LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121718\
Data File : BG038669.D
Acq On : 17 Dec 2018 19:02 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S ol

- _ lentosampleld :
3?22'6 - J6391-12 P001-SS017-0006-01
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 5.139 345 349 357 rBY 21407 38395 3.99% 0.451%
2 5.609 422 429 440 rVB 394448 659708 68.49% 7.751%
3 7.213 694 702 712 rBV 410648 764680 79.38% 8.984%
4 7.589 758 766 777 rBVY 377035 684849 71.10% 8.046%
5 8.059 839 846 853 rBvY 85599 145091 15.06% 1.705%
6 8.382 893 901 910 rVvB 247367 440437 45.72% 5.174%
7 9.234 1038 1046 1059 rBV 246607 459885 47.74% 5.403%
8 10.879 1317 1326 1336 rBV 102389 197817 20.54% 2.324%
9 13.317 1734 1741 1751 rVB 367057 603716 62.67% 7.093%
10 14.140 1876 1881 1887 rBvV2 22107 33193 3.45% 0.390%

11 14.698 1969 1976 1986 rVB2 167339 287495 29.85% 3.378%
12 16.185 2223 2229 2243 rBV 426611 668307 69.38% 7.852%
13 17.442 2436 2443 2454 rBV 247697 389774 40.46% 4_579%

14 18.300 2584 2589 2599 rBV3 25189 42796 4.44% 0.503%
15 19.152 2729 2734 2741 rBV5 9835 18774 1.95% 0.221%
16 19.569 2801 2805 2810 rBv4 7645 10819 1.12% 0.127%
17 20.045 2880 2886 2892 rBV 730144 963258 100.00% 11.317%
18 20.315 2923 2932 2936 rBV3 17674 30570 3.17% 0.359%
19 20.809 3010 3016 3021 rBV5 6439 10187 1.06% 0.120%

20 21.320 3096 3103 3112 rBV 78272 145091 15.06% 1.705%

21 21.719 3163 3171 3178 rBV 257127 457401 47.48% 5.374%

22 21.866 3191 3196 3201 rBV3 12976 17216 1.79% 0.202%
23 22.119 3236 3239 3247 rBVS 7069 13100 1.36% 0.154%
24 22.477 3293 3300 3304 rBV 66851 120054 12.46% 1.410%
25 22.518 3304 3307 3320 rVB7 27912 68225 7.08% 0.802%
26 23.176 3413 3419 3424 rVB2 24061 45737 4._75% 0.537%
27 23.376 3445 3453 3458 rVB10 5395 11113 1.15% 0.131%
28 23.547 3475 3482 3488 rBV3 21775 45694 4.74% 0.537%
29 23.987 3547 3557 3567 rBV 90569 210820 21.89% 2.477%
30 24.081 3567 3573 3578 rBV7 13422 32723 3.40% 0.384%
31 24.211 3589 3595 3603 rVB9 7330 18054 1.87% 0.212%
32 24.951 3713 3721 3722 rBV4 18413 33255 3.45% 0.391%

33 25.021 3725 3733 3744 rVB2 145508 416414 43.23% 4.892%
34 25.497 3804 3814 3825 rBV3 34318 106178 11.02% 1.247%

8270-BG121218.M Tue Dec 18 16:14:34 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

3?22'6 i J6391-12 P001-SS017-0006-01
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 26.097 3905 3916 3928 rVB5 43879 140685 14.61% 1.653%

36 26.261 3937 3944 3950 rBV9 7895 28117 2.92% 0.330%

37 26.437 3968 3974 3985 rVB7 8908 25159 2.61% 0.296%

38 27.465 4141 4149 4151 rBV7 5990 10718 1.11% 0.126%

39 28.300 4278 4291 4304 rBvVS8 23520 97425 10.11% 1.145%

40 29.651 4512 4521 4523 rBV6 8485 18811 1.95% 0.221%
Sum of corrected areas: 8511741
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance
700000

TIC: BG038669.D

600000

500000

5.61 7.21

400000 7.59

300000 8.38

9.23
200000

10.88

100000 8.06

s | o

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
TIC: BG038669.D

0
Time-->
Abundance

700000

2004

600000

500000
16.18
400000{ 13.32

300000

21.72

17.44

200000 14.70

100000

. 14.14 18.30 19,(}5 19.57
LIS L L e

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
TIC: BG038669.D

;%}32 20.81

Time-->
Abundance

700000

600000
500000
400000
300000

200000 25,02

23.99

a1 29.65

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

100000 26.10

23382855 2495 2530 N

27.47

28.30
VAN

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 6

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

5.14 5.29 ng 38395 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 349 (5.139 min): BG038669.D (-345) (-) m/z 43.00 100.00%
43
5000 59
TN o 1‘|’1 480 500 520 540
| | ) B S50 | .~ S E— m/z 59.00 48.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S L I
59 480 500 520 540
m/z 101.00 16.30%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 14 _.43%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy!| ester
43 480 500 520 5.40
m/z 40.00 13.55%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 unknown7.59 Concentration Rank 1

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

7.59 94 .40 ng 684849 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 25
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 766 (7.589 min): BG038669.D (-758) (-) m/z 131.90 100.00%
132
5000 68
40 54 ‘ 75 % 720 7.40 7.60 7.80 8.00
48 62 103
o....,...!!"...:,!!..,:!-.n',..':-.,.f.“‘?.,..!.,."...,....,....,"...,.. m/z 68.00 39.62%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS R AR
7.20 7.40 7.60 7.80 8.00
3 78 m/z 133.90 32.19%
13
44
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 97 m/z 66.00 30.98%
70
31
. 44 51 60 7 g6 105 116
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R EEma REEE R
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 17.32%

5000
67

80
45 54 o

0 L AL 60\ T 74H ‘ ‘\ 97 196 117 Al

m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.20 ng 42796 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
2 Undecanoic acid 186 C11H2202 000112-37-8 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 47
Abundance Scan 2589 (18.300 min): BG038669.D (-2584) (-) m/z 60.00 100.00%
73
5000 129 213
7 171185
115
01 o7 199 | 5, 26 18.00 18.20 18.40 18.60
(o} m/z 43.00 96.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
18.00 18.20 18.40 18.60
m/z 73.00 95.02%
L it 143157171185199213
0”' — ;”MIH .
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 6073
18.00 18.20 18.40 18.60
5000 m/z 57.00 79.48%
2 129143
101115 157 186
o e e e e e
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
60 78 18.00 18.20 18.40 18.60
43 m/z 41.00 76 .45%
5000 129
185 228
01115 | 143,171
0|||||| ||||| \m H‘ “|‘|||||:|I-|57|||| |‘||1|99||2:|L|3||‘|||||||||
m/z--> 20 4 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\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 Hexatriacontyl pentafluorop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 6.34 ng 145091 Chrysene-d12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
4 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
Abundance Scan 3103 (21.320 min): BG038669.D (-3096) (-) m/z 57.00 100.00%
57
5000
97
21.00 21.20 21.40 21.60
41
o M LA 20 ems | m/z 43.00 80.87%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
97
5000 A AR TN R AR
21.00 21.20 21.40 21.60
m/z 55.00 59.21%
NS “ “i H“ 181 222 264 306 348 391 432 504 549 650
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 21.00 21.20 21.40 2160
5000 m/z 70.95 46.29%

[3o 181 222 264 306 348 392 437 488

i

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriacontyl pentafluoropropionate

57 21.00 21.20 21.40 21.60

m/z 41.00 39.34%
97
5000
39
o , 181 222 264 320 362 405 476 521 622

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 21. OO 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.48 5.25 ng 120054 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87

Abundance Scan 3300 (22.477 min): BG038669.D (-3293) (-) m/z 57.00 100.00%

5000

-

22.20 22.40 22.60 22.80
m/z 43.00 68.10%

0 113 141 169 197 239 267

m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-

-

5000 85 R BLLELEL i i
22. 20 22. 40 22. 60 22. 80

m/z 71.00 49_47%

113 4
oL 38 | || |77 141169 210 239 267 309 336 366
A e A
miz--> 50 100 150 200 250 300 350 400
Abundance
57
22.20 22.40 22.60 22.80
5000 . m/z 84.95 33.28%
29
o 113 141 169 197 225 253 281 309 337 365 394
A e e O A R
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57 22.20 22.40 22.60 22.80
m/z 41.00 24 .51%
5000 85
113 149
0 u = 1§9 197 225 253 281 309 337 365 437
SN N RS0 A A i st M4 N, L. L it AN
miz--> 50 100 150 200 250 300 350 400 2220 2240 2260 22.80
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Data Path :
Data File : BGO
Acq On 17
Operator : JU/
Sample - J63
Misc :

ALS Vial : 17

Quant Method :
Quant Title :

TIC Library :
TIC Integration

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

38669.D
Dec 2018 19:02
SJ
91-12
Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
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

Cyclopentane, 1,1,3-trimethyl- Concentration Rank 10

Peak Number 7

R.T. EstCon

22.52 2.98

Hit# of 5

1 Cyclopentane,
2 Cycloheptane,

(o Area Relative to ISTD R.T.

ng 68225 Chrysene-di12 21.72

Tentative ID MW  MolForm CAS# Qual
1,1,3-trimethyl- 112 C8H16 004516-69-2 70
methyl- 112 C8H16 004126-78-7 60
l-ethyl-2-methyl- 112 C8H16 003726-46-3 38

3 Cyclopentane,
4 Cyclopentane,

1-ethyl-3-methyl-,... 112 C8H16

5 5-Amino-1-ethylpyrazole 111 C5HON3

002613-65-2 30
003528-58-3 25

Abundance

Scan 3307 (22.518 min): BG038669.D (-3304) (-)
7

m/z 55.00 100.00%

22.20 22.40 22.60 22.80

m/z 97.00 91.10%

22.20 22.40 22.60 22.80

0!

5000
41 111
125139453
177 193 208 267
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55
41
69
83 97
5000
27
o 1 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
97
41
5000
69 83
21 112

mwmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 83.00 81.15%

22.20 22.40 22.60 22.80

m/z 69.00 60.99%

22.20 22.40 22.60 22.80

Abundance #6793: Cyclopentane, 1-ethyl-2-methyl-

55

41 83
5000
27 6
112
g K
O et e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 56.00 59.81%

22.20 22.40 22.60 22.80

8270-BG121218.M Tue Dec 18 16:14:40 2018

P001-SS017-0006-01

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.55 2.19 ng 45694 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
2 Octadecanal 268 C18H360 000638-66-4 87
3 Hexadecanal 240 C16H320 000629-80-1 83
4 Pentadecanal - 226 C15H300 002765-11-9 81
5 1,19-Eicosadiene 278 C20H38 014811-95-1 80

Abundance Scan 3483 (23.552 min): BG038669.D (-3475) (-) m/z 43.00 100.00%

43

7

5000
111
221 LA L L L L B L LB B
148 179 197 23.20 23.40 23.60 23.80
) SN m/z 55.00 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
2 96
5000 LA L L L L L L L LB B
110 23.20 23.40 23.60 23.80
124 m/z 57.00 78.30%
1385,
. 166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96 23.20 23.40 23.60 23.80
5000 m/z 82.00 72.10%
29
110

124

. 138152166180194208222 250 opg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal

23.20 23.40 23.60 23.80
m/z 96.00 55.93%

5000

29

129138152166180 196 222 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

Sample : J6391-12

Misc :

ALS Vial : 17 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

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 2-methyloctacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.99 10.13 ng 210820 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90

Abundance Scan 3557 (23.987 min): BG038669.D (-3547) (-) m/z 57.00 100.00%
57
5000 a5
113 141 23.60 23.80 24.00 24.20 24.40
ol AL, 1882 22082 0 Thjz 43.00  70.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 NN BN
23.60 23.80 24.00 24.20 24.40
13 m/z 71.00 49_.99%
L2 LM 01 169 197 225 267 005 365 303
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
23.60 23.80 24.00 24.20 24.40
5000 P m/z 85.00 36.14%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 24 .53%
5000
85
113
0 29| | || || 77,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 23.60 23.80 24.00 24.20 24.40

8270-BG121218.M Tue Dec 18 16:14:42 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 2-Octadecyl-propane-1,3-diol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.50 5.10 ng 106178 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 80
2 Octadecanal 268 C18H360 000638-66-4 64
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 59
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 53

Abundance Scan 3814 (25.497 min): BG038669.D (-3804) (-) m/z 57.00 100.00%
7
82
5000
111 SRS NI R S BN
3 137 180 209 265 355 25.20 25.40 25.60 25.80
0 SN e m/z 43.00 92.08%
m/z--> 50 100 150 200 250 300 350
Abundance #167929: 2-Octadecyl-propane-1,3-diol
43
5000 83 S BRI DAL BRI B
25.20 25.40 25.60 25.80
11 m/z 82.10 63.26%
o L e “ﬂ | 139 167 195 22 252 *%° 310308
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
25.20 25.40 25.60 25.80
5000 m/z 55.00 57.22%
110
. 138 165 104 222 “Ppgy
m/z--> " 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecy!- T
8 25.20 25.40 25.60 25.80
- m/z 83.00 44 _.00%
5000
110
29
138
m/z--> 50 100 150 200 250 300 350 25.20 25.40 25.60 25.80

8270-BG121218.M Tue Dec 18 16:14:43 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.10 6.76 ng 140685 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 3917 (26.102 min): BG038669.D (-3905) (-) m/z 57.00 100.00%

5
5000

¥ 1m 207 253 ~"25/80 26,00 26.20 26140
0 m/z 43.00 66.52%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57

5000 LI L L L L L L BN |
25.80 26.00 26.20 26.40
m/z 71.10 52.01%
ok ‘h\“u‘ 141 183 225 281 337 394
.”.,.” R B o e A s R
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
25.80 26.00 26.20 26.40
5000 m/z 85.00 39.80%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester

5[7 25.80 26.00 26.20 26.40

m/z 41.05 21.18%
5000
97
0 2§‘] | ;139 183 239 201

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.80 26.00 26.20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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

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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
28.30 4.68 ng 97425 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Pentadecanal- 226 C15H300 002765-11-9 86
3 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 86
4 Heptadecanal 254 C17H340 1000376-70-0 81
5 Hexadecanal 240 C16H320 000629-80-1 68
Abundance Scan 4291 (28.300 min): BG038669.D (-4278) (-) m/z 57.00 100.00%

5000
191 208227 267 283 28.00 28.20 28.40 28.60
0f m/z 43.00 96 .58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
4

28.I00 28!20 28.I40 28.I60
m/z 82.00 67.89%

5000
29

124
138 152166180194208 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
926 28.00 28.20 28.40 28.60
5000 m/z 55.00 67.15%
29

110

o 124138152166 182 208 506

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #71314: E-2-Tetradecen-1-ol R R REE TS L
28.00 28.20 28.40 28.60

m/z 83.00 51.03%

5000

10124138 155166150194 212
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 28.00 28.20 28.40 28.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038669.D

Acq On : 17 Dec 2018 19:02

Operator : JU/SJ

3?22'6 i J6391-12 P001-SS017-0006-01
ALS Vial : 17 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]
2-Pentanone, 4-hy... 5.14 5.3 ng 38395 1 8.06 145091 20.0
unknown7 .59 7.59 94._.4 ng 684849 1 8.06 145091 20.0
n-Hexadecanoic acid 18.30 2.2 ng 42796 4 17.44 389774 20.0
Hexatriacontyl pe... 21.32 6.3 ng 145091 5 21.72 457401 20.0
Docosane, 11-butyl- 22.48 5.3 ng 120054 5 21.72 457401 20.0
Cyclopentane, 1,1... 22.52 3.0 ng 68225 5 21.72 457401 20.0
Oxirane, hexadecyl- 23.55 2.2 ng 45694 6 25.02 416414 20.0
2-methyloctacosane 23.99 10.1 ng 210820 6 25.02 416414 20.0
2-Octadecyl-propa... 25.50 5.1 ng 106178 6 25.02 416414 20.0
Octacosane 26.10 6.8 ng 140685 6 25.02 416414 20.0
Octadecanal 28.30 4.7 ng 97425 6 25.02 416414 20.0
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