LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 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-BF101819.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 4.928 480 483 498 rBV 29053 49245 4 .85% 0.572%
2 5.357 552 556 577 rBV 688658 896375 88.24% 10.406%
3 6.386 727 731 747 rBV 841008 1012456 99.67% 11.754%
4 6.504 747 751 759 rVB 1107970 1015838 100.00% 11.793%
5 6.728 786 789 800 rBV 230939 215946 21.26% 2.507%
6 6.881 812 815 830 rBV 793686 702799 69.18% 8.159%
7 7.292 882 885 911 rBV 486076 598420 58.91% 6.947%
8 8.010 1003 1007 1022 rBV 226015 271152 26.69% 3.148%
9 9.080 1185 1189 1201 rBvV 1051048 970598 95.55% 11.268%
10 9.480 1254 1257 1268 rBV 69173 77047 7.58% 0.894%

11 9.757 1301 1304 1320 rBB 294847 308941 30.41% 3.587%
12 10.557 1436 1440 1455 rBV 482970 540452 53.20% 6.274%
13 11.251 1554 1558 1567 rBV 239974 274599 27.03% 3.188%

14 11.774 1644 1647 1655 rBvV2 32264 36092 3.55% 0.419%
15 12.468 1761 1765 1770 rBvV 18936 19650 1.93% 0.228%
16 12.698 1798 1804 1809 rBvV 18111 20628 2.03% 0.239%
17 12.827 1822 1826 1832 rBV 838864 739796 72.83% 8.588%
18 13.733 1976 1980 1988 rBvV7 29742 52788 5.20% 0.613%
19 13.892 2003 2007 2018 rBvV 225058 253487 24.95% 2.943%
20 14.345 2081 2084 2086 rVB2 23675 19334 1.90% 0.224%
21 14.639 2132 2134 2140 rVB2 32096 37424 3.68% 0.434%
22 14.709 2143 2146 2150 rBV 66003 62465 6.15% 0.725%
23 14.927 2181 2183 2185 rBV3 11491 12736 1.25% 0.148%
24 14.957 2185 2188 2192 rVB 52195 54755 5.39% 0.636%
25 15.333 2244 2252 2258 rVB 174210 269689 26.55% 3.131%
26 15.715 2313 2317 2320 rVB 32684 40954 4_.03% 0.475%
27 15.939 2353 2355 2364 rVB9 13339 29835 2.94% 0.346%
28 16.180 2394 2396 2401 rVB5 20478 30359 2.99% 0.352%
Sum of corrected areas: 8613860
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
BF117619.D
30 Oct 2019 12:53

K5539-13

- JU

6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M

Abundance
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8.01
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Abundance

1000000

800000

600000

400000

200000

0

TIC: BF117619.D

13.89 15.33

13.73 1a3a WG LAS 15.72 1 94 16.18

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown4.93 Concentration Rank 4

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

4.93 4.56 ng 49245 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Propane. 2-ethoxv-2-methyl- 102 C6H140 000637-92-3 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF117619.D (-480) (-) m/z 43.00 100.00%
43
59
5000
101 S B, SO
83 460 4.80 5.00 5.20
e e et e e S e | M/Z 59.10  70.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.00 27 .00%
15 31 101
25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
460 480 500 520
0
5000 101 m/z 58.00 14.19%
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:i....l.‘..7.8,.‘l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol LA L L B L N LB |
59 460 4.80 5.00 5.20
m/z 41.10 13.46%
5000 31 43 73
25L\ 37\y“ 53 || 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 94 .08 ng 1015840 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117619.D (-747) (-) m/z 132.00 100.00%
132
5000 68
96 T T T T
40 54 - | 106 J 6.20 6.40 6.60 6.80
L . T m/z 68.00 48.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRI S
6.20 6.40 6.60 6.80
m/z 134.00 31.69%
31 51
'"|'J'M!'“'l'!'j?”"l""l"“l""l"”l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80
5000 og 116 m/z 66.00 30.40%
SENN— .JM . rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 19.82%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl1l1.77 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.63 ng 36092 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 47
2 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 22
3 Sedoheptulosan 192 C7H1206 000469-90-9 22
4 2-Piperidinone. N-T4-bromo-n-but... 233 C9H16BrNO 195194-80-0 14
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 14
Abundance Scan 1646 (11.769 min): BF117619.D (-1644) (-) m/z 73.00 100.00%
73
60
43
5000
v 115 129 ARAA AR RS RARES o
i ” ‘h I|| 1?7 11.40 11.60 11.80 12.00
B o “..w...w..”,..”,.”.,.”.,”.. . m/z 60.00 72.22%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #50051. Undecanoic acid
60 73
5000 43 R BN B "J"" T
11.40 11.60 11.80 12.00
29 85 129 143 m/z 43.00 63.99%
] 97 115 157 186
18 L |NJ'-|' 169
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #144569: Oxalic acid, dodecyl propyl ester
ile]
57
11.40 11.60 11.80 12.00
5000 71 m/z 57.00 53.02%
85
29 ‘ ‘ 97 11 213
...,.‘.‘..‘,‘:..‘l‘,.w‘..,‘h...“,..‘:.,..1.3.4i....,.1‘.35.3.,....,.... .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54847: Sedoheptulosan
60 11.40 11.60 11.80 12.00
m/z 55.00 52.25%
5000
a 73
43 102 119
I AT = V= P T I E R
m/z--> 200 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 13-Tetradecen-1-ol acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.16 ng 52788 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 90
2 1-Eicosanol 298 C20H420 000629-96-9 87
3 Octacosvl acetate 452 C30H6002 018206-97-8 86
4 11-Tricosene 322 C23H46 052078-56-5 83
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 80
Abundance Scan 1979 (13.727 min): BF117619.D (-1976) (-) m/z 43.00 100.00%
111
5000
147 229 L B
| | || 207 13.40 13.60 13.80 14.00
ik +—r—tt——r— m/z 83.10 95 .49Y%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate
43
83
5000 ISR N SN BN UGS
111 13.40 13.60 13.80 14.00
m/z 97.10 91.69%
L] L 13 167 104 204 254
miz--> 0 §0 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #143256: 1-Eicosanol
43
83 1340 13.60 13.80 14.00
5000 m/z 57.00 88.98%
111
18m‘ 11| J 139167 106 252
miz--> 0 §0 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #227661: Octacosyl acetate R AEmEEEE L
43 97 13.40 13.60 13.80 14.00
m/z 55.05 86.86%
69
5000
125
15, | {il] ‘ “l (193 181 209 250 278 306 334 364 392 437
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 350 4(')0 4&'30 13.'40 13.|60 13.I80 14.'00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 8
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.78 ng 37424 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 64
2 Hexadecane 226 C16H34 000544-76-3 59
3 Hexacosane 366 C26H54 000630-01-3 59
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 50
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 47
Abundance Scan 2134 (14.639 min): BF117619.D (-2132) (-) m/z 57.10 100.00%
57
85
5000
113 141 165 208 o5 - 8 o 14'40 14|60 '1;1.'8'0' 15'00 '
VAR A L S SE— m/z 71.05 97.19%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 LI LN I BRI B

14.40 14.60 14,80 15.00
m/z 85.05 61.33%

LA g5 M 109 107 225 253 296
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57
A B e
14.40 14.60 14.80 15.00
5000 85 m/z 43.00 58.50%
29 113
DL L4 [T e 169 497 226
— e b7
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R EE AR EREEE e
57 14.40 14.60 14.80 15.00
m/z 99.10 32.59%
5000 85
113
20 L L | M 169 107 225 253 295 366
— e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.71 4.63 ng 62465 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 Supraene 410 C30H50 007683-64-9 72
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 000762-29-8 64
4 2-Propenoic acid. 2-methvl-. 2-p... 124 C7H802 013861-22-8 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
Abundance Scan 2146 (14.709 min): BF117619.D (-2143) (-) m/z 69.05 100.00%
6o
41 95 B T
136 14.40 14.60 14.80 15.00
189 245
— I b d ) 1060199215 205 802327 0 70781 05 54.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 LA DL UM I UL
14.40 14.60 14.80 15.00
4 . m/z 41.05 22.02%
L ik d 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.40 1460 14.80 1500
5000 m/z 95.10 14 .39%
41
’ 95 137
w317 163 101 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #112638: 5,9,13-Pentadecatrien-2-one, 6,10, 14-trimethyl- e A RERREEEES
69 14.40 14.60 14.80 15.00
m/z 68.10 10.98%
43
5000
95 136
H“ L) aag h 157178 204207 297
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .96 4_.06 ng 54755 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 72
2 Heneicosane 296 C21H44 000629-94-7 72
3 2-methvltetracosane 352 C25H52 1000376-72-6 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2189 (14.962 min): BF117619.D (-2185) (-) m/z 57.05 100.00%
g7
5000
14,60 14.80 15.00 15.20
e m/z 43.05 62.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo-
57
5000 L DAL BB BRI B B
mmmmmmmm
28 m/z 71.10 62.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141424: Heneicosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 53.80%
2.‘9 ‘\ [T H‘ 1:AI|-3 | 14111 | 169 J 197 225 253 296
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance #185534: 2-methyltetracosane R B AT o
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .08%
5000
29
L 141 169 197 225 253 309 337
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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-Bromotetradecane Concentration Rank 7

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

15.72 3.04 ng 40954 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
3 Hexacosane 366 C26H54 000630-01-3 53
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 53
5 Heneicosane 296 C21H44 000629-94-7 50
Abundance Scan 2318 (15.721 min): BF117619.D (-2313) (-) m/z 57.00 100.00%

g7
85
5000
| | us 141 189 217 239 15.40 15.60 15.80 16.00
L L m/z 71.05 75.35%
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57
85
5000 LR B BN SN B

15.40 15.60 15.80 16.00
m/z 85.05 67.57%

29
I 113 197
T T II I T l II T II T T T T lI T T T T I T T T I T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
L o
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 57.02%
29 1 113 169
T 0 L N~ NN
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane B BERRE RS
57 15.40 15.60 15.80 16.00
m/z 99.10 26.17%
5000 85
113
29| | 7,141 169 197 225 253 205 366
— e et
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\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl5.94 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.21 ng 29835 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Isoindol-1-one. 3-(dimethvlam... 192 C11H16N20 075378-97-1 25
2 (2-BenzothiazolvD)-auanidine 192 C8H8N4S 002582-07-2 14
3 3-(Dimethvlamino)-1-(2-furvDpro... 165 C9H11NO2 017168-45-5 10
4 9-Borabicvclol3.3.11Tnonane. 9-(1... 192 C13H25B 121194-78-3 10
5 1,3-Butanedione, 1-(4-methoxyphe... 192 C11H1203 004023-80-7 10
Abundance Scan 2355 (15.939 min): BF117619.D (-2353) (-) m/z 81.00 100.00%
70
5000
56 T T
15.60 15.80 16.00 16.20
S m/z 191.15 64 .00%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #54358: 1H-1soindol-1-one, 3-(dimethylamino)-3a,4,5,7a-tet...
70
192
99 177
5000 15.60 15.80 16.00 16.20
a3 149 m/z 175.00 61.00%
123
""I""I""I"h'l'"'Im'%qﬁ"L'qu"l" S SN SR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #55007: (2-Benzothiazolyl)-guanidine
175 192
15.60 15.80 16.00 16.20
50000 43 96 150 m/z 109.00 54.86%
123
69
108
— "‘i l‘ .”l‘.sﬁ‘l‘ .“. .‘?‘Z.E‘. - .“l s .1.3.4| : l“. .16:3. : l‘l - “. B mmmma
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #34717: 3-(Dimethylamino)-1-(2-furyl)prop-2-en-1-one T
4 15.60 15.80 16.00 16.20
136 m/z 70.00 53.24%
95 165
148
5000 55 81
70
120
e Imi‘l : Nl‘l Il‘?‘lgl l“' : I\‘I‘I : |H| - I\I N BREEEE
m/z--> 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117619.D

Aca On : 30 Oct 2019 12:53

Operator :© JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl16.18 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.25 ng 30359 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Dibutvinonane 240 C17H36 006008-17-9 16
2 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 16
3 Octadecane. 3-methvl- 268 C19H40 006561-44-0 16
4 Dodecane. 2-methvl-8-propvl- 226 C16H34 055045-07-3 16
5 Sulfurous acid, heptadecyl 2-pen... 390 C22H4603S 1000309-16-7 16
Abundance Scan 2396 (16.180 min): BF117619.D (-2394) (-) m/z 57.00 100.00%
57
5000
98
4 122139 169 217 239 827 e
NN il 1553 510 1656 1540
rrrrr b e A e SRNMMSS_— m/z 71.10 87.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94347: 5,5-Dibutylnonane
57
5000 4 85 AU LR DU B
183 mmmmmmmm
113 m/z 43.05 75.17%
140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117657: Hexadecane, 2,6,10-trimethyl-
57
15,80 16.00 16.20 1640
5000 m/z 55.05 36.02%
4 85 112 183
L H‘ g 15 J 225 253269
m/z--> ﬁo Jo éo 85 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #117645: Octadecane, 3-methyl- e EARRs RS
57 15.80 16.00 16.20 16.40
m/z 98.00 34.60%
5000 4
85 A A
239
113
S o ol - S £
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF103019\
Data File : BF117619.D

Acq On : 30 Oct 2019 12:53

Operator : JU

Sample - K5539-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown4 .93 4 .93 4.6 ng 49245 1 6.73 215946 20.0
unknown6 .50 6.50 94.1 ng 1015840 1 6.73 215946 20.0
unknownll.77 11.77 2.6 ng 36092 4 11.25 274599 20.0
13-Tetradecen-1-o0... 13.73 4.2 ng 52788 5 13.89 253487 20.0
Heneicosane 14_.64 2.8 ng 37424 6 15.33 269689 20.0
Squalene 14.71 4.6 ng 62465 6 15.33 269689 20.0
Tridecane, 1-iodo- 14.96 4.1 ng 54755 6 15.33 269689 20.0
2-Bromotetradecane 15.72 3.0 ng 40954 6 15.33 269689 20.0
unknownl15.94 15.94 2.2 ng 29835 6 15.33 269689 20.0
unknownl16.18 16.18 2.3 ng 30359 6 15.33 269689 20.0
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