LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 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-BF022719.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 5.340 549 553 557 rBVY 3465406 3617354 81.59% 8.149%
2 6.369 722 728 742 rBY 3721054 4023797 90.76% 9.065%
3 6.498 746 750 753 rBVY 4141846 3888159 87.70% 8.759%
4 6.728 786 789 793 rBVY 1501741 1221337 27.55% 2.751%
5 6.887 812 816 819 rBVY 3608420 3067509 69.19% 6.910%
6 7.287 879 884 897 rBVY 2430924 2540133 57.29% 5.722%
7 8.010 1003 1007 1014 rBV 1647045 1536973 34.67% 3.462%
8 9.086 1185 1190 1201 rBV 4560841 4433659 100.00% 9.988%
9 9.210 1208 1211 1216 rVB 271258 253120 5.71% 0.570%
10 9.481 1253 1257 1263 rBV 295949 292291 6.59% 0.658%

11 9.763 1300 1305 1314 rBV 1734102 1818387 41.01% 4._.096%
12 10.351 1401 1405 1413 rBV 140271 158835 3.58% 0.358%
13 10.545 1433 1438 1452 rBV 2896631 2977815 67.16% 6.708%
14 11.239 1552 1556 1563 rBV 1789607 1966502 44 .35% 4._.430%
15 11.292 1563 1565 1570 rVB2 41258 50131 1.13% 0.113%

16 11.710 1632 1636 1639 rBV 45131 54391 1.23% 0.123%
17 11.775 1643 1647 1656 rVvV3 404496 458621 10.34% 1.033%
18 12.280 1729 1733 1737 rBV2 99347 100763 2.27% 0.227%
19 12.322 1737 1740 1745 rVB3 37288 58036 1.31% 0.131%
20 12.439 1757 1760 1764 rBV 252843 229652 5.18% 0.517%

21 12.486 1765 1768 1775 rVB 75052 84858 1.91% 0.191%
22 12.557 1777 1780 1788 rBV3 113540 165596 3.73% 0.373%
23 12.669 1794 1799 1804 rBV 215577 235443 5.31% 0.530%
24 12.816 1820 1824 1828 rBV 4129604 4098035 92.43% 9.232%
25 13.057 1861 1865 1869 rVB3 43030 51890 1.17% 0.117%

26 13.727 1975 1979 1986 rVB2 244663 322138 7.27% 0.726%
27 13.857 1996 2001 2015 rVB 1690107 1830277 41.28% 4.123%
28 14.039 2029 2032 2036 rBV 153926 157116 3.54% 0.354%
29 14.345 2080 2084 2097 rVB 281636 331882 7.49% 0.748%
30 14.639 2130 2134 2142 rBV 374522 382021 8.62% 0.861%

31 14.710 2143 2146 2150 rVB 79788 81980 1.85% 0.185%
32 14.868 2169 2173 2176 rBV 100379 157308 3.55% 0.354%
33 14.957 2184 2188 2192 rBV 394254 430469 9.71% 0.970%
34 15.145 2217 2220 2223 rBV 59380 71829 1.62% 0.162%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.204 2226 2230 2234 rVV 81377 102552 2.31% 0.231%
36 15.263 2235 2240 2245 rVV 1197282 1581644 35.67% 3.563%
37 15.310 2245 2248 2253 rVB 370656 451833 10.19% 1.018%
38 15.715 2312 2317 2322 rBV 292806 432966 9.77% 0.975%
39 16.180 2391 2396 2402 rBV 201345 330653 7.46% 0.745%
40 16.727 2484 2489 2497 rVB2 100799 187861 4.24% 0.423%

41 17.368 2594 2598 2610 rVB 66153 154520 3.49% 0.348%

Sum of corrected areas: 44390336
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112931.D

6.50

4000000 6.37

5.34 6.89

3000000
7.29

2000000
6.73

1000000

I
5.00
TIC: BF112931.D

Time-->
Abundance

4000000

3000000 10.55

2000000 11.24

9.76

8.01

1000000

9.21 9.48

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112931.D
4000000
3000000
2000000 13.86
15.26
1000000
14.64 14.96
1373|1404 1434 16.18 16.73 17.37
Oy e e o,  ————————— e
Time--> 13.50 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\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 63.67 ng 3888160 1,4-Dichlorobenzene-d4 6.73
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 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.498 min): BF112931.D (-746) (-) m/z 131.95 100.00%
5000 68
40 % J 620 6.40 6.60 6.80
54 . . : :
o |78 | sus o w/7 68.00 A41.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 AL
5000 ISR LR L S
6.20 6.40 6.60 6.80
2 51 78 m/z 133.95 33.03%
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
”'I”"P'EW"”I'”'
6.20 6.40 6.60 6.80
5000 67 m/z 65.95  27.30%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.34%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, SN | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10

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

9.21 2.78 ng 253120 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 87
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 50
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 33

Abundance Scan 1211 (9.210 min): BF112931.D (-1208) (-) m/z 43.00 100.00%
43
109
5000 151
5769 85 350 5By 520 540 ko
123 169 : : : : :
0 ...,....',|:-..-l.'-,.-'.'-..-,".|.~.'9.7,.'."=.,...1.3,7..:.,....,....,...., m/z 108.95  69.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RS VRSN AN LA
880 9.00 9.0 9.40 9.60
57 69 85 m/z 151.05 43.80%
s 20 | A . a2y 12215 ' 102 ou
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109
8.80 9.00 9.20 9.40 9.60
5000 151 m/z 41.00 18.36%
93 122
32 79 | ‘ 134
G R R S S WL B B S WY W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109 8.80 9.00 9.20 9.40 9.60

m/z 85.00 12 .80%

5000 151
43
15 27 ‘ 54 65 M 91 | 122135 |

Ol AR el Al o o e

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.66 ng 458621 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1646 (11.769 min): BF112931.D (-1643) (-) m/z 72.95 100.00%
4 60 73 ﬂ\\_
5000
129
97 192 DN PR BRI UL
115 | 443157171 213 7 256 11.40 11.60 11.80 12.00
Ob il m/z 43.00 98.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 U DA B B B
nmumnmnm
m/z 60.00 88.69%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43 RN UL BRI UL
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 75.22%
29
SECHIN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A B
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 72.89%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.“.. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Oxalic acid, isobutyl penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.52 ng 322138 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 81
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 81
Abundance Scan 1979 (13.727 min): BF112931.D (-1975) (-) m/z 57.00 100.00%
57

43

5000

:

111 Mttt cnsae s
125
149 168182197211 227 246 1340 7350 2380 14.90

281

0 m/z 43.00 73.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
5000 TT LR B TTT T T
43 - 13.40 13.60 13.80 14.00
29 85 m/z 70.95 55.80%
ol 25 145 182 210 255
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
43 | |

13.40 13.60 13.80 14.00
m/z 55.00 54.85%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester T
57 13.40 13.60 13.80 14.00
m/z 83.00 52.80%

%

5000 43
29

%

‘ ‘ 241
o) S 1 0 P i . — T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. OO

| 11125 148 168 196
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.35 3.63 ng 331882 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2085 (14.351 min): BF112931.D (-2080) (-) m/z 57.00 100.00%
57
5000 J 85 A /
PN SUNIL UL DU
113 14.00 14.20 14.40 14.60
141 169
ol ..,I.J. AL oo 200 o7 s B
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 AR AR AR
85 14.00 14.20 14.40 14.60
29 m/z 43.00 59.97%
. LU ) 28 141 169 105 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
14.00 14.20 14.40 14.60
5000 g5 m/z 85.00 50.95%
29
ol ‘ || | 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #141426: Heneicosane T T T TR
57 14.00 14.20 14.40 14.60
m/z 55.00 22 .34%
85
5000 ‘*nwyj\dmmwvvwﬁ\xhﬂvwa
29 113 LJLAAF
0 L J |, 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 400 14.00 14.20 1440 14.60

8270-BF022719.M Fri Mar 08 16:27:32 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 4.83 ng 382021 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2134 (14.639 min): BF112931.D (-2130) (-) m/z 57.00 100.00%
57
5000 85
113 1440 14.60 14,80 15.00
141 169
oLkl .U|, Ly Asre2d 265295 %0 "m/z 71.00 67.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94351: Hexadecane, 3-methyl-
57
5000 L B U IR B
14.40 14.60 14.80 15.00
85 m/z 43.00 61.17%
ol |10 1 2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane
57
1440 14.60 14,80 15.00
5000 g5 m/z 85.00 49 _27%
29
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane B e AR
57 14.40 14.60 14.80 15.00
m/z 55.00 19.94%
5000 85
113
o2 ‘ L7714 160 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 400 450 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.96 5.44 ng 430469 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2189 (14.963 min): BF112931.D (-2184) (-) m/z 57.00 100.00%
57
5000 85
252 Wen 1aen 1500 1600
141 169 14.60 14.80 15.00 15.20
ok d 4 1] 'l A0 197224 [ 276 338 "m/z 71.00 68.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 PN U SN SRR
14.60 14.80 15.00 15.20
- m/z 43.00 56.43%
oL, ﬂ113 1f1.169 197 225 253 338
m/z--> éo 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.05 49 .83%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R e e AR
57 14.60 14.80 15.00 15.20
m/z 55.00 21.64%
5000 85
113 141
oL 20 | {1109 107 225 253 281 309 337 365 303 422 | T T M O
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.47 ng 432966 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2318 (15.721 min): BF112931.D (-2312) (-) m/z 57.00 100.00%
g7
85
5000
113 1540 1560 1580 1600
141 15.40 15.60 15.80 16.00
ol L .'||, Loy 363183 211 241 268 205315341 | sz 71.00  69.54%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 U A N IR BN
1540 15.60 15.80 16.00
113 m/z 43.00 57 .56%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
g7
o 15.40 15.60 15.80 16.00
5000 m/z 85.00 54_.74%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #175559: Tetracosane ST T T
57 15.40 15.60 15.80 16.00
m/z 55.00 22 .90%
85
5000
29
oL il [113/141 160 197 225 253 338
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 4.18 ng 330653 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2396 (16.180 min): BF112931.D (-2391) (-) m/z 57.00 100.00%
57
>0 1 /\,\\~_¥/\A,~/\,,,\,,N,\da_n
LRI AN SN R
141 16, 183 15.80 16.00 16.20 16.40
N 1] L 162109 208 239 279298 m/z 71.00 66.45%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 USRS DARRERE
1580 16.00 16,20 16.40
140 m/z 43.00 57 .38%
29 11 168
ol b P | e ase e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
15.80 16.00 16,20 16.40
5000 85 m/z 85.00 51.57%
29 i 13 14
ol A L, T 109 107 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane S BEammat e e o
57 15.80 16.00 16.20 16.40
m/z 55.00 20.38%
85
-~ M‘”
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112931.D

Aca On : 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.73 2.38 ng 187861 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 80
Abundance Scan 2489 (16.727 min): BF112931.D (-2484) (-) m/z 57.00 100.00%
57
i WW\,/L
5000
13 16.40 16.60 16.80 17.00
34155 211 : : : :
ol b A l|| L3400 188 241 o578l 31 0TI 00 72.35%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LR AR SRR UL UL
16.40 16.60 16.80 17.00
m/z 43.00 57 .46%
i 1,141 160
o LT 390 197 225 253 21 300 g7 30
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
16.40 16.60 16.80 17.00
5000 85 m/z 85.00 53.63%
ol 38 J Ly dlﬁ3dlﬁl 169 197 %9 267 204 323 352
m/z--> 50 100 1éo 200 250 300 350
Abundance #141426: Heneicosane B A
57 16.40 16.60 16.80 17.00
m/z 98.95 19.97%
85
- WWM/LW‘N
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1% 200 250 300 350 16.40 16.60 16.80 17.00

8270-BF022719.M Fri Mar 08 16:27:34 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030719\
Data File : BF112931.D

Acq On > 7 Mar 2019 19:45

Operator : JU/SJ

Sample : K1760-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 63.7 ng 3888160 1 6.73 1221340 20.0
2,4,7,9-Tetrameth. .. 9.21 2.8 ng 253120 3 9.76 1818390 20.0
n-Hexadecanoic acid 11.77 4.7 ng 458621 4 11.24 1966500 20.0
Oxalic acid, isob... 13.73 3.5 ng 322138 5 13.86 1830280 20.0
Heptadecane 14.35 3.6 ng 331882 5 13.86 1830280 20.0
Hexadecane, 3-met... 14.64 4.8 ng 382021 6 15.26 1581640 20.0
Tetracosane 14.96 5.4 ng 430469 6 15.26 1581640 20.0
2-methyloctacosane 15.72 5.5 ng 432966 6 15.26 1581640 20.0
Nonadecane, 9-met... 16.18 4.2 ng 330653 6 15.26 1581640 20.0
Heptacosane 16.73 2.4 ng 187861 6 15.26 1581640 20.0
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