201263 488537 18.64% 1.606%
55 17.350 2589 2595 2607 rVB2 273395 688310 26.26% 2.263%

56 17.598 2631 2637 2645 rBV8 101453 278741 10.64% 0.916%
57 17.945 2690 2696 2703 rBV8 113059 321290 12.26% 1.056%

58 18.168 2728 2734 2742 rVB4 269945 622531 23.75% 2.047%
59 18.403 2768 2774 2787 rVB10 130549 424388 16.19% 1.395%

Sum of corrected areas: 30419166
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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: BF112012.D
3000000

2500000
5.51 6.55:%°

7.03
2000000

7.43
1500000

1000000
6.87

500000

12175 37 5.09 L 6.4 6.69 [ || u

L e e T o S SNEEMESMESIEEMEMIE | SHMEMEME | SUEMIEMSMEMSSESSE 0 A SEACADIONS | SRS S

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: BF112012.D
3000000 923

2500000
12.98

2000000
10.70

1500000
9.91

11.40

1000000 8.15

500000

13.21
L

I
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: BF112012.D
3000000

9.8¢9 93

2500000
2000000
1500000

13.87
1000000 15.52

500000

35 18.17
15826102 171(73171z 17.60 17.94 18.40

T
18.00 18.50

77—

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

8270-BF010719.M Mon Jan 14 17:07:58 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 18

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

2.17 3.70 ng 128336 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 14 (2.169 min): BF112012.D (-11) (-) m/z 73.05 100.00%
73
5000 j\
43 55 87
| 220 2.30 2.40 2.50 2.60
eSS L Tm/z 87.05  28.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 27.74%
29 35 ] | 67 |
miz--> 5h % % 4 % e 70 8 % 100
Abundance #1995: Silane, tetramethyl-
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 43.10 25.88%
43
2 o 2? 36 ‘H 53 9 66 " 88 \/\/WN’\Q\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol A REE R B R
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.56%
| | 87 M
5000
"'I""I'+§'I"'M‘ |""|""|"§?|""|""|"??|"' HUNE AR U LU A U
m/z--> 0 10 20 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 15

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

5.09 4.19 ng 145282 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 9

Abundance Scan 511 (5.092 min): BF112012.D (-507) (-) m/z 43.10 100.00%
43
59
5000
101 SRR AR AR AL
51 | 83 | 480 5.00 520 5.40
e SN M m/z 59.10 54.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I R IR I
59 480 500 520 540
m/z 101.00 18.83%
"|“'”3}'“W”'“|""w"'l'“'|§?“|9§'}ﬁ{"|”"|'“'|"“|"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 5.00 520 540
5000 M m/z 58.00 14.03%
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- R EEEEEmaa
59 480 5.00 520 5.40
m/z 41.10 8.92%
41
5000
86
st I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 1

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

6.65 66.98 ng 2324840 1,4-Dichlorobenzene-d4 6.87

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 1.3.5-Trifluorobenzene 132 C6H3F3
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

000372-38-3 9
028749-81-7 9

Abundance Scan 776 (6.651 min): BF112012.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 7 5 : : : :
Lrer | asus ) m/z 68.10 38.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IIII|II4I|ILIII|IIII|III
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 33.07%
S A O M | R | —
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R N EREE S s s
6.40 6.60 6.80 7.00
5000 m/z 66.10 24 .75%
33 44 o 105
Ll oo Jluw |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T EARmEE S
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.69%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 13
R.T. EstConc Area Relative to ISTD R.T.
11.92 4_.46 ng 195311 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1672 (11.921 min): BF112012.D (-1668) (-) m/z 73.00 100.00%
60 78
5000 129
97 213
S 1 4g197171185 199 | 2p7 256 11.60 11.80 12.00 12.20
m/z 43.05 96.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78 AV~NVJU\MNVWJ
5000 129 UL DA SULBUS USSR

11. 60 11. 80 12. 00 12 20

m/z 60.00 88.00%
213
Ju 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
R e R AR
43 11.60 11.80 12.00 12.20
5000 m/z 55.05 83.33%
129
29 ‘ 115 11 214
185
s AL M 2 | Woyeg |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid AR e R RR
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 79.93%
5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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.
13.87 24.10 ng 1154030 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cvcloeicosane 280 C20H40 000296-56-0 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 2003 (13.868 min): BF112012.D (-2000) (-) m/z 43.10 100.00%
83
5000
SR AR SUNIUE SR B
139 13.60 13.80 14.00 14.20
154 182 210 238 265280 303 m/z 57.10 98.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
29 m/z 55.10 96.72%
139
L 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127768: Cycloeicosane
55
83 USRS SUN UL AR
13.60 13.80 14.00 14.20
5000 m/z 83.10 82.90%
29
A g 126 153 182 210 236252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol T
55 13.60 13.80 14.00 14.20
m/z 69.10 73 .14%
5000
29
My 139 167182 210 233 264280 308 ﬂ,_ﬂﬂ_v,_ﬁﬁjkﬂ_~,-fu_ﬁv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.19 4.24 ng 202977 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 E-14-Hexadecenal 238 C16H300 330207-53-9 94
3 Pentadecane 212 C15H32 000629-62-9 92
4 Cetene 224 C16H32 000629-73-2 86
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 83

Abundance Scan 2058 (14.192 min): BF112012.D (-2055) (-) m/z 57.10 100.00%

g7

5000

:

13.80 14.00 14.20 14.40 14.60
m/z 43.10 71.01%

1
127 155 180 205 227 247

279 320

|
TT T iTT

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane
57
5000 85 TT T T [T T T T[T T T T[T TT T 7T
13. 80 14. OO 14. 20 14. 40 14. 60
41 m/z 71.10 52.74%
18| [ g 13 141 169 197 226
R L L L L o R B R RARRNEAREEEEEEAEEsE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92510: E-14-Hexadecenal
43
83 R e R REEEE e
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 40.99%

140 168 194210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #71394: Pentadecane O
57 13.80 14.00 14.20 14.40 14.60

m/z 55.10 35.94%

E

5000 4

E

| 113 141 168 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 25.77 ng 1233940 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 2110 (14.498 min): BF112012.D (-2108) (-) m/z 57.10 100.00%
57
i 14:20 14.40 14.60 14.80
139 : : :
,.i...,Jl.l.A.,..1??,2.1?2.3.‘3,.2‘?9.2‘.9?.??7.,....,....,.. m/z 43.10 81.80%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151537: 1-Docosene
g7 o7
5000 14:20 14.40 14.60 14.80
29 125 508 m/z 55.10 58.82%
LD ez 2200

Tt
00 150 200 250 300 350 400 450

= A

m/z--> 0 50

¥

Abundance #202424: Nonadecy! trifluoroacetate
57 97
14.20 14.40 14.60 14.80
5000 m/z 71.10 51.87%
125
2‘9\ I ‘ { h 11153 182 210 238 266 3}1 362

T
00 150 200 250 300 350 400 450

= A

m/z--> 0 50

o

Abundance #232520: Nonadecy! heptafluorobutyrate T
57 97 14.20 14.40 14.60 14.80
m/z 83.05 44 _07%
- T \’/\J\/L
169 266
2\9\ L ‘ \ | J 196 238 311 462
m/z--> 0 50 100 150 200 250 300 350 400 450 14 20 14. 40 14 60 14. 80

8270-BF010719.M Mon Jan 14 17:08:01 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.15 4.18 ng 202017 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 83
3 Heneicosane 296 C21H44 000629-94-7 81
4 Octadecane 254 C18H38 000593-45-3 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
Abundance Scan 2221 (15.151 min): BF112012.D (-2217) (-) m/z 57.10 100.00%
57
5000 85
13 14.80 15.00 15.20 15.40
141
ol d d LT 0169 107 237 266280 827355 425 | a3 10 64.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 L AR BURBLR SRR UL B

14.80 15.00 15.20 15.40
m/z 71.10 63.32%

29
113
SVNUY S WU ox KT E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
R B .
14.80 15.00 15.20 15.40
5000 m/z 85.10 47 .26%
85
29
||| | (113,141 169 197 225 253 281 323 351 380
e e o e A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R B .
57 14.80 15.00 15.20 15.40
m/z 55.10 20.68%
85
5000
29
ey J 141 169 107 225 253 _ 296
....,.... P R B .
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF010719.M Mon Jan 14 17:08:02 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 unknownl15.18 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.18 5.83 ng 281570 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-(cvclohexvImethyvl... 194 C14H26 054824-04-3 35
2 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 30
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 25
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 25
5 Cyclopentane, (1-methylbutyl)- 140 C10H20 004737-43-3 25

Abundance Scan 2226 (15.180 min): BF112012.D (-2223) (-) m/z 97.10 100.00%
97
55
5000
T 213 1450 150 B0 o
U 242 209 205 m/z 83.10  89.11%
m/z--> 50 100 150 200 250 300 350
Abundance #56517: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, cis-
55 97
5000 AR UL SRR DU B
14. 80 15. 00 15.20 15.40
m/z 55.10 73.56%
194
3 M | 124 166 |
m/z--> éo 160 150 260 250 360 350
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 97
14.80 15.00 15.20 1540
5000 m/z 69.10 72.22%
27
..”. |‘”.‘|.77.‘h.‘|.‘...|....|........,.....
m/z--> 50 100 150 200 250 300 350
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans- R B et T
55 97 14.80 15.00 15.20 15.40
m/z 57.10 57 .59%
5000
27 i
m/z--> 50 100 150 200 250 300 350 1480 1500 1520 15.40

8270-BF010719.M

Mon Jan 14 17:08:02 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Dodecane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.21 ng 155212 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
2 Octacosane 394 C28H58 000630-02-4 68
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 2360 (15.968 min): BF112012.D (-2358) (-) m/z 57.10 100.00%
57
5000 85
113 15.60 15.80 16,00 16.20
140 249
e L D 208 249 283 SIS Tm/z 43.10  60.43%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48851: Dodecane, 2-methyl-
43
5000 i L A R B UM B
15.60 15.80 16.00 16.20
99 141 m/z 71.10 56.35%
2 d Iy | 169
m/z--> 0 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57
15,60 15.80 16.00 16.20
5000 a5 m/z 85.10 41.28%
29
| J | | 4113 141 169 197 225 253 281 309 337 365 394
m/z--> 0 50 100 1%0 200 250 300 350 '
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester A BT o e
57 15.60 15.80 16.00 16.20
m/z 41.10 22 .39%
85
5000
29 113
ANy N —
m/z--> 0 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20

8270-BF010719.M Mon Jan 14 17:08:03 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octacosyl acetate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.02 3.28 ng 158156 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosvl acetate

2 Docosvl pentafluoropropionate
3 Tricosvl trifluoroacetate

4 1-Hexacosene

5 Tricosyl pentafluoropropionate

452 C30H6002
472 C25H45F502
436 C25H47F302
364 C26H52

486 C26H47F502

018206-97-8 62
1000351-80-9 62
1000351-75-1 58
018835-33-1 58
1000351-81-0 58

Abundance Scan 2369 (16.021 min): BF112012.D (-2366) (-) m/z 57.10 100.00%
57 83
5000
261 993316 344 398 15.80 16.00 16.20 16.40
] m/z 83.10 90.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43 97
69
5000 LA B L L L L L LB
15. 80 16 00 16. 20 16. 40
m/z 43.10 90.11%
15, 153 181 209 250 278 306 334 364 392 437
=
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
e ERAaS EE e S
97 15.80 16.00 16.20 16.40
5000 m/z 55.00 83.08%
125
29l ¥ 1 j hl§3 181 224250 280 308 353 454
e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate L e
57 15.80 16.00 16.20 16.40
m/z 97.10 57 .50%
97
5000
125
29
J153 181 210 238264 294 322 367 418
”..,....,... e e e e e B B e ERAaS EE e S
m/z--> 50 100 150 200 250 300 350 400 450 15. 80 16 00 16. 20 16. 40

8270-BF010719.M Mon Jan 14 17:08:03 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl17.09 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.09 3.71 ng 179131 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 44
2 2.2-Dimethvl-N-phenethvlpropiona... 205 C13H19NO 062056-54-6 18
3 4-Phenvlisoauinoline 205 C15H11N 019571-30-3 18
4 Chromone. 3-methvl-7-nitro- 205 C10H7NO4 253668-57-4 18
5 4H-Benzo[def]carbazole, 4-methyl- 205 C15H11IN 084819-26-1 18
Abundance Scan 2551 (17.092 min): BF112012.D (-2545) (-) m/z 57.10 100.00%
57
5000
4 16,80 17.00 17.20 17.40
Al m/z 71.10 55.87%
m/z--> 50 100 150 200 250 300 350
Abundance #146523: Nonadecane, 1-chloro-
57
5000 AR SR SO B
16.80 17.00 17.20 17.40
29 85 m/z 43.10 54.00%
J.]Ihﬂ??. 133 161 183203 231 259 302
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #65231: 2,2-Dimethyl-N-phenethylpropionamide
57
104 AR SR SURIUE B
16.80 17.00 17.20 17.40
5000 85 m/z 205.15 40.18%
30 205
| ‘.“ i .\‘.“.‘.t ‘.h?l. i 1?'2' :!-8§ I ——— — i
m/z--> 50 100 150 200 250 300 350
Abundance #65288: 4-Phenylisoquinoline A BEREE TS
205 16.80 17.00 17.20 17.40
m/z 85.10 36.49Y%
5000
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40

8270-BF010719.M Mon Jan 14 17:08:04 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.17 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.17 4.82 ng 232657 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 22-Stiamasten-3-one 412 C29H480 004736-95-2 38
2 Eraosta-5.22-dien-3-o0l. 24-methv... 412 C29H480 053755-22-9 12
3 4-Penten-3-one. 2-methvl-5-(1.3.... 273 C14H19N50 312311-98-1 9
4 Benzeneacetamide. .alpha.-cvano-... 256 C14H12N20S 1000337-17-1 9
5 Kaur-16-ene, (8.beta.,13.beta.)- 272 C20H32 020070-61-5 9
Abundance Scan 2564 (17.168 min): BF112012.D (-2561) (-) m/z 55.10 100.00%
5000
412 N ——
371 | 16.80 17.00 17.20 17.40
— SN T 1 m/z 83.10 82.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216707: 22-Stigmasten-3-one
56
81
5000 LA P BN SIS
123 mmﬂmﬂmﬂm
163 071 m/z 69.10 68.10%
i li, 20823 ) 30 369 412
m/z--> 55 100 150 200 250 360 350 460
Abundance #216722: Ergosta-5,22-dien-3-ol, 24-methyl-, (3.beta.,22E)-
69 97 369
16.80 17.00 17.20 17.40
5000 m/z 81.10 52.62%
M V 133 159 255
213
—lL \‘I ‘ \t\ IHIWII L,\LJ ‘ LH” d JU H \\ ‘A uf ‘ I2?3| ??gl ?37 S [ |4}2|
m/z--> 50 100 150 200 250 300 350 400
Abundance #121698: 4-Penten-3-one, 2-methyl-5-(1,3,5-trimethylpyrazo... B e o e e  EEmes
43 133 16.80 17.00 17.20 17.40
161 m/z 57.10 52.49%
5000 230
66
110 202 273
9
m/z--> 50 100 150 200 250 300 350 400 1680 1700 1720 1720 '

8270-BF010719.M Mon Jan 14 17:08:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.27 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.27 10.12 ng 488537 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo-5-fluorobenzvl alcohol. ... 246 C10H12BrFO 1000375-22-8 38
2 3-Phenvl-3-trifluoromethvldiazir... 188 C8H7F3N2 040618-96-0 25
4-(2-Pvridvlaminocarbonvl)-5-eth... 260 C12H12N403 312758-82-0 18
4 1H-Pvrrole-2.5-dione. 1-(4-methv... 187 C11H9NO2 001631-28-3 14
5 Silane, trimethyl(3-phenyl-1-but... 202 C13H18Si 028129-04-6 12
Abundance Scan 2581 (17.268 min): BF112012.D (-2575) (-) m/z 187.15 100.00%
187

5000

17.00 17.20 17.40 17.60
m/z 43.10 62.26%

m/z--> 50 100 150 200 250 300 350
Abundance #98362: 2-Bromo-5-fluorobenzyl alcohol, isopropy! ether
187
5000 LA L L L L L L
43 125 17.00 17.20 17.40 17.60
m/z 58.95 54 _40%
75
LI TR N S/ S A —
m/z--> 50 100 150 200 250 300 350
Abundance #52013: 3-Phenyl-3-trifluoromethyldiaziridine
187
A N A EEEEEE
167 17.00 17.20 17.40 17.60
5000 119 m/z 119.05 51.24%
\‘i 1 el
m/z--> 100 150 200 250 300 350

Abundance #110289: 4-(2-Pyridylaminocarbonyl)-5-ethoxycarbonyl-imidazol L e EMLELELE m i e
187 17.00 17.20 17.40 17.60

m/z 55.10 46.25%

5000 o4

121
159 ‘ 232 260

J\ll \ ) . |

T
m/z--> 50 100 150 200 250 300 350 17.00 17. 20 17. 40 17. 60

8270-BF010719.M Mon Jan 14 17:08:05 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.35 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.35 14.25 ng 688310 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo-5-fluorobenzvl alcohol. ... 274 C12H16BrFO 1000375-22-3 38
2 Vinvldimethvl(5-chlorothienvl-2)... 202 C8H11CISSi 180140-41-4 35
3 2-Bromo-5-fluorobenzvl alcohol. ... 260 C11H14BrFO 1000375-22-5 35
4 Phenol. 4-chloro-5-methvl-2-nitro- 187 C7H6CINO3 007147-89-9 35
5 Pyridine, 4-[3,4-dihydroxyphenyl]- 187 C11H9NO2 079445-43-5 27
Abundance Scan 2595 (17.350 min): BF112012.D (-2589) (-) m/z 187.20 100.00%
187
5000
550% i 145 07
231 259 393 17.00 17.20 17.40 17.60
ko 288 316848 . “nm/z 119.10  33.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122222: 2-Bromo-5-fluorobenzyl alcohol, 3-methylbuty! ether
147
109
5000 43 R DA SN BJURL BULI
70 17.00 17.20 17.40 17.60
m/z 189.20 32.03%
15 142163 217 216
m/z--> 50 100 150 200 250 300 350 400
Abundance #62961: Vinyldimethyl(5-chlorothienyl-2)silane
187
17.00 17.20 17.40 17.60
5000 161 m/z 95.10 26 .04%
5 93
135
||||L:‘#:’ll|||‘L|“||i‘|“|ﬁ|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #110220: 2-Bromo-5-fluorobenzyl alcohol, 1-methylpropyl ether e AR e
187 17.00 17.20 17.40 17.60
m/z 55.10 24 . 77%
5000
108
57 231
%gm\ | 81, 137163 | | 262
m/z--> 50 100 1%0 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF010719.M Mon Jan 14 17:08:06 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 _gamma.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.60 5.77 ng 278741 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 64
2 _beta.-Sitosterol 414 C29H500 000083-46-5 30
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 27
4 Stiagmastan-3.5-diene 396 C29H48 1000214-16-4 27
5 Cholest-7-en-3-o0l, 4,4-dimethyl-_._._. 414 C29H500 006384-28-7 15
Abundance Scan 2637 (17.598 min): BF112012.D (-2631) (-) m/z 43.10 100.00%
43
95
5000
17.20 17.40 17.60 17.80 18.00
m/z 57.10 80.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 VAR BRI BRI IR I
17.20 17.40 17.60 17.80 18.00
m/z 95.10 69 .60%
ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
17.20 17.40 17.60 17.80 18.00
5000 m/z 105.05 64 .86%
81 107 414
255 303 329
el H,l \HH -H.\ MM M i m ‘ \ 233 I R 381 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #228559: .beta.-Sitosterol acetate A B o
43 17.20 17.40 17.60 17.80 18.00
m/z 81.10 63.71%
396
5000
81 105 145
\ H I HJ h‘ 125 | 173105%1%234%° 288 314 354
m/z--> 150 200 250 300 350 400 17.20 17.40 17.60 17.80 18.00

8270-BF010719.M Mon Jan 14 17:08:08 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.94 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.94 6.65 ng 321290 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl isovalerate 116 C6H1202 000556-24-1 37
2 5-Hexenoic acid. methvl ester 128 C7H1202 002396-80-7 35
3 1.2.3.4-Undecanetetrol. [2R-(2R*... 220 C11H2404 137036-71-6 35
4 1.2.3.4-Dodecanetetrol. [2R-(2R*... 234 C12H2604 136953-02-1 35
5 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 35
Abundance Scan 2695 (17.939 min): BF112012.D (-2690) (-) m/z 74.05 100.00%
7
5000 204
43 133
5 161 287 rprrerrTrTrT T T T T T e T
231 257 411 17.60 17.80 18.00 18.20
m/z 204.20 41.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8087: Methyl isovalerate
74
5000

17.60 17.80 18.00 18.20

43
. “ Pﬂl m/z 43.10 37.72%
" MW
RSN W L WL L UL WL W
50

|
100 150 200 250 300 350 400

m/z-->
Abundance #12245: 5-Hexenoic acid, methyl ester
74
43 B RE R R
17.60 17.80 18.00 18.20
5000 m/z 133.05 31.48%
97
W[l 122
-7
m/z--> 50 100 150 200 250 300 350 400
Abundance #77004: 1,2,3,4-Undecanetetrol, [2R-(2R*,3S*,4S*)]- R e
74 17.60 17.80 18.00 18.20
m/z 69.10 30.88%
5000
41 ‘ 111 e 159
Ay Mhass aeee
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Lup-20(29)-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.17 12.89 ng 622531 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 91
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 62
3 2.6.6.9.27.6".6".9"-0Octamethvl-I... 410 C30H50 1000189-48-2 52
4 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 42
5 (56,6-Dihydro-4H-[1,3]thiazin-2-y... 206 C11H14N2S 1000300-96-9 25
Abundance Scan 2734 (18.168 min): BF112012.D (-2728) (-) m/z 205.20 100.00%
95 205
5000
313 DR SN BRI U
355 381 °0° 17.80 18.00 18.20 18.40
S e il W m/z 95.10 80.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220486: Lup-20(29)-en-3-one
124 205
424
5000 B DA SRR NN SN I
149 17.80 18.00 18.20 18.40
175 m/z 109.05 78.52%
1
m/z--> 50 100 150 200 250 300 350 400
Abundance #220493: D:C-Friedoolean-8-en-3-one
205
257 17.80 18.00 18.20 18.40
5000 m/z 81.10 75.70%
121 19 . 424
...|....|.‘LUJ‘M.‘M“J}‘#“..“.E..l...??o.... .
m/z--> 50 100 150 200 250 300 350 400
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethy|-[8,8’]bi[tricyc|0[... L LI L L DL B
205 17.80 18.00 18.20 18.40
m/z 93.10 71.24%
5000 95
41 69 121 149 410
M.$ | n177n | 231257 285 325346367 |
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\BF011119\
Data File : BF112012.D

Aca On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 20 3,7-Cyclodecadien-1-one, 3,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.40 8.79 ng 424388 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Cvclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 64
2 .beta.-Humulene 204 C15H24 000116-04-1 60
3 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 60
4 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 59
5 1,3,3-Trimethyl-2-hydroxymethyl-_._.. 222 C15H260 1000144-10-7 55
Abundance Scan 2773 (18.397 min): BF112012.D (-2768) (-) m/z 81.10 100.00%
5000
18.00 18.20 18.40 18.60 18.80
m/z 55.10 89.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75931: 3,7-Cyclodecadien-1-one, 3,7-dimethyl-10-(1-methyl...
107 135
5000 a1 97 LRI RN IR SN
18.00 18.20 18.40 18.60 18.80
m/z 95.10 89.49%
175 218
18
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene
107
81 18.00 18.20 18.40 18.60 18.80
5000 al 183 o 204 m/z 123.10 81.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe... A B o
107 18.00 18.20 18.40 18.60 18.80
4 g 206 m/z 121.05 80.48%
135
5000 163
u'ﬂ"LH! ""h' I‘I‘I rrrrrrrTrr T TT T T T T T T [Trrrprrrrpr TP pTT
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011119\
Data File : BF112012.D

Acq On : 11 Jan 2019 13:52

Operator : JU/SJ

Sample : K1102-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.17 3.7 ng 128336 1 6.87 694155 20.0
2-Pentanone, 4-hy... 5.09 4.2 ng 145282 1 6.87 694155 20.0
unknown6 .65 6.65 67.0 ng 2324840 1 6.87 694155 20.0
n-Hexadecanoic acid 11.92 4.5 ng 195311 4 11.40 875445 20.0
1-Heneicosanol 13.87 24_.1 ng 1154030 5 14.04 957702 20.0
Hexadecane 14.19 4.2 ng 202977 5 14.04 957702 20.0
1-Docosene 14.50 25.8 ng 1233940 5 14.04 957702 20.0
Nonadecane 15.15 4.2 ng 202017 6 15.52 965769 20.0
unknown15.18 15.18 5.8 ng 281570 6 15.52 965769 20.0
Dodecane, 2-methyl- 15.97 3.2 ng 155212 6 15.52 965769 20.0
Octacosyl acetate 16.02 3.3 ng 158156 6 15.52 965769 20.0
unknownl17.09 17.09 3.7 ng 179131 6 15.52 965769 20.0
unknownl17.17 17.17 4.8 ng 232657 6 15.52 965769 20.0
unknownl17 .27 17.27 10.1 ng 488537 6 15.52 965769 20.0
unknownl17 .35 17.35 14.3 ng 688310 6 15.52 965769 20.0
-gamma.-Sitosterol 17.60 5.8 ng 278741 6 15.52 965769 20.0
unknownl7.94 17.94 6.7 ng 321290 6 15.52 965769 20.0
Lup-20(29)-en-3-one 18.17 12.9 ng 622531 6 15.52 965769 20.0
3,7-Cyclodecadien... 18.40 8.8 ng 424388 6 15.52 965769 20.0
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