LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072219\

Data File : BF115711.D

Aca On : 22 Jul 2019 16:06 Instrument :
Operator : HP/JU BNA_F

Sample 1 K3617-03 2X ClientSampleld :
Misc - NB-07-071919-B
ALS Vial : 13 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-BF071219.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 2.134 3 8 15 rBvV 334466 429479 22.46% 1.845%
2 5.492 575 579 599 rBVY 1529808 1630875 85.29% 7 .005%
3 6.504 747 751 766 rBVY 1945939 1709888 89.42% 7.344%
4 6.645 771 775 779 rBVY 2026633 1790121 93.62% 7.689%
5 6.881 811 815 818 rBVY 1241279 1049438 54.88% 4_.507%
6 7.033 837 841 845 rBVY 1650078 1400011 73.21% 6.013%
7 7.433 905 909 915 rBVY 1215093 1068319 55.87% 4 .589%
8 8.163 1028 1033 1036 rBvV 1416320 1268125 66.32% 5.447%
9 8.751 1131 1133 1137 rBV 24237 22160 1.16% 0.095%
10 9.233 1211 1215 1226 rBvV 2310291 1912207 100.00% 8.213%
11 9.316 1226 1229 1234 rVB3 40341 42821 2.24% 0.184%
12 9.622 1279 1281 1286 rBV 209452 206158 10.78% 0.885%
13 9.845 1314 1319 1322 rBV 43970 41003 2.14% 0.176%
14 9.916 1327 1331 1340 rVV 1715685 1414114 73.95% 6.074%
15 10.110 1361 1364 1370 rvVB7 13911 25155 1.32% 0.108%
16 10.345 1402 1404 1407 rVB 59568 42932 2.25% 0.184%
17 10.569 1436 1442 1445 rBvV2 37287 43727 2.29% 0.188%
18 10.704 1459 1465 1477 rBV 979823 1047936 54.80% 4_.501%
19 10.821 1482 1485 1486 rBvV 64465 64866 3.39% 0.279%
20 11.268 1558 1561 1563 rBV 56215 49090 2.57% 0.211%
21 11.298 1563 1566 1572 rVB 59550 66683 3.49% 0.286%
22 11.404 1580 1584 1586 rBVY 1248940 1199068 62.71% 5.150%
23 11.421 1586 1587 1591 rVB 77650 57368 3.00% 0.246%
24 11.692 1630 1633 1636 rBV 60415 45415 2.38% 0.195%
25 11.733 1638 1640 1646 rVB4 19036 27846 1.46% 0.120%
26 11.921 1669 1672 1676 rBv3 210198 213305 11.15% 0.916%
27 12.098 1700 1702 1705 rBV 60977 51775 2.71% 0.222%
28 12.327 1739 1741 1743 rBV3 27762 24859 1.30% 0.107%
29 12.380 1748 1750 1756 rVB6 30961 45707 2.39% 0.196%
30 12.451 1760 1762 1764 rBV2 32185 31904 1.67% 0.137%

31 12.486 1764 1768 1774 rVB4 75395 109036 5.70% 0.468%
32 12.615 1787 1790 1795 rBV 91100 102164 5.34% 0.439%
33 12.710 1802 1806 1814 rBV 431941 561350 29.36% 2.411%
34 12.845 1826 1829 1830 rBV 75163 72100 3.77% 0.310%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 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-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.980 1849 1852 1856 rBV 1527680 1415622 74.03% 6.080%

36 13.215 1890 1892 1895 rBV2 68575 53827 2.81% 0.231%
37 13.557 1948 1950 1953 rBV2 88307 76459 4._.00% 0.328%
38 13.886 2004 2006 2009 rVB 114551 88192 4.61% 0.379%

39 14.039 2029 2032 2036 rBV 1146341 1141893 59.72% 4._.905%
40 14.204 2057 2060 2067 rVB 188592 182241 9.53% 0.783%

41 14.509 2109 2112 2115 rBV 203718 189821 9.93% 0.815%
42 14.815 2162 2164 2168 rVB 253346 223038 11.66% 0.958%
43 15.156 2219 2222 2230 rVB 327777 409991 21.44% 1.761%
44 15.521 2280 2284 2287 rBVY 888269 1199628 62.74% 5.153%
45 15.986 2359 2363 2368 rVB 322582 434629 22.73% 1.867%

Sum of corrected areas: 23282346

8270-BF071219.M Tue Jul 23 14:54:39 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115711.D

6.65
2000000 6.50

7.03
5.49
1500000

6.88 7.43

1000000

500000
?.13

e ENEEEMEMEMESEMENE\ENENPIIIMEVIMESENMEMENISESEMENME (LSS S MEMES UMV LSS S-S A e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115711.D

2000000
9.92 12.98

1500000 8.16
11.40

10.70

1000000

500000

962 13.22
8.75 9.32 9.5 10.1110-3510.5 10.82 m
O e L e e e B L s o e e e A e e e e o e e e IS s s o s
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: BF115711.D
2000000
14.04 15.52
1500000
1000000
13.89
5000001 13.56
O L s e e L e e e e e e L e o e e L e LA s s e e e o e B B
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4

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

2.13 8.18 ng 429479 1,4-Dichlorobenzene-d4 6.88
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 64
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF115711.D (-3) (-) m/z 73.00 100.00%
(<} é
5000
43
55 87
2.20 2.30 2.40 2.50
0 ...,....,....,..3.6.',|:.'..,..|..~,..‘??,'.:..,....,....,... m/z 42.95 34.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000 USRS UL AR AR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 24.09%
. Pl | el e
FLN UL SN SRR SLELELES SURBLELS SURLLEL UL SRR IR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50
5000 m/z 55.00 23.32%
29
o ...,.%?.,.. b ....,..??,....,. ..:,..??,...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl-
30 2.20 2.30 2.40 2.50
m/z 71.10 11.27%
5000 43 87 /\
15 72
O |"t' ,...W‘ "??l‘l"'lsg"ég' "'ll IR R B RS UL LA I I
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 34.12 ng 1790120 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 776 (6.651 min): BF115711.D (-771) (-) m/z 132.00 100.00%
5000 68
0 o || 7o Tous | o oy o T
o gL el eus W m/z 68.00 36.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

A
L L L L LB L B

6.40 6.60 6.80 7.00
m/z 134.00 34.07%

5000

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R B A REams mae
104 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .27%
31 5l 8
0 ‘ L1 H (1 . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L L T
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 .50%
116
5000 98
SIS RS JAI 8 T N N
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\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.56 ng 213305 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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1672 (11.921 min): BF115711.D (-1669) (-) m/z 73.00 100.00%
43 g 73
5000 L
129
7 213
01115 | /3157171185, - 256 11.60 11.80 12.00 12.20
(o} m/z 43.00 83.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L BN BRI UL B

11.60 11.80 12.00 12.20
m/z 60.00 79.93%

213
143 157171185 199

o} Tﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid

3

SN

w
o2}
=}
~

e
11.60 11.80 12.00 12.20
5000 m/z 57.00 68.89%
29
129
“ T? o1 115 ‘ 71 2
o bl AL L Lt | P L
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e AREEEEEaSEE
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 64.34%
5000 129
29
199
‘ 143 157171185 242
ol1s |l
e 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\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.71 9.36 ng 561350 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 1806 (12.710 min): BF115711.D (-1802) (-) m/z 72.95 100.00%

43 73

5000 129
97

.

185 241 - LB B S R B
157, | 213 4 12.40 12.60 12.80 13.00

o O S Yt 1 G m/z 43.00 89.37%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

3

12.I40 12.I60 12.I8O 13.IOO
m/z 59.95 77.65%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73
13 R aa e
12.40 12.60 12.80 13.00
5000 m/z 57.00 72.87%
129
185 228
i ]
AN .. O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e A RERREEEES
43 12.40 12.60 12.80 13.00
m/z 55.00 64.67%
73
5000 284
129
97
185 213 241
o...w.uﬂ.-i,u-.‘..157.x.t.,....x,fz:ﬁ?..,3.11...,.372.
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.19 ng 182241 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Tetracosane 338 C24H50 000646-31-1 81
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 80
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 80
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 80
Abundance Scan 2059 (14.198 min): BF115711.D (-2057) (-) m/z 57.00 100.00%
57
5000 85
113 14161 248 13.80 14.00 14.20 14.40 14.60
141
Ol el ol L 188 206225 | 276296316 333366 | 771,10  71.72%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 AR DL B UL B
Bmmmmmmmmm
29 m/z 43.00 59.56%
. L 4113 141 169 197 225 253 296
miz--> 0 55 100 1%0 260 2éo 360 3éo
Abundance #175556: Tetracosane
57
85 13.80 14.00 14.20 14.40 14.60
5000 m/z 85.05 49 .95%
29
miz--> 0 55 100 1%0 260 250 360 3éo
Abundance #202264: Octadecane, 1-iodo- e o
57 13.80 14.00 14.20 14.40 14.60
m/z 41.00 23.31%
5000 85
29
113
o .\‘. LA b [Prasr aes o 288 R
miz--> 0 50 100 150 200 250 300 350 13. 80 14. oo 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.32 ng 189821 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2112 (14.509 min): BF115711.D (-2109) (-) m/z 57.00 100.00%
57
85
5000
141 14.20 14.40 14.60 14.80
oL, ‘| Lu-{~ 163183203225 251278298 328 3% 384 | /57 71.05  77.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR BRI B B B
mmmmmmmm
m/z 43.00 58.80%
29 113
oL L LA 77,32 160 107 225 253 206
m/z--> 55 100 1%0 260 2%0 360 3éo 460
Abundance #175560: Tetracosane
57
85 UL A DU UL B
14.20 14.40 14.60 14.80
5000 m/z 85.05 57.21%
29 141 169 338
o1 -‘.i L h‘ | | Lo 707,225,208 281 300 OB
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e A RERREEEES
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .51%
5000 85 \/JL/V_A&M\J\M’\’
29
o | I || (113 141 169 197 205 253 281 309 337 365 394
IIIII""I""I""I""I""I""I""II AR AR A A
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.72 ng 223038 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Eilcosane 282 C20H42 000112-95-8 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2165 (14.821 min): BF115711.D (-2162) (-) m/z 57.00 100.00%
57
85
5000

113
155 13 211 256 14.60 14.80 15.00 15.20
ol .l, l .U', L3 R 2 S0 282304326 353 379 412 | qyz 71.05  75.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LA B L L L L L L LB
14.60 14.80 15.00 15.20
- m/z 43.00 62 .35%
ol \ B 141 169 197 225 253 281 309 337 365 394
A A e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
s e RRmaS R S
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 57 .82%
29‘ ] 13 .,
LI e e 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane RS EmmEs o L
57 14.60 14.80 15.00 15.20
m/z 55.00 23.09%
5000 85
29
L2 w ] |1 (M2 141 160 107 205 253 205 323 367
T T T T T e s e RRmaS R S
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 6.84 ng 409991 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptacosane 380 C27H56 000593-49-7 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2223 (15.162 min): BF115711.D (-2219) (-) m/z 57.00 100.00%
57
85
5000
113 A4'80 1500 1520 1540
141 219 14.80 15.00 15.20 15.40
o] 4] .1.||, LA, 109 197209244 261302326 352375399 | nz7z  71.10  76.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 LR DA UL B UL B
14,80 15.00 15.20 15.40
m/z 43.00 59.74%
oL 38 L) J | 1141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 3éo 400
Abundance #202662: Heptacosane
57
14:80 15.00 15.20 15.40
5000 m/z 85.10 58.37%
85
o ??‘ | ) 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #141426: Heneicosane R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .89%
85
5000
29 113
ol L)y J | 141 169 197 225 253 296
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\BF072219\
Data File : BF115711.D

Aca On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 7.25 ng 434629 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90
Abundance Scan 2364 (15.992 min): BF115711.D (-2359) (-) m/z 57.00 100.00%
57
85
5000
LN IR AR SR B
141 169 15.60 15.80 16.00 16.20 16.40
- ,]. L .]I, L2, 211239262 289313335 373 407 436 | .o 7110 77.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
5000 AR U R BRI B
15.60 15.80 16.00 16.20 16.40
m/z 85.10 58.43%
29
oL, ] IJ | J1?1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 43.00 54 .94%
oL } L1124 169 197 239 567 294 323 352 MMJ
m/z--> 50 160 1éo 200 2%0 300 350 400 '
Abundance #215181: 2-methyloctacosane BT
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 23.24%
5000 v WJ
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 100 1éo 200 250 300 350 400 ' 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072219\
Data File : BF115711.D

Acq On 22 Jul 2019 16:06

Operator : HP/JU

Sample : K3617-03 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.13 8.2 ng 429479 1 6.88 1049440 20.0
unknown6 .65 6.65 34.1 ng 1790120 1 6.88 1049440 20.0
n-Hexadecanoic acid 11.92 3.6 ng 213305 4 11.40 1199070 20.0
Octadecanoic acid 12.71 9.4 ng 561350 4 11.40 1199070 20.0
Heneicosane 14.20 3.2 ng 182241 5 14.04 1141890 20.0
Tetracosane 14 .51 3.3 ng 189821 5 14.04 1141890 20.0
Octacosane 14.82 3.7 ng 223038 6 15.52 1199630 20.0
2-methyloctacosane 15.16 6.8 ng 409991 6 15.52 1199630 20.0
Heptadecane, 9-oc... 15.99 7.3 ng 434629 6 15.52 1199630 20.0
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