LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44 Instrument :
Operator : JU/SJ BNA_F

Sample - J2457-01 ClientSampleld :
Misc - EME-FW-TS001-01
ALS Vial : 10 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-BF040618.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 5.016 494 498 508 rBV 117725 154045 5.59% 0.557%
2 5.422 563 567 571 rBVY 2621780 2653755 96.23% 9.587%
3 6.445 736 741 749 rBVY 2592169 2757616 100.00% 9.962%
4 6.575 758 763 766 rBY 3012615 2744835 99.54% 9.916%
5 6.804 798 802 805 rBVY 1013132 816075 29.59% 2.948%
6 6.957 824 828 832 rBVY 2246513 2083007 75.54% 7.525%
7 7.369 893 898 901 rBVY 1834383 1741034 63.14% 6.290%
8 7.392 901 902 908 rVB2 62921 45630 1.65% 0.165%
9 8.063 1012 1016 1017 rBV 99850 76167 2.76% 0.275%
10 8.086 1017 1020 1026 rVB 1261470 1043253 37.83% 3.769%
11 8.375 1063 1069 1075 rBv4 20761 37143 1.35% 0.134%
12 8.498 1087 1090 1093 rBV 38461 36323 1.32% 0.131%
13 8.669 1116 1119 1123 rBV 73589 67488 2.45% 0.244%
14 8.828 1143 1146 1148 rVB 40331 29169 1.06% 0.105%
15 8.957 1165 1168 1172 rBv4 25081 39628 1.44% 0.143%
16 9.104 1190 1193 1197 rVB 52464 47429 1.72% 0.171%
17 9.163 1197 1203 1206 rBvY 2753873 2360374 85.59% 8.527%
18 9.239 1212 1216 1218 rBV 96934 83392 3.02% 0.301%
19 9.428 1246 1248 1251 rVB 45277 32743 1.19% 0.118%

20 9.557 1264 1270 1273 rBV 430580 414910 15.05% 1.499%

21 9.769 1303 1306 1310 rVB 129293 106958 3.88% 0.386%
22 9.839 1315 1318 1328 rVB 1159553 1143338 41.46% 4_.130%

23 10.086 1357 1360 1364 rVB3 34118 28705 1.04% 0.104%
24 10.269 1388 1391 1394 rVB 115238 96442 3.50% 0.348%
25 10.486 1424 1428 1430 rVB 29059 28991 1.05% 0.105%

26 10.633 1449 1453 1462 rVB 1676749 1514184 54.91% 5.470%
27 10.739 1468 1471 1480 rBV 141870 160858 5.83% 0.581%

28 10.875 1490 1494 1496 rBV2 34870 36419 1.32% 0.132%
29 10.904 1496 1499 1501 rBV 122483 95446 3.46% 0.345%
30 10.980 1510 1512 1517 rVB2 72845 66630 2.42% 0.241%
31 11.027 1517 1520 1525 rVV 96383 82890 3.01% 0.299%
32 11.098 1528 1532 1538 rVB3 76041 122713 4._.45% 0.443%
33 11.186 1544 1547 1549 rBV 52863 44641 1.62% 0.161%
34 11.216 1549 1552 1557 rVB 90773 82116 2.98% 0.297%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44 Instrument :
Operator : JU/SJ BNA_F

Sample - J2457-01 ClientSampleld :
Misc - EME-FW-TS001-01
ALS Vial : 10 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-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.333 1568 1572 1575 rBV 974419 886656 32.15% 3.203%

36 11.398 1581 1583 1586 rVB 66171 48224 1.75% 0.174%
37 11.551 1606 1609 1612 rVB2 34910 31778 1.15% 0.115%
38 11.716 1635 1637 1639 rBV 36840 30101 1.09% 0.109%
39 11.851 1657 1660 1665 rBV 159485 170094 6.17% 0.614%
40 12.022 1686 1689 1695 rVB3 42347 44366 1.61% 0.160%
41 12.169 1711 1714 1717 rBV3 31909 33229 1.20% 0.120%
42 12.404 1751 1754 1756 rBV2 99133 88675 3.22% 0.320%
43 12.427 1756 1758 1763 rVB4 78426 71316 2.59% 0.258%

44 12.580 1781 1784 1787 rBVY 266584 230644 8.36% 0.833%
45 12.916 1837 1841 1845 rBV 1731083 1557953 56.50% 5.628%

46 13.604 1953 1958 1961 rBV2 188800 195622 7.09% 0.707%
47 13.804 1989 1992 1998 rBV 296163 324764 11.78% 1.173%

48 13.863 2000 2002 2005 rVB 43971 39443 1.43% 0.142%
49 13.974 2017 2021 2030 rVB 876928 821035 29.77% 2.966%
50 14.257 2066 2069 2072 rVB2 100435 81450 2.95% 0.294%
51 14.445 2098 2101 2107 rVB2 123394 132261 4._80% 0.478%
52 14.727 2146 2149 2154 rBV4 51747 89106 3.23% 0.322%
53 14.815 2161 2164 2168 rVB 95212 97841 3.55% 0.353%

54 15.074 2205 2208 2212 rBV 198394 217670 7.89% 0.786%
55 15.439 2265 2270 2276 rVB 490203 630116 22.85% 2.276%

56 15.880 2342 2345 2350 rVB 117285 145082 5.26% 0.524%
57 15.933 2350 2354 2359 rBV2 99401 162843 5.91% 0.588%
58 17.451 2608 2612 2615 rBV5 58105 96441 3.50% 0.348%
59 17.774 2662 2667 2673 rVB7 92437 191146 6.93% 0.691%
60 18.251 2743 2748 2751 rBV6 58977 118219 4._.29% 0.427%

61 19.333 2926 2932 2946 rVB6 79638 270109 9.80% 0.976%

Sum of corrected areas: 27680531
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
3000000 TIC: BF104640.D

5.42 6.45

2500000
6.96

2000000 7.37
1500000
6.80

1000000

500000

5.02 39

N e L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
3000000 016 TIC: BF104640.D

2500000

2000000

10.63 12.92

1500000
8.09

9.84

1000000

500000

o
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance : .
3000000 TIC: BF104640.D

2500000

2000000

1500000

13.97

1000000

500000

17.45 17.77 18.25 10.33

e i

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12

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

5.02 3.78 ng 154045 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 25
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 499 (5.022 min): BF104640.D (-494) (-) m/z 43.00 100.00%
43
59
5000
101 SR SR R SRR
s1 | 73 83 4.60 4.80 5.00 5.20 5.40
Ot e e e Sl e m/Z 59.00 61.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S UL SRR
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 22.12%
0 21 371, 53 ‘ 67 778 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 5.00 520 5.40
5000 m/z 58.00 14 _.79%
y 4
102
15 53 3 87
e S U S S I UL IS SR SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e BRamr e e
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.92%
5000
a1 101
0 15 \3\1 ! ‘ | ‘ 53\\\‘ . 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.57 Concentration Rank 1

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

6.57 67.27 ng 2744840 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF104640.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTyrTTrr T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
ObrrprrrrprrrrprrrHb ??...' BN -1 SN N .S | A m/z 68.10 43.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR AR AR SRR
620 640 6.60 6.80 7.00
3 78 m/z 134.00 31.76%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.16%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.43%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.63 ng 160858 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Pentadecane 212 C15H32 000629-62-9 94
3 Heneicosane 296 C21H44 000629-94-7 74
4 Heptadecane 240 C17H36 000629-78-7 74
5 Tritetracontane 605 C43H88 007098-21-7 72
Abundance Scan 1471 (10.739 min): BF104640.D (-1468) (-) m/z 57.05 100.00%
g7
5000 85
4
| s 155 100 212 10140 10/60 1080 1100
o S— ,..1':.,.-...-,..!.,.'.-..,'...-".,.h...,n...'.- S — m/z 71.05 69.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57
5000 85 AR R AR IR
4 10 40 10. 60 10 80 11.00
m/z 43.05 68.98%
0 2% ‘ A A :\!-3 n 141 169 198
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 250 2éo 2§o 300
Abundance
57
10,40 10.60 10.80 11.00
5000 g5 m/z 85.05 48 .36%
41
0 26 113 141 169184 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane LA L L B
57 10.40 10.60 10.80 11.00
m/z 41.05 27 .00%
5000 4 35
ol 15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296
m/z--> 25 4b eb éo 160 150 150 1éo 180 200 220 240 260 2§o 300 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

Sample : J2457-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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 1,1"-Biphenyl, 2,2"-diethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.90 2.15 ng 95446 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 90
2 2.2-Diphenvlpropvlamine 211 C15H17N 034611-07-9 81
3 7-Methvl-4-azafluorene 181 C13H11N 064291-99-2 70
4 Benzene. 1.1"-T1-(methvlthio)eth... 228 C15H16S 054851-63-7 64
5 Bifenthrin 422 C23H22CIF302 082657-04-3 53

Abundance Scan 1498 (10.898 min): BF104640.D (-1496) (-) m/z 181.10 100.00%
181
5000
166 210
77 192 10.60 10.80 11.00 11.20
39 51 91 103115 127 141 R R . .
o 63 m/z 166.10 32.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69601: 1,1'-Biphenyl, 2,2"-diethyl-
181
5000 210
165 10.60 10.80 11.00 11.20
195 m/z 165.05 32.16%
89 152
oz oses O als s |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
30
10.60 10.80 11.00 11.20
5000 m/z 210.20 31.50%
181
103 165
0 40 91 63 91 115 128139 152 195 211
m/z--> 20 40 60 8 100 120 140 160 180 200 ' |
Abundance #46466: 7-Methyl-4-azafluorene R
181 10.60 10.80 11.00 11.20
m/z 152.00 18.73%
5000
166
0 51 63 77 9 127 120192
mz-> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

Sample : J2457-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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 7 n-Hexadecanoic acid Concentration Rank 11

EME-FW-TS001-01

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.84 ng 170094 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 20
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 18

Abundance Scan 1660 (11.851 min): BF104640.D (-1657) (-) m/z 72.95 100.00%
43 60 3
5000 129
97 e s ] S N
10| 143157171185 190213 0 g 11.60 11.80 12.00 12.20
o} m/z 43.10 82.83%
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 LR SIS BRI UL B
nmnmnmnm
m/z 60.00 80.77%
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1160 11.80 12.00 12.20
5000( o 129 m/z 57.05 69.95%
87 242
43 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid e B
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 58.00%
5000 129
; 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. oo 12 20

8270-BF040618.M Fri Apr 20 11:52:56 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.58 5.20 ng 230644 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 99
2 3.47-Diisopnropvibiphenvl 238 C18H22 061434-46-6 89
3 4.47-Diisopnropvibiphenvl 238 C18H22 018970-30-4 60
4 Anthracene. 9.10-dimethoxv- 238 C16H1402 002395-97-3 55
5 3,3"-Diacetylbiphenyl 238 C16H1402 094113-07-2 49
Abundance Scan 1784 (12.580 min): BF104640.D (-1781) (-) m/z 223.20 100.00%
223
238
181
5000
89 104 193 210 12.20 12.40 12.60 12.80
41 128141 : : :
ol 63 10 116 m/z 238.20  61.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 165 AR RN UGN UL B
195 12.20 12.40 12.60 12.80
153 m/z 181.10 52 .95%
55 g9 81 104 ;55137 210
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223
12.20 12.40 12.60 12.80
5000 238 m/z 165.05 33.35%
43
27 104 165 181
oL 15 63 77 89 116128140152 195707
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92584: 4,4'-Diisopropylbiphenyl
223 12.20 12.40 12.60 12.80
238 m/z 195.10 31.16%
5000
104
oL 27 B 63 7789 | 110 139152165 181195207 | |
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecanal- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.60 4.77 ng 195622 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 17-Octadecenal 266 C18H340 056554-86-0 91
4 16-Heptadecenal 252 C17H320 1000144-57-9 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 1957 (13.598 min): BF104640.D (-1953) (-) m/z 57.00 100.00%
’ 82
5000
1rr 340 RN SR SN I
3 205 9235 081 13.20 13.40 13.60 13.80 14.00
(o} m/z 82.00 79.03%
m/z--> 50 100 150 200 250 300
Abundance #82955:; Pentadecanal-
57 82
5000] 29 AR U B BN
Bmmmmmmmmm
109 m/z 43.10 71.06%
| 1
0= — Ay Y S SRR UL
m/z--> 50 100 150 200 250 300
Abundance
43 82
13.20 13.40 13.60 13.80 14.00
5000 m/z 55.05 58.92%
110
250
oL 26 | 165 138 166 194 222 268
m/z--> éo 160 150 200 250 360
Abundance #115860: 17-Octadecenal s B R R e
57 82 13.20 13.40 13.60 13.80 14.00
m/z 41.10 57.76%
5000
29 109
o h1ﬁ7154171 196 224 232579
m/z--> 50 100 150 2(')0 250 300 ' 13. 20 13 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 7.91 ng 324764 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1991 (13.798 min): BF104640.D (-1989) (-) m/z 43.10 100.00%
5000 111 ,JL,JN*AARh,WJ\ANMVM4WJL¢VA,
LRI AN DAL SN B
139 183 2179235 257 13.40 13.60 13.80 14.00 14.20
o 1% 281 %273%0 |\ 477 83.10  95.92%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8
5000 1 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
m/z 69.00 94 .78%
29 139
o L4 167 105 222 250 280 308 336
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 57.00 94.41%
29
0 139 467 196 224 252 280 308
m/z--> §0 160 1éo 200 250 360 3%0
Abundance #177132: 1-Heneicosy! formate e s
7 83 13.40 13.60 13.80 14.00 14.20
m/z 55.00 91.47%
0! I Llﬁg‘u1§7 196 222 266 2?4 322340
m/z--> 50 100 150 200 2éo 300 350 13h0 1560 1580 1450 1&20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.44 3.22 ng 132261 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 2100 (14.439 min): BF104640.D (-2098) (-) m/z 57.10 100.00%
g7
85
5000
111 141 165186 224245 273 308 353 397 1420 14.40 1460 14.80
([ B N m/z 71.10 78.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58280: Cyclotetradecane
55
5000 LRI S IR UL S
29 14.20 14.40 14.60 14.80
111 m/z 43.05 71.22%
‘ | H ‘ ‘ 139 168 196
0..“.‘&“‘ “\ : |....|....|....|....|
m/z--> 50 200 250 300 350 400
Abundance
57
83 " 1420 14.40 14.60 14.80
5000 m/z 85.05 56.46%
29 111
139 168 196 9957 258
Ol e T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #95994: 1-Decanol, 2-hexyl- b RRREE EE s
57 14.20 14.40 14.60 14.80
m/z 55.00 41 .51%
5000 83
111
m/z--> 50 100 15 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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-Docosenamide, (Z2)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.73  2.83ng 80106  Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 13-Docosenamide. (2)- 337 C22HA3NO 000112-84-5 91
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 72

326 C11H180S5
227 C14H29NO

021404-63-7 38
000638-58-4 38

3 2.4.6.8.9-Pentathiaadamantane-3-. ..
4 Tetradecanamide

5 Butanal, oxime 87 C4HONO 000110-69-0 35
Abundance Scan 2149 (14.727 min): BF104640.D (-2146) (-) m/z 59.00 100.00%
9
5000
4 83
33154 182 207 535 262 o295 326  3a5 14.40 14.60 14.80 15.00
(0} m/z 72.10 85.86%
m/z--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000
14.40 14.60 14.80 15.00
‘83 112 ‘ m/z 55.00 49.18%
337
ok Wi b ) aes 109 om0 zey ze B
m/z--> 50 100 150 200 250 300 350
Abundance
59
T
14.40 14.60 14.80 15.00
5000 41 m/z 43.10 36.69%
81
o8 100 126 454 184 50038 281
T e e e e LA A e e e e e e AL B e o o
m/z--> 50 100 150 200 250 300 350
Abundance #165258: 2,4,6,8,9-Pentathiaadamantane-3-methanoal, .alpha.... R B B
59 14.40 14.60 14.80 15.00
m/z 57.05 32.93%
5000
143
117
18 175 235
4 262 326
P TN GO PR N G- B B e e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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 13 Squalene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1482 3.11ng 97841  Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87

3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72

4 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 64
5 11-Dodecen-2-one, 7,7-dimethyl- 210 C14H260 035194-22-0 53
Abundance Scan 2165 (14.821 min): BF104640.D (-2161) (-) m/z 69.10 100.00%
69
41 o B B o
123
149 14.60 14.80 15.00 15.20
188 228 254 282 322 348
oﬁ—ﬁM.-.“,nﬁ.:“.'.d,:... e R B e v m/Z 81.05 48.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 LA B L L L L L L LB
14.60 14.80 15.00 15.20
95 m/z 41.05 21.37%
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R o B e o
14.60 14.80 15.00 15.20
5000 m/z 68.05 12.94%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
e e e P e e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol L e
69 14.60 14.80 15.00 15.20
m/z 95.05 11.91%
5000
41
95 137
oL L, J I e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.07 6.91 ng 217670 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 2-methvltetracosane 352 C25H52 1000376-72-6 86
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 2207 (15.068 min): BF104640.D (-2205) (-) m/z 57.05 100.00%
g7
85
5000
R DA SUNILE S SR
113 14.80 15.00 15.20 15.40
3 141
ol ,I. Wb LT 291 172101210 234 286 286 311 338 366 | o TS G 74270
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LR B UL UL UL
14.80 15.00 15.20 15.40
29 m/z 85.05 57.31%
m/z--> 55 100 1éo 200 250 300 350
Abundance
57
o 14,80 15.00 15.20 15.40
5000 m/z 43.10 55.23%
29 113
o 141 169 197 225 253 296 AUN/thAMNJJ\JMWNVwMJXNA
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- R EEEEE RS
57 14.80 15.00 15.20 15.40
m/z 55.10 21.32%
= T ,xMwﬁmMWAVMMAANMAngAvavﬂﬁ
113 155
o L] ass | 183 o725
m/z--> 50 100 150 2(')0 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.88 4.60 ng 145082 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 86
Abundance Scan 2345 (15.880 min): BF104640.D (-2342) (-) m/z 57.10 100.00%
57
i JJ/&‘/
5000
L DAL SN SN B
15.60 15.80 16.00 16.20
141
oL Add ‘l 470, 169101210 235258 289 326349 818 | n7 71.10 72.70%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LRI BB BRI BN B
mmmmmmmm
‘ m/z 43.05 53.95%
29 41
ol Ll h\ M 109 107 225 263 292
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 53.91%
29
o——a g 4y
m/z--> 55 160 150 200 250 300 3%0
Abundance #141426: Heneicosane A EEREE RS
57 15.60 15.80 16.00 16.20
m/z 99.05 21.14%
85
- J\/M/\/\NMJ
29 113
oL LUy R 160 167 205 055 oo
m/z--> 5'0 1(')0 1%0 2(')0 251;0 3(')0 3&1;0 15 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.93 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.17 ng 162843 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 49
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 49
3 Fumaric acid. 2-chloroethvl octa... 430 C24H43CI04 1000330-62-4 47
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 46
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 41
Abundance Scan 2353 (15.927 min): BF104640.D (-2350) (-) m/z 83.05 100.00%
8B
i WA\A.’\
5000
111
S N BN SRR UGS
193 228252274297321344 378 15.60 15.80 16.00 16.20
ol .\, ALk '13'?'-1 bape e i PO SN Tm/z 97.10  63.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
69 97
soo0] L UL SRR B SURRS
153 15. 60 15. 80 16. oo 16.20
‘ m/z 57.10 61.52%
0 .“. \I\ |h“'hl .“h.Hl |]:2|6| Ih' |1|8]: I I2I24I|-I T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97 S DU SN BN SR
15.60 15.80 16.00 16.20
5000 m/z 69.10 54 _.29%
125
29
0 169 196 224 252 597 448
m/z--> §0 160 1%0 260 250 360 3éo 460 4%0
Abundance #222194: Fumaric acid, 2-chloroethyl octadecyl ester R B B
57,83 179 15.60 15.80 16.00 16.20
m/z 43.05 47 .14%
- /\MM/N\M
351
29 203, 251 280 308 430
0 R R R R R R
m/z--> 50 100 150 200 250 300 350 400 450 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _gamma.-Sitosterol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.45 3.06 ng 96441 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 55
2 _beta.-Sitosterol 414 C29H500 000083-46-5 46
3 Thiourea.l-methvl-3-(3-pvridvime... 277 C13H15N3S2 287917-20-8 15
4 22.26-0xi1do-4.17-cholestadien-3.... 414 C27H4203 1000252-80-4 14
5 17.alpha.-Ethynyl-17_beta.-hydro... 329 C21H31NO2 1000069-46-2 14
Abundance Scan 2612 (17.451 min): BF104640.D (-2608) (-) m/z 43.05 100.00%
4 105
79 1e 329
303
5000 231
73
; I 273 s
‘ " 201 1] 5 17.20 17.40 17.60 17.80
o Ty m/z 105.00 87 .10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 LR SULRUE B SRR SRR
145 414 17.20 17.40 17.60 17.80
o B s Mg g m/z 107.00  85.59%
ok \‘I h I“' ! LU ] ‘3;“| “. 2}'5 . \‘\ 354 M
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
" 17.20 17.40 17,60 17.80
5000 m/z 145.10 68.77%
81 107 414
145 213 555, 303 329
. 173 233°7°275 354 381
mz-> 50 100 150 200 250 300 350 400
Abundance #124852: Thiourea,1-methyl-3-(3-pyridylmethyl)-3-(2-thieny... LB e e
17.20 17.40 17.60 17.80
m/z 93.00 63.12%
5000
o L e B B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.77 Concentration Rank 6

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

17.77 6.07 ng 191146 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
2 .beta.-Humulene 204 C15H24 000116-04-1 35
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 25
4 1-Naphthalenol. decahvdro-1.4a-d... 222 C15H260 000473-04-1 22
5 4-Phosphacyclopentene, 4-mesityl- 204 C13H17P 214605-01-3 20
Abundance Scan 2666 (17.768 min): BF104640.D (-2662) (-) m/z 225.10 100.00%

135 2042'5
4 07 377
5000 69 287
161
18 257 314 35 17.40 17.60 17.80 18.00
(o} m/z 135.10 78.93%
m/z--> 50 100 150 200 250 300 350
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
69 17.40 17.I60 17.I8O 18.|00

5000 161 '||||| T TTrTT IIII|I
m/z 204.10 76.49%
Ll \

o | !‘. \I
0 15

m/z--> 50 10! 0 200 250 300 350
Abundance
107
a1 81 17.40 17.60 17.80 18.00
5000 183 204 m/z 377.25  63.45%
N
m/z--> 50 100 150 200 250 300 350
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133 204 17.40 17.60 17.80 18.00
m/z 43.05 55.28%
41
5000 161
g7 91
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl18.25 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.25 3.75 ng 118219 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol5.2.01lnonane. 2-methvlen... 204 C15H24 242794-76-9 42
2 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 42
3 .alpha.-Bulnesene 204 C15H24 1000374-19-9 38
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 35
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 35
Abundance Scan 2748 (18.251 min): BF104640.D (-2743) (-) m/z 95.10 100.00%
95
189
121
147
5000 >
71 218
6 247 315 I s e R
273 297 353 18100 18.20 18.40 18.60
0 m/z 189.10 77.68%
m/z--> 50 100 150 200 250 300 350
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93
133
5000 41 69 e
161 18,00 1820 18.40 1860
b} ‘ 189 m/z 121.05  69.54%
o ‘:“l‘:]‘-‘:‘u‘“\:H‘l |\|“|||‘|||||||||| T
m/z--> 50 100 150 200 250 300 350
Abundance
107
a 79 " 18.00 18.20 18.40 18.60
5000 135 189 m/z 81.00 68.82%
161
ol15 59
m/z--> 50 100 150 200 250 300 350
Abundance #64321: .alpha.-Bulnesene I a BREmEEES
a1 107 18.00 18.20 18.40 18.60
. m/z 79.00 61.22%
5000 189
‘161
0! ) ‘llt t — — R R EEEE RS
m/z--> 50 100 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104640.D

Aca On : 19 Apr 2018 20:44

Operator : JU/SJ

ﬁ?ggle i J2457-01 EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl19.33 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.33 8.57 ng 270109 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthl1l.2-bloxirene. decahvdro-... 180 C12H200 055976-08-4 25
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 20
3 2(1H)-Naphthalenone. 4a.5.6.7.8.... 220 C15H240 017408-66-1 15
4 1.Cvanoacetvl-3.5-dimethvlpvrazole 163 C8HI9N30 036140-83-7 14
5 1a,2,5,5-Tetramethyl-cis-1a,4a,5... 194 C13H220 1000215-77-7 11
Abundance Scan 2932 (19.333 min): BF104640.D (-2926) (-) m/z 109.05 100.00%
109
55 81 165
5000 135
205
1900 1920  19.40
(o} m/z 95.10 93.78%
m/z--> 50 100 150 200 250 300 350
Abundance #45639: Naphth[1,2-b]oxirene, decahydro-1a,7-dimethyl-
a1 9 133 165
67
5000 L S I R
19.00 19.20  19.40
15 m/z 96.05 85.62%
o “‘:‘{“u”‘u‘l‘u“uuu||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
95
P AR Tlolo 1920 1940
5000 205 m/z 125.10 76.15%
163
o 115 186
m/z--> 50 100 150 200 250 300 350
Abundance #77642: 2(1H)-Naphthalenone, 4a,5,6,7,8,8a-hexahydro-7.alp... — T
1 69 19.00 19.20  19.40
95 m/z 165.10 73.73%
177
5000
‘ \ 121 149 220
OIIII}I.JIH .‘h.‘.jll.‘...|L....|....|....,.... S
m/z--> 50 100 150 200 250 300 350 19.00 19.20  19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\

Data File : BF104640.D

Acqg On : 19 Apr 2018 20:44 Instrument :
Operator : JU/SJ BNA_F

Sample - J2457-01 ClientSampleld :
Misc - EME-FW-TS001-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 3.8 ng 154045 1 6.80 816075 20.0
unknown6 .57 6.57 67.3 ng 2744840 1 6.80 816075 20.0
Tetradecane 10.74 3.6 ng 160858 4 11.33 886656 20.0
1,1"-Biphenyl, 2,... 10.90 2.1 ng 95446 4 11.33 886656 20.0
n-Hexadecanoic acid 11.85 3.8 ng 170094 4 11.33 886656 20.0
10,18-Bisnorabiet... 12.58 5.2 ng 230644 4 11.33 886656 20.0
Pentadecanal - 13.60 4.8 ng 195622 5 13.97 821035 20.0
n-Tetracosanol-1 13.80 7.9 ng 324764 5 13.97 821035 20.0
Cyclotetradecane 14 .44 3.2 ng 132261 5 13.97 821035 20.0
13-Docosenamide, ... 14.73 2.8 ng 89106 6 15.44 630116 20.0
Squalene 14.82 3.1 ng 97841 6 15.44 630116 20.0
Heptadecane 15.07 6.9 ng 217670 6 15.44 630116 20.0
Eicosane 15.88 4.6 ng 145082 6 15.44 630116 20.0
unknownl15.93 15.93 5.2 ng 162843 6 15.44 630116 20.0
-.gamma.-Sitosterol 17.45 3.1 ng 96441 6 15.44 630116 20.0
unknownl7.77 17.77 6.1 ng 191146 6 15.44 630116 20.0
unknown18.25 18.25 3.8 ng 118219 6 15.44 630116 20.0
unknown19.33 19.33 8.6 ng 270109 6 15.44 630116 20.0
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