LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On - 17 Oct 2018 13:46 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5516-08 SS&JDLLgDHQQ
isc :

ALS Vial : 8 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 F\METHODS\8270-BF101518.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 2.310 33 38 57 rvB 614327 870809 19.98% 1.966%
2 5.210 528 531 538 rVB 96870 102403 2.35% 0.231%
3 5.592 592 596 600 rBVY 3644013 3597427 82.55% 8.121%
4 6.592 761 766 769 rBVY 4008509 3855648 88.47% 8.704%
5 6.745 788 792 795 rBV 4444925 3777753 86.68% 8.528%
6 6.981 828 832 835 rBVY 1701282 1425730 32.71% 3.219%
7 7.134 854 858 862 rBY 3615922 3040267 69.76% 6.863%
8 7.539 922 927 930 rBVY 2781495 2402083 55.12% 5.423%
9 8.263 1046 1050 1053 rBvV 2322526 1889539 43.36% 4.266%
10 9.333 1228 1232 1236 rBY 4904734 4358087 100.00% 9.838%

11 9.727 1295 1299 1302 rBV 315589 257939 5.92% 0.582%
12 10.022 1345 1349 1353 rBV 2530985 2116072 48.56% 4.777%
13 10.810 1479 1483 1486 rBV 2060794 1797596 41.25% 4._.058%
14 11.516 1599 1603 1606 rBV 2280820 2143542 49.19% 4 _.839%
15 12.016 1683 1688 1694 rBV2 69928 108605 2.49% 0.245%

16 12.804 1817 1822 1833 rBV2 94073 159451 3.66% 0.360%
17 13.098 1867 1872 1875 rBV 4463181 4094386 93.95% 9.243%
18 13.568 1946 1952 1956 rBV 305232 432055 9.91% 0.975%
19 13.651 1963 1966 1970 rVB2 61554 80146 1.84% 0.181%
20 13.980 2018 2022 2030 rBV2 204279 250773 5.75% 0.566%

21 14.157 2048 2052 2055 rBV 1746199 1537935 35.29% 3.472%
22 14.251 2065 2068 2073 rBv4 40377 57662 1.32% 0.130%
23 14.298 2073 2076 2080 rVB 137840 133646 3.07% 0.302%
24 14.604 2125 2128 2136 rVB 230425 241597 5.54% 0.545%
25 14.927 2179 2183 2188 rVB 397883 400376 9.19% 0.904%

26 15.009 2194 2197 2200 rVB 59681 63793 1.46% 0.144%
27 15.286 2239 2244 2250 rVB 562161 658768 15.12% 1.487%
28 15.686 2306 2312 2322 rVB2 1772715 2505160 57.48% 5.655%
29 16.156 2385 2392 2398 rBV 592024 951940 21.84% 2.149%
30 16.698 2477 2484 2490 rBV 330954 625484 14 .35% 1.412%

31 17.333 2587 2592 2601 rVB 109632 235306 5.40% 0.531%
32 18.092 2716 2721 2729 rVB4 50469 125222 2.87% 0.283%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 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\HPCHEM1I\BNA F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 44297200
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF109921.D

6.75

4000000 6.59

5.59 7.13

3000000 754

2000000 6.98

1000000

5.21 \

A
LI B |

0

— T
5.00
TIC: BF109921.D

Time-->
Abundance

4000000

3000000

10.02
8.26 11.52
10.81

2000000

1000000

9.73
I 12.02

12.00

12.80

12.50 13.00

0

11.50

10.00

10.50
TIC: BF109921.D

Time--> 9.50 11.00

Abundance

4000000

3000000

2000000 15.69

14.16

1000000
16.16
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.31 12.22 ng 870809 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 38 (2.310 min): BF109921.D (-33) (-) m/z 73.05 100.00%
73.0
5000 43.1
55.0 87.0

I2.20 2.40 2.60
e prrrr e el e e || M7z 43.10 39 48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L R B L B L B LB |
43.0 2.20 2.40 2.60
w550 87.0 m/z 54.95  27.90%
29.0
R R L R LB e e e  SAREEEEEEss sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e e e
2.20 2.40 2.60
5000 410 55.0 m/z 87.05 24 .01%
29.0 H
L L Ll 990 1120 129.0
B N L o o E RARENERES S REECE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- Tt
3.0 2.20 2.40 2.60
m/z 41.05 12.23%
5000 55.0
43.0
27.0
190 |y M“\ | |, 850 980 1150

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20

I
2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.75 Concentration Rank 1

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

6.75 52.99 ng 3777750 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF109921.D (-788) (-) m/z 131.95 100.00%
131.9
5000
68.1
960 IIIIIIIIIIIIIIIIIIIII
400 540 6.40 6.60 6.80 7.00
et et e 84S L 180 L Tm/z 134.00  34.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRI SR UL A

6.40 6.60 6.80 7.00
m/z 68.10 34 .00%

31.0 51.0
SN N | S WU RN | NN 1 M
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
e gt
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.80%
41.0 53.0 97.0 1170
“ ‘ 79.0 '
..“...,.”.,...q.h..ﬂ.h.,JJ;“..UJpH..,.J”,....“..L,.u.,‘t.q..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole B
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12_.73%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |
e e e e e e e e A EEE e e  ERBAREEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109921.D

Aca On : 17 Oct 2018 13:46

Operator : JU/SJ

Sample : J5516-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.57 5.62 ng 432055 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 80
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72
4 7-Nonenamide 155 C9H17NO 090949-53-4 59
5 Dodecanamide 199 C12H25N0 001120-16-7 59
Abundance Scan 1952 (13.568 min): BF109921.D (-1946) (-) m/z 59.00 100.00%
54.0
5000 j
98.0 126.0 13.20 13.40 13.60 13.80
DAL A80121012382 2811 32601 uso 75 00 60.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
54.0
5000 UL BESR BUNLA SRR B
1320 13140 13.60 13.80
29.0 m/z 55.05 41.48%
: 126.0
154.0 184.0210.0 238.0  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

.

Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0
R R R m e e
13.20 13.40 13.60 13.80
5000 m/z 41.05 32.57%
114.0
29.0
P P T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... e e
13.20 13.40 13.60 13.80
m/z 43.10 25.28%
5000

E

91.0 116.0141.0 170.0196.0 229.0

m/z--> 13. 20 13. 40 13 60 13. 80

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109921.D

Aca On : 17 Oct 2018 13:46

Operator : JU/SJ

Sample : J5516-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Tricosyl trifluoroacetate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.98 3.26 ng 250773 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 2022 (13.980 min): BF109921.D (-2018) (-) m/z 57.10 100.00%
57.1
5000
11.1 T e
13.60 13.80 14.00 14.20
- ...,.1.1.1.5,4..2.?07.9.. B0 s e m/z 43.05 76.08%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223732: Tricosy! trifluoroacetate
57.0
5000 AU U U B
11.0 13.60 13.80 14.00 14.20
m/z 55.05 55.76%
| 1ﬁ5§9196023&o 322.0367.0 418.0
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate
57.0
13.60 13.80 14.00 14.20
m/z 71.10 53.81%
5000 110 0
‘ ‘ l 153.0106.0  264.0  334.0377.0420. 0465 0 566.0
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238675: Heptacosy| pentafluoropropionate T T T
57.0 13.60 13.80 14.00 14.20
m/z 83.10 49.18%
5000 110
‘ ‘1%5301960 25002920335037804230 524.0
miz--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20

8270-BF101518.M Thu Oct 18 15:38:34 2018

SSSI-1012-S-DH-29

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.60 3.14 ng 241597 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86

Abundance Scan 2127 (14.598 min): BF109921.D (-2125) (-) 57.10 100.00%

57.1
5000 85.0

113.1 14. 20 14. 40 14 60 14. 80 15. 00
39 1 169 2 207.0 284.2 3239
: ..l,-. ] b e AR 330 "m/z 43.05  67.78%

m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
85.0

5000 R e m
14. 20 14. 40 14 60 14. 80 15. 00

m/z 71.05 61.87%

I e e o e e e B ) L e e B B e e I B
m/z--> 50 100 150 200 250 300
Abundance #153223: Docosane
57.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.20 14.40 14.60 14.80 15.00

5000 85.0 m/z 85.05 43.82%
113.0
....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0 14.20 14.40 14.60 14.80 15.00

m/z 55.00 21.15%

85.0
5000
29.0 113.0
UL L [T 14101600 197.0 225.0 253.0 296.0

m/z--> 50 100 150 200 250 300 14. 20 14. 40 14. 60 14. 80 15. 00

8270-BF101518.M Thu Oct 18 15:38:35 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .93 3.20 ng 400376 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2183 (14.927 min): BF109921.D (-2179) (-) m/z 57.05 100.00%
57.0
5000
99.1

14.60 14.80 15.00 15.20
] m/z 71.05 65.50%

| i g 1411 1831 2252 2811 3181
A

T
m/z--> 50 100 150 200 250 300 350

Abundance #141426: Heneicosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.05 60.60%
230] | |4 | ) 410 1530 2250 sepozeeo
e I o i B e L B B e e [ o e e e o |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
S EEEREEEE RS
14.60 14.80 15.00 15.20
5000 m/z 85.05  46.15%
99.0
2700 | || | , 1410 183.0 225.0 281.0  337.0 394.0
e I e o e e e T L e e e o e e |
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.41%
5000
99.0
Cl L]y 1410 1830 2250 267.0 3090  367.0

| T I T I
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 6
R.T. EstConc Area Relative to ISTD R.T.
15.29 5.26 ng 658768 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2245 (15.292 min): BF109921.D (-2239) (-) m/z 57.05 100.00%
57.0
5000

99.0
L

]_4]_ ]_ 183 1 15.00 15.20 15.40 15.60
NS (2252 2671 32608551 m/z 71.10 65.42%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
15.00 15.20 15.40 15.60
99.0 m/z 43.10 57.43%
|.| Iy 1410 1830 2250 267.0 309.0 _ 367.0
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
P T T T T e T T
15.00 15.20 15.40 15.60
5000 m/z 85.05 49.19%
99.0
27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.35%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15 60

8270-BF101518.M Thu Oct 18 15:38:36 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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.
16.16 7.60 ng 951940 Perylene-di12 15.68
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 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2393 (16.162 min): BF109921.D (-2385) (-) m/z 57.05 100.00%
5%.0
5000
9.0 15.80 16.00 16.20 16.40
141 1 : . : .
ol ,I A g J44L 1831 2252 2671 om0 g oc o 5.53%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000
15.80 16.00 16.20 16.40
99.0 m/z 43.05 57.58%
200 | | | 1| | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 150 260 250 360 3éo '
Abundance #194493: Hexacosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 49 .78%
99.0
| ‘ ;\ , 1410 1830 225.0 267.0 309.0  367.0
m/z--> 55 100 1%0 200 250 300 3éo '
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.19%
5000
99.0
270) | | | ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101718\

Data File : BF109921.D

Aca On 17 Oct 2018 13:46

Operator : JU/SJ

ﬁ?ggle i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.70 4.99 ng 625484 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2484 (16.698 min): BF109921.D (-2477) (-) m/z 57.10 100.00%
57.1
990 16,40 16,60 1680 1700
141.1 - - - -
ol LA A Ay 4 1071 2392 2830 3232 3652 m/z 71.10 61.80%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 IR UL UL B B
16,40 16.60 16.80 17.00
99.0 m/z 43.10 55.98%
28.0| |y “ L 140 1830 2250 2670 3000 36503040
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
16,40 16,60 16.80 17.00
5000 m/z 85.05 47 .83%
99.0
27,0 ] Ll 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e EBERRAREEs e
43.0 16.40 16.60 16.80 17.00
m/z 55.05 20.29%
‘ L 210 1600 2250 26602950 3370
m/z--> 50 100 150 200 250 300 350 ' 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF101718\

Data File : BF109921.D

Acq On : 17 Oct 2018 13:46

Operator : JU/SJ

3?22'6 i J5516-08 SSSI-1012-S-DH-29
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.31 12.2 ng 870809 1 6.98 1425730 20.0
unknown6.75 6.75 53.0 ng 3777750 1 6.98 1425730 20.0
9-Octadecenamide, ... 13.57 5.6 ng 432055 5 14.16 1537940 20.0
Tricosyl trifluor... 13.98 3.3 ng 250773 5 14.16 1537940 20.0
Heptadecane 14.60 3.1 ng 241597 5 14.16 1537940 20.0
Heneicosane 14.93 3.2 ng 400376 6 15.68 2505160 20.0
Hexacosane 15.29 5.3 ng 658768 6 15.68 2505160 20.0
Octacosane 16.16 7.6 ng 951940 6 15.68 2505160 20.0
2-methyloctacosane 16.70 5.0 ng 625484 6 15.68 2505160 20.0
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