LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\
Data File : BF109989.D
Aca On : 19 Oct 2018 5:06 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 2.334 37 42 49 rVB 502491 660200 22.18% 2.540%
2 5.210 527 531 538 rVB 470263 488449 16.41% 1.879%
3 5.598 593 597 600 rBY 2366873 2016220 67.74% 7.757%
4 6.593 761 766 777 rBV2 2577908 2976465 100.00% 11.451%
5 6.745 787 792 795 rBVY 2730543 2383541 80.08% 9.170%
6 6.975 828 831 835 rBVY 1205959 1024275 34.41% 3.941%
7 7.134 854 858 861 rBY 2787699 2235600 75.11% 8.601%
8 7.540 922 927 930 rBVY 1847866 1718184 57.73% 6.610%
9 7.704 951 955 958 rVB3 30563 33588 1.13% 0.129%
10 8.257 1046 1049 1053 rBvV 1286073 1177466 39.56% 4 _.530%

11 9.334 1228 1232 1235 rBV 3029836 2407999 80.90% 9.264%
12 9.722 1295 1298 1303 rBV 330935 266271 8.95% 1.024%
13 10.016 1345 1348 1352 rBV 1133735 1065594 35.80% 4._.100%
14 10.804 1479 1482 1489 rBV 941537 859711 28.88% 3.307%

15 10.939 1502 1505 1508 rVvB2 39950 35907 1.21% 0.138%
16 11.386 1578 1581 1585 rVB 44119 38207 1.28% 0.147%
17 11.510 1598 1602 1605 rBV 1234257 1033082 34.71% 3.974%
18 12.727 1806 1809 1812 rBV 75180 67120 2.26% 0.258%
19 12.898 1836 1838 1842 rBV2 32281 30561 1.03% 0.118%
20 12.957 1842 1848 1854 rVV 79411 98655 3.31% 0.380%

21 13.092 1867 1871 1875 rBV 2332693 2190464 73.59% 8.427%
22 13.974 2018 2021 2027 rBVZ2 87164 104855 3.52% 0.403%
23 14.157 2048 2052 2055 rBV 1151581 1024368 34.42% 3.941%
24 14.298 2074 2076 2080 rVB 57593 46161 1.55% 0.178%
25 14.604 2125 2128 2137 rVB 111477 128449 4._.32% 0.494%

26 14.927 2180 2183 2189 rVB 147148 151552 5.09% 0.583%
27 15.010 2194 2197 2202 rVB 90911 98729 3.32% 0.380%
28 15.286 2240 2244 2249 rVB 178103 225509 7.58% 0.868%
29 15.686 2307 2312 2320 rBV2 711829 967630 32.51% 3.723%
30 16.151 2387 2391 2397 rVB 173976 266267 8.95% 1.024%

31 16.698 2480 2484 2489 rVB2 109448 172145 5.78% 0.662%

Sum of corrected areas: 25993224
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

Sample : J5573-02

Misc :

ALS Vial : 26 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

0692-KM-CA-AMD-COMP

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF109989.D

5.60

5.21

6.75
6.59

7.13

6.97

7.54

0
Time-->

I
4.50 5.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF109989.D

8.26 11.51

10.02
10.80

9.72
10.94 11.3

L

12.734

13.09

0
Time-->

11.00 11.50

10.00

|
9.50 10.50

12.00

12.50

13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF109989.D

14.16

15.69

1
1430 1460 4}%?01

13.97
T

Time-->

1
13.50

17.00

15.50 16.00

16.50

14.00

14.50 15.00

I
17.50

T
18.00

18.

50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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.

2.33 12.89 ng 660200 1,4-Dichlorobenzene-d4 6.97
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 41 (2.328 min): BF109989.D (-37) (-) m/z 73.10 100.00%
73
5000 43
55 a7

2 20 2.40 2.60
o..,.”.,.”.,..ﬁ%hJ”?%wuq..??J:..,”..,.”.,... m/z 43.05 42.57%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 LA L L B B I B L B
43 2 20 2.40 2.60
55 87 m/z 55.10 29.81%
29
L. 35 .I} | 50 | 67 || 80
o o L B L e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
3
e
a1 - 87 220 240  2.60
5000 m/z 87.05 25.57%
29
0 1\5 M\ ‘ | ‘ ! ‘\\ 67\H\ . 97
I o A o LA A e e o o e B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
3 2 20 2. 40 2. 60

m/z 41.05 13.24%

5000 43
58

0 o o LA I e s L o LA e s e

m/z--> 10 20 30 40 50 60 70 80 90 100 2 20 2. 40 2. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.21 9.54 ng 488449 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 531 (5.210 min): BF109989.D (-527) (-) m/z 43.00 100.00%
a3
59
5000
101 SR U R
51 e 83 | 4.80 5.00 5.20 5.40 5.60
O o e RN m/z 59.10 55.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S L R
59 4.80 5.00 520 540 5.60
m/z 101.10 18.71%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540 5.60
5000 M m/z 58.00 15.24%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate T R B
43 480 5.00 5.20 5.40 5.60
m/z 41.05 8.00%
5000
58
15 5y | 7‘2 100
L A B s R AR AR AL R LRSS AL BaL s AR RS S L LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 3 unknown6.75 Concentration Rank 1

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

6.75 46.54 ng 2383540 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 793 (6.751 min): BF109989.D (-787) (-) m/z 132.00 100.00%
5000
68
96 IIIIIIIIIIIIIIIIIIIII
40 .o 54 o | |75 g7 | 103 6.40 6.60 6.80 7.00
O rerpereebe e e e e S e b e e m/z 134.00 35.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA S SR
6.40 6.60 6.80 7.00
3 78 m/z 68.10 32.25%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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
SRS LRSS RARANSARARE
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.81%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B e R A
132 6.40 6.60 6.80 7.00
m/z 96.00 12.85%
5000
104
o 14 27 37 4451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 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\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 5 Tricosyl pentafluoropropionate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.05 ng 104855 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tricosvl pentafluoropropionate

2 Dotriacontvl pentafluoropropionate
3 Docosvl pentafluoropropionate

4 Hexacosvl heptafluorobutvrate

5 Hexacosyl pentafluoropropionate

486 C26H47F502
612 C35H65F502
472 C25H45F502
578 C30H53F702
528 C29H53F502

1000351-81-0 83
1000351-81-4 83
1000351-80-9 83
1000351-83-3 83
1000351-81-2 83

Abundance Scan 2020 (13.969 min): BF109989.D (-2018) (-) m/z 57.10 100.00%
57 g7
5000
13.60 13.80 14.00 14.20
ot m/z 55.00 86.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #233557: Tricosyl pentafluoropropionate
57
97
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 43.00 85.75%
39
K .Px . 181210 250 293322 367 468
LI B o A B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57
s A
97 13.60 13.80 14.00 14.20
5000 m/z 97.05 83.01%
39
ol27 L 181 222 264 320 362 404 448 493 594
L B s B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #231356: Docosy! pentafluoropropionate L BT o e
57 13.60 13.80 14.00 14.20
m/z 83.10 68.68%
97
5000
o7 139 181 224 264 308 353 454
T T ] T e e T e e e e s A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

Sample : J5573-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 6 Pentacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.51 ng 128449 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
4 Hexacosane 366 C26H54 000630-01-3 74
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2127 (14.598 min): BF109989.D (-2125) (-) m/z 57.10 100.00%
57
5000
155 188209 238559280303 337358 386 14.20 14.40 14.60 14.80 15.00
 — % 259 m/z 43.10  65.34%
m/z--> 0 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
g7
5000 85 AR LN B I B
1420 14.40 14.60 14.80 15.00
113 m/z 71.10 59.54%
oL 2Ll 1141 169180211 239 267 295 323 352
m/z--> 0 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
g7
14.20 14.40 14.60 14.80 15.00
5000 g5 m/z 85.10 48.03%
29
o JLb 4 A113 141 169 196 240
m/z--> 0 50 100 1éo 200 250 300 350
Abundance #94352: Hexadecane, 2-methyl- T
57 14.20 14.40 14.60 14.80 15.00
m/z 55.10 31.29%
5000 85
29 197
113
oLz LI e | 28 S
m/z--> 0 50 100 150 200 250 300 350 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 8 Supraene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.00 2.04ng 98720  Perylene-di2 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 86

3 Hexadeca-2.6.10.14-tetraen-1-ol....
4 Carbonic acid. methvl ester. [T(E...

290 C20H340
280 C17H2803

007614-21-3 80
1000164-38-7 72

5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
Abundance Scan 2197 (15.010 min): BF109989.D (-2194) (-) m/z 69.05 100.00%
69
41
14.60 14.80 15.00 15.20 15.40
162186212 241 272 309 333357
Ol g “rl“. e e ale e R e | 'm/z 81.05 50.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 TT T T [T T I T [T T T T [ TTTT[TT
14.60 14.80 15.00 15.20 15.40
41 m/z 41.00 26.93%
o L L d 116 d 1163 191 217 245 273 299 341367 410
et , M e L B A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
s N o
14.60 14.80 15.00 15.20 15.40
5000 m/z 68.00 11.74%
41
95 137
0 gy 161 191217 244 273 299 341 367 410
e .., T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram... B B o A
69 14.60 14.80 15.00 15.20 15.40
m/z 95.10 11.59%
5000
41
93
135
AECTRE PN T S
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.29 4.66 ng 225509 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 Docosane 310 C22H46 000629-97-0 86
3 Heneicosane 296 C21H44 000629-94-7 81
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
5 Tricosane 324 C23H48 000638-67-5 81
Abundance Scan 2245 (15.292 min): BF109989.D (-2240) (-) m/z 57.05 100.00%
57
5000 85
113, .. 155 226 274 356 15.00 15.20 15.40 15.60
o3 ,I. ) .LMM m/z 71.10 63.55%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LI IS S UL B
15.00 15.20 15.40 15.60
m/z 43.10 52.81%
oL St b dlﬁ3, 141 169 197 #° 267 204 303 352
m/z--> 50 100 1%0 200 2%0 300 350
Abundance #153223: Docosane
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 50.63%
113
oL 3 | T 18 a1 239 27 310
m/z--> 50 100 150 260 250 300 350
Abundance #141426: Heneicosane S R e e B N
57 15.00 15.20 15.40 15.60
m/z 55.00 23.76%
85
5000
29 113
oL Ll a6 07 a5 gss o
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.15 5.50 ng 266267 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octadecane 254 C18H38 000593-45-3 95
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2391 (16.151 min): BF109989.D (-2387) (-) m/z 57.10 100.00%
57
5000 T J\v-,~,,\~_,/\“,ﬁwwﬁqﬂ“,,d
LN SUNIRA SR B
127 15.80 16.00 16.20 16.40
ol L LI Jdop i’ 156 181 207230256 281 315 348 | L7777 05 66.05%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R U R SRR
mmmmmmmm
m/z 43.10 56.49Y%
29J 113 141
0 | I j ] L 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #105885: Octadecane
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 49 .34%
29
ol L by M 1 160 107 205 254
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #209566: Octacosane R B oA
57 15.80 16.00 16.20 16.40
m/z 55.10 20.44Y%
o % M/\%MW
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> % 1& 1% 2& 2% 3& 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101818\

Data File : BF109989.D

Aca On : 19 Oct 2018 5:06

Operator : JU/SJ

ﬁ?ggle : J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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 11 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.70 3.56 ng 172145 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 2484 (16.698 min): BF109989.D (-2480) (-) m/z 57.05 100.00%
57
5000 85 aw~M,MwA~\~J/\««WNVM*VWWAA
113 16,40 16,60 16.80 17.00
141 169 229 264 293 340
ol L ,.l,..]i oy m FOO 208289 2ot 2 BN m/z 71.10 62.96%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 AU A R
16.40 16.60 16.80 17.00
29 m/z 43.10 55.45Y%
o b LT 0 aor s 250
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57
16.40 16,60 16.80 17.00
5000 85 m/z 85.10 43.50%
29
| ‘ ‘113 141 197
Ouu‘u‘ullu‘u‘ututlululu|‘|||||\|||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane R R e R
57 16.40 16.60 16.80 17.00
m/z 55.10 21.56%
. & MVT“”*“”“AMW/thVJVwVvaww
29 } 113 169
O Vl"l"“'“ o }ﬁg"" Tt ?48' UL UL U AU U R
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\HPCHEMI1\BNA_F\DATA\BF101818\

Data File : BF109989.D

Acq On : 19 Oct 2018 5:06

Operator : JU/SJ

3?22'6 - J5573-02 0692-KM-CA-AMD-COMP
ALS Vial : 26 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... 2.33 12.9 ng 660200 1 6.97 1024280 20.0
2-Pentanone, 4-hy... 5.21 9.5 ng 488449 1 6.97 1024280 20.0
unknown6.75 6.75 46.5 ng 2383540 1 6.97 1024280 20.0
Tricosyl pentaflu... 13.97 2.0 ng 104855 5 14.16 1024370 20.0
Pentacosane 14.60 2.5 ng 128449 5 14.16 1024370 20.0
Supraene 15.01 2.0 ng 98729 6 15.69 967630 20.0
Heptadecane, 9-oc... 15.29 4.7 ng 225509 6 15.69 967630 20.0
Heneicosane 16.15 5.5 ng 266267 6 15.69 967630 20.0
Octadecane 16.70 3.6 ng 172145 6 15.69 967630 20.0
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