LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.934 480 484 494 rVB 205351 355025 7.70% 0.834%
2 5.340 547 553 556 rBY 4027462 4442683 96.30% 10.440%
3 6.369 721 728 731 rBVY 3583252 4561398 98.88% 10.719%
4 6.492 744 749 752 rBV 4261722 4501061 97.57% 10.578%
5 6.716 784 787 791 rBVY 1074614 860704 18.66% 2.023%
6 6.875 809 814 817 rBVY 3735376 3439559 74.56% 8.083%
7 7.287 878 884 887 rBVY 2668502 2943044 63.80% 6.916%
8 7.998 1001 1005 1009 rBV 1346823 1142194 24.76% 2.684%
9 9.081 1183 1189 1192 rBV 4445544 4613175 100.00% 10.841%
10 9.469 1251 1255 1258 rBV 425371 349356 7.57% 0.821%
11 9.686 1287 1292 1296 rBV 108976 98685 2.14% 0.232%

12 9.751 1299 1303 1307 rVB 1404537 1213380 26.30% 2.851%
13 9.963 1333 1339 1343 rBvV 107967 135288 2.93% 0.318%
14 10.186 1374 1377 1380 rVB2 119471 119112 2.58% 0.280%

15 10.398 1409 1413 1416 rBV2 38216 52691 1.14% 0.124%
16 10.545 1431 1438 1441 rBV 2738157 2884658 62.53% 6.779%
17 10.657 1454 1457 1461 rBV 104810 98617 2.14% 0.232%
18 10.904 1493 1499 1503 rBV5 47012 60520 1.31% 0.142%

19 11.233 1551 1555 1559 rBV 1308738 1221964 26.49% 2.872%
20 11.774 1641 1647 1650 rBV 176280 190592 4._.13% 0.448%

21 12.645 1791 1795 1798 rBV2 137880 130922 2.84% 0.308%

22 12.721 1805 1808 1811 rVB 90537 78922 1.71% 0.185%
23 12.827 1821 1826 1829 rBV 3887070 4275665 92.68% 10.048%
24 13.304 1902 1907 1911 rVB 78223 88894 1.93% 0.209%
25 13.345 1911 1914 1917 rBV 82517 80133 1.74% 0.188%
26 13.374 1917 1919 1924 rVB2 53801 69087 1.50% 0.162%

27 13.716 1973 1977 1980 rBV 736532 750853 16.28% 1.765%
28 13.745 1980 1982 1993 rVB 158148 163435 3.54% 0.384%
29 13.868 1998 2003 2007 rBV 1220925 1181360 25.61% 2.776%
30 14.039 2028 2032 2039 rBvV 91936 107755 2.34% 0.253%

31 14.345 2081 2084 2091 rBV 197194 227466 4._.93% 0.535%
32 14.639 2128 2134 2142 rBV2 104909 169718 3.68% 0.399%
33 14.957 2185 2188 2191 rBV 109419 125424 2.72% 0.295%
34 15.292 2240 2245 2248 rBV 762098 939797 20.37% 2.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.727 2314 2319 2323 rBV 118275 163926 3.55% 0.385%

36 15.774 2323 2327 2334 rVB2 74420 116414 2.52% 0.274%
37 15.868 2340 2343 2349 rVB7 47886 82756 1.79% 0.194%
38 16.198 2393 2399 2405 rBV2 97996 189411 4.11% 0.445%
39 16.756 2488 2494 2499 rVB2 56886 110962 2.41% 0.261%

40 17.204 2565 2570 2578 rVB8 37436 77592 1.68% 0.182%

41 17.404 2599 2604 2612 rVB3 38729 86839 1.88% 0.204%

42 18.180 2730 2736 2743 rBvV8 20982 51983 1.13% 0.122%
Sum of corrected areas: 42553020
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012018\

BF102253.D

20 Jan 2018 9:34

SJ/Ju

J1114-15

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102253.D
5.34

49

6.37 6.87

7.29

6.72

4.93

0
Time-->

5.00

5.50

Abundance

4000000

3000000

2000000

8.00
1000000

TIC: BF102253.D

12.83

10.55

9.75 11.23

11.77 12657p 1338

9610.1 0.66
9,9610.1910.40) {10:66 10.90

o4t
Time-->

13.00

13.50

12.00 12.50

10.50 11.00 11.50

Abundance

4000000

3000000

2000000

10000003

TIC: BF102253.D

13.87

15.29

16.76 17.2QL7.40 18.18

1404 434 1464 14.96 K 15548787 16.20
MNAA— N

0
Time-->

14.00

18.50 19.00

18.00

17.00 17.50

16.00 16.50

15.00

14.50 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 8.25 ng 355025 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 483 (4.928 min): BF102253.D (-480) (-) m/z 43.00 100.00%
a3
59
5000
1o 4.60 4.80 5.00 5.20
83 : : - :
0...,....,....,....','::..‘Eﬁ.-:!i..‘.3?,....,.-...,...:,|....,....,....,....,...., m/z 59.00 56.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL R
59 460 480 500 520
m/z 101.10 18.68%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 M m/z 58.00 15.25%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R A RERREEa o
59 4.60 4.80 5.00 5.20
31 m/z 41.00 9.62%
5000 41
73
0 '”I'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W"'W"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.49 Concentration Rank 1

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

6.49 104.59 ng 4501060 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF102253.D (-744) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 640 6.60 6.80
54 . . : :
0 T our N | m/z 68.05 40.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS E RS LRSS AR
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 33.24%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 25.36%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! S R R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.14%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 S A 0 | N —
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Dodecanoic acid Concentration Rank 14

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

9.96 2.23 ng 135288 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Octanoic acid 144 C8H1602 000124-07-2 47
5 Hexanoic acid 116 C6H1202 000142-62-1 38

Abundance Scan 1339 (9.963 min): BF102253.D (-1333) (-) m/z 73.00 100.00%
60 73
43
5000
85 115 2 157
| “ 101 143 | 171 200 9.60 9.80 10.00 10.20
| gl m/z 60.00 96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000
a5 129 157 9.60 9.80 10.00 10.20
29 101 115 m/z 43.05 73.20%
LT e |
oL |1|5| .‘. . .Uk‘. .“l“‘.‘l‘.‘. IHM* i *M‘I“' el - -‘i‘- - |]|'8|3| — l —
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
41 60 73
9.|60 9.1'30 10.'00 10.'20 '
5000 29 m/z 41.00 67.20%
7 129 143
) 16 101 115 157 186
m/z--> ﬁo Jo 65 éo 160 150 150 1éo 1éo 260
Abundance #39471: n-Decanoic acid A mam e
60 4,5 9.60 9.80 10.00 10.20
41 m/z 55.00 65.53%
29
5000
129
0 Al M ‘ M‘ \‘ HH | ‘ﬁ? :‘I‘-(‘)l \1\‘]\-5 14\.3 155 172
m/z--> 2'0 4'0 60 8|0 1(')0 150 14'10 160 15';0 2(')0 9.|60 9.1'30 10.'00 10.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.12 ng 190592 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20

Abundance Scan 1646 (11.769 min): BF102253.D (-1641) (-) m/z 72.95 100.00%

60 73

H-

5000
143157171185 213 256 11.40 11.60 11.80 12.00
o m/z 43.00 98.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LA L L L L LB L

11.40 11.60 11.80 12.00

m/z 60.00 88.90%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
AR It SA————
11.40 11.60 11.80 12.00
5000 129 m/z 55.00 74 _.59%
29 g7
115 @ 143 199 242
101 157171185
oL 15 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid A B e
60 73 11.40 11.60 11.80 12.00
43 m/z 57.05 74 .35%
5000 129
29
0 15
I~ IIIIIIIIIIIIIIIIIIII
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:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, butyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.22 ng 130922 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 35
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 30
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 27
Abundance Scan 1796 (12.651 min): BF102253.D (-1791) (-) m/z 59.00 100.00%

9

5000

12.40 12.60 12.80 13.00

0 m/z 56.00 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LA B L L L L LB
41 12.40 12.60 12.80 13.00
m/z 43.10 51.46%
E h..”..,hh...h,‘..‘.w,....,..??7....1?.5.. m T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
 AEE EREEE RS
12.40 12.60 12.80 13.00
5000 41 m/z 57.05 44 . 65%
73
129
o2 97112 157 185 213 239257 o9 315
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- A RREEs L
56 12.40 12.60 12.80 13.00
41 m/z 55.00 43.01%
5000
73
o ‘ d 95 113128
T e e e  AEE EREEE RS
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 12.71 ng 750853 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1978 (13.721 min): BF102253.D (-1973) (-) m/z 57.10 100.00%
57
83
5000
111
AU A SRR
139 13.40 13.60 13.80 14.00
163
o — ,~.J. ] .J,l.l.l. hoaps1B1208 241 20 m/z 43.10 83.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 BRI BN B
13.40 13.60 13.80 14.00
29 111 m/z 55.10 74.14%
L] | | | 13 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 13.40 13.60 13.80 14.00
5000 m/z 83.05 73.27%
111
29
o 139 169 515238 g3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 L I B
57 8 13.40 13.60 13.80 14.00
m/z 69.10 58.81%
5000 1
29 139
ol Ll J ‘l | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2,5,8,11-Tetraoxatridecan-1... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.77 ng 163435 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.8.11-Tetraoxatridecan-13-vl ... 312 C16H2406 1000366-96-7 78
2 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 78
3 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 78
4 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 78
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
Abundance Scan 1981 (3)3.739 min): BF102253.D (-1980) (-) m/z 105.00 100.00%
105
| ML
5000
77
51 13.40 13.60 13.80 14.00
Ol et e A0S L0 208 Bl "m/z 149.10  66.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154292: 2,5,8,11-Tetraoxatridecan-13-yl benzoate
105 149
59
5000 DAL N
77 13.40 13.60 13.80 14.00
m/z 77.05 35.24%
0 29 ‘\“ ‘w M 110133 | 175 193209204 253267
m/z--> ﬁo 40 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
105 149
13.40 13.60 13.80 14.00
5000 m/z 51.00 11.67%
77
oL 28 51 91 | 122 175 193200 236 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149 13.40 13.60 13.80 14.00
105 m/z 106.05 8.44%
5000
77
45 91
o 29 || 63 ;| 121135 | 163
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetratriacontyl pentafluoro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .34 3.85 ng 227466 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
2 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 87
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 87
4 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 87
5 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 87
Abundance Scan 2083 (14.339 min): BF102253.D (-2081) (-) m/z 57.05 100.00%
57
5000 J
131 179 14.00 14.20 14.40 14.60
ol “? A e || /2 43.10  64.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriacontyl pentafluoropropionate
57
97
5000 LR DA B B BULRE
14. oo 14. 20 14.40 14.60
m/z 71.10 59.04%
ol “‘A\WW\ ‘;81 222 264 320 362 405 476 521 622
T R N N B D DA D N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 14.00 14.20 14.40 1460
5000 m/z 85.05 41.60%
0 139 181 236 278 320 392 437 588
m/z--> 56 160 1éo 200 250 300 350 400 4%0 500 550 660 eéo
Abundance #242399: Dotriaconty! heptafluorobutyrate R T
57 14.00 14.20 14.40 14.60
m/z 55.10 33.21%
97
5000
39
ol |] fl‘ 181 222 278 320 364 405 448 493 644
m/z--> 5'0 1(')0 1&'30 200 250 300 350 4(')0 4&'30 500 550 6(|)O eéo 14. 00 14. 20 14. 40 14|60 '

8270-BF010918.M Mon Jan 22 12:22:39 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 10 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .64 3.61 ng 169718 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 2134 (14.639 min): BF102253.D (-2128) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00

113 141 169 197

239

283 360

(o} m/z 71.10 60.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 LIRS
14.40 14.60 14.80 15.00
29 m/z 43.05 58.18%
0 | k L . J1}3\141‘169 197 225 254
T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B B
14.40 14.60 14.80 15.00
5000 o m/z 85.10 47.34%
29
o 113 141 169 197 225 253 281 309 337 365 394
T e e o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L B L
57 14.40 14.60 14.80 15.00
m/z 55.00 19.30%
5000 85
113 141
NEIRES |77, 141 169 197 225 253 281 309 337 365 393 422
e B e e e e e R B B
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.73 3.49 ng 163926 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2319 (15.727 min): BF102253.D (-2314) (-) m/z 57.05 100.00%
57
85
5000
[0 001 08 255 00 1540 1560 1580 16100
ol bl g S 28 282 m/z 71.05 67.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 DAL SRR DU SUNREE
15.40 15.60 15.80 16.00
m/z 43.05 63.99%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 55.36%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #105885: Octadecane B L o S
57 15.40 15.60 15.80 16.00
m/z 41.05 24 .23%
5000 85
29
0 \‘ ) M 11‘311‘}1\169 197 225 254
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15h0 15%0 1580 1&50 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octacosanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.77 2.48 ng 116414 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol

2 Heptacosvl pentafluoropropionate
3 Hexacosvl trifluoroacetate

4 Hexacosvl pentafluoropropionate
5 Behenic alcohol

410 C28H580
542 C30H55F502
478 C28H53F302
528 C29H53F502
326 C22H460

000557-61-9 93
1000351-81-6 87
1000351-75-0 87
1000351-81-2 87
000661-19-8 87

Abundance Scan 2326 (15.768 min): BF102253.D (-2323) (-) m/z 83.10 100.00%
57
5000 111
130 UM
4193 267 15.40 15.60 15.80 16.00
o4, At || M/z 57.05 96.99%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #215904: Octacosanol
57
5000 LA L L L L L LB L
15.40 15.60 15.80 16.00
125 m/z 43.05 91.51%
29
b \Hd MM“4‘53181209236264292322 364392
- . e e e e
miz--> 50 250 300 350 400 450 500
Abundance
57
e
97 15.40 15.60 15.80 16.00
5000 m/z 55.05 83.76%
125
o 29 153181209236 264292320 350378 423 524
s
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #232315: Hexacosy! trifluoroacetate R e
57 15.40 15.60 15.80 16.00
m/z 97.10 79.75%
97
5000
125
o 29 }53181 222250278306 336364 409 460
o S e
miz--> 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00

8270-BF010918.M Mon Jan 22 12:22:42 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102253.D

Aca On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample : J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.20 4.03 ng 189411 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2399 (16.198 min): BF102253.D (-2393) (-) m/z 57.05 100.00%
57
5000 85
141 169 15.80 16.00 16.20 16.40 16.60
oL L 1] “ ‘I At R 239 22 | m/z 71.10 66.53%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 AU BRI
85 15. 80 16 00 16 20 16. 40 16 60
29 m/z 43.10 56.01%
o | “u L J 113 141 169 197 225 253 282
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
o 15,80 16.00 16.20 16.40 16.60
5000 m/z 85.05 47 .15%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane B B e e
57 15.80 16.00 16.20 16.40 16.60
m/z 55.00 17 .94%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1580 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102253.D

Acq On : 20 Jan 2018 9:34

Operator : SJ/JU

Sample - J1114-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4 .93 8.3 ng 355025 1 6.72 860704 20.0
unknown6 .49 6.49 104.6 ng 4501060 1 6.72 860704 20.0
Dodecanoic acid 9.96 2.2 ng 135288 3 9.75 1213380 20.0
n-Hexadecanoic acid 11.77 3.1 ng 190592 4 11.23 1221960 20.0
Hexadecanoic acid... 12.65 2.2 ng 130922 5 13.87 1181360 20.0
5-Eicosene, (E)- 13.72 12.7 ng 750853 5 13.87 1181360 20.0
2,5,8,11-Tetraoxa... 13.74 2.8 ng 163435 5 13.87 1181360 20.0
Tetratriacontyl p... 14.34 3.9 ng 227466 5 13.87 1181360 20.0
Octadecane 14 .64 3.6 ng 169718 6 15.29 939797 20.0
Heneicosane 15.73 3.5 ng 163926 6 15.29 939797 20.0
Octacosanol 15.77 2.5 ng 116414 6 15.29 939797 20.0
Eicosane 16.20 4.0 ng 189411 6 15.29 939797 20.0
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