LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG121218 .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 3.179 11 15 23 rvVB 30242 45877 2.10% 0.489%
2 5.141 344 349 355 rBV 13887 22651 1.04% 0.241%
3 5.611 422 429 436 rBV 92358 157601 7.21% 1.679%
4 7.215 696 702 715 rVB2 74363 183009 8.37% 1.950%
5 7.585 756 765 774 rBV 198371 354862 16.23% 3.781%
6 8.055 838 845 858 rVB 80910 140098 6.41% 1.493%
7 8.378 892 900 907 rBV 295441 534325 24.43% 5.693%
8 9.236 1036 1046 1059 rBV 267106 494900 22.63% 5.273%
9 10.875 1317 1325 1334 rBV 109871 212508 9.72% 2.264%
10 13.314 1733 1740 1751 rBvV 860406 1367730 62.55% 14.573%
11 14.136 1873 1880 1886 rBV 31847 49590 2.27% 0.528%

12 14.694 1968 1975 1988 rVvB2 209157 352955 16.14% 3.761%
13 16.181 2222 2228 2237 rBv4 393109 644593 29.48% 6.868%
14 17.438 2436 2442 2451 rBV 280913 443993 20.30% 4.731%
15 20.041 2879 2885 2892 rVB 1697324 2186774 100.00% 23.299%

16 20.306 2922 2930 2934 rBV 22555 32060 1.47% 0.342%
17 20.799 3010 3014 3019 rBV2 38873 51437 2.35% 0.548%
18 21.310 3095 3101 3113 rBV2 86921 138666 6.34% 1.477%
19 21.716 3164 3170 3179 rVvB2 292186 503460 23.02% 5.364%
20 21.857 3189 3194 3199 rBV 60076 89480 4_.09% 0.953%

21 22.468 3292 3298 3305 rBV2 66773 114525 5.24% 1.220%
22 23.161 3409 3416 3424 rBV2 76123 153944 7.04% 1.640%
23 23.361 3443 3450 3456 rVB3 36818 76417 3.49% 0.814%
24 23.972 3546 3554 3565 rBV 75882 173571 7.94% 1.849%
25 24.930 3709 3717 3723 rBV2 61243 157578 7.21% 1.679%

26 25.012 3723 3731 3745 rVB2 159590 472212 21.59% 5.031%
27 26.075 3902 3912 3924 rVB3 45027 139968 6.40% 1.491%
28 27.432 4136 4143 4154 rVB4 26146 90756 4._.15% 0.967%

Sum of corrected areas: 9385540

8270-BG121218.M Fri Dec 28 10:53:31 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On - 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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: BG038853.D

1500000

1000000

500000

8.38 9.24
7.59

5.61 7.21 8.06 10.88
3.18 5.14

e L T

Time--> 3.50 4.00 450 500 550 600 650 7.00 750 8.00 8.50 900 950 10.00 10.50 1100 1150 1200 1250
Abundance TIC: BG038853.D

20.04
1500000

1000000
13.31

500000 16.18

17.44 21.72
14.69

14.14 A | 20.31 20.80

(O B o o e B L B o o o o o L L B 0 e o o o o B B S R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038853.D

2131 p1.86 22.47
A

1500000

1000000

500000

25.01
23.38 36 23/-\97 Z‘m3 26,08 27.43

L R R L S AR SRR BARRREREES LELs s Lo s s S

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 5

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

3.18 6.55 ng 45877 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9

Abundance Scan 15 (3.179 min): BG038853.D (-11) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0 87.0

320 330 340 350 3.60

Ot bt e i e e e e || M/ 43.00 43 40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L I L L LB L B
430 90 3.20 3.30 3.40 3.50 3.60
87.0 m/z 55.00 28.43%
27.0
ol 1l 1 101.0
“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S
3.20 3.30 3.40 3.50 3.60
5000 410 55.0 m/z 87.00 25.69%
29.0
1, | “ iR ‘ ‘ . 970 1120  129.0
0.w.”.“.”,”.w.”.“.”,”.w.”w.”.“.”,”.w.”.“.”
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #1854: Thiocyanic acid, ethyl ester R B
29.0 3.20 3.30 3.40 3.50 3.60
m/z 45.00 11.28%
5000 87.0
59.0
45.0 ‘ 72.0
O e e e e e R A Emanm et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.14 3.23 ng 22651 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 349 (5.141 min): BG038853.D (-344) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 ISR RS SRR LR
| 83.0 | 480 5.00 520 5.40
T ' EOY | SIS MRS m/z 59.00 56.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL I L B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 18.93%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0 LI I R S
29.0 480 500 520 540
5000 m/z 58.00 14.04%
3.0 101.0
L L o
VI LI I UL I IV UL IV I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 480 5.00 520 5.40
m/z 41.00 9.39%
5000
101.0
15.0 27 71.0
0 ‘ Lo %0 86.0
LR UL SRR SR UL UL FELRLEL IR SO SR LI B ISR REAE SRR LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 3 unknown7.59 Concentration Rank 2

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

7.59 50.66 ng 354862 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 766 (7.591 min): BG038853.D (-756) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 540 ‘ T 96|-° 720 7.40 7.60 7.80 8.00
o T USRS 0 Y. ..M T | m/z 68.00 36.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o T T T o
4o o m/z 133.90  32.82%
‘ 79.0 :
0'W'”'P'”I”'WJ“'w'”fmhh'muﬁ'”l”hl”'ﬂ'””P'”I"W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.11%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene R e ARA.
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.80%
5000 63.0 610
31.0 50.0 | | ‘ 10‘1 011‘2 .0
Ot ....‘...‘. \”” " - l... PSRRI N | — ‘... - e —
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 150 140 720 7.40 7.60 7.80 8.00

8270-BG121218.M Fri Dec 28 10:53:33 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.80 2.04 ng 51437 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Docosane 310 C22H46 000629-97-0 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3014 (20.799 min): BG038853.D (-3010) (-) m/z 57.00 100.00%
57.0
5000
0 1o oo s 2040 2060 2080 21100 21120
0 Ao, 207 m/z 43.00 66.51%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LN RS NI BRI B
20.40 20.60 20.80 21.00 21.20
99.0 m/z 71.00 52.06%
o 2ao| f |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350
Abundance #153222: Docosane
57.0
20.40 20.60 20.80 21.00 21.20
5000 m/z 84.95 39.12%
99.0
0l270 f | | ], 1410 1830 2250 267.0 310.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #83028: Hexadecane
57.0 20.40 20.60 20.80 21.00 21.20
m/z 41.00 30.05%
5000
99.0
o260 | | ||| 1410 1830 2260
m/z--> 55 160 1%0 260 250 360 3éo ' 20.40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.31 5.51 ng 138666 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 83
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 74
Abundance Scan 3101 (21.310 min): BG038853.D (-3095) (-) m/z 57.00 100.00%
5%.0

5000

:

21.00 21.20 21.40 21.60
m/z 43.00 77.62%

111.1
140.0

ol 183.1 210.1 239.0 266.8 295.0 326.8
Coe

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104184: 1-Octadecene
57.0

83.0

:

5000 LA L L L L L L L L L L B
0.0 21.00 21.20 21.40 21.60
m/z 71.00 48 .79%
0 139.0 168.0 196.0 224.0 252.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104157: E-15-Heptadecenal
43.0
83.0 21.00 21.20 21.40 21.60
5000 m/z 55.00 40.41%
111.0
o ‘ 139.0 168.0 196.0 224.0 252.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185101: 1-Octadecanesulphony! chloride L B LR
57.0 21.00 21.20 21.40 21.60

m/z 85.00 35.57%

5000

1110 1470 175.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60

o
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\

BG038853.D

27 Dec 2018 21:16
Ju/sJ

J6549-02

12 Sample Multiplier: 1

: C:\Database\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 11

Peak Number

7 Eilcosane

R.T. EstConc Area Relative to ISTD R.T.
21.86 3.55 ng 89480 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Pentadecane. 3-methvl- 226 C16H34 002882-96-4 80
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 76
4 Octacosane 394 C28H58 000630-02-4 76
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 68

Abundance Scan 3195 (21.863 min): BG038853.D (-3189) (-) m/z 57.00 100.00%
57.0
o 8.0 V\&_J\‘M
HRS SN BN BN SUN
113. o 1410 21.60 21.80 22.00 22.20
ol \ g i T 188021012401 2819 3410 o743 00 63.14%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LU SR SRR BN UM
85.0 2160 21.80 22.00 22.20
29.0 m/z 71.00 48.52%
o | \ | | 1130141.0169.0 107.0225.0253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #83037: Pentadecane, 3-methyl-
57.0
21.60 21.80 22.00 22.20
5000 m/z 85.00 36.38%
85.0
197.0
113.0
ol A L[] 9080 | om0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 21.60 21.80 22.00 22.20
m/z 55.00 25.42%
5000 85.0 ﬁmdMMNMhMKPJ\wawm%h“fmmm
0 L\ “‘ | [301410160.0197.0 2390 267.0204.0 323.0 352.0
m/z--> 50 100 150 200 ﬁo 300 350 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.16 6.12 ng 153944 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90

Abundance Scan 3416 (23.161 min): BG038853.D (-3409) (-) m/z 57.00 100.00%

_

1411 1970 . 2280 23.00 2320 2340
o 260.9 3410 m/z 43.00  70.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

5000 O AR Ea e
22. 80 23. OO 23. 20 23.40

m/z 71.00 47 .51%

ol18. 1 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
7.0

22.80 23.00 23.20 23.40
5000 m/z 85.00 40 .59%

9.0

ok %M | 14101830 239051 93230
,,,,,,,,,,

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #209566: Octacosane

22.80 23.00 23.20 23.40
m/z 55.00 23 .85%

B M\w]L\\W
‘ 1141018302250 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 80 23. 00 23. 20 23. 40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Supraene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.36 3.04 ng 76417 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Saualene 410 C30H50 000111-02-4 80
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 76
4 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3450 (23.361 min): BG038853.D (-3443) (-) m/z 69.00 100.00%
69.0
5000
137.0 206.9 23.00 23.20 23.40 23.60
07. 175.0
1 I j,-"ﬂ' AR (2BLS 3409 "m/z 81.00 46.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
23.00 23.20 23.40 23.60
m/z 41.00 32.42%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
23.00 23.20 23.40 23.60
5000 m/z 68.00 13.01%
137.0
29.0 | 3070 1 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- - AL, s B .A, T
69.0 23.00 23.20 23.40 23.60
m/z 95.00 12.27%
5000
29.0
123.0
0 .‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .93 6.67 ng 157578 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 83
Abundance Scan 3717 (24.930 min): BG038853.D (-3709) (-) m/z 57.00 100.00%
57.0
5000 )\
J Jggl.o 1410 1830 2252 2051 3430 24.60 24.80 25.00 25.20
Ol bk L e || M/Z  43.00  60.13%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
5000 AU NS R DR
mmmm%m%m
99.0 m/z 71.00 47 .65%
o h ALy J40 1m0 zsa0
m/z--> 6 éo 160 1éo 260 250 360 3%0 460 '
Abundance #223853: Heneicosane, 11-decyl-
57.0
24.60 24.80 25.00 25.20
5000 m/z 85.05 33.77%
295.0
99.0
ol15. \‘ 1 ], 1410 1830 2250 l 337.0 435.0
m/z--> 6 éo 160 1éo 260 250 300 350 460 '
Abundance #223851: Hentriacontane
57.0 24.60 24.80 25.00 25.20
m/z 55.00 24 .28%
- MN/\MW
ol L] J [ ) 1410 1830 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 6 éo 160 1éo 260 250 360 3%0 460 ! 2460 2480 2500 2520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122718\
Data File : BG038853.D

Aca On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample : J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1-Octadecanesulphonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
27 .43 3.84 ng 90756 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 58
2 Tritetracontane 605 C43H88 007098-21-7 52
3 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 52
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 52
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 52
Abundance Scan 4143 (27.432 min): BG038853.D (-4136) (-) m/z 57.00 100.00%
57.0
e M“A/\/“"
151.0
9 11.0 2809 %wmm ﬂ%ﬂ%ﬂmﬂm
Oty iid : m/z 43.00 82.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 LR BRI IS BRI UL
ﬂ%ﬂ%ﬂmﬂm
50 m/z 71.00 59.42%
0 J h Ll ]161 0 288. 0
m/z--> §0 160 150 260 2%0 300 3éo 460 4%0 560 séo 660
Abundance #241174: Tritetracontane
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.00 39.78%
o 1? 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> §0 160 150 200 2%0 300 3%0 400 4%0 560 séo 660
Abundance #207558: Sulfurous acid, butyl octadecyl ester
57.0 27.20 27.40 27.60 27.80
m/z 69.00 27 .87%
5000
oLl 50 se00 2520 s
m/z--> §0 160 150 200 250 300 3%0 400 4%0 560 séo 660 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG122718\
Data File : BG038853.D

Acq On : 27 Dec 2018 21:16

Operator : JU/SJ

Sample - J6549-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 3.18 6.5 ng 45877 1 8.06 140098 20.0
2-Pentanone, 4-hy... 5.14 3.2 ng 22651 1 8.06 140098 20.0
unknown7 .59 7.59 50.7 ng 354862 1 8.06 140098 20.0
Octacosane 20.80 2.0 ng 51437 5 21.72 503460 20.0
1-Octadecene 21.31 5.5 ng 138666 5 21.72 503460 20.0
Eicosane 21.86 3.5 ng 89480 5 21.72 503460 20.0
Hexatriacontane 23.16 6.1 ng 153944 5 21.72 503460 20.0
Supraene 23.36 3.0 ng 76417 5 21.72 503460 20.0
Octadecane 24 .93 6.7 ng 157578 6 25.01 472212 20.0
1-Octadecanesulph... 27.43 3.8 ng 90756 6 25.01 472212 20.0
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