Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\
BG0O37889.D
8 Nov 2018 17:18
Ju/sJ
J5832-02

8

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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
1 3.641 57 60 65 rvB 12710 18139 1.83% 0.183%
2 5.174 317 321 329 rVB2 7779 14057 1.42% 0.142%
3 5.633 391 399 409 rBV 47751 79457 8.01% 0.801%
4 6.144 482 486 492 rBV 9879 15486 1.56% 0.156%
5 7.260 664 676 688 rBV2 241957 495356 49.94% 4.993%
6 7.619 731 737 743 rBV 58608 102977 10.38% 1.038%
7 8.094 811 818 831 rBV 186444 359005 36.19% 3.619%
8 8.418 864 873 880 rBV 59910 110208 11.11% 1.111%
9 9.270 1009 1018 1025 rBV 60953 111207 11.21% 1.121%
10 9.593 1068 1073 1081 rVB2 17900 26866 2.71% 0.271%
11 10.909 1290 1297 1309 rBvV 289650 556143 56.06% 5.606%
12 11.643 1417 1422 1431 rVv3 6991 12221 1.23% 0.123%
13 13.347 1703 1712 1721 rBvV 165050 259778 26.19% 2.619%
14 14.170 1842 1852 1860 rBvV 380154 595460 60.03% 6.003%
15 14.581 1915 1922 1926 rBvV3 9725 13838 1.39% 0.139%
16 14.728 1940 1947 1954 rBV2 491357 838215 84.50% 8.450%
17 15.527 2079 2083 2087 rvVB2 12819 17081 1.72% 0.172%
18 16.091 2174 2179 2184 rVB3 10784 17418 1.76% 0.176%
19 16.208 2194 2199 2208 rBvV2 49269 80591 8.12% 0.812%
20 16.385 2224 2229 2236 rBV5 7940 19222 1.94% 0.194%
21 17.472 2407 2414 2426 rBV2 581124 991977 100.00% 10.000%
22 17.730 2454 2458 2462 rBV6 6172 12119 1.22% 0.122%
23 18.106 2518 2522 2527 rVBS8 8709 14529 1.46% 0.146%
24 18.329 2555 2560 2571 rBV 271204 460011 46.37% 4_.637%
25 18.611 2605 2608 2610 rBV3 10247 12244 1.23% 0.123%
26 19.240 2712 2715 2718 rBV3 10166 13341 1.34% 0.134%
27 19.270 2718 2720 2725 rVB4 12426 14384 1.45% 0.145%
28 19.593 2771 2775 2783 rBV3 57261 106159 10.70% 1.070%
29 19.804 2809 2811 2817 rVB5 9572 16184 1.63% 0.163%
30 20.069 2851 2856 2866 rVB 223716 316178 31.87% 3.187%
31 20.844 2984 2988 2992 rVB6 21700 32950 3.32% 0.332%
32 21.385 3070 3080 3112 rBV5 107217 691536 69.71% 6.971%
33 21.755 3136 3143 3155 rBV2 521876 976710 98.46% 9.846%
34 21.902 3164 3168 3175 rVB 48589 79286 7.99% 0.799%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\

BG037889.D

8 Nov 2018 17:18

JuUssJ

J5832-02

8 Sample Multiplier: 1
Parameters: rteint.p

RTE

ON

1

0.2

Peak separation: 5

Method
Title

35

36
37
38
39
40

41
42
43
44

22.525

23.235
23.429
24 .058
25.033
25.080

26.191
27.583
28.294
29.270

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818.M
BNA STANDARDS FOR 5 POINT CALIBRATION

ASP

3268

3387
3422
3527
3692
3704

3887
4125
4249
4412

3274

3395
3428
3535
3701
3709

3898
4135
4256
4422

3282

3407
3439
3542
3702
3725

3909
4146
4272
4432

Sum

rvB2 83922

rBv 119342
rvB2 51567
rBv 130269
rBv 123406
rvB3 250424

rBv2 87227
rvB4 48583
rvB10 31283
rBve6 19943

of corrected

8270-BG101818.M Fri Nov 09 16:24:08 2018

139558

241221
107992
284590
252177
749557

292620
172095

122689

77314

areas:

14.07%

24 _.32%
10.89%
28.69%
25.42%
75.56%

29 .50%
17 .35%
12._.37%
7.79%

9920146

1.407%

2.432%
1.089%
2.869%
2.542%
7.556%

2.950%
1.735%

1.237%

0.779%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\

BG037889.D
8 Nov 2018 17:18
JussJ
J5832-02
8 Sample Multiplier: 1

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

C:\Database\NIST11.L
LSCINT.P

Abundance

500000

400000

300000

200000

100000

\ﬁ____l\_“__q'_'\

TIC: BG037889.D

10.91
7.26

8.09

7.62 8.42 9.27

5.63

3,64 517 | 614 9.59 11 64

0
Time-->
Abundance

500000

400000

300000

200000

100000

0

3.50 4.00 4.50 500 5.50

6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 12.50

TIC: BG037889.D

171.47 21.75

14.73

14.17

18.33

20.07

13.35

16.21

14&{ 15.53 16.0a6.38 17.7318.1

Time-->
Abundance

500000

400000

300000

200000

100000

0

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
TIC: BG037889.D

25.08

23.24

23.43

29.27
AW

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\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 6

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

7.62 5.74 ng 102977 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 30
2 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 9

Abundance Scan 737 (7.619 min): BG037889.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
10 520 || %I'O 720 740 7.60 7.80 8.00
| RTI ¥ RPE 1 M PR SRR | m/z 68.00 46.68%
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 TR e
40 530 o m/z 133.90  33.83%
‘ ‘ 79.0 :
O|||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||"llllll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0
720 740 7.60 7.80 8.00
5000 m/z 66.00 29.10%
- 770 104.0
c..,....,....,..??wf.’...,H...??.ﬁ’.,..w oo | mso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.00 16.01%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 || \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00

8270-BG101818.M Fri Nov 09 16:24:09 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.33 9.27 ng 460011 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2560 (18.329 min): BG037889.D (-2555) (-) m/z 73.00 100.00%
43.0 , 73.0
5000 120.0
97.0 213.1 T R
157.0 185.0 256.1 18.00 18.20 18.40 18.60
0 m/z 60.00 92.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR DI D
83.0 18.00 18.20 18.40 18.60
J' 1570 1gs 2130 2560 m/z 43.00 86.32%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 URUNNRRUUREN ISR BUURRE
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 78.27%
o?ﬁ?ﬁ.ﬁU” Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e e
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.00 72.26%
5000 129.0 bMFM4~M’M~VMhJ\V“vaNwQJP“v~
CFE?H'WJ” RN BN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60

8270-BG101818.M Fri Nov 09 16:24:10 2018

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.59 2.14 ng 106159 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2775 (19.593 min): BG037889.D (-2771) (-) m/z 43.00 100.00%
43.0 73.0
5000 126.0
185.1 241.1 R B R
1.0 157.0 | 213.1 \ 284.1 19.20 19.40 19.60 19.80 20.00
ol Sy Y TR i Y — m/z 57.00 89.37%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 e I e
19 20 19. 40 19. 60 19. 80 20. 00
}’ 185.0 241.0 2840 m/z 73.00 87.97%
O — I| |‘ “ ?h “\ \1|57O I{I \Izq:3'lowl ﬂ I I{I REmE
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester
43.0
73.0 19.20 19.40 19.60 19.80 20.00
5000 284.0 m/z 60.00 85.75%
129.0
185.0
L m o Ao T EROY | s a7
m/z--> 56 o 150 200 250 350 3%0
Abundance #84453: Tetradecanoic acid
73.0 19.20 19.40 19.60 19.80 20.00
43.0 m/z 55.00 63.04%
5000 126.0
185.0 228.0
Ouuull'u‘ \157\0I {I \Illlll ——T — T T
m/z--> 50 150 200 250 300 350 19 20 19. 40 19. 60 19. 80 20. 00

8270-BG101818.M Fri Nov 09 16:24:10 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.38 14.16 ng 691536 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 3079 (21.379 min): BG037889.D (-3070) (-) m/z 57.00 100.00%

o

5000
125.1
153.0180.1206.9  264.9 a5 | 2100 21.20 21.40 21.60
(o} m/z 55.00 98.23%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
550 83.0
5000 111.0 B o e e
21.00 21.20 21.40 21.60
m/z 43.00 85.92%
oL 270, “{ | | 120016701960 238.0266.0294.0
=y it : B e e T
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0 B BB e
21.00 21.20 21.40 21.60
5000 m/z 83.00 80.02%
111.0
o ll I ‘LH\1390167019602240
- T T T T I T T T T I T T T T I T T T T I T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol L As ER S L S
553.0 83.0 21.00 21.20 21.40 21.60
m/z 97.00 73.63%
139.0
0 270 AL H | J | i} | 167.0196.0224.0252.0280.0308.0
m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21 60

8270-BG101818.M Fri Nov 09 16:24:11 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 2-Bromotetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.52 2.86 ng 139558 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Docosane 310 C22H46 000629-97-0 86
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 3273 (22.519 min): BG037889.D (-3268) (-) m/z 57.00 100.00%
57.0
5000 l 85.0 ~WWMNM-“_~J\W,”MNM~WMW_
ISRV AR U
113.0 22.20 22.40 22.60 22.80
14101691 .
ol \ ,-|.‘!~ b, -ll 2D 2012880 38490 L/ 71,00 62.58%
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57.0
85.0
5000 USSR UNAREE
nmnmnmnm
290 m/z 43.00 60.42%
| \ f1301410 197.0
C..‘.‘.l“.‘..J‘.H.‘.l..‘l....\|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
22120 22.40 22.60 22.80
5000 85.0 m/z 85.00 48.13%
28.0
183.0
ol Al 4 L 30 w07 a0
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0 22.20 22.40 22.60 22.80
m/z 41.00 22.73%
5000 85.0
oL 22O MR0141.0160.0197.0225.0253.0281.03100
m/z--> m @ 150 200 ﬁ 300 3% nmnmnmnm

8270-BG101818.M Fri Nov 09 16:24:12 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.24 4.94 ng 241221 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3396 (23.241 min): BG037889.D (-3387) (-) m/z 57.00 100.00%
57.0
5000 (\
99.
155.0 23.00 23.20 23.40 23.60
ol l “ Mt 0, 19302229 2819 8549 1 “hzz 71.00 63.29%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 BARURRUABRRABAUNAE
mmmmmmmm
m/z 43.00 54 _.58%
oL 27,0 t\.l 1410 1830 2250 267.0 300.0 3520
m/z--> 55 100 1éo 260 2%0 360 3%0
Abundance #202661: Heptacosane
57.0
2300 23.20 23.40 23.60
5000 m/z 85.10 45 _.89%
99.0
o 27,0{ j ] &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3%0
Abundance #129492: Eicosane
57.0 23.00 23.20 23.40 23.60
m/z 55.00 22.24%
- W’JL
o 240‘ | | MQ%O‘ 1410 1830 2250  282.0
m/z--> % 1m 1% 2m 250 3% 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 10
R.T. EstConc Area Relative to ISTD R.T.
23.43 2.88 ng 107992 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 74
2 Supraene 410 C30H50 007683-64-9 74
3 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 58
4 trans-Farnesol 222 C15H260 000106-28-5 53
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 53
Abundance Scan 3428 (23.429 min): BG037889.D (-3422) (-) m/z 69.00 100.00%
69.0
5000
07.0137 23.20 23.40 23.60 23.80
17502069 .
o..-.|,-'~.'-n|]“ 1] 17502009 2ee  3seo SO0 56,410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 IR IR UL BULRILN IR

23.20 23.40 23.60 23.80
m/z 41.00 24 _30%

137.0
o | }07 0~/ 191.0 231.0 273.0 341.0 410.0
—— T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
R N REEE R R RS SRS
23.20 23.40 23.60 23.80
5000 m/z 68.00 15.04%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
it .... T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #65892: 4-Oxo-.beta.-damascone
69.0 23.20 23.40 23.60 23.80
m/z 95.00 13.62%
5000
138.0 206.0
0 3§JO TR ‘1OZOH | 1 173 O‘ ‘
- II IIIIIIIIIIII IIIIIIIII IIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80

8270-BG101818.M Fri Nov 09 16:24:13 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .06 7.59 ng 284590 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3535 (24.058 min): BG037889.D (-3527) (-) m/z 57.00 100.00%
57.0
5000 /\\
| 97-0 111 1831 2m0 2951 3409 | 23.80 24.00 24.20 24.40
ol A e RS 2390 291 3408 m/z 71.00 57.60%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 U AR DA B
mmmmmmmm
m/z 43.00 57.03%
99.0
0 27,0 ] Ly 1410 183.0 225.0  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3%0
Abundance #194493: Hexacosane
57.0
| 23.80 24.00 24.20 24.40
5000 m/z 85.00 44 . 79%
99.0
oL L. ]I|‘; | 4 1410 1830 2050 267.0 309.0 _ 367.0
m/z--> 55 160 1éo 200 2%0 360 3%0 '
Abundance #175559: Tetracosane P T T TP e
57.0 23.80 24.00 24.20 24.40
m/z 55.00 25.80%
5000
99.0
O 27J ‘ hh\ h M H‘ \14%.9 183.0 225'0 33\8.0
m/z--> 50 160 1éo 260 250 360 3%0 ' 2380 2400 2420 2440

8270-BG101818.M Fri Nov 09 16:24:14 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.19 7.81 ng 292620 Perylene-di12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3898 (26.191 min): BG037889.D (-3887) (-) m/z 57.00 100.00%
57.0
5000
Jgsi.o 141.0 2069 2520 408 25.80 26.00 26.20 26.40 26.60
I N N S O s PR A2 A, - B m/z 70.95 53.89%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
25.80 26.00 26.20 26.40 26.60
99.0 m/z 43.00 49 _.23%
0 ‘l“il“‘JiJJ 1410 1830 225.0 2610 309.0 367.0
m/z--> sb 160 1%0 200 250 300 3éo
Abundance #215181: 2-methyloctacosane
57.0
25,80 26.00 26,20 26.40 26.60
5000 m/z 85.00 43 .56%
99.0
qu.o\ | L4y 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 160 150 200 250 300 3éo
Abundance #185533: Pentacosane
57.0 25.80 26.00 26.20 26.40 26.60
m/z 55.00 25.72%
5000
99.0
OznoL Ld i ﬂ | 410 1830 2250 267.0 3090 3520
m/z--> m m @ M 250 M @ ' %m%m%m%m%m

8270-BG101818.M Fri Nov 09 16:24:14 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 11 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27 .58 4_.59 ng 172095 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Docosane 310 C22H46 000629-97-0 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 4134 (27.577 min): BG037889.D (-4125) (-) m/z 57.00 100.00%
51.0
5000
Jggl-o W0 W69 oo ase 27150 2740 2760 2780 2560
ol i it T 2648 SRS Tm/z 71.00  59.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000

27.20 27.40 27.60 27.80 28.00
m/z 42.95 51.19%

99.0
Il | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

oA A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
A REEE RS S
27.20 27.40 27.60 27.80 28.00
5000 m/z 85.00 42 .41%
99.0
o2zl 1§y 141.0 183.0 2250 281.0 337.0  394.0
L B o e L L e e e e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0 27.20 27.40 27.60 27.80 28.00
m/z 55.00 27.20%
5000
99.0
oL | | h“\‘ 1410 1830 225.0 267.0 310.0
m/z--> 50 100 150 200 250 300 350 400 27. 20 27. 40 27 60 27. 80 28. OO

8270-BG101818.M Fri Nov 09 16:24:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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

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 unknown28.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
28.29 3.27 ng 122689 Perylene-di12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 30
2 2-Thiopheneacetic acid. 6-ethvl-... 282 C16H2602S 1000278-92-3 27
3 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 27
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 27
5 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 18
Abundance ) Scan 4255 (28.288 min): BG037889.D (-4249) (-) m/z 57.00 100.00%
5000
1 1929 559 4513 ' 28.00 28.20 28.40 28.60
Ot m/z 43.00 98.40%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
5000 LI BRI SUMRULN UL B
10 28.00 28.20 28.40 28.60
m/z 97.00 96 .80%
ob l 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #129115: 2-Thiopheneacetic acid, 6-ethyl-3-octyl ester
97.0
' 28.00 28.20 28.40 28.60
m/z 83.00 72 .88%
5000{ . 1
282.0
0"LH““W}“13?%?“"'¢"”'P'“ RARN SRARS SRARE BRASY SARSE BRRE
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #186678: Oxalic acid, cyclobutyl pentadecyl ester
58.0 28.00 28.20 28.40 28.60
m/z 71.00 51.70%
5000
ol 1.0 255.0
mz-> 0 50 100 150 200 2%0 300 350 400 450 500 550 600 650 28.00 28.20 28.40 28.60

8270-BG101818.M Fri Nov 09 16:24:16 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037889.D

Aca On : 8 Nov 2018 17:18

Operator : JU/SJ

Sample = J5832-02

Misc :

ALS Vial : 8 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 13 Eicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
29.27 2.06 ng 77314 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 5-Ethvl-5-methvIlnonadecane 310 C22H46 1000360-42-7 52
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 50
4 Pentadecane 212 C15H32 000629-62-9 49
5 Heptadecane 240 C17H36 000629-78-7 49

Abundance Scan 4422 (29.270 min): BG037889.D (-4412) (-) m/z 57.00 100.00%
51.0
5000 85.0
13|2-9 1628 2922 5000 2509 og1g 32693548 29.00 29.20 29.40 29.60
o .",'"."". [ Ly N Y T - N S m/z 71.00 58_64%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
51.0
5000
85.0 29.00 29.20 29.40 29.60
29.0 m/z 43.00 43.39%
o | ‘ | | 30141.0160.0197.0225.0 253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
120,00 29.20 29.40 29.60
5000 85.0 m/z 85.00 38.84%
113.0
0 \ ‘\ “\ ﬂ i\ \“‘ ] ‘115\5'0.18‘3'021..1'0 25\3'0281.0
m/z--> " 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl-
57.0 29.00 29.20 29.40 29.60
m/z 55.05 26.32%
5000
85.0
29.0
O H “\ w‘ Il Hh\ \‘\ “11“3.0‘14;[-0‘169.0 197'0 23\9.0 267'0
m/z--> 50 100 150 200 250 300 350 29.00 29.20 29.40 29.60

8270-BG101818.M Fri Nov 09 16:24:16 2018

Page: 15



Data Path :

Data File : BG037889
Acq On : 8 Nov 2
Operator : JU/SJ
Sample - J5832-02
Misc :

ALS Vial :

Quant Method
Quant Title

Tentatively ldentified Compound (LSC) summary

-D
018 17:18

8 Sample Multiplier: 1

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

TIC Top Hit name

unknown7 .62
n-Hexadecanoic acid
Octadecanoic acid
1-Heneicosanol
2-Bromotetradecane
Pentacosane
Squalene
Octacosane
Hexacosane
Hentriacontane
unknown28.29
Eicosane

8270-BG101818.M Fri Nov 09 16:24:16 2018

RT EstConc

PWOOOOOOWOWWONE WN

N

w

N

N
NWBANNNBEANBEANOO

Units Response

ng
ng
ng
ng
ng
ng
ng
ng
ng
ng
ng
ng

102977
460011
106159
691536
139558
241221
107992
284590
292620
172095
122689

77314

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG110818\

|--Internal Standard---|
Resp Conc]|

|#

(NN Ne)Ne)NerNey ey ey RENNENY

RT

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

359005
991977
991977
976710
976710
976710
749557
749557
749557
749557
749557
749557
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