LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO70919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 ; K3687-01 72-12017-VNJ-206

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-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 2.216 16 22 34 rVB 1369786 1897568 44.82% 4._.066%
2 5.516 578 583 586 rBY 3050552 3067733 72.46% 6.573%
3 6.522 748 754 757 rBV 2964863 3236057 76.43% 6.934%
4 6.663 773 778 781 rBVY 3430822 3340329 78.90% 7.157%
5 6.893 814 817 821 rVB 1196519 974987 23.03% 2.089%
6 7.051 840 844 847 rBVY 3029573 2610473 61.66% 5.593%
7 7.451 907 912 915 rBVY 2292312 2110179 49.84% 4.521%
8 8.175 1031 1035 1038 rBvV 1580180 1258359 29.72% 2.696%
9 9.251 1213 1218 1221 rBV 4301213 3768538 89.01% 8.074%
10 9.639 1280 1284 1295 rBV 1196582 935217 22.09% 2.004%

11 9.928 1329 1333 1337 rBV 1709501 1501878 35.47% 3.218%
12 10.716 1462 1467 1470 rBV 2534675 2415808 57.06% 5.176%
13 11.410 1581 1585 1588 rBV 1805188 1663666 39.30% 3.565%
14 11.945 1666 1676 1687 rBV 381911 519174 12.26% 1.112%
15 12.233 1723 1725 1731 rVB 61187 60115 1.42% 0.129%

16 12.563 1779 1781 1787 rVB2 56114 57188 1.35% 0.123%
17 12.645 1792 1795 1799 rBV 818221 779621 18.41% 1.670%
18 12.763 1809 1815 1827 rBV 787037 1052275 24.85% 2.255%
19 12.892 1830 1837 1840 rvv2 687408 845216 19.96% 1.811%

20 12.945 1843 1846 1851 rVB2 42356 56104 1.33% 0.120%
21 13.016 1854 1858 1859 rBV 51678 46883 1.11% 0.100%
22 13.051 1859 1864 1867 rVV 4255518 4233784 100.00% 9.071%
23 13.127 1871 1877 1880 rBV3 56847 88642 2.09% 0.190%
24 13.216 1889 1892 1894 rBV2 51971 61738 1.46% 0.132%
25 13.239 1894 1896 1900 rVB2 68490 74839 1.77% 0.160%
26 13.316 1904 1909 1912 rBVZ2 78936 92335 2.18% 0.198%

27 13.357 1912 1916 1919 rBV 94951 100652 2.38% 0.216%
28 13.804 1988 1992 1999 rVB 107615 131596 3.11% 0.282%
29 13.933 2009 2014 2018 rBV2 69971 108275 2.56% 0.232%

30 13.969 2018 2020 2022 rVV 58411 54639 1.29% 0.117%
31 13.998 2022 2025 2029 rVVv2 51366 69659 1.65% 0.149%
32 14.045 2029 2033 2036 rVB2 71390 74366 1.76% 0.159%

33 14.086 2036 2040 2055 rVB4 219694 570970 13.49% 1.223%
34 14.233 2059 2065 2068 rBV 1461979 1637757 38.68% 3.509%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO70919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17 Instrument :

Operator : HP/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : K3687-01 72-12017-VNJ-206

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

Method :
Title :

35 14.257 2068 2069 2072 rVB 284625 219968 5.20% 0.471%

36 14.463 2100 2104 2108 rBV 163502 174190 4.11% 0.373%

37 14.704 2139 2145 2148 rVB 30038 46947 1.11% 0.101%
38 14.745 2148 2152 2155 rBV2 60943 71908 1.70% 0.154%
39 14.845 2165 2169 2173 rBV 358312 399512 9.44% 0.856%
40 14.886 2173 2176 2184 rVB7 38491 79008 1.87% 0.169%

41 15.227 2229 2234 2239 rBVY 589306 678765 16.03% 1.454%
42 15.316 2246 2249 2254 rVB 39522 48672 1.15% 0.104%
43 15.468 2270 2275 2278 rBVY 166871 259389 6.13% 0.556%
44 15.616 2294 2300 2307 rBV 793366 967198 22.84% 2.072%
45 15.786 2325 2329 2336 rVB 77542 94804 2.24% 0.203%

46 15.851 2336 2340 2344 rBV2 47868 75848 1.79% 0.163%
47 15.921 2347 2352 2360 rVB 885428 1101627 26.02% 2.360%
48 16.021 2363 2369 2377 rBVY 806811 1090431 25.76% 2.336%
49 16.486 2441 2448 2460 rBVY 635860 1050844 24.82% 2.252%
50 17.021 2532 2539 2557 rVB 303269 603547 14.26% 1.293%

51 17.639 2638 2644 2655 rBV2 90922 213340 5.04% 0.457%

Sum of corrected areas: 46672618
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

2.22

1000000

TIC: BF115436.D

6.66

5.52 7.05

6.52

6.89

7.45

0=
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF115436.D

10.72

9.93 11.41

9.64

12.62.96 g9

11.95
12.23  12.

L

i

Time-->

12.00 12.50

11.00 11.50

10.00

9.50 10.50

—+@

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF115436.D

14.23

16.49
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 3

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

2.22 38.93 ng 1897570 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 23 (2.222 min): BF115436.D (-16) (-) m/z 73.05 100.00%
7B
5000
43 - 87
37 | 2.20 2.30 2.40 2.50 2.60
Ot ot b i e b b e e e | M/ 43.00 32.47%
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
07 87 m/z 87.05 26 .04%
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
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.51%
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- ‘ﬂ—y——r—y——y—r
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.94%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
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\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.66 Concentration Rank 1

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

6.66 68.52 ng 3340330 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 777 (6.657 min): BF115436.D (-773) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 6.60 680 7.00
54 . . : :
o |7 er [ysms W h/z 68.00 42.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL R SRR R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.83%
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 28.01%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L A
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.95%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 0 |
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\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.95 6.24 ng 519174 Phenanthrene-d10 11.41
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 15
Abundance Scan 1677 (11.951 min): BF115436.D (-1666) (-) m/z 72.95 100.00%
73
43 60
5000 129
192 213 e
143107171 297 256 1160 11,80 12.00 12.20
0 m/z 60.00 76.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 N L SRR SRR SR
11. 60 11. 80 12. 00 12.20
m/z 43.00 75.16%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11!60 11)80 12!00 12!20 '
5000 29 m/z 57.00 60.17%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e e e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 59.51%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.ﬁt. e
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\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.76 12.65 ng 1052280 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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1815 (12.763 min): BF115436.D (-1809) (-) m/z 73.00 100.00%

12.40 12.60 12.80 13.00
0f m/z 43.00 85.31%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
j 73

B
5000 129

5000
12.40 12.60 12.80 13.00
m/z 60.00 77.57%

143457171
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
73

m/z 57.00 71.13%

57
L NI LI N N I e B R B
12.40 12.60 12.80 13.00
5000 29
3
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid L L B e e

78 12.40 12.60 12.80 13.00
m/z 55.00 63.22%
43
5000 129
185 228
115
01 14345171 ‘
o LAl T ST vl <=
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Heptadecyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.09 6.97 ng 570970 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 81
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
Abundance Scan 2041 (14.092 min): BF115436.D (-2036) (-) m/z 57.00 100.00%

7

5000

E

13.80 14.00 14.20 14.40
m/z 83.05 94.97%

178 209 234 258 5g1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57

97

:

13.80 14.00 14.20 14.40
m/z 43.00 86.72%

5000

154 1g2 210 238 0265283

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57

&

13.80 14.00 14.20 14.40
m/z 55.00 84.71%

5000
196
o 139 168 227 osg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate R E EmaE s L
57 13.80 14.00 14.20 14.40

a3 m/z 97.05 83.17%

5000

:

139 169 151210 238 ,a083

I T I T
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.13 ng 174190 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2104 (14.463 min): BF115436.D (-2100) (-) m/z 57.00 100.00%
57
85
5000 p \
113 1420 14.40 14.60 14.80
141
0,,,J.,.|,,1.,l| Ly 19197247239 267 m/z 71.05 80.05%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000
1420 1440 14160 1480
m/z 43.05 62.52%

29
LT ﬂ1}3‘1§1 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

14.20 14. 40 14. 60 14.80

5000 g5 m/z 85.05 59.18%
29
oLl i Ly (113 141 169 197 205 253 281 309 337 365 394
e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14. 20 14.40 14.60 14.80

m/z 55.00 23.39%

85
5000
29 113
\ | | 777,241 169 197 225 253 296

ot—rryt e R REEmE e

T
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\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.85 4.88 ng 399512 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2170 (14.851 min): BF115436.D (-2165) (-) m/z 57.00 100.00%
g7
85
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
113
141 169 240 14.60 14.80 15.00 15.20
0 J,I .J.l|, O LA L m/z 71.10 80.11%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000
14.60 14.80 15.00 15.20
29 m/z 85.05 60.74%
oL ]113 141 169 197 240
m/z--> 55 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
g7
14.60 14.80 15.00 15.20
5000 85 m/z 43.05 59.31%
ol 3t L) (M3 141 169 197 239 267 294 323 352
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #209566: Octacosane T e
57 14.60 14.80 15.00 15.20

m/z 55.00 23.72%

29
D01 M8 141 169 197 225 253 281 309 337 365 394

L e e AL St o

T
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF070519.M Wed Jul 10 15:28:30 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.23 12.32 ng 678765 Perylene-di12 15.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2234 (15.227 min): BF115436.D (-2229) (-) m/z 57.05 100.00%
57
85
5000
113 15.00 15.20 15.40 15.60
141 169
o2l .1-.l|, L= 00 197 289 267 295 | "m/z 71.05 76.60%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000
85 15.00 15.20 15.40 15.60
29 m/z 43.05 60.72%
L L] e o 20
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 15.00 15.20 15.40 15.60
5000 m/z 85.05 55.73%
29 113
oL ‘ || 7,1 169 107 225 253 296
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 15.00 15.20 15.40 15.60
m/z 55.00 21.41%
5000 85
o 31“} | ) M3 141 160 197 % 67 204 323 3m2
m/z--> 55 160 1éo 260 2éo 360 3%0 1550 1550 15h0 15%0

8270-BF070519.M Wed Jul 10 15:28:31 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

Sample - K3687-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

72-12017-VNJ-206

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

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

Concentration Rank 6

Peak Number 10 Octadecane, 2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
15.62 17.56 ng 967198 Perylene-di12 15.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2301 (15.621 min): BF115436.D (-2294) (-) m/z 57.05 100.00%
g7
85
5000
Ll d113 141 169 107 205 268 295 323 15.40 15.60 15.80 16.00
ol b i d LTt 9T 225 208 295 328 0 ‘m/z 71.05  77.98%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71
5000
15.40 15.60 15.80 16.00
m/z 85.05 58.61%
9 127 155 225
N 0 0 e .
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 58.05%
113
K ] Il 77,141 169 107 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 15.40 15.60 15.80 16.00
m/z 55.00 21.34%
5000
85
0 %9 | | | ;118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00

8270-BF070519.M Wed Jul 10 15:28:32 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.02 19.80 ng 1090430 Perylene-d12 15.92
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 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2369 (16.021 min): BF115436.D (-2363) (-) m/z 57.05 100.00%
57
85
5000
141 169 15.80 16.00 16.20 16.40
oL L. , l| L a2 197,225 258 295 323 351 m/z 71.05 77.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
15.80 16.00 16.20 16.40
m/z 43.10 59.00%
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
g7
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 57.71%
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-
57 15.80 16.00 16.20 16.40
m/z 55.00 22 .38%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40

8270-BF070519.M Wed Jul 10 15:28:32 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.49 19.08 ng 1050840 Perylene-di12 15.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2449 (16.492 min): BF115436.D (-2441) (-) m/z 57.05 100.00%
g7
85
5000
“]fBWmezwm 309 337 365 460 16.20 16.40 16.60 16.80
Ol A A L 4 R0 197 239264 309337365 480 | Tnyz 71.05  78.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000
16.20 16.40 16.60 16.80
m/z 85.05 58.51%
29 Jll3 141 169 282
okl y ML oP o2 ss 22
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129495: Hexadecane, 5-butyl-
48
71
16.20 16.40 16.60 16.80
5000 m/z 43.00 57 .52%
126 225
ol 1 Iy %QJ | 155183 | 253280
m/z--> 50 100 1%0 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane e b B RRaEE=
57 1620 16,40 16.60 16.80

m/z 55.00 22.17%

5000 85
113 H
29| ‘ L7714 160 197 225 267 295 365 393

T
m/z--> 50 100 150 200 250 300 350 400 450 16. 20 16. 40 16. 60 16. 80

o

8270-BF070519.M Wed Jul 10 15:28:33 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.02 10.96 ng 603547 Perylene-di12 15.92
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 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2539 (17.021 min): BF115436.D (-2532) (-) m/z 57.05 100.00%
57
85
5000
R A SR SR I
141 169 16.80 17.00 17.20 17.40
0 J, l| L 97225253 284 | ‘m/z 71.05 77.55%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R AR B U
16.80 17.00 17.20 17.40
113 m/z 85.05 59.93%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1éo " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o " 16.80 17.00 17.20 17.40
5000 m/z 43.00 55.14%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane o R A e S
57 16.80 17.00 17.20 17.40
m/z 55.00 21.52%
- I \AA/\//L“’_\
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 16.80 17.00 17.20 17.40

8270-BF070519.M Wed Jul 10 15:28:33 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115436.D

Aca On 9 Jul 2019 16:17

Operator : HP/JU

ﬁ?ggle i K3687-01 72-12017-VNJ-206
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Heptadecane, 9-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.64 3.87 ng 213340 Perylene-di12 15.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
Abundance Scan 2644 (17.639 min): BF115436.D (-2638) (-) m/z 57.05 100.00%
57
85
5000
HRIUR ISR B BN SR
141 169 207 278 17.40 17.60 17.80 18.00
ol b “111-'- et M/Z T71.05  74.89%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR B B UL SR
17,40 17.60 17.80 18.00
113 m/z 85.05 59.14%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #194493: Hexacosane
57
' 17.40 17.60 17.80 18.00
5000 85 m/z 43.00 52.21%
0 2?. L) 1}341?1 169 197 225 253 295 323 367 N“MNwakfwjb]\wvwﬂxmeN/M
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane b RREmE EE e
57 17.40 17.60 17.80 18.00
m/z 55.00 20.08%
85
- ‘\AMVMV-[\M”/\M
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 17,40 17.60 17.80 18.00

8270-BF070519.M Wed Jul 10 15:28:34 2019 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO70919\

Data File : BF115436.D

Acq On 9 Jul 2019 16:17

Operator : HP/JU

3?22'6 i K3687-01 72-12017-VNJ-206
ALS Vial : 5 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... 2.22 38.9 ng 1897570 1 6.89 974987 20.0
unknown6 .66 6.66 68.5 ng 3340330 1 6.89 974987 20.0
n-Hexadecanoic acid 11.95 6.2 ng 519174 4 11.41 1663670 20.0
Octadecanoic acid 12.76 12.7 ng 1052280 4 11.41 1663670 20.0
Heptadecyl triflu... 14.09 7.0 ng 570970 5 14.23 1637760 20.0
Hexacosane 14.46 2.1 ng 174190 5 14.23 1637760 20.0
Heptadecane 14.85 4.9 ng 399512 5 14.23 1637760 20.0
Hexadecane 15.23 12.3 ng 678765 6 15.92 1101630 20.0
Octadecane, 2-met... 15.62 17.6 ng 967198 6 15.92 1101630 20.0
Heneicosane 16.02 19.8 ng 1090430 6 15.92 1101630 20.0
Eicosane 16.49 19.1 ng 1050840 6 15.92 1101630 20.0
2-methyloctacosane 17.02 11.0 ng 603547 6 15.92 1101630 20.0
Heptadecane, 9-he... 17.64 3.9 ng 213340 6 15.92 1101630 20.0
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