LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

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-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 5.345 549 554 557 rBVY 3965053 3849632 85.91% 7.476%
2 6.369 723 728 731 rBVY 3942804 4101706 91.53% 7.965%
3 6.504 746 751 754 rBVY 4170479 4154074 92.70% 8.067%
4 6.728 786 789 793 rBVY 1393895 1260054 28.12% 2.447%
5 6.887 812 816 820 rBVY 3610668 3196515 71.33% 6.207%
6 7.292 879 885 897 rBVY 2550429 2733014 60.99% 5.307%
7 8.010 1003 1007 1014 rBV 1671030 1650507 36.83% 3.205%
8 9.086 1186 1190 1201 rBV 4408526 4481120 100.00% 8.702%
9 9.428 1244 1248 1251 rBvV2 53754 58180 1.30% 0.113%
10 9.480 1254 1257 1263 rVB 346484 398302 8.89% 0.773%

11 9.763 1299 1305 1308 rBV 2003673 1896585 42.32% 3.683%
12 9.792 1308 1310 1314 rVB 204597 185567 4.14% 0.360%

13 9.969 1337 1340 1344 rBV2 37997 46327 1.03% 0.090%
14 10.039 1348 1352 1357 rBV 91825 143760 3.21% 0.279%
15 10.304 1394 1397 1401 rVB 66641 59459 1.33% 0.115%

16 10.545 1433 1438 1449 rBV 3284078 3337209 74.47% 6.481%
17 11.239 1552 1556 1559 rBV 2033645 1963508 43.82% 3.813%
18 11.780 1643 1648 1656 rBV 774657 941334 21.01% 1.828%
19 11.845 1656 1659 1662 rVB 47579 53737 1.20% 0.104%
20 12.339 1738 1743 1746 rVB2 72191 72341 1.61% 0.140%

21 12.445 1757 1761 1764 rBV 215865 208205 4._.65% 0.404%
22 12.557 1777 1780 1794 rBV 400173 503574 11.24% 0.978%
23 12.669 1794 1799 1802 rVB 168827 167640 3.74% 0.326%
24 12.821 1820 1825 1828 rBV 4326276 4210257 93.96% 8.176%
25 13.063 1863 1866 1869 rVB 140002 115035 2.57% 0.223%

26 13.404 1921 1924 1931 rVB3 126235 134919 3.01% 0.262%
27 13.604 1955 1958 1961 rBV3 41845 55600 1.24% 0.108%
28 13.727 1975 1979 1985 rVB2 461111 612324 13.66% 1.189%
29 13.863 1997 2002 2009 rBV 1747132 1878006 41.91% 3.647%
30 14.045 2029 2033 2037 rBV 262235 251834 5.62% 0.489%

31 14.345 2081 2084 2090 rBV 555686 572505 12.78% 1.112%
32 14.615 2127 2130 2131 rBV 82324 71756 1.60% 0.139%
33 14.639 2131 2134 2141 rVV 843449 949587 21.19% 1.844%
34 14.710 2143 2146 2152 rVB 197763 203557 4._.54% 0.395%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

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\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.868 2170 2173 2183 rBV 43576 83930 1.87% 0.163%

36 14.957 2183 2188 2193 rBV 1155888 1325047 29.57% 2.573%
37 15.268 2235 2241 2244 rBV 1064809 1422489 31.74% 2.762%
38 15.315 2244 2249 2262 rVB 1065341 1459935 32.58% 2.835%
39 15.557 2288 2290 2294 rVB2 44334 49524 1.11% 0.096%
40 15.715 2311 2317 2323 rBVY 767753 1173095 26.18% 2.278%

41 16.186 2391 2397 2407 rVB 352223 612182 13.66% 1.189%
42 16.657 2475 2477 2484 rVB5 57523 86265 1.93% 0.168%
43 16.733 2484 2490 2496 rVB 101006 195018 4 _.35% 0.379%
44 17.004 2531 2536 2547 rVB6 72931 185375 4.14% 0.360%
45 17.180 2560 2566 2577 rBV6 89227 236636 5.28% 0.460%

46 17.374 2595 2599 2608 rVB3 71664 148293 3.31% 0.288%

Sum of corrected areas: 51495519
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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: BF112920.D
6.50

4000000 535 6.37

6.89

3000000
7.29

2000000
6.73

1000000

R o e SENEEENEMESIEPNEMEMISESESSSENESESEMESSUESEMED LSS S MENISSEBLEL S A St S A S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112920.D

4000000

10.55
3000000

11.24
2000000 9.76
8.01

1000000 11.78
12.56

9.48
L ok iPss0e 030 | I ves 12 2E| mes

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: BF112920.D

4000000
3000000

2000000 13.86

14.96 153>
1000000 14.64 15.72

14.34
137 16.19
) 15.56 1616673 17.007.1817.37
) N TN

e e e —————

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 65.93 ng 4154070 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.498 min): BF112920.D (-746) (-) m/z 132.00 100.00%
32
5000 68
40 %6 J 620 640 6.60 6.80
54 : . . .
o |7 e | sus Wl Wiz 67.95  42.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RARSS LA RS RARS
69 6.20 6.40 6.60 6.80
39 57 m/z 134.00 32.89%
8 g 89 103 ..
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 640 6.60 680
5000 m/z 66.00 27 .67%
31 5l 8
0 ‘ L1 H (1 . |
L S L S UL UL IR UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S EEAmEmmnas s
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.65%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, SN | N |
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 : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 9.59 ng 941334 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1648 (11.780 min): BF112920.D (-1643) (-) m/z 72.95 100.00%
43 60 B
5000 129
97 213 e R R AR R
1S | yplo7171185, o 2275, 256 11.40 11,60 11.80 12.00
ol 4l m/z 43.00 83.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R DR R RN AR R
11.40 11.60 11.80 12.00
m/z 59.95 82.93%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 1140 11.60 11.80 12.00
5000 29 129 m/z 57.00 72.30%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e S A
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 62.94%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'L'UL' SN NS SUNIE
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 : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 5 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 5.36 ng 503574 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1781 (12.563 min): BF112920.D (-1777) (-) m/z 73.00 100.00%
43 73
57
5000 129
185 241
143457171 12.20 12.40 12.60 12.80
O m/z 43.00 96.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 U SR SR SRR B

12!20 12.I40 12.I60 12.I8O
m/z 59.95 83.11%

143457171
04

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

Abundance #95854: Pentadecanoic acid

43 73

29 12.20 12.40 12.60 12.80
5000 m/z 57.00 81.08%

, 129 242
AL o,
Ohr it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid LN a R
43 90 12.20 12.40 12.60 12.80
m/z 55.00 70.15%
5000 129
213
JH, 143157171185199
0

’ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.52 ng 612324 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87
Abundance Scan 1979 (13.727 min): BF112920.D (-1975) (-) m/z 57.00 100.00%

71
5000

:

13.40 13.60 13.80 14.00
m/z 43.00 72.66%

5
o 139 154168182196210 225239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester

5

5000

13. 40 13. 60 13. 80 14. OO
o5 m/z 71.00 61.54%

o 11125 148 168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-
57

29

E

71 T T T T T T
13.40 13.60 13.80 14.00

m/z 55.00 47 .99%

5000

125
139 154168182196 210224

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester T T T T

57 13.40 13.60 13.80 14.00
m/z 83.00 46.01%
5000 43
29

o J 'S H \\ 111125939 154 196 224 269

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

8270-BF022719.M Fri Mar 08 16:25:54 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .04 2.68 ng 251834 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
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 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2032 (14.039 min): BF112920.D (-2029) (-) m/z 57.00 100.00%

|

113 13 80 14.00 14.20 14.40
141 169 242
ob b LRy M 1091onom 242067 m/z 71.00 63.33%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000
1380 14.00 14.20 14140
‘ m/z 43.00 57.74%

N J | 1141 169 197 225 253 282
S : S

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57

13.80 14. 00 14. 20 14.40

5000 85 m/z 85.10 45.31%
2° 13 141
0 Lo ﬂ 169 197 225 253 281 309 337 365 394
LI : L e e T I e s e e
m/z--> 50 100 150 200 250 300 350 \ \
Abundance #141426: Heneicosane B B I L B B B
57 13.80 14.00 14.20 14.40
m/z 55.00 21.92%
85
5000
29 113
ol L 77,141 369 107 225 253 296
LI B B L e B B e L B R B B e | L B B B
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.34 6.10 ng 572505 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2083 (14.339 min): BF112920.D (-2081) (-) m/z 57.00 100.00%

g7

5000 85

113 14.00 14.20 14.40 14.60
| 141 169 240
ol A LT M 109 000011 240 283 m/z 71.00 65.03%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 R
14.00 14.20 14.40 14.60
29 m/z 43.00 62.52%
e e o e T L B o B o o o o o B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
ERREE RS SRR S R
85 14.00 14.20 14.40 14.60
5000 m/z 85.00 45.68%
29 113
oL L LT M 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.00 14.20 14.40 14.60

m/z 55.00 21.81%

5000 85
. L
‘ i 1 J1113 141160 197 225 253 205 323 367 ,N,,.J\,,N_aw_ﬂ\__ﬁnﬁf

[

L e st At

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\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 13.35 ng 949587 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Docosane 310 C22H46 000629-97-0 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2134 (14.639 min): BF112920.D (-2131) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
ol ALl 100107 225953 205323 o771 00 67.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.40 14.60 14.80 15.00
- m/z 43.00 59.11%
oL L. I J / J1§1I169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 50.49%
118 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #153222: Docosane
57 14.40 14.60 14.80 15.00
m/z 55.00 19.76%
5000 85
. 2011, J1}3‘1ﬂ1‘169 197 225 253 281 310
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 14'40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.86 ng 203557 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 Farnesol, acetate 264 C17H2802 1000352-67-2 64
Abundance Scan 2146 (14.710 min): BF112920.D (-2143) (-) m/z 69.00 100.00%
69
5000
41 J e Y )
o7l 14.40 14.60 14.80 15.00
Ol et ..,H.l.l,.1.7?.2,0?.23.1.2]6?.2.99....3,“3?... || M/z  81.00  53.64%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
5000, 4t R DAL B I IR

14.40 14.60 14,80 15.00
m/z 41.00 24.58%

137
o 09 191 231 273 341368 410
e b d e e A e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
60
B B
14.40 14.60 14.80 15.00
5000 m/z 95.00 15.77%
41
09137
o L 299 101 231 273301 341368 410
L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... e A RERREEEES
69 14.40 14.60 14.80 15.00
m/z 68.00 10.34%
5000
a1 137
0 [, 191 245273301 341368 409436 477504 546
e LN T SUSINNTV RSN s €S LS i s LA e RN kS
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 16.49 ng 1173100 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2318 (15.721 min): BF112920.D (-2311) (-) m/z 57.00 100.00%
57
85
5000
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
141 169 15.40 15.60 15.80 16.00
ol A II Lm0 10221 | 293 295 323 351 m/z 71.00 68.29%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
15.40 15.60 15.80 16.00
m/z 43.00 57 .38%
29 | 13 g4
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.00 51.99%
29 113
oL L LT M 169 107 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #175557: Tetracosane
57 15.40 15.60 15.80 16.00
m/z 55.00 21.19%
5000 85
29 113
0 | I |y Ty, 14 ‘169 197 225 253 281 309 338
m/z--> 5'0 1(')0 150 2(')0 250 300 3&1;0 15. 40 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 : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 13 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.19 8.61 ng 612182 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2398 (16.192 min): BF112920.D (-2391) (-) m/z 57.00 100.00%

5000

-

15.80 16.00 16.20 16.40 16.60

41 183 205 280 323

0 m/z 71.00 73.32%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

15.80 16.00 16.20 16.40 16.60

m/z 43.00 56.92%

141 183 225 281 337 394

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
[T T T T
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.00 54.59%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

3

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7 15.80 16.00 16.20 16.40 16.60
m/z 55.00 22.92%
5000
99
0l_26, | | 141 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16.20 16 40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 15 unknownl17.00 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
17.00 2.61 ng 185375 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 35
2 1-Benzothiophen-3-amine. 6-metho... 225 C10H11NO3S 1000337-42-4 11
3 N-Tp-Bromophenvlcarbamovllaziridine 240 C9H9BrN20 015460-43-2 11
4 6.7-Dihvdro-2-isopropvlamino-8-m... 225 C9H15N502 1000101-98-2 11
5 2,2,5-Trimethyl-1-phenylhexa-3,4... 214 C15H180 261786-81-6 11

Abundance Scan 2535 (16.998 min): BF112920.D (-2531) (-) m/z 199.10 100.00%
199 o5
363
5000
155
69 129 305
43 95 73 253 276 | 16.60 16.80 17.00 17.20 17.40
0 PRI - m/z 225.05 83.89%
m/z--> 50 100 150 200 250 300 350
Abundance #84135: n-Heptanoic acid,methyl(tetramethylene)silyl ester
115 199
43
87
5000 61
143 111 16.60 16.80 17.00 17.20 17.40
m/z 363.20 65.97%
228
0
m/z--> 50 100 150 200 250 300 350
Abundance #81528: 1-Benzothiophen-3-amine, 6-methoxy-2-methyl-, 1,1-...
225
182 UL R B B
16.60 16.80 17.00 17.20 17.40
5000 m/z 213.10 48 _.37%
43 63 117 4
Olwwhlhwl‘x‘llh\\“‘ |‘7|H|||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #94544: N-[p-Bromophenylcarbamoyl]aziridine
2 199 16.60 16.80 17.00 17.20 17.40
70 m/z 155.00 32.72%
5000 91 240
} 143161
o) I“I .H.‘l‘.“.‘ IJI:L\:JI:QI IHIHI \Inl : l N T
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 17.40

8270-BF022719.M Fri Mar

08 16:25:58 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 16 4,4°-((p-Phenylene)diisopro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.18 3.33 ng 236636 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-((p-Phenvleneddiisopropvlid... 346 C24H2602 002167-51-3 52
2 47-(2.4.6-Trinitroanilino)acetopn... 346 C14H10N407 080792-88-7 46
2-I3.4-Dichlorophenvl1-4-carboxv... 331 C17H11CI2NO2 1000253-84-5 35
4 Indole-3-carboxvlic acid. 5-hvdr... 331 C20H29NO3 300860-45-1 30
5 (6Alpha,8beta)-4,5-epoxy-8,14-di... 331 C18H21NO5 023185-97-9 30
Abundance Scan 2566 (17.180 min): BF112920.D (-2560) (-) m/z 331.10 100.00%
331
5000 43
105 275
81 145 173 205 931 303 LA UL BN SUNILLE I
| | | 381 414 16.80 17.00 17.20 17.40
o WM AR | BT m/z 346.15 72.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #181563: 4,4'-((p-Phenylene)diisopropylidene)diphenol
331
5000 LRSI U AU BUNILE
16.80 17.00 17.20 17.40
158 m/z 43.00 39.98%
oL 41 77 107 | | 181 211 237 26g 301,
m/z--> 50 160 150 200 250 300 350 400
Abundance #180759: 4'-(2,4,6-Trinitroanilino)acetophenone
381
16.80 17.00 17.20 17.40
5000 m/z 55.00 35.41%
43 165 284
oL15 76 114138 | 19213 2382 9
m/z--> 50 100 1éo 260 2%0 300 350 400
Abundance #169840: 2-[3,4-Dichlorophenyl]-4-carboxy-7-methylquinoline B e e e
331 16.80 17.00 17.20 17.40
m/z 275.20 28.95%
5000
- 287
89
oL a1 15142166189 210 | | 308 |
m/z--> 50 100 150 200 250 300 350 400 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112920.D

Aca On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 17 unknownl7.37 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.08 ng 148293 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 43
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 41
3 Triacontane 422 C30H62 000638-68-6 38
4 Hexacosane 366 C26H54 000630-01-3 38
5 Pentacosane 352 C25H52 000629-99-2 38
Abundance Scan 2598 (17.368 min): BF112920.D (-2595) (-) m/z 57.00 100.00%
203 Nvuu\$pN#Hw“/\NMMN\N\WMWNA
5000
150173 o 257 290315 17.00 17.20 17.40 17.60

(o} m/z 71.00 81.59%

2
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000

17.00 17.20 17.40 17.60
m/z 203.10 62.54%

141 169 197 225 365 393

267 295

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57
17.00 17.20 17.40 17.60
5000 85 m/z 218.15 62 .05%
113
29
141 169 197
ol &,‘.!.J.4 J.J..*,u . 257.. e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 17.00 17.20 17.40 17.60
m/z 43.00 60.83%
5000 85
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030719\
Data File : BF112920.D

Acq On : 7 Mar 2019 14:46

Operator : JU/SJ

Sample : K1757-15

Misc :

ALS Vial : 5 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 65.9 ng 4154070 1 6.73 1260050 20.0
n-Hexadecanoic acid 11.78 9.6 ng 941334 4 11.24 1963510 20.0
Octadecanoic acid 12.56 5.4 ng 503574 5 13.86 1878010 20.0
Oxalic acid, isob... 13.73 6.5 ng 612324 5 13.86 1878010 20.0
Eicosane 14.04 2.7 ng 251834 5 13.86 1878010 20.0
Heptadecane 14_.34 6.1 ng 572505 5 13.86 1878010 20.0
Heneicosane 14.64 13.4 ng 949587 6 15.27 1422490 20.0
Squalene 14.71 2.9 ng 203557 6 15.27 1422490 20.0
Hexacosane 15.72 16.5 ng 1173100 6 15.27 1422490 20.0
Octacosane 16.19 8.6 ng 612182 6 15.27 1422490 20.0
unknownl17 .00 17.00 2.6 ng 185375 6 15.27 1422490 20.0
4,4°-((p-Phenylen... 17.18 3.3 ng 236636 6 15.27 1422490 20.0
unknownl17 .37 17 .37 2.1 ng 148293 6 15.27 1422490 20.0
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