LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample = K3624-07

Misc :

ALS Vial : 10 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-BF070519 .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 2.187 11 17 33 rvB 1127357 1514932 14.02% 1.600%
2 5.510 577 582 602 rBY 1637844 3060983 28.34% 3.232%
3 5.645 602 605 616 rVB 177900 216290 2.00% 0.228%
4 6.516 747 753 756 rBVY 3154823 3243156 30.02% 3.425%
5 6.663 773 778 781 rBVY 3519930 3306683 30.61% 3.492%
6 6.892 813 817 821 rBVY 1240510 958447 8.87% 1.012%
7 7.051 840 844 847 rBVY 3091133 2570232 23.79% 2.714%
8 7.451 907 912 915 rBVY 2282991 2097228 19.41% 2.215%
9 8.175 1031 1035 1038 rBvV 1641456 1286178 11.91% 1.358%
10 9.251 1213 1218 1221 rBV 4569716 3936376 36.44% 4_.157%

11 9.639 1281 1284 1287 rBV 498014 396398 3.67% 0.419%
12 9.927 1329 1333 1337 rBV 1785808 1478314 13.69% 1.561%
13 10.710 1462 1466 1470 rBV 2613021 2569063 23.78% 2.713%
14 11.410 1581 1585 1587 rBV 1903976 1590729 14.73% 1.680%
15 11.433 1587 1589 1592 rVV 363020 270227 2.50% 0.285%

16 11.939 1667 1675 1681 rBV 1229005 1524318 14.11% 1.610%
17 12.027 1684 1690 1691 rVvV 435651 682420 6.32% 0.721%
18 12.163 1691 1713 1730 rVB 1683715 10179195 94.23% 10.749%
19 12.621 1787 1791 1794 rBV 901450 812541 7.52% 0.858%
20 12.727 1803 1809 1815 rBV 951492 1141943 10.57% 1.206%

21 12.845 1824 1829 1832 rBV 744063 733159 6.79% 0.774%
22 12.998 1850 1855 1858 rBV 4091908 3924125 36.33% 4.144%
23 13.062 1864 1866 1874 rVB3 108594 188720 1.75% 0.199%
24 13.157 1878 1882 1883 rVV2 100784 126213 1.17% 0.133%
25 13.174 1883 1885 1888 rVB 151054 133804 1.24% 0.141%

26 13.239 1892 1896 1899 rVB2 126866 137297 1.27% 0.145%
27 13.439 1915 1930 1943 rBV 3644258 10802402 100.00% 11.407%
28 13.792 1986 1990 1993 rBV2 83368 113762 1.05% 0.120%
29 13.886 2002 2006 2011 rBV2 896119 1035879 9.59% 1.094%
30 14.045 2024 2033 2035 rBV2 1357350 1720339 15.93% 1.817%

31 14.068 2035 2037 2042 rVB 406319 319673 2.96% 0.338%
32 14.209 2048 2061 2067 rBV 4115551 9051401 83.79% 9.558%
33 14.521 2110 2114 2117 rBV 1072382 1126895 10.43% 1.190%
34 14.574 2121 2123 2126 rBV5 101758 137718 1.27% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample = K3624-07

Misc :

ALS Vial : 10 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\HPCHEM1I\BNA F\METHODS\8270-BF070519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.821 2155 2165 2177 rBV 3006319 7423701 68.72% 7.839%

36 15.080 2205 2209 2212 rBV 396173 602583 5.58% 0.636%
37 15.180 2220 2226 2236 rBV 1709411 2521945 23.35% 2.663%
38 15.386 2257 2261 2265 rBV 298201 414852 3.84% 0.438%
39 15.468 2267 2275 2279 rVV2 1127021 2724754 25.22% 2.877%
40 15.515 2279 2283 2286 rVV 963454 1249961 11.57% 1.320%

41 15.562 2286 2291 2299 rVB 1588674 2350346 21.76% 2.482%
42 15.839 2334 2338 2351 rVB5 245111 651176 6.03% 0.688%
43 16.009 2361 2367 2371 rBV 1081237 1657810 15.35% 1.751%
44 16.227 2398 2404 2417 rVB2 286963 797911 7.39% 0.843%
45 16.527 2449 2455 2463 rBY 515176 902674 8.36% 0.953%

46 16.980 2527 2532 2540 rVB2 163740 310834 2.88% 0.328%
47 17.127 2551 2557 2566 rBV3 216397 493782 4._.57% 0.521%
48 17.421 2603 2607 2613 rVB 117614 207764 1.92% 0.219%

Sum of corrected areas: 94697133
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\

BF115392.D

5 Jul 2019 16:50

HP/JU

K3624-07

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

2.19
1000000

TIC: BF115392.D

5.51

6.66

6.52

7.05

6.89

7.45

0
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF115392.D

10.71

0.93 11.41
8.17

9.64

L

Ol
Time-->

11.00 11.50

10.00

T
9.50 10.50

12.00

12.50

13.00

Abundance

4000000

13.44

3000000

2000000

1000000

TIC: BF115392.D

14.82

14.52

.57
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.19 31.61 ng 1514930 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF115392.D (-11) (-) m/z 73.00 100.00%
3
5000 /\
43 55 87 L,
37 | 7 2.20 2.30 2.40 2.50 2.60
Ot ot b e S e M/Z 43.00 32.72%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.00 25.55%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U AR IR UL UL R
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.20%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- J—y_y—y—h
73 2.20 2.30 2.40 2.50 2.60
m/z 71.05 10.91%
5000 43
58
bt e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.66 Concentration Rank 5

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

6.66 69.00 ng 3306680 1,4-Dichlorobenzene-d4 6.89
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 778 (6.663 min): BF115392.D (-773) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 680 7.00
54 : : : :
o |78 | sus Wl w7z 68.00 40.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR AR R L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.30%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 26.70%
41 97
53
R N
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.20%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.94 19.17 ng 1524320 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1675 (11.939 min): BF115392.D (-1667) (-) m/z 73.00 100.00%
7B
43 60
5000
129
85 192 SN NN
8 115 1 5157171 2132272 256 11.60 11.80 12.00 12.20
o 41 m/z 59.95 81.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B

L

5000 129 LA LI L L L LB |
11.60 11.80 12.00 12.20

m/z 43.00 80.23%

213
JJJ, 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73
60

11. 60 11. 80 12. OO 12.20

5000 43 129 m/z 41.00 63.19%
185
115 171 228
R ol o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid I R o e T
43 60 73 11. 60 11. 80 12. OO 12. 20

m/z 57.00 62 .89%

5000
29
129
115 71 214
I uh‘\ i 1‘\13157 \197 .

0Lt il el ,....,....,..u.,....,.... T e

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\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.03 8.58 ng 682420 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 55
2 Heneicosane 296 C21H44 000629-94-7 55
3 Octadecane 254 C18H38 000593-45-3 49
4 Heptadecane 240 C17H36 000629-78-7 49
5 Tetracosane 338 C24H50 000646-31-1 49
Abundance Scan 1690 (12.027 min): BF115392.D (-1684) (-) m/z 57.00 100.00%
57
85
5000 190 /\/\
113 11,80 12.00 12.20 12.40
141 163
oL bk, i 290 m/z 71.10  73.46%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
85

5000 L ML s
11. 80 12. OO 12. 20 12. 40

| m/z 43.00 57.42%

29
R BN Y ]11}31 141 169 107 225 253 295 323 367
., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

11.80 12. OO 12. 20 12.40

85

5000 m/z 85.10 55.19%
29 113
oL L LT M 169 107 225 253 296
e T
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane A e R R T
57 11. 80 12. OO 12. 20 12. 40

m/z 190.00 42 _.32%

5000 85
29 113
ol 1. L L) |77 141 169 197 205 254
b b e

m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 2-methyloctacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.16 127.98 ng 10179200 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1713 (12.163 min): BF115392.D (-1691) (-) m/z 57.05 100.00%
57
85
5000
e RN e
141 169 11.80 12.00 12.20 12.40
0 ...3., l| o 197,225 267 205 337 m/z 71.10 79.12%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 AR AR R AR
11,80 12.00 12.20 12.40
113 m/z 43.05 59.34%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
g7
o 11:80 12,00 12.20 12,40
5000 m/z 85.10 59.08%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane LI L L B LB B B
57 11.80 12.00 12.20 12.40
m/z 55.00 22 .30%
5000 85 —A”MMW}\j///w\\~—m~¢WN~—A
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 11/80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.73 14.36 ng 1141940 Phenanthrene-d10 11.41
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1809 (12.727 min): BF115392.D (-1803) (-) m/z 73.00 100.00%
43 B
5
5000 129
241
199513227 12.40 12.60 12.80 13.00
Obrrrprr e m/z 43.00 84.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129 SRR R BASR ARER
12. 40 12. 60 12. 80 13.00
185 m/z 60.00 77.31%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
5]
12.40 12.60 12.80 13.00
5000 m/z 57.10 71.73%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B R ma L S
78 12.40 12.60 12.80 13.00
43 m/z 55.00 64 .99%
5
5000 129
185 228
115
1 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Eicosane, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.44 125.59 ng 10802400 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1930 (13.439 min): BF115392.D (-1915) (-) m/z 57.05 100.00%
7
85
5000
o
141 13.20 13.40 13.60 13.80
o 169 197 225 253 281 309 337 365 393 422 n/z 71.10 79 _.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 RN SULLN UL UL B
13.20 13.40 13.60 13.80
JJ m/z 85.10 59.27%
113 154
0 I |71 | 1183 211 239 281
m/z--> 50 160 1%0 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
AR AR AR R
13.20 13.40 13.60 13.80
5000 85 m/z 43.05 58.04%
0 29 113J1§111§9 197 225 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance #141426: Heneicosane S T
57 13.20 13.40 13.60 13.80
m/z 55.00 22.61%
85
5000 /\\A
29 113
o u (141 169 197 225 253 296 Aa
m/z--> 5'0 1(')0 1&1,0 200 250 300 350 400 13.20 13.40 13.60 13.80

8270-BF070519.M Mon Jul 08 07:13:53 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Trichloroacetic acid, hexad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.89 12.04 ng 1035880 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 5-Octadecene. (B)- 252 C18H36 007206-21-5 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 2007 (13.892 min): BF115392.D (-2002) (-) 57.00 100.00%

5 gs
5000 4(

13.60 13.80 14.00 14.20
153168 196212 230
O S 212 et 280 m/z 43.00 82.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69

5000
713160 13.80 14,00 14.20
m/z 83.10 81.44%

125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83

13 60 13.80 14.00 14.20
5000 m/z 55.00 74.74%

o / P J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104186: 5-Octadecene, (E)- T T
55 13. 60 13. 80 14. 00 14 20

m/z 69.00 73.16%

4 83
5000
2A 126 154 181196 224 252

(oM ) e e arhte oA

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.21 105.23 ng 9051400 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2061 (14.209 min): BF115392.D (-2048) (-) m/z 57.05 100.00%
g7
85
5000
141 169 13.80 14.00 14.20 14.40 14.60
ol sl 1| A7, 199,197 225 253 281 309 337 365 393 | sz 71.05  81.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
13.80 14.00 14.20 14.40 14.60
m/z 85.05 61.68%
113 154
ol b, i tes 211 230 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 43.05 57 .56%
o2, I |13 ,241 169 107 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane L B B i
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 22.96%
85
29 113
ol L. L1, J | 11ﬁ11169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 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\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.52 13.10 ng 1126900 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2114 (14.521 min): BF115392.D (-2110) (-) m/z 57.05 100.00%
57
85
5000
113 14.20 14.40 14.60 14.80
141 240
oL WL L 1160 197220200 275 301323 353 as6 | ST 7T 05 75,754
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85
14.20 14.40 14.60 14.80
29 m/z 43.05 62.97%
ol L L |4 13,141 169 107 226
m/z--> 50 100 1%0 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 54 .83%
o 3 I ‘ ﬂ1}3133 ?4.183 211 239 281
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57 14.20 14.40 14.60 14.80
m/z 55.00 25.53%
85
5000
29
Ly \113 141 169 197 240
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Heneicosane Concentration Rank 3

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

14.82 118.78 ng 7423700 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2165 (14.821 min): BF115392.D (-2155) (-) m/z 57.05 100.00%

57
85
5000
141 169 14.60 14.80 15.00 15.20
ol Ak .1| L7780 197 225 253273295 323 351 379 407 | sz 7105  82.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000

14.60 14.80 15.00 15.20
m/z 85.10 60.90%

29\ 113
o DL Tt nor o5 o9 206
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
14.60 14.80 15.00 15.20
5000 g5 m/z 43.05 57.39%
29
J | | |18 141 160 106 240
ol e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e R amEEEE eI
57 14. 60 14. 80 15. OO 15. 20

m/z 55.00 22 .32%

B | m
113
20 || | 77,242 160 107 225 267 205 365 393

e L. < A T

m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.18 40.35 ng 2521950 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2226 (15.180 min): BF115392.D (-2220) (-) m/z 57.10 100.00%
57
85
5000

14.80 15.00 15.20 15.40

] 141 169 197 252
o] , L JI - 225 £37273295 323 351 879 408 | sz 71.05  80.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
517
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.05 59.57%
J 113 141 169 226
0..&.,L!..ﬁ.hh:,n..}%n... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
R N REEEE TR
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 59.48%
113
ol 31 l 470,14 169 197 239 567 204 323 352
IR e e o e o o o e L R e i B a e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .20%
5000 85
113
oL 3 } | |7, 14 169 210,239 267 309 336 366
e et e e e e R ERIEREEEE RS
m/z--> 50 100 150 200 250 300 350 400 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Benzo[e]pyrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.39 6.64 ng 414852 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 89
Abundance Scan 2262 (15.392 min): BF115392.D (-2257) (-) m/z 252.05 100.00%
252
5000
55 81 10 1 152 179198 224 il 272 302 341360 412 15.00 15.20 15.40 15,60 15.80
o051 209 | 192 179198 25F | 272 302 34170 M2 ns57550.00  29.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60 15.80
125 m/z 253.10 20.93%
ol_50 74 99, | 146 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 12.73%
126
ol_50 74 100, | 149 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104216:Perylene [TT T T[T T[T T T[T Trr [T
252 15.00 15.20 15.40 15.60 15.80
m/z 125.95 11.33%
5000
126
ol 43 73 100, | 149169 200 224
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 _.beta.-Sitosterol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.84 10.42 ng 651176 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 70
3 17-(1.5-Dimethvlhexv)-10.13-dim... 414 C29H500 1000210-86-9 47
4 8-Methyl-9.11-tridecadienol prop... 266 C17H3002 1000130-96-9 38
5 Benzamide, 3-(4-isopropylbenzyli... 266 C17H18N20 304455-80-9 35
Abundance Scan 2338 (15.839 min): BF115392.D (-2334) (-) m/z 43.00 100.00%
ile]
266
5000

15.60 15.80 16.00 16.20
m/z 57.00 85.85%

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

5000
15.60 15.80 16.00 16.20

m/z 266.05 58.77%

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
R o BB R
15.60 15.80 16.00 16.20
5000 81 107 m/z 41.00 52.28%

414

1l

m/z--> 0 5I0 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . R LA ma
43 15.60 15.80 16.00 16.20

m/z 55.00 50.94%

5000

I T
15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.01 26.53 ng 1657810 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2367 (16.009 min): BF115392.D (-2361) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
141 169 15.60 15.80 16.00 16.20 16.40
ol 34 l| L7770 197 225 266288309 337 365 | sz 71.10  78.78%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
15.60 15.80 16.00 16.20 16.40
m/z 85.05 59.29%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 43.05 57.21%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- e A REEaE e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.29%
N ] M«\M
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl6.23 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.23 12.77 ng 797911 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2405 (16.233 min): BF115392.D (-2398) (-) m/z 57.00 100.00%
g7
85
d L1 505 100 197 300208 20 sp0n 6100 1670 1640 1660
T e L c T m/z 71.10 74 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
16.00 16.20 16.40 16.60
m/z 85.05 55.22%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
16.00 16.20 16.40 16.60
5000 85 m/z 43.00 54 _55%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141433: Pentadecane, 8-hexyl- L L B e e
43 16.00 16.20 16.40 16.60
- m/z 55.00 20.83%
99 196
ol )| J‘ | 127,155 | 225 252 280
m/z--> 55 160 1%0 260 250 360 3%0 ' 1ebo 1650 1&40 1&%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.53 14.44 ng 902674 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2456 (16.533 min): BF115392.D (-2449) (-) m/z 57.00 100.00%
57
85
5000
RN SUNRA SRR
141 169 280 16.20 16.40 16.60 16.80
ol 34 l| L= 199,197 224 250 29303 337 378 m/z 71.10  79.13%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR BN AR IUAAR
16,20 16.40 16.60 16.80
113 m/z 85.10 58.38%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 16.20 16.40 16.60 16.80
5000 m/z 43.05 54 _87%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-  a AREmamEE
57 16.20 16.40 16.60 16.80
m/z 55.00 20.58%
5000 85 A\wvjﬂ\V«Jﬁww/\*NA’V-\M\N~J
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Dibenzo[def,mno]Jchrysene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.98 4.97 ng 310834 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 95
2 Benzolahilpervlene 276 C22H12 000191-24-2 93
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 90
4 Indenoll.2.3-cd1fluoranthene 276 C22H12 000193-43-1 89
5 Phosphoric acid, 4-methoxy-2-(me... 276 C1l1H1706P 094420-71-0 47
Abundance Scan 2532 (16.980 min): BF115392.D (-2527) (-) m/z 276.10 100.00%
216
5000
138
16.60 16.80 17.00 17.20
o 51 81 112 158 182200 224 248 292 330 m/z 277.10 >4 02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124618: Indeno[1,2,3-cd]pyrene
216
5000 LN BN SUNRE I
138 16.60 16.80 17.00 17.20
m/z 274.00 21.37%
ol 55 74 92 112 174 198 224 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124616: Benzo[ghi]perylene
276
16.60 16.80 17.00 17.20
5000 m/z 138.00 20.30%
138
0L 27 50 74 92111 | 158 198 202 248 JL
ERRRE AR AR R RN LN LR RRRAN LAY LRRAN LRRAN SRR B SRR SRR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124621: Dibenzo[def,mno]chrysene e e B e N
276 16.60 16.80 17.00 17.20
m/z 278.05 15.40%
5000
138
o A, 5578 93 1n J” 155 108 222 248 |
m/z--> 25&&)%mmmmmmmmmnmm%mmmm%' 16,60 16,80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070519\
Data File : BF115392.D

Aca On 5 Jul 2019 16:50

Operator : HP/JU

Sample : K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl7.13 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.13 7.90 ng 493782 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2558 (17.133 min): BF115392.D (-2551) (-) m/z 57.05 100.00%
57
85
5000
RN BN SUNRH SRR
141 169 267 16.80 17.00 17.20 17.40
ol 34 ,I l| g7 197 2202457, 301 382 30 Thnyz 71.10  74.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 SR SRR SO BRI
16.80 17.00 17.20 17.40
m/z 85.05 55.70%
29 113
oL \ [y || | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane
57
o5 16.80 17.00 17.20 17.40
5000 m/z 43.00 52.24%
29
m/z--> éo 100 1%0 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- e EREmEmEE T
57 16.80 17.00 17.20 17.40
m/z 99.00 21.06%
5000 85 MMMNMM/\\AMWJ»WM
oL 3 J [ dlf3Jlﬂl‘169 197 23 267 204 323 352
m/z--> 50 100 150 200 250 300 350 ' 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF070519\
Data File : BF115392.D

Acq On 5 Jul 2019 16:50

Operator : HP/JU

Sample - K3624-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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... 2.19 31.6 ng 1514930 1 6.89 958447 20.0
unknown6 .66 6.66 69.0 ng 3306680 1 6.89 958447 20.0
n-Hexadecanoic acid 11.94 19.2 ng 1524320 4 11.41 1590730 20.0
Hexacosane 12.03 8.6 ng 682420 4 11.41 1590730 20.0
2-methyloctacosane 12.16 128.0 ng 10179200 4 11.41 1590730 20.0
Octadecanoic acid 12.73 14_.4 ng 1141940 4 11.41 1590730 20.0
Eicosane, 10-methyl- 13.44 125.6 ng 10802400 5 14.04 1720340 20.0
Trichloroacetic a... 13.89 12.0 ng 1035880 5 14.04 1720340 20.0
Heptacosane 14.21 105.2 ng 9051400 5 14.04 1720340 20.0
Hexadecane 14 .52 13.1 ng 1126900 5 14.04 1720340 20.0
Heneicosane 14.82 118.8 ng 7423700 6 15.52 1249960 20.0
Docosane, 11-butyl- 15.18 40.4 ng 2521950 6 15.52 1249960 20.0
Benzo[e]pyrene 15.39 6.6 ng 414852 6 15.52 1249960 20.0
-beta.-Sitosterol 15.84 10.4 ng 651176 6 15.52 1249960 20.0
Octacosane 16.01 26.5 ng 1657810 6 15.52 1249960 20.0
unknownl16.23 16.23 12.8 ng 797911 6 15.52 1249960 20.0
Heptadecane, 9-oc... 16.53 14_.4 ng 902674 6 15.52 1249960 20.0
Dibenzo[def,mno]jc... 16.98 5.0 ng 310834 6 15.52 1249960 20.0
unknownl17.13 17.13 7.9 ng 493782 6 15.52 1249960 20.0
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