LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040919\
Data File : BF113657.D
Acg On I 9 Apr 2019 13:13 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 - K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.292 541 545 567 rBV 2068908 2276003 85.27% 9.097%
2 6.334 718 722 738 rBV 2257100 2443414 91.55% 9.766%
3 6.451 738 742 753 rVB 2617249 2385055 89.36% 9.533%
4 6.681 777 781 790 rBY 550874 535874 20.08% 2.142%
5 6.834 803 807 819 rvB 2032863 1780390 66.70% 7.116%
6 7.245 873 877 898 rBvV 1502524 1498891 56.16% 5.991%
7 7.963 995 999 1014 rBV 612479 687091 25.74% 2.746%
8 8.639 1111 1114 1119 rVB 95780 76731 2.87% 0.307%
9 8.745 1123 1132 1135 rBV 174515 329577 12.35% 1.317%
10 9.033 1177 1181 1191 rBV 2800617 2452136 91.87% 9.801%

11 9.163 1199 1203 1214 rVB 113025 162573 6.09% 0.650%
12 9.428 1245 1248 1253 rBV 298018 277607 10.40% 1.110%
13 9.710 1292 1296 1308 rVB 919633 801272 30.02% 3.203%
14 10.498 1426 1430 1445 rBV 1762332 1937012 72.57% 7.742%
15 11.192 1544 1548 1553 rBV 948102 862085 32.30% 3.446%

16 11.727 1636 1639 1648 rBV 255191 293025 10.98% 1.171%
17 12.433 1747 1759 1767 rBVv3 117386 321559 12.05% 1.285%

18 12.510 1770 1772 1780 rVB3 42416 61256 2.30% 0.245%
19 12.774 1812 1817 1820 rBV 2760915 2669072 100.00% 10.668%
20 13.457 1928 1933 1937 rBvV4 13521 27463 1.03% 0.110%
21 13.674 1968 1970 1976 rVB2 29780 28897 1.08% 0.115%

22 13.804 1988 1992 1993 rBV 152791 142120 5.32% 0.568%
23 13.827 1993 1996 2019 rVvVv 988273 1346066 50.43% 5.380%
24 13.986 2020 2023 2027 rVB 51272 50998 1.91% 0.204%
25 14.292 2072 2075 2078 rVB 90795 76474 2.87% 0.306%

26 14.586 2121 2125 2130 rVB 107755 108231 4._.06% 0.433%
27 14.651 2133 2136 2140 rVB 95778 89891 3.37% 0.359%
28 14.892 2173 2177 2182 rBV 116420 131017 4.91% 0.524%
29 15.233 2230 2235 2248 rVB 685811 946372 35.46% 3.783%
30 15.633 2299 2303 2309 rVB 78073 110245 4._.13% 0.441%

31 16.086 2376 2380 2391 rVB2 54097 110999 4.16% 0.444%

Sum of corrected areas: 25019396
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

BF113657.D

9 Apr 2019 13:13

JussJ

K2316-03

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

20190171-COMP-CS-3
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9%
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1500000
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13.46

TIC: BF113657.D

13.83
15.23
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.45 Concentration Rank 1

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

6.45 89.02 ng 2385060 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 742 (6.451 min): BF113657.D (-738) (-) m/z 132.00 100.00%
32
5000 68
| 6 ‘ 620 640 6.60 680
54 75 104 : : :
o..,....,....,...-.l'!.‘.‘?,:! .6?...|....,..5??,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.00 41.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IERSENAEE SRS LR A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.79%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95  26.45%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 68.95 16.05%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 11

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

8.64 2.23 ng 76731 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,2,3,3... 188 C14H20 001203-17-4 97
2 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 054789-22-9 50
3 2H-Isoindole, 4,5,6,7-tetramethyl- 173 C12H15N 070187-61-0 49
4 N-Phenylmaleimide 173 C10H7NO2 000941-69-5 47
5 4H-1-Benzopyran, 4,4,5,8-tetrame... 188 C13H160 082391-06-8 47

Abundance Scan 1114 (8.639 min): BF113657.D (-1111) (-) m/z 173.00 100.00%
113
131
5000
w e % gl g | "ok Gho 60 Sho
Ottt ke 87 LS ALy 27 L Tmzz 131.00 0 72.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51785: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethyl-
173
5000 131 S I S LA
8.40 8.60 8.80 9.00
57 188 m/z 128.00 18.47%
. P er 7 % st | 8 e |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
173
840 8.60 8.80 9.00
5000 m/z 56.95 17.63%
188
15 27 39 51 63 77 91 105 %° 128 145 g
O o T e B e B B i
miz--> 20 40 60 8 100 120 140 160 180
Abundance #40605: 2H-I1soindole, 4,5,6,7-tetramethyl-
158 173 8.40 8.60 8.80 9.00
m/z 116.90 14 .58%
5000
27 39 51 g3 77 91 115 128 143
[ M— Il‘l ||‘|‘||“=‘| |“i‘| : "“l ||“| .::-(‘).3..‘1‘|.‘W. : Iw‘l — l”lll I‘I s
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2(3H)-Thiazolone, 4-methyl- Concentration Rank 3

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

8.75 9.59 ng 329577 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Thiazolone, 4-methyl- 115 C4H5NOS 032497-10-2 94
2 2(3H)-Oxazolethione, 4-methyl- 115 C4H5NOS 013016-17-6 64
3 2-Thiazoline, 2-amino-4-imino- 115 C3H5N3S 026246-29-7 37
4 1H-1,2,4-Triazole, 3-thiol-5-met... 115 C3H5N3S 007271-44-5 27
5 2,2-Diisopropyl-1,3-dioxolane 158 C9H1802 004421-10-7 12

Abundance Scan 1133 (8.751 min): BF113657.D (-1123) (-) m/z 114.90 100.00%
4 115
5000
ooy ¥ ke A e T
VP 0 UNNT! S . | R m/z 42.00 79.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7711: 2(3H)-Thiazolone, 4-methyl-
42 115
5000 LR SR AR S
8.40 8.60 8.80 9.00
m/z 44.90 21.49%

71
87
36‘““\ 5258 99 .
O e R e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
42 115

8.40 8.60 8.80 9.00

5000 m/z 45.90 21.00%
60 87
36 52 70
o) BN ' 1111 v S (ARSI | NSNS [T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: 2-Thiazoline, 2-amino-4-imino- e AR

4 8.40 8.60 8.80 9.00
m/z 70.90 13.99%

el

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\
Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

Sample - K2316-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6

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

9.16 4_.06 ng 162573 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Metacetamol 151 C8H9NO2 000621-42-1 49
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
4 Acetaminophen 151 C8H9NO2 000103-90-2 38
5 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 35

Abundance Scan 1203 (9.163 min): BF113657.D (-1199) (-) m/z 43.00 100.00%
43
109
5000 151
57 69 85 8.80 9.00 9.20 9.40
123 169 . . . .
0 ...,....,|r..-l.'-,.-'.'-..--,'.|.-.ﬂ.6,.'.".-.,'..}?T..:.,..-..,....,...., m/z 109.00  70.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RSN SUEE SRR SRR
8.80 9.00 9.20 9.40
57 69 g5 m/z 151.00 46.62%
ol 15 % -‘.‘ el ,w,“, -”.“-‘ LAl S T+~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
880 9.00 920 940
5000 151 m/z 40.90 20.37%
43
ol 15 27 54 65 0 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester) R B R B
43 109 8.80 9.00 9.20 9.40
m/z 84.90 14.21%
5000
80
151
0 i Rl W
mz-> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 6.80 ng 293025 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1639 (11.727 min): BF113657.D (-1636) (-) m/z 72.90 100.00%
43 60 73
5000 129
97 213 R EREEE R RN
TS 43187171185 ,199 717 507 256 1140 1160 11.80 12.00
0 m/z 43.00 91.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073 km‘HMv~/vm$ﬁw
5000 129 ””77'7f77”7ﬁl- RARUABES

11. 40 11. 60 11. 80 12.00

m/z 59.90 87.27%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T R P
11.40 11.60 11.80 12.00
5000 129 m/z 56.95 75.98%
29 g7
115 | 143 199 242
101 157171185
oL 15 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid e RAREa
60 73 11.40 11.60 11.80 12.00
43 m/z 40.95 66.98%
5000 129
29
143157 214 W‘,\MJ
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl2.43 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 7.46 ng 321559 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 38
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 38
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 38
4 Cyclotetradecane 196 C14H28 000295-17-0 30
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 30
Abundance Scan 1758 (12.427 min): BF113657.D (-1747) (-) m/z 57.00 100.00%
7
43
83
' 12.20 12:40 12.60 12,80
O m/z 43.00 71.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-
43
5000 LRI BULILN BULULN UL B
29 12.20 12.40 12.60 12.80
125 m/z 54.95 69.85%
o I 139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
;| 698 " 12.20 12.40 12.60 12,80
5000 97 m/z 82.95 63.67%
111
27 125

o 139153167 182196210224 252 280

Wﬁﬁwﬁwﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)- L i
55 12.20 12.40 12.60 12.80
m/z 41.00 54_.70%

i

69
5000

111

LN

=3

= P
[o0]
w

‘ 125139 154168180106 204 252
el e —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12120 12,40 12.60 12.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.29 ng 108231 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2126 (14.592 min): BF113657.D (-2121) (-) m/z 57.00 100.00%

57

5000
4 R mE o A R
113 141 169 265 283 14.20 14.40 14.60 14.80 15.00
(o} m/z 71.00 66.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57
5000 85 TT T T [T T T T[T T T T[T TT T 7T
14 20 14. 40 14. 60 14. 80 15. 00
4 m/z 43.00 56.77%
. 26 | 1, M 141 160 197 225 253 281 310
”qnupnqnupnqunpn.””.”.””.”.””.”.””.”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R mE o AR R
85 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 49_39%
41
113
ol 26 141 169 197 225 253 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane s B R
57 14.20 14.40 14.60 14.80 15.00
m/z 54.95 19.81%
5000 8
4 5
o DL ) M8 141 160 107 225 953 282
”qnupnqnupnqunpn.””.”.””.”.””.”.””P”q””, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.77 ng 131017 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2177 (14.892 min): BF113657.D (-2173) (-) m/z 57.00 100.00%
57
5000
99 14,60 14.80 15.00 15.20
141 . . : :
oAU a89zs 26 w/z 71.00 66.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 L B BN BUIL U

14.60 14.80 15.00 15.20
m/z 43.00 63.57%

M\ 141 183 225 281 337 394

0..”,....ﬂ.“.” I AR AR a et o SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R N REEE S R
14.60 14.80 15.00 15.20
5000 m/z 85.00 48.21%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane AN BB I B

57 14.60 14.80 15.00 15.20

m/z 54.95 24 .08%
5000
99
ol 28] ||} | M7 183 225 27 309 361 422

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.33 ng 110245 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2302 (15.627 min): BF113657.D (-2299) (-) m/z 57.00 100.00%
g7
5000 85
15 141 160 ot " 540 1560 1580 1600
oAb, .~||, ok e 1920 28 m/z 71.00 69.64%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 U LN BUREURE SN B
15.40 15.60 15.80 16.00
29 m/z 43.00 61.24%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 15.40 1560 15.80 16.00
5000 85 m/z 84.95 49.68%
0 29 13 141 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R E e R R
57 15.40 15.60 15.80 16.00
m/z 54.95 25.02%
5000 85
oL 3 l | M2 141 160 197 239 567 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 15.40 15,60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On 9 Apr 2019 13:13

Operator : JU/SJ

ﬁ?ggle i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.35 ng 110999 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2381 (16.092 min): BF113657.D (-2376) (-) m/z 57.00 100.00%
57
85
5000
4 L AR SRR SRR B
113159 155 183 505 205 267 503 15.80 16.00 16.20 16.40
Ot m/z 71.00 T72.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 L SN BN BULLILN B
15. 80 16. 00 16. 20 16. 40
113 m/z 43.00 61.60%
. ‘ Wl M 16 197 235 assass 29
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240 260 2§0 300
Abundance
57
g5 ' 15.80 16.00 16,20 16.40
5000 a m/z 84.95 60.03%
ol 25 M3 141 169 19721 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane A BEaEE T
57 15.80 16.00 16.20 16.40
m/z 99.00 24 .34%
5000 4 85
0 l | 3 I 141 . 169 197 226
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240 2éo 2§0 300 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040919\

Data File : BF113657.D

Acq On : 9 Apr 2019 13:13

Operator : JU/SJ

3?22'6 i K2316-03 20190171-COMP-CS-3
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 89.0 ng 2385060 1 6.68 535874 20.0
1H-Indene, 2,3-di... 8.64 2.2 ng 76731 2 7.96 687091 20.0
2(3H)-Thiazolone, . .. 8.75 9.6 ng 329577 2 7.96 687091 20.0
2,4,7,9-Tetrameth. .. 9.16 4.1 ng 162573 3 9.71 801272 20.0
n-Hexadecanoic acid 11.73 6.8 ng 293025 4 11.19 862085 20.0
unknownl12 .43 12.43 7.5 ng 321559 4 11.19 862085 20.0
Docosane 14.59 2.3 ng 108231 6 15.23 946372 20.0
Octacosane 14.89 2.8 ng 131017 6 15.23 946372 20.0
Heptadecane, 9-oc... 15.63 2.3 ng 110245 6 15.23 946372 20.0
Heneicosane 16.09 2.4 ng 110999 6 15.23 946372 20.0
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