LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 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-BF111319.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 2.157 7 12 40 rVB 486192 781093 16.45% 1.328%
2 5.093 506 511 520 rVB 547726 665085 14.01% 1.130%
3 5.498 575 580 583 rBY 3679041 3326314 70.07% 5.654%
4 6.510 746 752 766 rBVY 3463872 3596947 75.77% 6.114%
5 6.645 771 775 779 rBVY 3888043 3835441 80.80% 6.519%
6 6.875 811 814 818 rBVY 1020533 892044 18.79% 1.516%
7 7.034 837 841 845 rBVY 3524207 3004570 63.29% 5.107%
8 7.439 905 910 913 rBVY 2560206 2350417 49.51% 3.995%
9 8.163 1029 1033 1040 rBvV 1306031 1127417 23.75% 1.916%
10 9.245 1212 1217 1220 rBV 4819370 4423978 93.20% 7.520%

11 9.633 1280 1283 1292 rVB 395271 382963 8.07% 0.651%
12 9.927 1329 1333 1341 rBV 1694839 1368202 28.82% 2.326%
13 10.722 1463 1468 1480 rBV 2600311 2554796 53.82% 4._.343%
14 11.422 1583 1587 1593 rBV 1594636 1441349 30.36% 2.450%
15 11.945 1666 1676 1683 rBV 1332316 1931098 40.68% 3.282%

16 12.639 1790 1794 1795 rBV 105043 107274 2.26% 0.182%
17 12.739 1801 1811 1823 rVV 2578893 3939282 82.99%% 6.696%
18 12.827 1823 1826 1831 rVB4 46260 63494 1.34% 0.108%
19 12.980 1837 1852 1855 rBV 1822685 4746934 100.00% 8.069%
20 13.016 1855 1858 1861 rVB 4716545 4447597 93.69% 7.560%

21 13.239 1889 1896 1902 rVB3 88667 125372 2.64% 0.213%
22 13.580 1948 1954 1957 rBV2 86843 113326 2.39% 0.193%
23 13.727 1973 1979 1985 rVB2 40370 81688 1.72% 0.139%
24 13.933 2005 2014 2027 rBV2 1520425 4070052 85.74% 6.918%
25 14.074 2034 2038 2041 rBV 874956 851853 17.95% 1.448%

26 14.227 2060 2064 2068 rBV 162941 157803 3.32% 0.268%
27 14.374 2084 2089 2090 rBV 62209 83583 1.76% 0.142%
28 14.404 2091 2094 2108 rVB6 122611 318851 6.72% 0.542%
29 14.533 2112 2116 2121 rBV 275619 298504 6.29% 0.507%
30 14.604 2121 2128 2143 rVB 1299498 2228682 46.95% 3.788%

31 14.845 2165 2169 2175 rVB 349113 414093 8.72% 0.704%
32 15.198 2224 2229 2232 rBV 437536 556497 11.72% 0.946%
33 15.257 2232 2239 2249 rVB 404083 942008 19.84% 1.601%
34 15.568 2287 2292 2301 rBV2 857385 1637048 34.49% 2.783%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 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\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.721 2312 2318 2319 rBV6 76549 125747 2.65% 0.214%

36 16.033 2363 2371 2378 rBV 422660 834130 17.57% 1.418%
37 16.562 2454 2461 2470 rBV2 209149 433307 9.13% 0.737%
38 17.174 2560 2565 2573 rVB2 121553 260825 5.49% 0.443%
39 17.703 2649 2655 2662 rBV2 53590 150913 3.18% 0.257%
40 17.898 2684 2688 2697 rVB2 67881 161100 3.39% 0.274%

Sum of corrected areas: 58831677
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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\BF120419\

BF118087.D

4 Dec 2019 15:39

Ju

K6119-03

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF118087.D

6.65
6.51

5.50 703

7.44

5.09

0
Time-->

I
4.50 5.00 7.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF118087.D
13.02

10.72 12.74

12,98

9.93 11.42

8.16 11.95

12.

13.24

0
Time-->

13.00

12.00 12.50

11.50

10.00

10.50 11.00

Abundance

4000000

3000000

2000000

1000000

0

13
b A

TIC: BF118087.D

13.93
14.60

14.07 15.57

. 1484 13306 16.03
14-213143%0' 15.72 16:56 17.17 17.7017.90

5373

Time-->

™1
13.50

I T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4

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

2.16 17.51 ng 781093 1,4-Dichlorobenzene-d4 6.88
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF118087.D (-7) (-) m/z 73.10 100.00%

73
5000
43
55 87

220 230 240 2.50 2.60

Obrrprrrr e b oo bt S oo || M7z 43.10  34.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4492: Butane, 2-methoxy-2-methyl- L
73
5000 55 R AR A AR IR
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.05 25.71%
ol 63 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R AR U UL U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.10 24.72%
0 \\ | H Leslll | o7 12 129
LA AR RN AR LR KA R KA LAY AL LR LR LA AR SARA LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60

m/z 71.05 11.19%

5000
45
2 a7))| 55 | 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 5

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

5.09 14.91 ng 665085 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 511 (5.093 min): BF118087.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 I
51| o7 83 480 5.00 520 5.40
e U m/z 59.00 61.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA U UL LIS I
59 480 500 520 5.40
m/z 101.00 25.06%
31 83 g3 101
Obrrprrrr e e e
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
5000 M m/z 58.00 15.86%
68
0 [ 126 142
FAN INRARA LR IR L IR RN AR AR RN RSN LRSS AL SRS BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- P e
59 480 5.00 520 5.40
31 m/z 41.05 8.90%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W"'W""P"'I SR RN AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.74 54 .66 ng 3939280 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1811 (12.739 min): BF118087.D (-1801) (-) m/z 73.00 100.00%

12.40 12.60 12.80 13.00
0f m/z 43.10 90.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
129

5000
12140 12160 12,80 13.00
m/z 60.00 78.49%

143457171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73

43 L L B e

3 8
57
5000 129 k‘_
17

5 12.40 12.60 12.80 13.00
5000 129 m/z 57.05 75.19%
29 185 228
‘ y T 1115 143157171 ‘ 199,13
N 0 PO Nl e vl W T W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 57 73 12.40 12.60 12.80 13.00

m/z 55.05 69.92%

129
5000 29
3
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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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\BF120419\
BF118087.D

4 Dec 2019 15:39

Ju

K6119-03

6 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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

4 10-Methylnonadecane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.24 2.94 ng 125372 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 87
2 Triacontane 422 C30H62 000638-68-6 86
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1896 (13.239 min): BF118087.D (-1889) (-) m/z 57.00 100.00%
57
85 f
5000
113 141 145 197 13.00 13.20 13.40 13.60
ol Lk, 2 A1 m/z 71.10 64.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129494: 10-Methylnonadecane
57
85
5000
13.00 13.20 13.40 13.60
154 m/z 43.10 61.95%
29 TR 067
ol bbb b e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
13.00 13.20 13.40 13.60
5000 85 m/z 85.10 54 _.76%
113 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57 13.00 13.20 13.40 13.60
m/z 55.05 30.88%
5000 85
oL L (113141 182 511 p5p 281 508 337
Trrr[rrrrrrrrrrrrrrryrr T T T T T T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heneicosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.58 2.66 ng 113326 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 1954 (13.580 min): BF118087.D (-1948) (-) m/z 57.10 100.00%

57
85
5000
113 13.20 13.40 13.60 13.80
141 197
o....|,.H |utaeeter o STIT00 78370
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

13.20 13.40 13.60 13.80

m/z 43.10 65.42%
29 113
oLl I ] L 141 (169 197 225 253 2%
L I e B e LA B o o o o e |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
13.20 13.40 13.60 13.80
5000 85 m/z 85.00 54 _76%
113
N BEE 141,169 197 225 267 295 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 13.20 13.40 13.60 13.80
m/z 55.00 25.40%
5000
85
29
oL Tl ] j13,141 160 197 225 253 281 323 351 380
e IR e e e e L A e o e e e | R R EARENREEE S
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-methyloctacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.93 95.56 ng 4070050 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2013 (13.927 min): BF118087.D (-2005) (-) m/z 57.10 100.00%
57
85
5000
“113 141 169 197 225 253 295 337 365 407 1360 13.80 14.00 14.20
/I 5 I Ot e 223 295 337 365 407 mfz 71.10  72.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
13.60 13.80 14.00 14.20
m/z 43.05 60.62%
29 113
oL J 1 i ] J A1f1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 54 .40%
113
o 2. LT 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #202663: 2-methylhexacosane
57 13.60 13.80 14.00 14.20
m/z 55.00 24 .51%
85
5000
13
o %9\ | J M % ‘169 197 225 253 281 309 337 365
m/z--> 50 100 150 ﬁ 250 300 @ 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Eilcosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.23 3.70 ng 157803 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2064 (14.227 min): BF118087.D (-2060) (-) m/z 57.05 100.00%
57
85
5000
113 141 449 14.00 14.20 14.40 14.60
ol ‘ 'y .l.‘l bl P 21289 22 m/z 71.00 79.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.00 14.20 14.40 14.60
m/z 43.00 68.87%
29‘ Jll3 141 169 282
ol d by [ 7190 107 225 5e 282
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
14.00 14.20 14.40 14.60
5000 m/z 85.10 57 .89%
85
0 %9 Iy J ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.00 14.20 14.40 14.60
m/z 41.05 28.52%
5000 85
N ] [ [M® 141 160 197 205 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 [1]Benzothiopyrano[4,3-b]be... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.40 7.49 ng 318851 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I'11Benzothiopvranol4.3-blbenzole... 285 C19H11NS 000846-35-5 52
2 Prean-17(20)-en-16-one. (5.alpha... 300 C21H320 054548-12-8 37
3 Morphine 285 C17H19NO3 000057-27-2 35
4 6-Amino-2.3-diphenvl-1H-pvrrolol... 285 C19H15N3 055463-74-6 32
5 2-(p-Phenoxyphenyl)indolizine 285 C20H15NO 072006-54-3 30
Abundance Scan 2093 (14.398 min): BF118087.D (-2091) (-) m/z 285.20 100.00%
285
69
5000
14:00 14.20 14.40 14.60 14.80
o m/z 69.00 73.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #132064: [1]Benzothiopyrano[4,3-b]benzo[elindole
285
5000 UL AR IR N
14.00 14.20 14.40 14.60 14.80
m/z 83.00 58 .85%
o 142 2402°5
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145052: Pregn-17(20)-en-16-one, (5.alpha.,172)-
285
14:00 14.20 14.40 14.60 14.80
5000 m/z 57.00 56 .28%
108 435 300
161,02 500 058
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131947: Morphine R L L B L B BB B
285 14.00 14.20 14.40 14.60 14.80
m/z 70.00 52 .05%
5000
162 215
‘\ 10 n 145 ‘ 81200 | 242 208
ol \ \\j \M Hd paphetd L\ by - ﬁ ""| hl Hmﬂ- o ...l T |‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60 14.80

8270-BF111319.M Thu Dec 05 16:09:55 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 9
R.T. EstConc Area Relative to ISTD R.T.

14.53 7.01 ng 298504 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 2115 (14.527 min): BF118087.D (-2112) (-) m/z 57.05 100.00%

g7
5000 85

14.20 14.40 14.60 14.80

3 ﬂ | . Mft163183 215 253 283 324

0b— .,.m R R R A A e e e e I m/z 71.05 66.19%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.20 14.40 14.60 14.80
m/z 43.10 62.24%
29 141
LB LT e a0y 0 om0 22
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
5[7
T REEEEE RS S
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 46 .35%
113
oL J L o7 4 19 197 239 267 204 323 352
I e e o e e B e e L B e o L R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80
m/z 41.05 26.78%
5000 85
29 113
ol L. j by 77, 1A 169 197 225 253 295 323 367
—— e  EREEEEEEE S RS S
m/z--> 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\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .60 52.33 ng 2228680 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2127 (14.598 min): BF118087.D (-2121) (-) m/z 57.10 100.00%
7
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
141 14.20 14.40 14.60 14.80 15.00
o 169 197 225 253 295 323 351 379 m/z 71.05 75 560
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
14.20 14.40 14.60 14.80 15.00
113 m/z 43.10 60.78%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 55.50%
113
o 2, ‘ 177241 169 197 225 267 295 365 393
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.05 23.28%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(')0 14. 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.84 5.06 ng 414093 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2168 (14.839 min): BF118087.D (-2165) (-) m/z 57.10 100.00%
57
5000 85
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
113 14.60 14.80 15.00 15.20
141 169
ol S Ll 2t 01021 239 283 s 71,05 68.98%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000
14.60 14.80 15.00 15.20
- m/z 43.05 60.26%
ol ||113 141 169 197 225 253 338
m/z--> 55 100 150 260 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl-
57
" 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 51.41%
o 31“} [ M3 141 160 197 0 67 204 323 32
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 41.05 20.38%
85
5000
29 113
oL | ‘ || M 160 197 225 253 296
m/z--> 55 160 1éo 260 2éo 300 3éo 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 13 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.03 10.19 ng 834130 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2370 (16.027 min): BF118087.D (-2363) (-) m/z 57.05 100.00%
g7
5000
113 1580 16.00 16.20 1640 _
141 169 : : : :
N 97225253 283 34l 39 | n77 71.05  70.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
g7
5000 85 AR SUCLN UM IR B
15,80 16.00 16.20 16.40
m/z 43.10 54 .39%
29 113 141
m/z--> éo 100 150 260 250 300 350 400
Abundance #194493: Hexacosane
57
1580 16.00 16.20 16.40
5000 85 m/z 85.05 54 _.28%
29 ] 113 14
oL b b LT MR 109 197 225 253 295 ap3 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T T T T
57 15.80 16.00 16.20 16.40
m/z 55.00 20.59%
- ] MM
113
o2 ] ] JJ 141 169 197 225 267 295 365 393
m/z--> 50 100 1éo 200 250 300 350 400 15,80 16.00 16.20 16.40

8270-BF111319.M Thu Dec 05 16:09:58 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 14 Docosane, 11-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.56 5.29 ng 433307 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 86
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 2461 (16.562 min): BF118087.D (-2454) (-) m/z 57.10 100.00%
57
85
5000
(112 16.20 16.40 16.60 16.80
141460183 : : : :
oL , A lae21es 1, 288 281 s nyz 71.10  73.30%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 U DA AR BN B
16.20 16.40 16.60 16.80
113 m/z 43.10 58.90%
o 29 | 1 ﬂ (141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #194493: Hexacosane
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 56.98%
. ZFJ j |y MR 141 169 197 225 253 295 33 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #153228: 6,6-Diethylhoctadecane e e
57 16.20 16.40 16.60 16.80
85 m/z 55.05 25.12%
-~ UA\“WN\MMWVM/\Amﬂmvwwf“xnw
141
113 281
m/z--> % 100 150 200 250 300 350 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118087.D

Aca On : 4 Dec 2019 15:39

Operator :© JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 15 2-Bromotetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.17 3.19 ng 260825 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86

Abundance Scan 2564 (17.168 min): BF118087.D (-2560) (-) m/z 57.10 100.00%

57

141 168183 207 225 245 265 284 16.80 17.00 17.20 17.40
m/z 71.10 66.73%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L LB L
16.80 17.00 17.20 17.40
4 s m/z 43.05 50.41%
ol 26 | L i [ | 141 169 197 225 253268 296
I A b s o e R e e o ABLARANRREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
R e SRR
85 16.80 17.00 17.20 17.40
5000 4 m/z 85.10 48.02%
113
0 L | (141 169 197212 240

L L o e e e R AN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #129493: Eicosane B E RS e

57 16.80 17.00 17.20 17.40
m/z 55.05 21.87%

5000 85

%

282

113
141 169 197 o995 ‘
‘ h\ H AL \‘ \\‘ \‘ | 1 1 l L | 253 |

] :
---|----|----|----|----|----|----|----|----|---- T T T T T LI I L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 80 17. OO 17. 20 17.40

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120419\
Data File : BF118087.D

Acq On : 4 Dec 2019 15:39

Operator : JU

Sample : K6119-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.16 17.5 ng 781093 1 6.88 892044 20.0
2-Pentanone, 4-hy... 5.09 14.9 ng 665085 1 6.88 892044 20.0
Octadecanoic acid 12.74 54.7 ng 3939280 4 11.42 1441350 20.0
10-Methylnonadecane 13.24 2.9 ng 125372 5 14.07 851853 20.0
Heneicosane 13.58 2.7 ng 113326 5 14.07 851853 20.0
2-methyloctacosane 13.93 95.6 ng 4070050 5 14.07 851853 20.0
Eicosane 14.23 3.7 ng 157803 5 14.07 851853 20.0
[1]Benzothiopyran... 14_.40 7.5 ng 318851 5 14.07 851853 20.0
Heptadecane, 9-oc... 14.53 7.0 ng 298504 5 14.07 851853 20.0
Triacontane 14.60 52.3 ng 2228680 5 14.07 851853 20.0
Tetracosane 14.84 5.1 ng 414093 6 15.57 1637050 20.0
Heptadecane 16.03 10.2 ng 834130 6 15.57 1637050 20.0
Docosane, 11-butyl- 16.56 5.3 ng 433307 6 15.57 1637050 20.0
2-Bromotetradecane 17.17 3.2 ng 260825 6 15.57 1637050 20.0
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