LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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
1 5.183 316 322 333 rVB 61433 107482 2.24% 0.360%
2 5.642 393 400 412 rBVY 1372178 2242758 46.75% 7 .506%
3 7.252 663 674 686 rBVY 1442848 2886232 60.16% 9.660%
4 7.628 730 738 751 rBVY 1363641 2386933 49.75% 7.989%
5 8.103 811 819 832 rVB 227151 408469 8.51% 1.367%
6 8.427 866 874 886 rVB 942594 1685452 35.13% 5.641%
7 9.279 1010 1019 1029 rBV 862708 1602537 33.40% 5.364%
8 10.571 1233 1239 1247 rVB3 27510 50324 1.05% 0.168%
9 10.683 1251 1258 1268 rBV2 55672 98943 2.06% 0.331%
10 10.924 1291 1299 1311 rVB 318383 600543 12.52% 2.010%

11 13.356 1705 1713 1728 rBV 2206317 3637031 75.81% 12.173%
12 14.179 1847 1853 1860 rBV 262196 389457 8.12% 1.303%
13 14.737 1940 1948 1958 rvB2 525173 896518 18.69% 3.001%
14 16.223 2193 2201 2211 rBV 1865114 2879153 60.01% 9.636%
15 17.481 2407 2415 2429 rBV2 702468 1121907 23.39% 3.755%

16 18.339 2555 2561 2569 rBV 152440 249798 5.21% 0.836%
17 19.602 2772 2776 2785 rBV 74966 128512 2.68% 0.430%
18 20.084 2852 2858 2869 rBV 3454871 4797392 100.00% 16.057%
19 20.354 2900 2904 2909 rVB 41422 51549 1.07% 0.173%
20 20.853 2984 2989 2992 rBV 66309 82252 1.71% 0.275%

21 21.370 3072 3077 3090 rBV 172536 377423 7.87% 1.263%
22 21.764 3137 3144 3158 rVB 648147 1146749 23.90% 3.838%
23 21.923 3166 3171 3179 rVB 80017 123373 2.57% 0.413%
24 22.545 3271 3277 3281 rBV 84406 147179 3.07% 0.493%
25 23.256 3392 3398 3409 rVB 84454 171664 3.58% 0.575%

26 24.085 3532 3539 3547 rVB2 82297 190480 3.97% 0.638%
27 25.095 3699 3711 3723 rBV3 335151 1177745 24 .55% 3.942%

28 26.223 3895 3903 3914 rBV2 47907 151711 3.16% 0.508%
29 27.634 4133 4143 4154 rBV6 23345 88399 1.84% 0.296%

Sum of corrected areas: 29877965
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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\

BG037639.D

30 Oct 2018 1:39

JussJ

J5649-02

23 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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG037639.D

5.64 7.25 763

8.10
5.18

10.92

10888|

0

Time--> 3.50

400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10

T T T T
00 10.50 11.00 11.50 12.

00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG037639.D

13.36

16.22

17.48
14.74

14.18

18.34

19.60 J

AN
LI

20,08

20.35 20.85

A
T T T

21.76

2137 h1g9p 2255

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

3000000

2500000

2000000

1500000

1000000

500000

23.26
A

TIC: BG037639.D

25.10

26.22

24.08
4. 27.63

0

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.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 5.26 ng 107482 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 321 (5.177 min): BG037639.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 40 50 550 540 550
...,....,....,....',':-...,..-:~I,....,7.2-.9..,8.3:9.,...:,|....,....,... m/z 59.00  60.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA AR S R R
59.0 480 500 520 540 560
m/z 58.00 18.64%
31.0 101.0
“'w'“l“”ﬁh““ﬂ'“|“‘w'“'w'“?iqw'“'w'“|“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 500 540 850
5000 m/z 101.00 16.88%
20.0 101.0
e PR Il 730 830 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R
59.0 480 500 520 5.40 5.60
m/z 41.00 9.39%
5000 101.0
27.0 42.0 116.0
el L 730 840
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : 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 2 unknown7.63 Concentration Rank 1

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

7.63 116.87 ng 2386930 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 738 (7.628 min): BG037639.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
%00 RO s J 750 o 760 750 800
B e L T m/z 68.00 44 _45Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
13p.0
5000 67.0 IR AR SRRE LR

7.20 7.40 7.60 7.80 8.00
m/z 133.90  34.75%

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

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T R B R
74.0 7.20 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 29.94%
USRS U OV &
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole T Il A,
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.08%
5000
104.0

66.0
270 510 ™™ | 890 ‘\

m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00

8270-BG101818.M Tue Oct 30 15:49:36 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.68 3.30 ng 98943 Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 001490-04-6 91
2 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 015356-70-4 91
3 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 002216-52-6 91
4 Levomenthol 156 C10H200 002216-51-5 91
5 dI-Menthol 156 C10H200 000089-78-1 86
Abundance Scan 1258 (10.683 min): BG037639.D (-1251) (-) m/z 71.00 100.00%
o 95.0
41.0 550
5000
e e e e
10.40 10.60 10.80 11.00
! 2688 m/z 81.00 80.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28345: Cyclohexanol, 5-methyl-2-(1-methylethyl)-
.0
95.0
5000 71040 1060 1030 1100
123.0 138.0 m/z 95.00 79.82%
| 109.0 | |
:I'u|'|"||||I|||||||'||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #28386: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
71.0
95.0 .
1040 10.60 10.80 11.00
m/z 55.00 63.26Y%
5000 41.0 55.0 123.0 |
270 ‘ ‘ 109.0 138.0
|1|4'|0||‘=‘||‘iw||“l||‘“l|“l‘=“| |H|“|||“|||ﬁ|||‘||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #28385: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1S-(1....
71.0 10.40 10.60 10.80 11.00
95.0 m/z 41.00 59.48%
41.0
5000 550
.0
U e T
||||||‘||‘i‘l‘||“|‘||Hl|“l‘i“| IHI\III‘MI ||||“||||||||||
m/z--> 20 40 60 80 100 120 140 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 4.45 ng 249798 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 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 2561 (18.339 min): BG037639.D (-2555) (-) m/z 73.00 100.00%
430 | 73.0
5000 129.0
97.0 131 P T TR
‘ m || | 17|1 191.9 | 256.1 18.00 18.20 18.40 18.60
YO TN SR D S 3t G R N G m/z 43.00 94.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

18.00 18.20 18.40 18.60

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 91.82%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
R e S R
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 74 .95%
171.0
[ ) L
...,.h..\,\» I T
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.00 74.72%
5000 129.0
15.0 \‘ If Lﬁ
I R RARRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.60 2.29 ng 128512 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2776 (19.602 min): BG037639.D (-2772) (-) m/z 43.00 100.00%

43.0,73.0

5000

19.20 19.40 19.60 19.80 20.00
m/z 73.00 100.00%

m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
19. 20 19. 40 19 60 19. 80 20 00
1850 o410 2840 m/z 57.00 92.15%
1.
IR I
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0

19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 60.00 91.03%

199.0
1o i
moL O P
m/z--> 100 150 200 250 300 350
Abundance #198268. Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 19.20 19.40 19.60 19.80 20.00
m/z 55.00 80.74%
73.0
129.0
185.0
213.0241.0
i “Hw I AN N N7 ol SN 7 N
m/z--> 50 150 200 250 300 350 19. 20 19. 40 19 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 1-Decanol, 2-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.37 6.58 ng 377423 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Cvclopentadecane 210 C15H30 000295-48-7 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 90
Abundance Scan 3077 (21.370 min): BG037639.D (-3072) (-) m/z 57.00 100.00%
57.0
NI BRI DU
21.00 21.20 21.40 21.60
40.0  206.9
...,....,1'.}..,....,..?4.4,‘?2?9.9,..3.49,9....,....,...., m/z 43.00  69.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95994: 1-Decanol, 2-hexyl- WL
57.0
5000 97.0 AR IR RN
21/00 21.20 21.40 21.60
m/z 55.00 57.81%
LA 300 1060
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #69584: Cyclopentadecane
58.0
21.00 21.20 21.40 21.60
5000 7.0 m/z 71.00 53.48%
“ 390 2100
mz-> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate B AR R EE B e S L
57.0 21.00 21.20 21.40 21.60
m/z 83.00 42 .84%
97.0
5000
39.0
‘ |l j 171", 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 56 160 150 200 250 300 350 400 450 ' 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.92 2.15 ng 123373 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3171 (21.923 min): BG037639.D (-3166) (-) m/z 57.00 100.00%
57.0
o \.%]LMA
990 1410 21,60 21.80 22,00 22.20
206.9 : : : :
. .~.|,.| | oy A769200923502638 3409  Tn/z 71.00  63.02%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AL AR UL R
21'60 21.80 22.00 22.20
99.0 m/z 43.00 58.14%
|.| Iy, 140 1830 2250 267.0 3090 _ 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
21,60 21.80 22,00 22.20
5000 m/z 85.00 45_.63%
99.0
2wlj¢uummlmonmzmom% 365.0394.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e R R R Eat e AR
57.0 21.60 21.80 22.00 22.20
m/z 55.00 23.18%
- \“W*“MN“NWMJf\WMWMNMwamw\
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 50 100 150 200 250 300 350 ' 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.55 2.57 ng 147179 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3278 (22.551 min): BG037639.D (-3271) (-) m/z 57.00 100.00%
57.0
NSRS AR
1410 22.20 22.40 22.60 22.80
| A 111.*'. 2000 2111 25082809 3239 0 sz 71.00  55.28%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 ISR ABSUBAARARREN
85.0 22120 22.40 22.60 22.80
29.0 m/z 43.00 50.31%
| J ﬂ13°141016901970225025302820
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
22.20 22.40 22.60 22.80
5000 85.0 m/z 85.05 37.89%
29.0
|| J }130141016901970 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 22.20 22.40 22.60 22.80
m/z 55.00 23.77%
5000
85.0
2900 1 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.26 2.99 ng 171664 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3399 (23.262 min): BG037639.D (-3392) (-) m/z 57.00 100.00%

141.1 2100 2549 23.00 23.20 23.40 23.60
| i MO8 e 80 m/z 71.00 59.06%

m/z--> 50 150 200 250 300 350
Abundance #83025: Hexadecane
57.0

5000 I B E e e )
23. OO 23 20 23. 40 23. 60

m/z 43.00 54 .60%

271}0J , Jgff-(’, 1410 183.0 226.0
e T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

23.00 23 20 23. 40 23.60

1l )

5000 m/z 85.05 43.34%
99.0
200] | | | | J 110 183.0 225026602960
e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R e
57.0 23.00 23.20 23.40 23.60

m/z 55.00 21.51%

5000
99.0
27,0 Iy 141.0 183.0 225.0 281.0 337.0 394.0

i
|||||||||||||||||||||||||||||||||||| LIS B L L L LB L L B

m/z--> 50 100 150 200 250 300 350 23. OO 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 : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .08 3.23 ng 190480 Perylene-d12 25.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane 338 C24H50 000646-31-1 91

2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90

3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane 394 C28H58 000630-02-4 87

5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3538 (24.079 min): BG037639.D (-3532) (-) m/z 57.00 100.00%

57.0
5000 85.0
13.0 | 23.80 24.00 24.20 24.40
41.0169.1 206.9
v 111 L0160 20021 8080 Thzz 71.00 | 57.83%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
85.0
5000

23.80 24.00 24.20 24.40
m/z 43.00 53.53%

I | ]F | ﬂ4101690197022502530281030903380

m/z--> 50 100 150 200 250 300 350
Abundance #175566: Tricosane, 2-methyl-
43.0
R R e ARERRR
23.80 24.00 24.20 24.40
5000 71.0 m/z 85.00 46.94%
99.0
I | Iy e 0155 0183.0211.0239.0267. 0295 %323.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 26.89%
5000
85.0

290
| 113.0141.0160.0197.0225.0253.0281.0  323.0351.0380.0

m/z--> 50 100 150 200 250 300 350 23. 80 24 00 24. 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037639.D

Aca On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample : J5649-02

Misc :

ALS Vial : 23 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 12 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.22 2.58 ng 151711 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Docosane 310 C22H46 000629-97-0 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 3902 (26.218 min): BG037639.D (-3895) (-) m/z 57.00 100.00%
57.0
5000
‘ 85.0 &‘N/\/\«‘,
130141 1,00, 2069 ' 26.00 26,20 26.40 26.60_
- 111 L2091 (7, 24882819 0 309 | ‘sz 71.00 61.28%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane

%

5000 e
85.0 26. OO 26. 20 26. 40 26 60

m/z 43.00 47 .39%

29.0
) ‘ ﬂ13014101690197022502530281o 323.0351.0380.0
A T e e B e R s e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
R e e e e S
26.00 26.20 26.40 26.60
5000 85.0 m/z 85.05 32.79%
113.0
l" | | [ 141.0  183.0211.0239.0267.0296.0
— A
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 26.00 26.20 26.40 26.60
m/z 55.00 19.50%
5000 85.0
13.
29.0| | ﬁ ‘14101690 211.0239.0267.0295.0323.0352.0
—— P — T T T R B A ma s
m/z--> 50 100 150 200 250 300 350 26. 00 26. 20 26. 40 26 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102918\
Data File : BG037639.D

Acq On : 30 Oct 2018 1:39

Operator : JU/SJ

Sample - J5649-02

Misc :

ALS Vial : 23 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]
2-Pentanone, 4-hy... 5.18 5.3 ng 107482 1 8.10 408469 20.0
unknown7 .63 7.63 116.9 ng 2386930 1 8.10 408469 20.0
Cyclohexanol, 5-m... 10.68 3.3 ng 98943 2 10.92 600543 20.0
n-Hexadecanoic acid 18.34 4.5 ng 249798 4 17.48 1121910 20.0
Octadecanoic acid 19.60 2.3 ng 128512 4 17.48 1121910 20.0
1-Decanol, 2-hexyl- 21.37 6.6 ng 377423 5 21.76 1146750 20.0
Hexacosane 21.92 2.1 ng 123373 5 21.76 1146750 20.0
Eicosane 22.55 2.6 ng 147179 5 21.76 1146750 20.0
Hexadecane 23.26 3.0 ng 171664 5 21.76 1146750 20.0
Tetracosane 24.08 3.2 ng 190480 6 25.10 1177750 20.0
Heptacosane 26.22 2.6 ng 151711 6 25.10 1177750 20.0
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