LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

Data File : BF113009.D

Aca On : 12 Mar 2019 18:10 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple - K1697-05 5X el
isc _

ALS Vial : 12 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 5.334 548 552 562 rBV 600382 616489 13.85% 2.142%
2 6.363 723 727 743 rBV 684819 711720 15.99% 2.473%
3 6.498 746 750 759 rBV 819408 714219 16.04% 2.481%
4 6.734 786 790 799 rBVY 1165870 1056650 23.74% 3.671%
5 6.887 813 816 827 rVB 654368 557819 12.53% 1.938%
6 7.287 877 884 891 rBV 373572 409847 9.21% 1.424%
7 8.010 1003 1007 1014 rBV 1338626 1375989 30.91% 4_.780%
8 8.316 1054 1059 1062 rBV5 40304 63204 1.42% 0.220%
9 8.451 1079 1082 1086 rBV3 49136 56210 1.26% 0.195%
10 8.522 1090 1094 1097 rBvV2 57072 66425 1.49% 0.231%
11 8.616 1106 1110 1117 rBV 167606 197309 4_.43% 0.685%
12 8.710 1124 1126 1133 rVB5 35438 51482 1.16% 0.179%
13 8.839 1142 1148 1153 rBv4 59763 91704 2.06% 0.319%
14 9.045 1181 1183 1186 rVB2 61502 55375 1.24% 0.192%

15 9.086 1186 1190 1196 rBV 822001 757184 17.01% 2.631%

16 9.181 1203 1206 1210 rBV 217485 184138 4.14% 0.640%
17 9.486 1254 1258 1259 rBV2 63132 72382 1.63% 0.251%
18 9.710 1293 1296 1300 rBV 203341 186983 4._.20% 0.650%
19 9.763 1300 1305 1312 rBV 1532468 1453896 32.66% 5.051%
20 9.939 1331 1335 1338 rBV5 34410 56498 1.27% 0.196%

21 10.028 1347 1350 1354 rVB3 44145 49136 1.10% 0.171%
22 10.204 1377 1380 1384 rBV 221315 176352 3.96% 0.613%
23 10.428 1410 1418 1420 rBV 80912 105696 2.37% 0.367%
24 10.545 1434 1438 1443 rBvV 415418 423376 9.51% 1.471%
25 10.675 1457 1460 1468 rBV 235349 251656 5.65% 0.874%

26 11.122 1533 1536 1539 rBV 172658 150696 3.39% 0.524%
27 11.151 1539 1541 1548 rVB 65049 64758 1.45% 0.225%
28 11.239 1552 1556 1564 rBV 1262011 1258450 28.27% 4._.372%
29 11.545 1605 1608 1610 rBV 145287 120091 2.70% 0.417%
30 11.645 1621 1625 1633 rVB 2062507 1730201 38.87% 6.011%

31 11.774 1644 1647 1656 rBV2 149982 186070 4.18% 0.646%
32 11.951 1671 1677 1684 rBV 126717 147490 3.31% 0.512%
33 12.327 1737 1741 1743 rBV 4441105 4451604 100.00% 15.465%
34 12.351 1743 1745 1751 rVV 4859751 4208754 94.54% 14.622%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

Data File : BF113009.D

Aca On : 12 Mar 2019 18:10 Instrument :

Operator : JU/SJ gmgigamlem'

agmp le - K1697-05 5X el
isc _

ALS Vial : 12 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 12.433 1755 1759 1763 rBV2 866776 798980 17.95% 2.776%

36 12.480 1765 1767 1771 rVB 127071 119941 2.69% 0.417%

37 12.557 1778 1780 1786 rVB2 59290 69863 1.57% 0.243%
38 12.669 1795 1799 1803 rBV2 235183 268255 6.03% 0.932%
39 12.710 1803 1806 1813 rVB2 87592 93476 2.10% 0.325%

40 12.816 1821 1824 1830 rBVY 626861 595441 13.38% 2.069%

41 12.986 1850 1853 1855 rBVY 121369 117818 2.65% 0.409%
42 13.010 1855 1857 1859 rVV3 117256 135310 3.04% 0.470%
43 13.063 1863 1866 1871 rVB3 117911 191609 4_30% 0.666%
44 13.151 1879 1881 1885 rBVY 114470 110834 2.49% 0.385%

45 13.310 1905 1908 1912 rVB4 59594 61191 1.37% 0.213%
46 13.404 1921 1924 1927 rBV 71813 62402 1.40% 0.217%
47 13.727 1976 1979 1988 rVB 100393 115059 2.58% 0.400%
48 13.821 1992 1995 1997 rBV 76176 72724 1.63% 0.253%

49 13.863 1998 2002 2012 rVB 1351676 1440056 32.35% 5.003%
50 14.045 2030 2033 2037 rVB 125365 103859 2.33% 0.361%

51 14.345 2081 2084 2088 rBV 171951 168845 3.79% 0.587%
52 14.645 2132 2135 2140 rVB 220595 218440 4.91% 0.759%
53 14.963 2185 2189 2194 rVB 214755 256855 5.77% 0.892%
54 15.274 2237 2242 2246 rBV 888513 1106921 24.87% 3.846%
55 15.315 2246 2249 2254 rVB 216778 271307 6.09% 0.943%

56 15.721 2314 2318 2323 rBV2 143016 204146 4_.59% 0.709%
57 16.192 2394 2398 2402 rVB2 89401 141387 3.18% 0.491%

Sum of corrected areas: 28784572
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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\BF031219\
BF113009.D
12 Mar 2019 18:10

Ju

/SJ

K1697-05 5X

12

Sample Multiplier: 1

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

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

Abundance

4000000

3000000

2000000

1000000

TIC: BF113009.D

5.33 6.38>° 6.89
| 1|

OF=
Time-->

T
4.50 5.00 5.50 6.00 6.50 7.00

Abundance

4000000

3000000

2000000

1000000

8.01

9.76

TIC: BF113009.D

11.65

11.24
12.43

12.82

11.5411.711.95 48257) 1aawB1gs -

Ole=
Time-->

I
8.50 9.00 9.50

T
10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance

4000000

3000000

2000000

1000000

13.86

15.27

, 1434 1464 14.96

TIC: BF113009.D

I
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\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 4

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

6.50 13.52 ng 714219 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.498 min): BF113009.D (-746) (-) m/z 132.00 100.00%
5000
68
40 o6 J 620 'éhb'%'eb' 680
54 . . . .
o |7 e s N m/z 68.00 38.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.77%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.69%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 14 .50%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | SR
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\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Tridecane Concentration Rank 13

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

8.62 2.87 ng 197309 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Hexadecane 226 C16H34 000544-76-3 80
3 Undecane 156 Cl11H24 001120-21-4 72
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64

Abundance Scan 1111 (8.622 min): BF113009.D (-1106) (-) m/z 57.00 100.00%
a3
71
5000
119121 145 160 8.20 8.40 8.60 8.80 9.00
O b e 184 m/z 42.95 81.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57
5000 1 REBEAREE SLEBE SRR A
8.20 8.40 8.60 8.80 9.00
29 85 m/z 71.00 54.61%
oo L Pt s
m/z--> 25 Jo éo éo 160 120 150 1éo 180 260 250
Abundance
43 57
8.|20 8.110 8.|60 8.|80 9.'00
5000 71 m/z 41.00 36.42%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1é0 1éo 200 250
Abundance #28421: Undecane T AEamEEEE
43 57 8.20 8.40 8.60 8.80 9.00
m/z 84.95 35.38%
5000 71
85
29
ol 15 | ‘ L \‘ PR 1%
m/z--> 25 Jo éo éo 160 120 150 160 180 260 250 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Tetradecane Concentration Rank 17

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

9.18 2.53 ng 184138 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 86

Abundance Scan 1206 (9.181 min): BF113009.D (-1203) (-) m/z 57.00 100.00%
57
43

5000

3
3

8.80 9.00 9.20 9.40 9.60
m/z 43.00 75.21%

0 9 113 127 141 154 169

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane

71

3
3

5000 85 e e aa et
8.80 9.00 920 9.40 9.60

29 m/z 71.00 55.40%
s L P mawmimss i 1
R o e B o o I e AL I e e o e o N mE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a3 7 WI\JMMM
e RN EE S S R ]
71 8.80 9.00 9.20 9.40 9.60
5000 m/z 85.00 35.59%
85
29
ol 18 99 113 127 141 155 184
N L i o o o L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 w
Abundance #71393: Pentadecane I RE R S e
57 8.80 9.00 9.20 9.40 9.60
43 m/z 41.00 33.01%
71
5000 85
2 99 JLMMMWKNMkJJkﬂNNvﬂJ\k\M
0 18 \‘ \M ‘ d ol 113 127 141 155 169 183 212
e e e e e e e e e e e R e R EEE 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\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Pentadecane Concentration Rank 15

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

9.71 2.57 ng 186983 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C16H34 000544-76-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1296 (9.710 min): BF113009.D (-1293) (-) m/z 57.00 100.00%
57
43
71
5000 85
940 9.60 9.80 10.00
113 127 : : : -
o...,....-,':..|,..":.,'!...-",...'.,....1?.1.1.5.5,..1.7.5,.15?5?.,..2?2., m/z 43.00 72.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57
43
71
5000 85 940 9.60 9.80 10.00
29 m/z 71.00 61.12%
oL 18 | “\ L % 113127 141 155 169 183 212
miz--> 5w b B o Do o 1k i o
Abundance
57
43 T T T T T T T T
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.00 41.50%
29
oL 15 9 113 127 141 155 169 198
mee O H & w0 do v i i 2o g |
Abundance #48835: Tridecane R e Al
43 97 9.40 9.60 9.80 10.00
m/z 41.00 37 .46%
71
5000
85
A Lo e s
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.20 2.43 ng 176352 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 81
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 76

Abundance Scan 1379 (10.198 min): BF113009.D (-1377) (-) m/z 57.00 100.00%

57
43

5000

9.80 10.00 10.20 10.40 10.60

99 113 129144158172 187202

(o} m/z 43.00 69.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57
71
5000 43 85 IIIIIIII IIIIIIII T
9. 80 10 00 10. 20 10. 40 10 60
m/z 71.00 54 _.70%
99113127
R A A w o e M ARRREAREE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 5 == — il
85 9.80 10.00 10.20 10.40 10.60
5000 m/z 85.00 33.38%
99
2 13127141 240
0 15 155169183197211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129499: Nonadecane, 9-methyl- R i B
57 9.80 10.00 10.20 10.40 10.60
71 m/z 41.00 29.77%
43
85
5000
140
29 %13 168
SN O | 154 | 183197211225239253267 282
R AR maa s B e B LA Emat e R B BN o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.67 4.00 ng 251656 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 1459 (10.669 min): BF113009.D (-1457) (-) m/z 57.00 100.00%
57
5000 85
J
3 I 113 140 169 10.40 10.60 10.80 11.00
Olrrrprreebrilb ettt e e || M/z 43.000 72.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48835: Tridecane
57
J/
5000 L B BN UL U
85 mmmmmmnm
29 m/z 71.00 55.60%
0 ‘ H \‘ \‘ M 113 141 184
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.00 37 .33%
29

o 113 141 169 197 225 253 281 309 338
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 J

Abundance #141426: Heneicosane s EE S e

57 10.40 10.60 10.80 11.00
m/z 41.00 31.58%

85
5000
29 113 J
0 i g 141 169 197 225 253 296

rrprr e e e e e e e e R mE e A B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Tritetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.39 ng 150696 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 1536 (11.122 min): BF113009.D (-1533) (-) m/z 57.00 100.00%

5000

10.80 11.00 11.20 11.40

154 192

0 m/z 43.00 66.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57
5000 LA L L L L L L LB L |

10.80 11.00 11.20 11.40
m/z 71.00 62.68%

2

Jg? 141 183 226

71

o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57 )
S T e e
10.80 11.00 11.20 11.40
5000 m/z 84.95 41.96%
99
o 27 141182 240
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane R T T
57 10.80 11.00 11.20 11.40
m/z 41.00 32.19%
5000
97
o | 427 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10 80 11. 00 11. 20 11.40

8270-BF022719.M Wed Mar 13 10:41:57 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 27.50 ng 1730200 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
Abundance Scan 1626 (11.651 min): BF113009.D (-1621) (-) m/z 74.00 100.00%
2
5000
43
|50 o s 227 11140 1160 1180 1200
115 171185199 241 270 . . . .
0...,....','...zl',.-.l'..,':-...'-,'...-.,..'..,|...1‘.5,7..'..,.'...',..2.1-.3,.|:..','....,..-.., m/z 87.00 74.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 LI IS BULLE I B
43 11,40 11.60 11.80 12.00
7 143 m/z 43.00 31.12%
. TM ‘ﬂ " 101415129 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 210 260
Abundance
74

11.40 11.60 11.80 12.00
5000 43 m/z 55.00 25.19%

29 57
o 97 111 129143157171185199213227241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance : i i

#107593: Pentadecanoic acid, methyl ester
74 11. 40 11.60 11.80 12.00

m/z 41.00 22 .78%

5000
3 7 143
g5 2 | T e Tty 26

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12.00

8270-BF022719.M Wed Mar 13 10:41:58 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.96 ng 186070 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1646 (11.769 min): BF113009.D (-1644) (-) m/z 73.00 100.00%
43 60 73 192
5000
143157171 297 11.40 11.60 11.80 12.00
o} m/z 43.00 87.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.40 11.60 11.80 12.00
) ‘ 417 171105 713 m/z 192.00 85.32%
[o)] I— l‘. Al .‘l‘k‘.
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 100 150 1180 1200
5000 29 129 m/z 60.00 80.97%
87 15 oh 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #95855: Pentadecanoic acid N | W BV
43 60 73 nmnmnmnm
m/z 57.00 76.30%
5000] o
0 I R EEmEL T T T TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00

8270-BF022719.M Wed Mar 13 10:41:59 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.33 70.75 ng 4451600 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1741 (12.327 min): BF113009.D (-1737) (-) m/z 67.00 100.00%

6 81
41
5000

178 263 12.00 12.20 12.40 12.60

Obprrrolied 192206220234 2% m/z 81.00 84.78%

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

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 ||||||||||||||||||
12. 00 12. 20 12.40 12.60
m/z 55.00 67.06%
0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
a1 A RREaN s B
95 12.00 12.20 12.40 12.60
5000 m/z 94.95 57.74%
109 294
123
150 263
0l.26 164178192206220234249 | 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R EEa e R
41 67 12.00 12.20 12.40 12.60
81 m/z 41.00 54_.02%
5000 95
109 294
123
. L L e rsionp0602003 263
,“.q.“......”,”.,“.q. T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF022719.M Wed Mar 13 10:42:00 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.35 66.89 ng 4208750 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1745 (12.351 min): BF113009.D (-1743) (-) m/z 55.00 100.00%

5000

_%

12.00 12.20 12.40 12.60
m/z 69.00 63.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester

-

5000
12.00 12.20 12.40 12.60
X 264 m/z 41.00 63.11%
o 138152 180 57222554 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41
74 12.00 12.20 12.40 12.60
5000 m/z 74.00 58.29%
97
11 264
0 27 138152 180 207222236 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester R e
12.00 12.20 12.40 12.60
m/z 83.00 49.42%
5000
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF022719.M Wed Mar 13 10:42:01 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 13 Methyl stearate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.43 12.70 ng 798980 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1758 (12.427 min): BF113009.D (-1755) (-) m/z 73.95 100.00%
!
5000 43 A
97 s 199 255 ' 12.20 12,40 12.60 12.80
o...,....,....,..|l..,'.-!.',..1.1.?..'..,l... 1 1 2or TPar 298 R 00 72,97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000
143 - 298 12.20 12.40 12.60 12.80
43 199 m/z 43.00 38.08%
9
0...,?K.,“...ﬁ‘,..“.‘Hl‘l..“,..l.].-?..‘..ﬁ...‘,.1.7.].- bk 220 VA0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 m/z 55.00 26.01%
28 43
143 255 298
o 59 101 125 1711 199 271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 12.20 12.40 12.60 12.80
m/z 41.00 23.77%
5000 43
ol 2 ‘ P9 s 1t3158 185200 227242 210
m/z--> 20 Jo 65 éo 100 120 140 160 180 200 220 240 260 2éo 300 12.20 12.40 12.60 12.80

8270-BF022719.M Wed Mar

13 10:42:02 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 14 Methyl 10-trans,l12-cis-octa... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.73 ng 268255 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 91
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 72
3 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 60
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 59
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 56
Abundance Scan 1799 (12.669 min): BF113009.D (-1795) (-) m/z 202.00 100.00%

2

67
5000
41 TIr|rirrrjrrrryrrrr|rrorro1
| 110 135150 179 12.40 12.60 12.80 13.00
Obrrrprrrrp el i m/z 67.00 52.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67
5000 L e e
12.40 12.60 12.80 13.00
45150 294 m/z 81.00 39.37%
135 178193 220 263

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
AT
12.40 12.60 12.80 13.00
5000 9% m/z 95.00 27.54%
110 294
135150
52 178193 220 py5262

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139730: 9,11-Octadecadienoic acid, methyl ester, (E,E)- e N B N AR
12.40 12.60 12.80 13.00

m/z 82.00 20.69%

5000

263

.-
LI N B N L

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF022719.M Wed Mar 13 10:42:03 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 15 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.66 ng 191609 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 76
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 72
4 Octacosane 394 C28H58 000630-02-4 68
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 1866 (13.063 min): BF113009.D (-1863) (-) m/z 57.00 100.00%
57
5000
113 216 |12.80 13.00 13.20 1340
134 169190 : . .
I Gl m/z 43.00 69.72%
m/z--> 0 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LN SN SN SULRLN RS
12.80 13.00 13.20 13.40
29 m/z 71.00 59.27%
0 | AL J 141 169 197 240
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
|12.80 13.00 13.20 1340
5000 85 m/z 85.00 47 .08%
. 29 13 141 169 197 225 253 295 323 367
m/z--> 0 50 100 150 200 250 300 350
Abundance #94352: Hexadecane, 2-methyl- B A maE e
57 12.80 13.00 13.20 13.40
m/z 55.00 32.52%
5000 85
29 197
2 [l Ly TP e | 2
m/z--> 0 50 1(')0 1&1;0 200 250 300 350 12:80 13.00 13.20 13.40

8270-BF022719.M Wed Mar 13 10:42:04 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 unknownl4.34 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.34 ng 168845 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Docosane 310 C22H46 000629-97-0 89
4 Hexacosane 366 C26H54 000630-01-3 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2083 (14.339 min): BF113009.D (-2081) (-) m/z 57.00 100.00%
57
5000 85
3|l lltl 141 168 196245 240 260 294 318 344 14.00 14.20 14.40 14.60
o Py ottt b Fomp m/z 71.00 67 .34%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R SRR S BN AR
14. oo 14. 20 14.40 14.60
m/z 43.00 64 .86%
29 113
0 \‘ “\ h H\ ‘hw h‘ u‘ { 1ﬁ1 ! 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3éo
Abundance
57
14.00 14.20 14.40 1460
5000 g5 m/z 85.00 49 .85%
29
o 113 141 169 196 240
m/z--> éo 160 150 200 250 300 3éo
Abundance #153223: Docosane L
57 14.00 14.20 14.40 14.60
m/z 41.00 31.34%
5000 85
113
oL 30 [y [T, 188 o1 239 g7 310
m/z--> éo 160 150 200 250 360 3éo 1400 1420 1440 14%0 '

8270-BF022719.M Wed Mar 13 10:42:05 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .64 3.95 ng 218440 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Tetracosane 338 C24H50 000646-31-1 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2134 (14.639 min): BF113009.D (-2132) (-) m/z 57.00 100.00%
57
5000 85
13 " 14/40 14.60 14.80 15.00
141
ol | AL Tk 160188207 230 254 280 SWL 343 372 um 71 00 69 77%
m/z--> 50 10 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 LI BN I BRI B
mmmmmmmm
13 m/z 43.00 61.72%
141
0 T " |hl ‘l‘ l‘h‘l h‘| l”‘l“l ﬁ‘ |“| ‘111831‘2:}11 12319 ?6171 T 3]l-ou LI L R R |
m/z--> 50 100 150 200 250 300 350
Abundance
57
g5 " 14.40 14.60 14.80 15.00
5000 m/z 85.00 51.02%
113
ol 3o [ | | | 17 109 197 225 253 281 300 B
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B R B
57 14.40 14.60 14.80 15.00
m/z 55.00 23.46%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 14%0 1460 1480 1500

8270-BF022719.M Wed Mar 13 10:42:06 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 18 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .96 4.64 ng 256855 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2189 (14.963 min): BF113009.D (-2185) (-) m/z 57.00 100.00%
57
85
5000
113 14,60 14.80 15.00 15.20
141
— 1| 169 197 225 252 278 308 3373%6 386 | /7771 00  65.09%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 L DAL BB BRI B B
Mmmmmmmm
29 m/z 43.00 59.30%
113
ol L h | 7,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.00 55.43%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #194493: Hexacosane L B LB L N L B
57 14.60 14.80 15.00 15.20
m/z 99.05 18.73%
5000 85
. %gw j “1}31141 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 19 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.69 ng 204146 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2318 (15.721 min): BF113009.D (-2314) (-) m/z 57.00 100.00%
57
5000
15.40 15.60 15.80 16.00
155
I do@ [522 183 211 239 2082913103303%0 385 ' /7 71.00  63.93%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 R AR DA U DU
mmmmmmmm
113 m/z 85.00 53.05%
oL 2] h L ﬂ |11 169189211 239 267 205 323 352
m/z--> 50 100 1%0 260 2%0 360 3%0
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 43.00 50.54Y%
29 113
o 141 169 197 225 253 296 MJ\meAww-j\sdwvaWL“j\
m/z--> 55 160 150 260 250 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e AREEEEEaSEE
43 15.40 15.60 15.80 16.00
- m/z 55.00 21.57%
2000 w
9 197
o AL Te" 155 183202225 253 295 337
m/z--> 50 160 1%0 260 2%0 300 3%0 1540 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113009.D

Aca On : 12 Mar 2019 18:10

Operator : JU/SJ

Sample : K1697-05 5X

Misc :

ALS Vial : 12 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 20 unknownl16.19 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.19 2.55 ng 141387 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Docosane 310 C22H46 000629-97-0 90
3 Pentacosane 352 C25H52 000629-99-2 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Hexacosane 366 C26H54 000630-01-3 78

Abundance Scan 2398 (16.192 min): BF113009.D (-2394) (-) m/z 57.00 100.00%
57
113, 155 211 300321 352 15.80 16.00 16.20 16.40 16.60
- .l,l || A3Z I 184 2 239 2022902238 "m/z 71.00  60.25%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR A B B BN
15. 80 16. oo 16. 20 16 40 16. 60
m/z 43.00 50.24%
29 ‘ 113
0 \‘ | ‘ H\ ‘hw h‘ u‘ il 14?1 ! 169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
15,80 16.00 16,20 16.40 16.60
5000 85 m/z 85.00 48.91%
. 29 113 141 169 197 225 253 281 310 /kMJNJthRVJKMWMNMJNVNMM
m/z--> 55 160 150 260 250 300 3%0
Abundance #185532: Pentacosane A B R e
57 15.80 16.00 16.20 16.40 16.60
m/z 55.00 19.43%
85
5000 35
29 113 141 169 197
Ouu‘ulll \l \l\ J‘ [J J:|“|‘||2|%|5J|253||2|8‘1|ll3cu)9|||||||| —r A R
m/z--> 50 m m 200 250 300 350 mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031219\

Data File : BF113009.D

Acq On : 12 Mar 2019 18:10 Instrument :
Operator : JU/SJ BNA_F '
Sample : K1697-05 5X ClientSampleld :
Misc - SU-04-031119-A
ALS Vial : 12 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 13.5 ng 714219 1 6.73 1056650 20.0
Tridecane 8.62 2.9 ng 197309 2 8.01 1375990 20.0
Tetradecane 9.18 2.5 ng 184138 3 9.76 1453900 20.0
Pentadecane 9.71 2.6 ng 186983 3 9.76 1453900 20.0
Hexadecane 10.20 2.4 ng 176352 3 9.76 1453900 20.0
Heneicosane 10.67 4.0 ng 251656 4 11.24 1258450 20.0
Tritetracontane 11.12 2.4 ng 150696 4 11.24 1258450 20.0
Hexadecanoic acid... 11.65 27.5 ng 1730200 4 11.24 1258450 20.0
n-Hexadecanoic acid 11.77 3.0 ng 186070 4 11.24 1258450 20.0
9,12-Octadecadien... 12.33 70.8 ng 4451600 4 11.24 1258450 20.0
13-Octadecenoic a... 12.35 66.9 ng 4208750 4 11.24 1258450 20.0
Methyl stearate 12.43 12.7 ng 798980 4 11.24 1258450 20.0
Methyl 10-trans,1... 12.67 3.7 ng 268255 5 13.86 1440060 20.0
Heptadecane 13.06 2.7 ng 191609 5 13.86 1440060 20.0
unknownl14 .34 14 .34 2.3 ng 168845 5 13.86 1440060 20.0
Docosane 14 .64 4.0 ng 218440 6 15.27 1106920 20.0
Hexacosane 14.96 4.6 ng 256855 6 15.27 1106920 20.0
Pentacosane 15.72 3.7 ng 204146 6 15.27 1106920 20.0
unknownl16.19 16.19 2.5 ng 141387 6 15.27 1106920 20.0
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