LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071018\
Data File : BF107273.D

Aca On 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.178 479 483 492 rBV 83816 103078 13.23% 1.433%
2 5.590 549 553 570 rBB 670854 701679 90.07% 9.755%
3 6.590 719 723 741 rBV 699663 684386 87.85% 9.514%
4 6.719 741 745 748 rVV 793338 682761 87.64% 9.492%
5 6.766 751 753 761 rVB 13084 13256 1.70% 0.184%
6 6.937 779 782 786 rBV 238836 204233 26.22% 2.839%
7 7.095 805 809 812 rBV 627417 535370 68.72% 7.443%
8 7.507 874 879 882 rBV 423970 403080 51.74% 5.603%
9 8.225 997 1001 1014 rBV 256732 230845 29.63% 3.209%
10 9.295 1178 1183 1186 rBV 759962 640952 82.27% 8.910%
11 9.395 1197 1200 1203 rVB 15072 11603 1.49% 0.161%

12 9.689 1246 1250 1253 rBV 186316 151029 19.39% 2.100%
13 9.983 1296 1300 1305 rBB 280511 230402 29.57% 3.203%
14 10.783 1432 1436 1443 rBV 475641 428079 54.95% 5.951%
15 11.477 1551 1554 1558 rBV 277638 261532 33.57% 3.636%

16 11.819 1608 1612 1615 rBV2 31254 26163 3.36% 0.364%
17 12.701 1760 1762 1768 rVB 24951 18933 2.43% 0.263%
18 12.936 1799 1802 1805 rVB 23670 21226 2.72% 0.295%
19 13.066 1820 1824 1827 rBV 898178 779056 100.00% 10.830%
20 13.266 1853 1858 1862 rVB4 15055 18387 2.36% 0.256%
21 13.607 1913 1916 1922 rVB2 11874 11689 1.50% 0.162%
22 13.730 1935 1937 1943 rBV6 8955 13148 1.69% 0.183%
23 13.942 1969 1973 1978 rBV 49196 64419 8.27% 0.896%
24 13.989 1978 1981 1986 rVB7 9561 13436 1.72% 0.187%
25 14.136 2002 2006 2010 rBV 336271 333164 42.77% 4.632%
26 14.213 2015 2019 2023 rVV5 39924 74814 9.60% 1.040%
27 14.254 2024 2026 2030 rVB2 18148 19566 2.51% 0.272%
28 14.501 2066 2068 2071 rBV3 12084 12297 1.58% 0.171%
29 14.566 2076 2079 2082 rBV 26020 35083 4 _50% 0.488%
30 14.883 2130 2133 2136 rBV 23352 29804 3.83% 0.414%
31 14.966 2143 2147 2158 rVB 81246 130902 16.80% 1.820%
32 15.236 2190 2193 2199 rVB2 26651 35375 4._.54% 0.492%
33 15.683 2264 2269 2279 rVB 167788 245439 31.50% 3.412%
34 16.083 2335 2337 2345 rVB4 18285 28199 3.62% 0.392%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071018\
Data File : BF107273.D

Aca On 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 7193385
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107273.D

800000 6.72
559 6.59
7.10

600000

7.51
400000

6.94

o — 5[.\18 L L-77 L

T — T
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: BF107273.D

200000

800000 9.30

600000
10.78

400000
9.98 11.48

200000 9.69 {

t9.40 11.82 12.70 12.9ﬂ 13.27

R ER———— - e e e e A e

A—— —1
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: BF107273.D

800000

600000

400000 14.14

200000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 10.09 ng 103078 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (5.178 min): BF107273.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S f ———
| 83.0 480 5.00 520 5.40 5.60
ot e e e m/z 59.00 61.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS UL UL I
59.0 480 500 520 540 5.60
m/z 101.10 22 . 77%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
31.0 R LS S LR
480 5.00 520 5.40 5.60
5000 41.0 m/z 58.00 16.53%
73.0
o 15.0 51.0 87.0 102.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R B n &
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.82%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1

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

6.72 66.86 ng 682761 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 745 (6.719 min): BF107273.D (-741) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 510 || g0 Th o8 ko 75
O e e e B T A m/z 68.10 38.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S AR AR AN AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.62%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 23.89%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R R A ma Ry

132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.21%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl11.82 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.00 ng 26163 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 4-methoxv- 138 C8H1002 000105-13-5 38
2 2-Propenoic acid. 2-methvl-. 3.3... 210 C13H2202 007779-31-9 37
3 3-Methoxvbenzvl alcohol 138 C8H1002 006971-51-3 35
4 Succinic acid. di(3.7-dimethvloc... 394 C24H4204 1000353-35-2 32
5 4,6-Dimethyl-2-pyrimidinylhydrazine 138 C6H10N4 023906-13-0 16
Abundance Scan 1612 (11.819 min): BF107273.D (-1608) (-) m/z 69.10 100.00%
69.1 138.0
109.1
5000 41.0
‘ “| 93,0 11.60 11.80 12.00 12.20
0|||||||||||||||||||| L_V_V_V—‘_V_V_V_V—‘_V_V_V_V—‘_V m/Z 138.00 92.84%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #17352. Benzenemethanol, 4-methoxy-
138.0
5000 109.0 e
11.60 11.80 12. oo 12 20
39.0 77.0 94.0 m/z 109.10 76.69%
OIIIIIIIII‘I\IIH |6|2r|9|||||||||||||||||||||||||||||||||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
41.0 69.0 109.0
o 1160 1180 15,00 1220
5000 m/z 120.10 63.55%
0 15.0 7.0 141.0 195.0
LI SRR UL FURLELELN SURLALEL UL SR BRI UL WL U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17308: 3-Methoxybenzy! alcohol R B R e
138.0 11.60 11.80 12.00 12.20
m/z 121.00 51.22%
109.0
5000 70
94.0
39.0
IS T -‘i|- ‘h‘\ H‘ b SN | R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.94 3.87 ng 64419 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 87
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 81
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 76
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 76

Abundance Scan 1973 (13.942 min): BF107273.D (-1969) (-) m/z 57.05 100.00%
57.0
97.0
5000
392 226.1 NN A SR
| 189.1 281.0 13.60 13.80 14.00 14.20
0..'., B0 TR Y] M. m/z 43.05 81.22%
m/z--> 50 150 200 250 300 350 400
Abundance #227401. Heptadecy! heptafluorobutyrate
57.0
97.0
5000 R AR SN UM B
13.60 13.80 14.00 14.20
m/z 55.00 76 .84%
o280) | M H I ‘\‘ 19801902020 %00 2g30
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 71.10 69.76%
169.0
0126.0 138.0 224.0 269 0 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164026: 1-Hexadecanesulfonyl chloride R R RaEEE L
57.0 13.60 13.80 14.00 14.20
m/z 83.10 68.39%
97.0
5000
ozslol L JLd | 17 1810 2P0 21105079
m/z--> 50 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl4.21 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.21 4.49 ng 74814 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3(4H)-Phenanthrenone. 4a.4b.5.6.... 246 C17H260 057684-12-5 45
2 Diethvl p-nitrophenvl phosphate 275 C10H14NO6P 000311-45-5 30
3 Benzamide. 4-Fluoro-N-(2H-I1.2.4... 273 C13H8FN30S 1000350-88-5 25
4 Silane. chlorodiethvl(dodec-9-vn... 302 C16H31CIOSi 1000363-59-2 18
5 2,5,9-Trimethylcycloundeca-4,8-d... 206 C14H220 1000195-33-9 18
Abundance Scan 2019 (14.213 min): BF107273.D (-2015) (-) m/z 69.10 100.00%
69.1 1001
41.0 273.2
5000 . 218.2 246.2
3261 | 13.80 14.00 14.20 14.40 14.60
0! m/z 55.00 88.26%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99207: 3(4H)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,10a-de...
109.0
246.0
69.0
5000 R AR BRI DR B
33.0 161.0 13 80 14. 00 14 20 14. 40 14.60
203.0 m/z 109.10 83.57%
L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
109.0
610 13.80 14.00 14.20 14.40 14.60
5000 ’ 149.0 m/z 123.10 81.31%
220.0 2470 275.0
50.0 173.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121644: Benzamide, 4-fluoro-N-(2H-[1,2,4]thiadiazolo[2,3-... B Ea
128.0 13.80 14.00 14.20 14.40 14.60
273.0 m/z 95.10 70.08%
95.0
5000
178.0
152.0
ol 30| - 207.0230.0
m/z--> 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 280 300 350 13 80 14. 00 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl14.57 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.11 ng 35083 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 49
2 Hexacosane 366 C26H54 000630-01-3 49
3 Heneicosane 296 C21H44 000629-94-7 47
4 Docosane 310 C22H46 000629-97-0 46
5 Tetratetracontane 619 C44H90 007098-22-8 46
Abundance Scan 2080 (14.571 min): BF107273.D (-2076) (-) m/z 57.05 100.00%
57.0
5000 85.1
242.1 R e A EEERE
\ I 131141.1171.1 2011 8021 14.20 14.40 14.60 14.80
o m/z 71.05 70.97%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 L DAL BURBLILE B UL B
mmmmmmmm
13.0 m/z 43.00 56.39%
o @W\‘Mwﬁmmmm% 211.0239.0267.0295,0323.0352.0
m/z--> 55 100 1%0 260 2éo 360 3%0
Abundance
57.0
14.20 14.40 14.60 1480
0
5000 850 m/z 85.10 49.08%
113.0
o 29.0 141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #141424: Heneicosane LI L B
57.0 14.20 14.40 14.60 14.80
m/z 41.00 29 .54%
5000 85.0
m/z--> 5'0 150 200 25'30 3(')0 3&1,0 14.20 14. 40 14 60 14I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2,6,10,14-Hexadecatetraenoi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.97 10.67 ng 130902 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
2 Farnesol (E). methvl ether 236 C16H280 1000352-67-3 72
3 Supraene 410 C30H50 007683-64-9 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 _beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 64
Abundance Scan 2148 (14.971 min): BF107273.D (-2143) (-) m/z 69.10 100.00%
69.1
5000 -Jﬁ~,~,~4~vj\‘~,*mﬂp~Vvﬂ,w
1861 a5 0831 14,60 14.80 15.00 15.20
OIIIIII.II.Jlll .I| l..||| ||| .116?,1 e L e R m/z 81.10 49 _.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69.0
5000 U B B B SR B
mmmmmmmm
290 136.0 m/z 41.00 14.86%
oL, .“.l it I\‘I\ | .:H(,)ﬁ.p.“‘ H‘. 4 I{S?'?I . |2|5?9|2?7|? .:.33.2.0, S
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 15.20
5000 m/z 136.10 13.42%
107.0
29.0 mmzmmmo
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #215928: Supraene
69.0 14.60 14.80 15.00 15.20
m/z 68.00 13.16%
5000
137.0
0 290’ 1050, | , 191.0 231.0 273.0 341.0 410.0
m/z--> 50 1(')0 1&1,0 2(')0 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.88 ng 35375 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 70
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 68
3 Triacontane 422 C30H62 000638-68-6 68
4 Octadecane 254 C18H38 000593-45-3 64
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 64
Abundance Scan 2194 (15.242 min): BF107273.D (-2190) (-) m/z 57.00 100.00%
5%.0
5000
99.0 I S S UL L
1411 1812 239.0 s 15.00 1520 15.40 15.60
0! . m/z 71.05 61.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LRI S SRS B R
mmmmmmmm
113.0 m/z 85.10 50.37%
169.0
52600, .“- Ll e 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
"' 15.00 15.20 15.40 15.60
5000 m/z 43.00 47 .87%
99.0
o 141.0 1830 2390 2510 323.0
m/z--> éo 160 150 200 250 300 3éo 460
Abundance #219831: Triacontane s B L R
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.71%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107273.D

Aca On : 10 Jul 2018 15:29

Operator : JU/SJ

Sample : J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl16.08 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.08 2.30 ng 28199 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualane 422 C30H62 000111-01-3 22
2 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 14
3 Pentadecane 212 C15H32 000629-62-9 10
4 Tetracosane 338 C24H50 000646-31-1 10
5 Eicosane 282 C20H42 000112-95-8 10
Abundance Scan 2336 (16.077 min): BF107273.D (-2335) (-) m/z 57.00 100.00%
5%.0
5000
127.1 217.1 300.1
| H 161.0 ‘ ‘ ‘ 15.80 16.00 16.20 1640
ol L | e A Tm/z 71.10 83.95%
m/z--> 50 5 200 250 300 350 400
Abundance #219827: Squalane
57.0
5000 LR B B BRI B
113.0 mmmmmmmm
‘ : 183.0 m/z 85.10 43.81%
: 2390
ol bt L J,M‘.J.‘ ok 2810 ???? 2070
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.80 16.00 16.20 1640
5000 m/z 43.00 42 .36%
113.0
155.0
OIIIII""I""I""""""""I"'IIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #71396: Pentadecane A EEmEEEEE
57.0 15.80 16.00 16.20 16.40
m/z 217.10 35.88%
5000
99.0
m/z--> 5'0 1(')0 1&1,0 200 250 300 3&'30 4(')0 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\BF071018\
Data File : BF107273.D

Acq On 10 Jul 2018 15:29

Operator : JU/SJ

Sample - J3893-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.18 10.1 ng 103078 1 6.94 204233 20.0
unknown6 .72 6.72 66.9 ng 682761 1 6.94 204233 20.0
unknownll .82 11.82 2.0 ng 26163 4 11.48 261532 20.0
Heptadecyl heptaf... 13.94 3.9 ng 64419 5 14.14 333164 20.0
unknownl4 .21 14.21 4.5 ng 74814 5 14.14 333164 20.0
unknownl14 .57 14.57 2.1 ng 35083 5 14.14 333164 20.0
2,6,10,14-Hexadec... 14.97 10.7 ng 130902 6 15.68 245439 20.0
Hexadecane, 2,6,1... 15.24 2.9 ng 35375 6 15.68 245439 20.0
unknownl16.08 16.08 2.3 ng 28199 6 15.68 245439 20.0
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