LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102322.D

Aca On - 23 Jan 2018 1:39 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i J1238-08 s&or&57%
ALS Vial : 27 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:\HPCHEM1I\BNA F\METHODS\8270-BF012218.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 4.922 478 482 490 rvVB 156417 213019 6.74% 0.819%
2 5.334 547 552 555 rBVY 2933420 3007313 95.21% 11.567%
3 6.369 723 728 740 rBVY 2801567 3158521 100.00% 12.149%
4 6.492 744 749 752 rBY 3299104 3079528 97.50% 11.845%
5 6.716 784 787 796 rBV 886660 755222 23.91% 2.905%
6 6.875 810 814 817 rBVY 2686770 2307179 73.05% 8.874%
7 7.286 879 884 887 rBVY 1942795 1838749 58.22% 7.073%
8 7.998 1002 1005 1009 rBV 1091172 939353 29.74% 3.613%
9 9.080 1184 1189 1192 rBV 2928530 2797949 88.58% 10.762%
10 9.469 1252 1255 1259 rBV 231698 217436 6.88% 0.836%
11 9.680 1288 1291 1296 rBV 87312 76882 2.43% 0.296%
12 9.751 1300 1303 1307 rVvVv 966088 902149 28.56% 3.470%
13 10.180 1373 1376 1379 rVB 113901 95035 3.01% 0.366%
14 10.398 1407 1413 1416 rBvV 27930 40162 1.27% 0.154%
15 10.545 1434 1438 1441 rBV 1618159 1436694 45.49% 5.526%
16 10.657 1453 1457 1461 rBvV 87490 85164 2.70% 0.328%
17 11.104 1529 1533 1536 rBvV 36719 32690 1.03% 0.126%

18 11.239 1552 1556 1559 rBV 900479 743680 23.55% 2.861%
19 12.827 1821 1826 1829 rBV 1984829 1890913 59.87% 7.273%
20 13.027 1854 1860 1862 rBV2 34136 37690 1.19% 0.145%

21 13.051 1862 1864 1867 rVB 49018 43704 1.38% 0.168%
22 13.715 1974 1977 1984 rBV 517522 525294 16.63% 2.021%
23 13.874 2000 2004 2008 rBV 814008 738736 23.39% 2.842%
24 13.974 2017 2021 2024 rBV 45809 45852 1.45% 0.176%
25 14.351 2080 2085 2090 rBV2 168021 226517 7.17% 0.871%

26 14.962 2186 2189 2191 rBV 31490 33373 1.06% 0.128%

27 14.986 2191 2193 2199 rVB4 36799 47223 1.50% 0.182%

28 15.304 2242 2247 2255 rBV2 452075 592274 18.75% 2.278%

29 15.786 2325 2329 2334 rVB2 53717 89770 2.84% 0.345%
Sum of corrected areas: 25998071
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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:\HPCHEMI\BNA F\DATA\BF012218\

BF102322.D

23 Jan 2018 1:39

SJ/Ju

J1238-08

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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: BF102322.D

5.33
6.37

4.92

6.87

6.72

7.29

===
Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

8.00

1000000

500000

TIC: BF102322.D

9.08

10.55

9.75 11.24

9.47

"

101810 4g[L10.66 111

12.83

1B80%

O
Time-->

12.00

10.50 11.00 11.50

AQ.

9.50 10.00

12.50

T
13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

.72
500000

3.97
o

TIC: BF102322.D

13.87

15.30

1498 J 15.79

14.35

Time-->

14.00

17.50 18.00

16.00 16.50 17.00

14.50 15.00 15.50

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 5

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

4.92 5.64 ng 213019 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 482 (4.922 min): BF102322.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 IBENARBE SRR LR RRARE
51, o7 83 | 460 4.80 5.00 5.20
O o m/z 59.00 59.57%
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 L R UL UL IR
59 460 480 500 520
m/z 101.10 19.16%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 57.95 14.12%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2296: 1,2-Butanediol
59 460 4.80 5.00 5.20
m/z 41.10 8.21%
5000
31
41
o ‘ 150 J| 71 8o 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 2 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.49 81.55 ng 3079530 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102322.D (-744) (-) m/z 132.00 100.00%
5000 68
40 | % 620 640 6.60 6.80
54 75 104 . . . .
o R . ??:.-.'..'..,..5?7 B Wi E SN N m/z 68.10 39.25%
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
5000 67 L B e oo
a1 97 6.20 6.40 6.60 6.80
53 117 m/z 134.00 32.98%
Ohrer e B 8L 0 0 05 a2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R R ma e R
6.20 6.40 6.60 6.80
5000 m/z 66.00 24._.81%
104
66
oL 14 27 37 4451 58 T 89 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A R b
132 6.20 6.40 6.60 6.80
m/z 69.05 15.50%
117
5000
39 91
51
27 ‘ 105 ‘
P S N "0 SR S | O |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.11 ng 95035 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1376 (10.180 min): BF102322.D (-1373) (-) m/z 57.10 100.00%
57
43
71
5000
99 113 157 9.80 10.00 10.20 10.40
| SRR = m/z 43.05 69.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 RS BARRE R
85 9. 80 10.00 10.20 10.40
29 m/z 71.05 54_33%
. Lo sy 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
57
43
71 9.80 10.00 10.20 10.40
5000 85 m/z 85.05 36.20%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #48835: Tridecane
43 97 9.80 10.00 10.20 10.40
m/z 41.05 30.47%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 980 1000 1020 1040 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.29 ng 85164 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1458 (10.663 min): BF102322.D (-1453) (-) m/z 57.05 100.00%
57
5000
85
l 1 1040 10.60 10.80 11.00
0 b L | m/z 71.05 64.19%
miz--> 0 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
10.40 10.60 10.80 11.00
29 m/z 43.00 54 _.24Y%
0 \‘ A ‘\ H\ I u‘ l 1‘\11 ) 169 197 225 )
miz--> 0 éo 160 1éo 260 250 360 3%0
Abundance
57
1040 10.60 10.80 11.00
5000 m/z 85.05 31.06%
85
0 29 113 141 169 197 225 253 281 323 351 380
miz--> 0 éo 160 1éo 260 250 360 3%0
Abundance #141425: Heneicosane
57 10.40 10.60 10.80 11.00
m/z 41.05 29.73%
5000 85
29
o M [ ) |M3 141 160 107 225 253 296
miz--> 0 éo 160 1éo 260 2%0 360 3%0 10%0 1deo 10%0 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.72 14.22 ng 525294 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1978 (13.721 min): BF102322.D (-1974) (-) m/z 57.05 100.00%

57
83

5000 4

-

13.40 13.60 13.80 14.00
m/z 43.10 80.66%

0 139 168 193 225

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate
57

:

13.I4O 13!60 13.I80 14.IOO
m/z 55.10  71.42%

5000 4

265283

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 R AREESEE SR
97 13.40 13.60 13.80 14.00
5000 m/z 83.10 71.19%
125
ol 26 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
7 83 13.40 13.60 13.80 14.00
m/z 69.10 63.78%
5000 4
0 19 167 195 222 250 280 308 336
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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-Hexadecanesulfonyl chloride Concentration Rank 4

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

14.35 6.13 ng 226517 Chrysene-di12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 2085 (14.351 min): BF102322.D (-2080) (-) m/z 57.10 100.00%

H-

5000 Ml
41183 235 397 14.00 14.20 14.40 14.60
0,,,',,,,,,, m/z 43.05 78.46%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
97
5000 LA L L L L L B

14.00 14.20 14.40 14.60
m/z 55.00 65.51%

4 T h h \81 2%4 271307

Oty or R €S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
97 LIS LI LI L L L L B
14.00 14.20 14.40 14.60
5000 m/z 97.05 55.12%
169
0 181 210 252 297 448
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate R B
57 14.00 14.20 14.40 14.60
m/z 83.05 54 _05%
97
5000
}39
ol 2L, J21 225 28T 41376415 460 532 577 8T8, e e nana
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 14. OO 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102322.D

Aca On : 23 Jan 2018 1:39

Operator : SJ/JU

Sample : J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Octacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.03 ng 89770 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 87
2 1-Heptacosanol 396 C27H560 002004-39-9 83
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 70
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 62
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62
Abundance Scan 2330 (15.792 min): BF102322.D (-2325) (-) m/z 97.05 100.00%
57
5000
125 154177195218239 268 15,40 15.60 15.80 16.00 16.20
0 m/z 57.00 89.42%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 LN DUREUAM SR SRR I
15.40 15.60 15.80 16.00 16.20
125 m/z 83.10 68.40%
o 21, “M\M‘¢ (153 181 209 236 264 292 322 364 392
m/z--> 55 160 150 260 250 300 3éo '
Abundance
57 97
15,40 15,60 15.80 16.00 16.20
5000 m/z 55.00 57.87%
125
o 29 77 153 181 209 236 264 292 320 350 378
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #194196: Octadecyl trifluoroacetate A B R e
57 15.40 15.60 15.80 16.00 16.20
97 m/z 69.00 48 .92%
5000
- 125
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 35'30 ' 15.'40 15.|60 15.|80 16.IOO 16.|20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102322.D

Acq On = 23 Jan 2018 1:39

Operator : SJ/JU

Sample - J1238-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 5.6 ng 213019 1 6.72 755222 20.0
unknown6 .49 6.49 81.5 ng 3079530 1 6.72 755222 20.0
Hexadecane 10.18 2.1 ng 95035 3 9.75 902149 20.0
Nonadecane 10.66 2.3 ng 85164 4 11.24 743680 20.0
Heptadecyl heptaf... 13.72 14.2 ng 525294 5 13.87 738736 20.0
1-Hexadecanesulfo... 14.35 6.1 ng 226517 5 13.87 738736 20.0
Octacosanol 15.79 3.0 ng 89770 6 15.30 592274 20.0
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