LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 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-BG101818.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

5.185 318 323 330 rvB2 19534 33683 1.35% 0.182%
5.643 393 401 409 rBV 353844 597565 24.02% 3.226%
rBv 256537 474183 19.06% 2.560%
7.623 731 738 746 rBV 580772 1052941 42.33% 5.684%
8.099 812 819 832 rVB 208025 384622 15.46% 2.076%
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8.422 866 874 883 rBvV 489669 885329 35.59% 4._779%
9.280 1011 1020 1028 rBV 439450 827550 33.27% 4._467%
rvB 309586 599791 24.11% 3.238%
13.358 1703 1714 1726 rBV 1302222 2079130 83.58% 11.224%
14.180 1847 1854 1861 rBV 298045 439454 17.67% 2.372%
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11 14.733 1941 1948 1958 rBvV2 537362 918591 36.93% 4_.959%
12 16.219 2195 2201 2218 rBV 889679 1425723 57.32% 7.697%
13 16.407 2228 2233 2242 rVB5 18097 42446 1.71% 0.229%
14 17.195 2363 2367 2371 rBV2 19651 27272 1.10% 0.147%
15 17.482 2409 2416 2428 rBV 714888 1130128 45.43% 6.101%

16 17.829 2469 2475 2484 rBV9 21675 53708 2.16% 0.290%
17 18.340 2554 2562 2571 rBV 259252 421867 16.96% 2.277%
18 18.422 2571 2576 2582 rVB 172103 246567 9.91% 1.331%
19 18.652 2612 2615 2624 rVB 21078 37869 1.52% 0.204%
20 19.198 2703 2708 2714 rBV2 63628 131798 5.30% 0.712%

21 19.603 2772 2777 2785 rBV 86855 141099 5.67% 0.762%
22 20.079 2852 2858 2870 rBV 1825266 2487500 100.00% 13.429%

23 20.356 2899 2905 2908 rBvV4 31653 51310 2.06% 0.277%
24 20.696 2959 2963 2966 rBV3 19172 27962 1.12% 0.151%
25 20.849 2986 2989 2993 rBV2 28649 34450 1.38% 0.186%
26 21.372 3072 3078 3093 rBV 281494 651205 26.18% 3.515%
27 21.619 3117 3120 3126 rVB3 21157 35308 1.42% 0.191%
28 21.766 3138 3145 3155 rBV2 648523 1128777 45.38% 6.094%
29 21.918 3166 3171 3176 rBV2 46266 64208 2.58% 0.347%

30 22.541 3272 3277 3282 rBV 60912 101285 4_.07% 0.547%

31 23.252 3392 3398 3406 rVB 81944 161400 6.49% 0.871%
32 23.452 3425 3432 3440 rVB 77565 156086 6.27% 0.843%
33 24.081 3532 3539 3547 rVB 82994 197700 7.95% 1.067%
34 25.097 3696 3712 3725 rBV3 348204 1277179 51.34% 6.895%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 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 G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 26.231 3896 3905 3915 rVB4 51897 160392 6.45% 0.866%

36 26.395 3926 3933 3935 rBV7 16362 37831 1.52% 0.204%

Sum of corrected areas: 18523909
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\

BG037638.D

30 Oct 2018 1:00

JussJ

J5665-09

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG037638.D
1500000
1000000
7.62
500000 8.42 9.28
5.64 2 oa 10.93
; 8.10
5.19
O A i LRSS/ D LRSS NS NSNS ASSEAS § MM | GRS | SN
Time--> 350 4.00 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037638.D
20,08
1500000
13.36
1000000 16.22
17.48 o177
14.73
500000
14.18 18.24
42
19.60
@41 17.19|| 17.83 18.65 19:20 20.362021085
o] SN0 A SR | SN A SNV | o S-Skl | Slholv S SN L | PSSOV . SRS SR SIASSV SRS s s Sy e e s L
Time--> 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: BG037638.D
1500000
1000000
500000
25.10
232845 24.08 2%,
Y 5840
T T T T T T T e e e e e e e e e e T
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

8270-BG101818.M Tue Oct 30 15:49:17 2018

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 54_.75 ng 1052940 1,4-Dichlorobenzene-d4 8.11
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 737 (7.617 min): BG037638.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 540 9.0 J 720 7.40 7.60 7.80 8.00
Aot m/z 68.00 42 .36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I U R L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 31.09%
n ||.,.!.J,....,J...,..'.,....,....,....
m/z--> 20 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.29%
41.0 97.0
‘ ‘ 117.0
"“i“' .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e B
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.52%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l VA W A
m/z--> 40 60 80 100 120 140 160 180 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.34 7.47 ng 421867 Phenanthrene-d10 17.48
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 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2562 (18.340 min): BG037638.D (-2554) (-) m/z 73.00 100.00%

43.0 | 73.0

—

97.0 213.1 L B e e
‘J‘“ 157.0 185.0 2561 o 18.00 18.20 18.40 18.60
: m/z 60.00 99.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA LN L L L L BB B |
83.0 18.00 18.20 18.40 18.60
- 0
157.0 1850 213.0 256.0 m/z 43.00 89.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 77.91%
171.0

‘ 97.0 214.0
150]| Il
(0]

m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid I
43.0 | 73.0 18.00 18.20 18.40 18.60

m/z 55.00 70.52%

:

5000 129.0

50 | Lﬁ
1500 W

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

:
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Bromoacetic acid, pentadecy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.20 2.33 ng 131798 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Cvclopentadecane 210 C15H30 000295-48-7 91
4 Cvclohexadecane 224 C16H32 000295-65-8 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91

Abundance Scan 2708 (19.198 min): BG037638.D (-2703) (-) m/z 55.00 100.00%

5000

18.80 19.00 19.20 19.40 19.60
m/z 57.05 90.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #182418: Bromoacetic acid, pentadecy! ester

83.0

18.80 19.00 19.20 19.40 19.60
m/z 43.00 88.56%

5000

141.0 164.0182'0 208.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol
55.0 83.0

18.80 19.00 19.20 19.40 19.60
m/z 83.00 83.63%

5000 111.0

0l | | 1400 1680 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #69584: Cyclopentadecane B e e
55.0 18.80 19.00 19.20 19.40 19.60
83.0 m/z 69.00 79.91%
5000
29.0 111.0

d ‘ H‘ | w | 139.0 1820 2199
,, o REa B EEARSREERERESES LA e e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 18. 80 19. OO 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 8
R.T. EstConc Area Relative to ISTD R.T.
19.60 2.50 ng 141099 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2776 (19.598 min): BG037638.D (-2772) (-) m/z 43.00 100.00%
430 1730
5000
19.20 19.40 19.60 19.80 20.00
m/z 60.00 95 .44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0
5000
19.20 19.40 19.60 19.80 20.00
m/z 73.00 83.17%
}QRJ”H”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 , 73.0
19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 57.00 81.77%
1501 Il L,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid I EEREEEEaE S
73.0 19.20 19.40 19.60 19.80 20.00
43.0 m/z 55.00 75 .55%
5000 1290
185.0 228.0
% |
I‘I\“I‘H‘ ‘:‘::JHH”‘E“'”::‘|:|I-|5|7|9|‘|||||||‘|||||||||||||||||||||| N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1920 1940 1960 1980 2000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.37 11.54 ng 651205 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Cvclopentadecane 210 C15H30 000295-48-7 96
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 3078 (21.372 min): BG037638.D (-3072) (-) m/z 57.00 100.00%
57.0
97.0
5000 i
NN AR SRR
39.0 206.9 21.00 21.20 21.40 21.60
— .l! A J‘.'.'E b 2002 3549 m/z 55.00 82.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 or.0 NN A SRR
21.00 21.20 21.40 21.60
‘ m/z 43.00 75.69%
230/ L1 | Jl 190 1820 2230 2600
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
58.0
21.00 21.20 21.40 21.60
5000 97.0 m/z 83.00 72.58%
210.0
.i.,.ﬁl.h L}???""I!"'I' R DAL DAL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R EEa s e e AR
57.0 21.00 21.20 21.40 21.60
m/z 97.00 67.14%
97.0
5000
LA dg L, 250 2380 a0 4340
Trryrrrrrrrrr [ rrrryrrrryrrrryrrrrrr 11T —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.25 2.86 ng 161400 Chrysene-di12 21.77
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 Octadecane 254 C18H38 000593-45-3 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3398 (23.252 min): BG037638.D (-3392) (-) m/z 57.00 100.00%

57.0
5000

13.0 23. 00 23. 20 23. 40 23 60
169.1 253.0
ey ...]i,.l.i.a,....,.... S —— m/z 43.00 60.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

5000 L i e B A
23. OO 23. 20 23. 40 23 60

m/z 71.00 58.19%

13.0 169.0 225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
23.00 23.20 23.40 23.60
5000 m/z 84.95 45 _.44%
130
‘ ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105884: Octadecane
7.0 23.00 23.20 23.40 23.60
m/z 55.00 24 .68%
5000
‘ ] 1301690 2540
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 00 23. 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.45 2.44 ng 156086 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 90
3 Supraene 410 C30H50 007683-64-9 87
4 6.10.14-Hexadecatrien-1-ol. 3.7.... 292 C20H360 036237-66-8 78
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 3432 (23.452 min): BG037638.D (-3425) (-) m/z 69.00 100.00%
69.0
5000
07.0137.1 | 23.20 23.40 23.60 23.80
L WL 2030 2480 w9 s UYe1 00 48.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000
23.20 23.40 23.60 23.80
m/z 41.00 20.65%
07.0137.0
Ll ﬁ u(m { , 1750  231.0 273.0 341.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
" 23.20 23.40 23.60 23.80
5000 m/z 68.00 12.87%
29.0
123.0
.‘.L,XH“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0 23.20 23.40 23.60 23.80
m/z 94.95 12.64%
5000
137.0
29.0{ L3070 ) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .08 3.10 ng 197700 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3539 (24.081 min): BG037638.D (-3532) (-) m/z 57.00 100.00%
57.0
5000
I i 9?'0 141.1 206.9 280.9 340.9 23.80 24.00 24.20 24.40
S A 0 0 O o B .- m/z 71.00 57.59%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
23.80 24.00 24.20 24.40
99.0 m/z 43.00 54 _.24%
2ao| f |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #175557: Tetracosane
57.0
| 23.80 24.00 24.20 24.40
5000 m/z 85.00 39.26%
99.0
2@0‘ ] i J , 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #202662: Heptacosane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 20.27%
5000
99.0
27,0 | || | . 1410 183.0 2250 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 300 3éo ' 23%0 24bo 2450 2540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037638.D

Aca On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample = J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.23 2.51 ng 160392 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 86
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Hentriacontane 437 C31H64 000630-04-6 74
Abundance Scan 3905 (26.231 min): BG037638.D (-3896) (-) m/z 57.00 100.00%
57.0
5000 |85°
146 9 206.9 . 26.00 26.20 26.40 26.60
— ...I. | ‘ “ P 47882000 209 3409 ' n/z 43.00 52.01%
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR B SULILLN BN B
%m%m%m%m
0.0 130 m/z 85.00 49.06%
I.]|j | [141:0169.0197.0225.0253.0  296.0
m/z--> 50 100 150 260 2%0 360 3%0
Abundance #194505: Heneicosane, 11-pentyl-
43.0
71.0 26.00 26.20 26.40 26.60
5000 ' m/z 71.00 48.48%
224.0
99.0
AL o oiss0 | asa0 703230 3040
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0 26.00 26.20 26.40 26.60
m/z 55.00 20.89%
5000 85.0
29.0
m/z--> % @ @ ﬁ 250 ﬁ @ %m%m%m%m
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102918\
Data File : BG037638.D

Acq On : 30 Oct 2018 1:00

Operator : JU/SJ

Sample - J5665-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown7 .62 7.62 54_.8 ng 1052940 1 8.11 384622 20.0
n-Hexadecanoic acid 18.34 7.5 ng 421867 4 17.48 1130130 20.0
Bromoacetic acid,... 19.20 2.3 ng 131798 4 17.48 1130130 20.0
Octadecanoic acid 19.60 2.5 ng 141099 4 17.48 1130130 20.0
5-Eicosene, (E)- 21.37 11.5 ng 651205 5 21.77 1128780 20.0
Octacosane 23.25 2.9 ng 161400 5 21.77 1128780 20.0
Squalene 23.45 2.4 ng 156086 6 25.10 1277180 20.0
Tetracosane 24.08 3.1 ng 197700 6 25.10 1277180 20.0
Heneicosane 26.23 2.5 ng 160392 6 25.10 1277180 20.0
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