LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 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-BF051019.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 5.463 570 574 599 rBVY 2958157 3278608 94.43% 9.664%
2 6.475 742 746 764 rBVY 3315062 3471949 100.00% 10.234%
3 6.604 764 768 778 rVB 3679293 3300667 95.07% 9.729%
4 6.828 803 806 816 rBY 1109365 939422 27 .06% 2.769%
5 6.986 829 833 848 rVB 2726651 2466024 71.03% 7.269%
6 7.392 898 902 914 rBVY 2030562 2079800 59.90% 6.131%
7 8.110 1021 1024 1042 rBV 1125434 1186116 34.16% 3.496%
8 9.186 1203 1207 1218 rBVY 3335262 3127194 90.07% 9.218%
9 9.580 1270 1274 1283 rBV 367256 359278 10.35% 1.059%
10 9.863 1319 1322 1333 rVB 1257245 1274767 36.72% 3.758%

11 10.657 1453 1457 1471 rBV 1969155 2029099 58.44% 5.981%
12 11.351 1572 1575 1587 rBV 1220993 1236241 35.61% 3.644%
13 11.874 1660 1664 1667 rBV2 84935 104384 3.01% 0.308%

14 12.568 1780 1782 1786 rBV 32035 36838 1.06% 0.109%
15 12.798 1819 1821 1824 rBV 44201 43907 1.26% 0.129%
16 12.933 1840 1844 1852 rVB 2310963 2167744 62.44% 6.390%
17 13.498 1935 1940 1943 rBV2 52498 64523 1.86% 0.190%
18 13.615 1956 1960 1963 rBV 150914 143130 4.12% 0.422%
19 13.821 1993 1995 1998 rBV 77354 75140 2.16% 0.221%

20 13.857 1998 2001 2013 rVB9 69520 182487 5.26% 0.538%

21 13.957 2015 2018 2021 rBV 63593 58514 1.69% 0.172%
22 13.998 2021 2025 2033 rVV 994691 1060705 30.55% 3.127%
23 14.139 2046 2049 2056 rBV 140356 130944 3.77% 0.386%
24 14.262 2067 2070 2073 rBV 156822 136189 3.92% 0.401%
25 14.445 2097 2101 2105 rBvV 253032 236033 6.80% 0.696%

26 14.745 2148 2152 2156 rBV 390694 375246 10.81% 1.106%
27 14.892 2174 2177 2181 rVB 91465 95225 2.74% 0.281%
28 15.080 2204 2209 2213 rBV 529295 599619 17.27% 1.767%
29 15.462 2267 2274 2284 rBV2 981405 1786002 51.44% 5.265%
30 15.645 2303 2305 2310 rBV5 31588 43644 1.26% 0.129%

31 15.880 2339 2345 2360 rVB 421339 786315 22.65% 2.318%
32 16.374 2423 2429 2435 rVB 193857 364789 10.51% 1.075%
33 17.539 2621 2627 2635 rVB7 133969 295787 8.52% 0.872%
34 18.009 2702 2707 2719 rVB9 143283 388488 11.19% 1.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 33924818
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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 F\DATA\BF052219\

BF114492.D

22 May 2019 19:28

JussJ

K2970-07

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.60 Concentration Rank 1

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

6.60 70.27 ng 3300670 1,4-Dichlorobenzene-d4 6.83
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 767 (6.598 min): BF114492.D (-764) (-) m/z 132.00 100.00%
5000
620 640 6.60 6.80 7.00
0 B E e m/z 68.10 46.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR L L UL I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.67%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 30.40%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! RS e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.21%
5000 og M°
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.70 ng 143130 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Heptadecanal 254 C17H340 1000376-70-0 90
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 1961 (13.621 min): BF114492.D (-1956) (-) m/z 57.00 100.00%

5000
249 282 307324 13.40 13.60 13.80 14.00
0! m/z 43.05 99.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117604: Octadecanal
43

5000 LA B L L L L L L LB
13.40 13.60 13.80 14.00
0
2 110 m/z 82.05 74 _.95%
0 137 166 194 222 25098
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105849: Heptadecanal
a3
82
R e AR RaE R R
13.40 13.60 13.80 14.00
5000 m/z 55.10 63.94%

2

125 152 180 208 236954

Olrreprbeed
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117617: Oxirane, hexadecyl- RS EmmEs o L
43 13.40 13.60 13.80 14.00
m/z 96.05 56.45%
5000
2
ok Il 166182 208205 250268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Eicosyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.44 ng 182487 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 53
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 49
3 Docosvl heptafluorobutvrate 522 C26H45F702 1000351-83-1 49
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 49
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 43
Abundance Scan 2002 (13.862 min): BF114492.D (-1998) (-) m/z 57.10 100.00%
57 97
5000
149
181 Zﬁ 081 13.60 13.80 14.00 14.20
0 WL || m/z  97.10  92.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209361: Eicosyl trifluoroacetate
o9
5000 L SN SR SULRUL I
195 13.60 13.80 14.00 14.20
m/z 83.00 84 .28%
. 291 J 153132210 252280 325 376
m/z--> 50 100 1%0 200 250 300 350 400 450 500
Abundance #225763: Eicosyl pentafluoropropionate
57
97 U PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 55.10 82 .86%
125
0 ?9‘ J ‘L 153182210 252280 325 426
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237282: Docosyl heptafluorobutyrate B EERR Bam e L
57 13.60 13.80 14.00 14.20
97 m/z 43.10 53.87%
5000
125
o 2 J 3‘1?9195224250280308 353 504
m/z--> 50 100 150 200 250 300 350 400 450 5(')0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.47 ng 130944 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2049 (14.139 min): BF114492.D (-2046) (-) m/z 57.10 100.00%
57
>0 i VJVWJL\yA,WNJ{*JLMAAﬂfMaf
AU SN U
113 13.80 14.00 14.20 14.40
141163183 249
ol AW J 71 7103109208224 299 205 328355 | ‘m/z 43.10  68.72%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 U N SR IR
85 13.80 14.00 14.20 14.40
m/z 71.10 65.86%
ol j L 11}3‘141 169 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350
Abundance #175557: Tetracosane
57
13.80 14.00 14.20 14.40
5000 P m/z 85.10 46.91%
29 113
0 | ] Il 777,141 169 197 225 253 281 309 338
s OB T e e e o iy
Abundance #209566: Octacosane e AR
57 13.80 14.00 14.20 14.40
m/z 41.05 22 .96%
h T J\)\MN‘A‘ML’V\K
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1;0 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.26 2.57 ng 136189 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
3 Oxirane. tetradecvl- 240 C16H320 007320-37-8 93
4 Octadecanal 268 C18H360 000638-66-4 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81
Abundance Scan 2070 (14.262 min): BF114492.D (-2067) (-) m/z 57.05 100.00%
7
82
5000
138 204 227 249267 14.00 14.20 14.40 14.60
o STkl m/z 43.05 93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117618: Oxirane, hexadecyl-
8
57
5000 L UL B UL I
14.00 14.20 14.40 14.60
29 m/z 82.10 76.92%
o J N 166183 211598 250268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129467: Oxirane, heptadecyl-
43
14.00 14.20 14.40 14.60
5000 m/z 55.00 71.91%
110
ol 26 1| 166 194p17 236 264282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94324. Oxirane, tetradecyl— LI L L LB L
4 82 14.00 14.20 14.40 14.60
m/z 41.10 57.02%
5000
109
okl Il 138 165182 208 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .44 4.45 ng 236033 Chrysene-di12 14.00
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2100 (14.439 min): BF114492.D (-2097) (-) m/z 57.10 100.00%
57
5000 85 M
HREUR BAULIL B BRI SR
113 14.20 14.40 14.60 14.80
141
ol | ,I LA 7T 14163183 215 251271 303325 356 | yz7 43.10  66.27%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

3

5000 85 LIRS
14.20 14.40 14.60 14.80
m/z 71.10 56.39%
29 113
oL L. I 4141 169 197 225 253 205 323 367
e e e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
A e
14.20 14.40 14.60 14.80
5000 o m/z 85.10 44_.82%
29
oL ] | 8 141 169 197 225 253 281 309 337 365 394
e B0 S i s A S R L AR L -
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T
57 14.20 14.40 14.60 14.80
m/z 41.10 23.33%
- 1 MUL_AJAA
113
oL 3 l Iy 77,141 169 197 239 267 04 323 352
I D I AN N A el A B L S o = = S
mz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.74 4.20 ng 375246 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2151 (14.739 min): BF114492.D (-2148) (-) m/z 57.10 100.00%
g7 P
5000 85
LA BN SR SRR
113 141 14.40 14.60 14.80 15.00
ol .l, b 77 M 169193 226 255 295322 | sz 43.10  68.75%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
g7
5000 N UL UL L UL
85 14.40 14.60 14.80 15.00
‘ m/z 71.10 55.45%
o 29| | 4118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
1440 1460 14.80 15.00
5000 85 m/z 85.05 38.12%
29
0 \‘ ‘} | J\ I JJ 1}3 1 141 169 197 225 2(?8
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl- RS RS S
43 14.40 14.60 14.80 15.00
m/z 41.10 20.74%
| UJJU\—J\J\
5000
0 |y 127 155 183 225 53
m/z--> 50 100 1&'30 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heneicosane, 11-decyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.08 6.71 ng 599619 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 87
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2209 (15.080 min): BF114492.D (-2204) (-) m/z 57.10 100.00%
57
5000 85 /
141 14,80 15.00 15.20 15.40
0,....|,....Jl,... 109197225 261 295323350 402 | n/z 43.10  65.95%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl- M
57
5000 85 LI BN UL I UL
14.80 15.00 15.20 15.40
29 295 m/z 71.10 61.67%
0 || 1 J11}3.Il‘}1 169 197 225 266 “ 323 435
mz-> 0 §o 100 1%0 260 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.05 47 .68%
0 UL MR e 182511 o5p 281 508 337
m'z-> 0 §o 100 1%0 260 250 300 350 400
Abundance #94355: Hexadecane, 2-methyl- R A BaaEE T E s
57 14.80 15.00 15.20 15.40
m/z 55.05 22.78%
85
5000 197
113
’ 141 pos
0,..2?ﬁ,. — \ L {{}ég ‘,... e s R o
m/z-> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.88 8.81 ng 786315 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2345 (15.880 min): BF114492.D (-2339) (-) m/z 57.05 100.00%
57
141 15.60 15.80 16.00 16.20
- l,l 11 L7y 109190211 239 275300323 356 | sz 71.10  63.75%
mz-> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LR BB DU BRI B
85 1560 15.80 16.00 16 20
29 m/z 43.05 63.64%
o \ ] | 113 141 169 197 205 253 281 309 337 365 394
mz-> 0 §o 160 1éo 260 2éo 360 3éo '
Abundance #141425: Heneicosane
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.05 46 .28%
29
. | I L |3 141 169 107 225 253 295
mz-> 0 §o 160 1éo 260 250 360 3éo '
Abundance #209568: Docosane, 7-hexyl- S SRR R e
57 15.60 15.80 16.00 16.20
m/z 55.05 21.63%
5000 I M’J
113 182
0 3 l ﬂ | |77 14961757 211 230 267 S0 337 363 392
mz-> 0 5'0 1(')0 150 2(')0 250 300 3éo ' 15. 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.37 4.08 ng 364789 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2428 (16.368 min): BF114492.D (-2423) (-) m/z 57.10 100.00%
g7
5000 85 \u\,A¢v~,,ﬁ_~JA&-,~_N,,,v,\y
IUNNUUNSUSUAS RS I
141 16.00 16.20 16.40 16.60
ol ,‘. L ll ll i~ 168188207227 252 282  3323%3 m/z 71.10 66.27%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57
5000 85 AR AR AR
16. oo 16. 20 16 40 16.60
m/z 43.10 65.92%
m/z--> 50 160 150 200 250 300 3éo
Abundance #175557: Tetracosane
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.05 42 .09%
29
oL ‘ J‘ | ) M2 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 350
Abundance #194493: Hexacosane L LI L L BN B
57 16.00 16.20 16.40 16.60
m/z 55.00 23.64%
h I ,\\AAA'\/—/\“_W
. 2?“ 1‘ || M2 141 169 197 225 253 205 323 367
m/z--> 55 160 150 260 250 300 3éo 1600 1620 1640 1660 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114492.D

Aca On : 22 May 2019 19:28

Operator : JU/SJ

Sample : K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 10

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

17.54 3.31 ng 295787 Perylene-di12 15.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 64
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 60
3 Coumarin. 3.4-dihvdro-4.4.6.8-te... 204 C13H1602 249629-60-5 52
4 (-)-1.2.2.alpha..3.3.4.6.7.8.8.a... 204 C15H24 1000365-86-7 30

5 Kaura-9(11),16-dien-18-0ic acid, ...

300 C20H2802

022338-67-6 25

m/z 133.05 100.00%

17.20 17.40 17.60 17.80

m/z 204.15 83.16%

17.20 17.40 17.60 17.80

m/z 55.05 79.78%

17.20 17.40 17.60 17.80

m/z 285.15 76 .43%

17.20 17.40 17.60 17.80

m/z 69.05 72 .88%

Abundance Scan 2627 (17.539 min): BF114492.D (-2621) (-)
3
5000
320 356 409
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #64441: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah...
189
133
5000| . o1
67 161
o’ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64497: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
189
133
5000 105 161
81
55
28
0 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #64132: Coumarin, 3,4-dihydro-4,4,6,8-tetramethyl-
204
162
5000
91
41 o5 119
0 4 | 18
- T I T 1T I T T 1 T T T 1 T T T 1T T 1 T T I T 1T
m/z--> 50 100 150 200 250 300 350 400

T
17.20 17.40 17.60 17.80

8270-BF051019.M Thu May 23 14:14:43 2019
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
BF114492.D

22 May 2019 19:28

Ju/sJ

K2970-07

5 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

13 unknownl18.01

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.01 4.35 ng 388488 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 46
2 4-Allvloxvimino-2-carene 205 C13H19NO 1000140-09-0 41
3 Isoshvobunone 220 C15H240 1000360-30-1 35
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 30
5 2H-2a,7-Methanoazuleno[5,6-bJoxi... 220 C15H240 029597-36-2 22

Abundance Scan 2707 (18.009 min): BF114492.D (-2702) (-) m/z 95.10 100.00%
205
5000
356 381 409 17.60 17.80 18.00 18.20 18.40
0 m/z 205.20 95.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
a9
121
5000 LR PR PR SUNRR BN
17.60 17.80 18.00 18.20 18.40
149 206 m/z 109.10 94 .41%
N
0% "LI"h'I"" L UL UL WU
m/z--> 50 100 150 200 250 300 350 400
Abundance #65216: 4-Allyloxyimino-2-carene
205
a1 17.60 17.80 18.00 18.20 18.40
5000 o1 119 164 m/z 55.10 82.66%
67
OI\IJJIMI\LILI ih‘.‘.lluuuul....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #77503: Isoshyobunone T
a1 107 17.60 17.80 18.00 18.20 18.40
m/z 107.00 76.68%
69
177 205
5000
135
0% 'le'ﬁ" L UL UL WU LR PR P SUNRR BN
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40

8270-BF051019.

M Thu May 23 14:14:44 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052219\
Data File : BF114492.D

Acq On : 22 May 2019 19:28

Operator : JU/SJ

Sample - K2970-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6 .60 6.60 70.3 ng 3300670 1 6.83 939422 20.0
Octadecanal 13.62 2.7 ng 143130 5 14.00 1060710 20.0
Eicosyl trifluoro... 13.86 3.4 ng 182487 5 14.00 1060710 20.0
Eicosane 14.14 2.5 ng 130944 5 14.00 1060710 20.0
Oxirane, hexadecyl- 14.26 2.6 ng 136189 5 14.00 1060710 20.0
Hexacosane 14.44 4.5 ng 236033 5 14.00 1060710 20.0
Heptacosane 14.74 4.2 ng 375246 6 15.46 1786000 20.0
Heneicosane, 11-d... 15.08 6.7 ng 599619 6 15.46 1786000 20.0
Octacosane 15.88 8.8 ng 786315 6 15.46 1786000 20.0
Tricosane 16.37 4.1 ng 364789 6 15.46 1786000 20.0
2-1sopropenyl-4a, ... 17.54 3.3 ng 295787 6 15.46 1786000 20.0
unknown18.01 18.01 4.3 ng 388488 6 15.46 1786000 20.0
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