LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080816\

Data File : BF089672.D

Acg On : 8 Aug 2016 21:15 Instrument :
Operator : UM/SJ BNA_F

Sample - H4287-07 ClientSampleld :
Misc : SB-60-0.5-1.5
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 4.616 263 265 281 rBvY 111427 270030 20.25% 1.860%
2 5.302 322 325 355 rBY 543538 970127 72.76% 6.681%
3 6.959 467 470 477 rBY 667646 1048707 78.65% 7.222%
4 7.073 477 480 496 rVB 654848 1194824 89.61% 8.229%
5 7.416 508 510 522 rBvV 154770 271655 20.37% 1.871%
6 7.656 528 531 541 rBV 620921 834908 62.62% 5.750%
7 8.330 587 590 617 rBV 423993 697572 52.32%  4.804%
8 8.673 617 620 625 rvB 13749 26015 1.95% 0.179%
9 9.451 685 688 706 rBY 269234 409511 30.71% 2.820%
10 11.234 840 844 846 rBV 893285 1333364 100.00% 9.183%
11 11.336 851 853 862 rvv2 5708 18805 1.41% 0.130%
12 11.519 866 869 872 rvB 12708 16780 1.26% 0.116%

13 11.919 901 904 907 rBV 459035 535737 40.18% 3.690%
14 12.274 932 935 937 rBV 299262 457966 34.35% 3.154%

15 12.308 937 938 942 rVB 14328 18798 1.41% 0.129%
16 13.131 1007 1010 1012 rVB 22080 27763 2.08% 0.191%
17 13.485 1035 1041 1045 rBvV 7439 19919 1.49% 0.137%
18 13.554 1045 1047 1056 rvVv 517630 731784 54 .88% 5.040%
19 13.897 1075 1077 1087 rVB 28896 53588 4.02% 0.369%
20 14.628 1139 1141 1142 rBV 17439 20506 1.54% 0.141%

21 14.662 1142 1144 1151 rVB 295874 449409 33.70% 3.095%
22 15.188 1187 1190 1198 rBV 185269 270524 20.29% 1.863%
23 15.680 1230 1233 1245 rBV2 159604 244912 18.37% 1.687%
24 16.388 1292 1295 1300 rBV 194394 288815 21.66% 1.989%
25 16.468 1300 1302 1312 rVB 47175 71639 5.37% 0.493%

26 16.663 1314 1319 1326 rBV3 14936 50285 3.77% 0.346%
27 16.777 1326 1329 1337 rBV 216302 328632 24.65% 2.263%
28 17.028 1348 1351 1354 rBV 916824 1042853 78.21% 7.182%

29 17.406 1380 1384 1385 rBV2 18653 33461 2.51% 0.230%
30 17.428 1385 1386 1389 rVB 9095 13400 1.00% 0.092%
31 17.680 1406 1408 1410 rBV 10270 15257 1.14% 0.105%
32 17.851 1419 1423 1428 rBV3 8242 28218 2.12% 0.194%

33 18.286 1458 1461 1465 rBV 195074 308290 23.12% 2.123%
34 18.366 1465 1468 1473 rVV 182192 329366 24.70% 2.268%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080816\

Data File : BF089672.D

Acg On : 8 Aug 2016 21:15 Instrument :
Operator : UM/SJ BNA_F

Sample - H4287-07 ClientSampleld :
Misc : SB-60-0.5-1.5
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1I\BNA_F\METHODS\8270-BF080416.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.446 1473 1475 1477 rVB 22356 24828 1.86% 0.171%
36 18.697 1494 1497 1507 rBV 19662 39329 2.95% 0.271%
37 18.846 1508 1510 1514 rBV3 12423 16708 1.25% 0.115%
38 19.086 1528 1531 1540 rBV 148907 238073 17.86% 1.640%
39 19.452 1560 1563 1568 rBV2 9980 32751 2.46% 0.226%
40 19.600 1574 1576 1584 rBV3 41016 90202 6.76% 0.621%
41 19.806 1591 1594 1599 rBvV2 113414 220035 16.50% 1.515%
42 19.920 1602 1604 1606 rvVv 12833 17891 1.34% 0.123%
43 19.977 1606 1609 1611 rVB 13905 22776 1.71% 0.157%
44 20.023 1611 1613 1621 rBV 209499 287659 21.57% 1.981%
45 20.149 1621 1624 1626 rBvV2 12718 20040 1.50% 0.138%
46 20.309 1635 1638 1641 rBV 40378 64601 4.84% 0.445%
47 20.492 1651 1654 1656 rBV 79422 104657 7 .85% 0.721%
48 20.537 1656 1658 1660 rvv2 47232 86338 6.48% 0.595%
49 20.572 1660 1661 1667 rvv3 18417 38015 2.85% 0.262%
50 20.663 1667 1669 1672 rVV 10165 17747 1.33% 0.122%
51 20.743 1674 1676 1682 rVB5 6350 14538 1.09% 0.100%
52 20.892 1685 1689 1695 rBV3 10887 40702 3.05% 0.280%
53 21.086 1703 1706 1710 rVB2 42872 70686 5.30% 0.487%
54 21.212 1714 1717 1721 rBV 10299 21348 1.60% 0.147%
55 21.292 1721 1724 1729 rVV2 39955 108316 8.12% 0.746%
56 21.383 1729 1732 1735 rVvVv2 22811 62001 4 .65% 0.427%
57 21.452 1735 1738 1744 rVB 21085 56988 4.27% 0.392%
58 21.543 1744 1746 1750 rBV 8037 25723 1.93% 0.177%
59 21.623 1750 1753 1758 rVvVv2 43984 104327 7.82% 0.718%
60 21.715 1758 1761 1764 rVB5 6495 15505 1.16% 0.107%
61 22.000 1784 1786 1791 rVB4 11193 20548 1.54% 0.142%
62 22.137 1794 1798 1799 rBV2 16815 36395 2.73% 0.251%
63 22.183 1799 1802 1810 rVB2 33528 91319 6.85% 0.629%
64 22.378 1815 1819 1821 rBV3 12458 33994 2.55% 0.234%
65 23.098 1879 1882 1889 rVB5 13598 44894 3.37% 0.309%
66 23.532 1916 1920 1923 rBV5 5591 18025 1.35% 0.124%

Sum of corrected areas: 14520379
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080816\

BF089672.D

8 Aug 2016 21:15

UM/SsJ

H4287-07

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BF089672.D

6.9607 266
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45 14.66
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|

6.4
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0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 3

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

4.62 19.88 ng 270030 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 265 (4.616 min): BF089672.D (-263) (-) m/z 43.05 100.00%
43
59
5000
i 450 30 450 450 500
el Sl & "m/z 59.10  61.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 59 U RS LN
420 4.40 4.60 4.80 5.00
m/z 101.10 22 .23%
"'|“"|'“‘?%'“W“"w""l“"l'“'lg?“lg?'}ﬁ%"v"'l“"l'“'l"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 440 460 480 500
5000 m/z 58.10 15.57%
101
15 3 508 60 86
Wmmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e b B RAs mm s
50 420 4.40 4.60 4.80 5.00
m/z 41.10 9.62%
5000 41
68
"w"“|'“'l“'JhL'ﬁq“hi'“'l“"w"w"”l'“'l“"lE%§v"ﬁ4?“l R U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 unknown7.07 Concentration Rank 1

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

7.07 87.97 ng 1194820 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 480 (7.073 min): BF089672.D (-477) (-) m/z 132.00 100.00%
132 q
5000 68
40 % 6.80 7.00 7.20 7.40
s wstallT g T | B T i
”.w.”:ﬁ.”,”.w.”.“.“,”.w.”.“h”,”.w.”.,.”,” m/z 68.10 38.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.80 7.00 7.20 7.40
53 117 m/z 134.00 33.10%
34 “\ ‘\ 61| \7? 89 | 103110 | 124 ||
miz--> B 4 0 8 70 8 9 100 110 10 Do 10
Abundance
132
97 6.80 7.00 7.20 7.40
5000 m/z 66.05 23.92%
70
52
81 44 60 78 gg 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132 6.80 7.00 7.20 7.40
m/z 69.10 15.04%
5000
63 104
T 1% el
1 | | | I |
m/z--> 30 40 50 60 70 8 90 100 ﬁo 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 Cyclotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.19 12.04 ng 270524 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 97
2 1-Tetradecene 196 C14H28 001120-36-1 96
3 2-Tetradecene, (E)- 196 C14H28 035953-54-9 93
4 n-Pentadecanol 228 C15H320 000629-76-5 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 1190 (15.188 min): BF089672.D (-1187) (-) m/z 55.10 100.00%
43 69 83
97
5000
111
125 14.80 15.00 15.20 15.40 15.60
...'|,..~!.,.'-...1‘,‘9...,....,...1?‘?. m/z 69.10 83.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58280: Cyclotetradecane
55
41 69 83
5000 o1 AU A SRR B SN
29 14.80 15.00 15.20 15.40 15.60
111]25 m/z 43.10 82.90%
196
I A L A s o e ‘\ .ﬁg.}.s?lfl?g.l...l,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
69 g3 14.80 15.00 15.20 15.40 15.60
5000 29 o m/z 83.10 82.53%
111
125 140 154 168 196
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58285: 2-Tetradecene, (E)- e EEEmay e AL B
55 14.80 15.00 15.20 15.40 15.60
4l m/z 57.10 74.01%
5000 29 69
83 o
111
s |1 ) s a0 ass s 1 16
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.68 10.90 ng 244912 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25
Abundance Scan 1233 (15.680 min): BF089672.D (-1230) (-) m/z 73.00 100.00%
43 60 &
5000 129
9 115 157171185 213 DL BN B SN SUN
i 14 199 | 227 256 mmmmmmmm

...,....','.'..--! L, m/z 43.05 80.87%

l
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
15. 40 15.60 15.80 16.00

m/z 60.00 78.92%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
IR
15.40 15.60 15.80 16.00
5000 129 m/z 41.10 69.51%
29 87
199
101115 143157141185 213 242
15 226
o LB A o o B AARRERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 15.40 15.60 15.80 16.00

m/z 57.10 68.07%

5000
29
129
T7 Ol115 ‘ 171185 214
. W HH }H ‘ 143157 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 40 15. 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 6 n-Heptadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.39 12.85 ng 288815 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
3 1-Hexadecanol 242 C16H340 036653-82-4 93
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1295 (16.388 min): BF089672.D (-1292) (-) m/z 83.10 100.00%
55 88
5000 111 ?é ?
16.00 16.20 16.40 16.60 16.80
139
Ay 204 Tm/z 55.05  99.95%
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55 83
i 16.00 16.20 16.40 16.60 16.80
29 ‘ m/z 69.10 88.98%
e moe
m/z--> 50 100 150 200 250 300 350
Abundance
57
83
16.00 16.20 16.40 16.60 16.80
5000 111 m/z 43.10 85.50%
29 169
140 196,15 201 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #95987: 1-Hexadecanol T T T
55 83 16.00 16.20 16.40 16.60 16.80
m/z 57.10 83.93%
5000 111

il

| | |140 168 196 224
e
miz--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 7 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.29 18.72 ng 308290 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Nonadecene 266 C19H38 018435-45-5 94
Abundance Scan 1461 (18.286 min): BF089672.D (-1458) (-) m/z 83.05 100.00%
56
5000 111 \
139 '18.00 18:20 18.40 18.60
rreprere by m/z 55.05 95.74Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 R SRR SR BN B
18.00 18.20 18.40 18.60
m/z 57.10 94 _43%
29
Il \‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
18.00 18:20 18.40 18.60
5000 111 m/z 43.10 88.67%
29

139 167 106 238 266 294

L L O L R R R RN RN R R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

:

Abundance #166292: Behenic alcohol B e T
55 83 18.00 18.20 18.40 18.60
m/z 97.10 87 .65%
5000
29
L 167 196 224 252 280 308
Asaanseaasstiea e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.09 14.46 ng 238073 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1531 (19.086 min): BF089672.D (-1528) (-) m/z 57.10 100.00%

5|7
5000 yh 111
e B AR EE
139 18.80 19.00 19.20 19.40
167
...-.,...,..1 L m/z 43.10 82.26%
m/z--> 0 50 100 15 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 LA L L L L L LB
18 80 19. 00 19 20 19. 40
m/z 55.10 77.80%
29 139
L 9167106 238266 204
L o e e LS

m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance
5 g7
T e e
18.80 19.00 19.20 19.40
5000 m/z 83.10 76.05%
125
29 153
182210238266 311 412
T T T T T e e [ T T e e T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene R B e E e
57 18.80 19.00 19.20 19.40
97 m/z 69.10 68.84%
5000
29 125
153
J i |, JJ,L 181209236 267292 320 348 376 406 434 462 490
T T T T ] T T T T T T o e e e =t
miz--> 0 50 100 150 200 250 300 350 400 450 1880 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 Oxirane, tetradecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.60 6.27 ng 90202 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, tetradecyl- 240 C16H320 007320-37-8 91
2 Pentadecanal- 226 C15H300 002765-11-9 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83
Abundance Scan 1576 (19.600 min): BF089672.D (-1574) (-) m/z 57.10 100.00%

5000

-

19.20 19.40 19.60 19.80 20.00
m/z 82.10 97.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94324: Oxirane, tetradecyl-
41 55 82

%

5000
19.20 19.40 19.60 19.80 20.00
2 124 m/z 43.10 94 _.19%
\‘ I 138152166 182 208222 240
R RaamsEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 82
R e
96 19.20 19.40 19.60 19.80 20.00
5000 m/z 55.10 74 .81%
29
110123
138152166 182 208 226
R B I B A RE R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117616: Oxirane, hexadecyl- R ARRasaEEa LS

19.20 19.40 19.60 19.80 20.00
m/z 96.10 58.77%

5000

%

19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.81 15.30 ng 220035 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 1594 (19.806 min): BF089672.D (-1591) (-) m/z 57.10 100.00%
g7
T N\L
5000
113 19.40 19.60 19.80 20.00 20.20
141 - - - : :
....',.-.-‘“ﬂ1..',~.1‘.39..?°.7...,.... | m/Z 71.10 71.75%
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR AR AR RN
19:40 19.60 19.80 20.00 20.20
113 m/z 43.10 61.88%
29 | “ H 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
19.40 19.60 19.80 20.00 20.20
5000 85 m/z 85.10 53.76%
29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane AR e L e
57 19.40 19.60 19.80 20.00 20.20
m/z 55.10 24 _37%
85
- AJL/\/
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 Heptadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.31 4.49 ng 64601 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Pentadecanal- 226 C15H300 002765-11-9 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 83
5 Hexadecanal 240 C16H320 000629-80-1 83
Abundance Scan 1638 (20.309 min): BF089672.D (-1635) (-) m/z 57.10 100.00%

2

5000

.

20.00 20.20 20.40 20.60
m/z 82.10 93.31%

4138151 191 208

281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal

57 82

3

5000
20.00 20.20 20.40 20.60

m/z 43.10 81.42%

110

123137 152166180104208 236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96 20.|00 20.|20 20.I4O 20.|60 I
5000 m/z 55.10 62.73%
29
110
123

138152 166 182 208 226

mﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal R e R RR B
20.00 20.20 20.40 20.60
m/z 96.10 60.89%

:

5000

3

137 152166180194208222,35 250 96g
L
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 12 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.49 7.28 ng 104657 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1654 (20.492 min): BF089672.D (-1651) (-) m/z 57.10 100.00%
57
5000 | J J\_Ak
RN BN
141 169 264 20.20 20.40 20.60 20.80
...'.,I ...ll,.‘.d..',-....,....,.-...,....,....,...., m/z 71.10 77.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR DR
20 20 20 40 20. 60 20 80
- 13 m/z 43.10 58.72%
\‘ ‘L h H\ h h‘ u‘ 1 \1\169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 460 '
Abundance
57
' 20.20 20.40 20.60 20.80
5000 85 m/z 85.10 52.30%
113
141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1éo 260 2éo 360 3%0 460 '
Abundance #219831: Triacontane R B e LR
57 20.20 20.40 20.60 20.80
m/z 55.10 22.76%
113 141
29 |1 /169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 1(')0 1éo 2(')0 2éo 3(')0 3&1,0 4(|)O ! 20 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

21.09 4.91 ng 70686 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Hexadecanal 240 C16H320 000629-80-1 87
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
4 Tetradecanal 212 C14H280 000124-25-4 80
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80

Abundance Scan 1706 (21.086 min): BF089672.D (-1703) (-) m/z 57.10 100.00%

7

82

5000

124138 165 101 203 276 20.80 21.00 21.20 21.40

m/z 43.10 82.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal

20 80 21. 00 21. 20 21. 40

110 - 549

124,55 rpy 250 m/z 82.10 80.54%
1521661801942084“ 3¢

5000

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

Abundance
43 57 82
96 20.80 21.00 21.20 21.40
5000 m/z 96.10 62.29%
10154
1381521661g0 196 222
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecy!- T

2 20 80 21. 00 21. 20 21. 40
9 m/z 83.10 60.19%

110 W/\J\’\/AJ/\/\/\V

152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20 80 21. 00 21. 20 21. 40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 unknown2l1.29 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.29 7.53 ng 108316 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 43
2 1,6,10,14-Hexadecatetraen-3-ol, ... 290 C20H340 001113-21-9 43
3 2-(Fench-2-yl)fenchane 274 C20H34 1000105-83-1 38
4 trans-Geranylgeraniol 290 C20H340 024034-73-9 37
5 (E,E)-7,11,15-Trimethyl-3-methyl. .. 272 C20H32 070901-63-2 37
Abundance Scan 1724 (21.292 min): BF089672.D (-1721) (-) m/z 69.10 100.00%

5000

%

149 L N REEaEmam
189203 21.00 21.20 21.40 21.60

m/z 81.05 83.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69
5000 LA L L L L LN
41 21.00 21.20 21.40 21.60
93 m/z 95.05 33.91%
121135

15 J o \‘\ ‘\‘  Dlly m‘ \M \‘M hm M 1(\31 189294 221 257272 290

A R L L L L B AAaRasmauesas e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

69
B RRREE R
a1 21.00 21.20 21.40 21.60
5000 o3 m/z 93.05 33.39%
119
135

18 161 187203 229 257272 290

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

T T T T

Abundance #122971: 2-(Fench-2-yl)fenchane R R R
21.00 21.20 21.40 21.60

m/z 121.10 28.99%

5000

3

21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 Isobutyl tridecyl carbonate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.38 4.31 ng 62001 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 72
2 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 72
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 72
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 72
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 59
Abundance Scan 1732 (21.383 min): BF089672.D (-1729) (-) m/z 57.10 100.00%
87 97
5000 \“»\,/\\Jﬂ,J\/\J\\yﬂf\v¥h/ﬁﬁ
139 LN R B S I
} ‘ ‘ I ” | | 207 21.00 21.20 21.40 21.60
L ' A e B m/z 97.10 87.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144845: |sobuty| tridecy| carbonate
57
5000 LN B UG I
21.00 21.20 21.40 21.60
83 m/z 43.10 85.54%
Z\Q\H \\m \‘“ ‘\ 1}1\ 154 182
l il || I | R | N
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 2100 21,20 21.40 2160
5000 m/z 83.10 67.24%
- 111
140
185 236
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate A REamE EESE TSR
5 o7 21.00 21.20 21.40 21.60
m/z 69.10 66 .54%
5000
125
29 | 153
CLL A ) 1e3 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 Silane, dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.45 3.96 ng 56988 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, dimethyl- 60 C2H8Si 001111-74-6 50
2 2-Pentadecanone 226 C15H300 002345-28-0 40
3 11-Dodecen-2-one 182 C12H220 005009-33-6 25
4 Octanal, 7-hydroxy-3,7-dimethyl- 172 C10H2002 000107-75-5 17
5 Hexane, 1-(ethoxymethoxy)- 160 C9H2002 151705-35-0 17
Abundance Scan 1738 (21.452 min): BF089672.D (-1735) (-) m/z 59.05 100.00%
99
43
5000

21.20 21.40 21.60 21.80
m/z 58.10 87.15%

193 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #283: Silane, dimethyl-
59
45
5000 A||||||||||||||||||||||
3 21.20 21.40 21.60 21.80
1 m/z 43.10 52.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58
R A BEREE maE S
43 21.20 21.40 21.60 21.80
5000 m/z 71.10 30.81%
29 85
15 111127141 168183197211226
WTWWWWTWWTWTWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47171: 11-Dodecen-2-one AR RREES S
43 58 21.20 21.40 21.60 21.80
m/z 85.10 22.51%
5000

‘ ﬂm i 110 h 139 164 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 unknown21.62 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.62 7.25 ng 104327 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene, 2-acetyl- 178 C12H180 1000151-09-7 10
2 1,2-Bis-(5-amino-1H-benzoimidazo... 324 C16H16N602 031545-09-2 10
3 Ledene oxide-(I1) 220 C15H240 1000159-36-7 10
4 1,3,5-Trisilacyclohexane, 1,1-di... 160 C5H16Si3 054424-15-6 10
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 9
Abundance Scan 1753 (21.623 min): BF089672.D (-1750) (-) m/z 43.10 100.00%
48
5000
255 303 329 LI L B
W | | 414 2140 2160 21.80 22.00
—— o m/z 145.10 65.90%
m/z--> 150 200 5 300 350 400
Abundance #43987: (+)-2-Carene, 2-acetyl-
43
5000
21.40 21.60 21.80 22.00
93 ]35]ﬁ3 m/z 107.10 59.99%
Ih\l‘lm ‘\Hg'lp |‘|‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
105 (145
\ UL BLUE B SRR SUN
21.40 21.60 21.80 22.00
5000 52 m/z 95.10 51.07%
79
171
m/z--> 55 160 150 200 250 300 3%0 460
Abundance #77521: Ledene oxide-(I1) R B LN B
43 21.40 21.60 21.80 22.00
m/z 55.10 50.98%
5000
\ 69 91 159
131
202
...,J.M. |l“l.h!l|]'ylgl h.k.. ——rT T R
m/z--> 50 100 150 200 250 3m 350 400 2uwmwmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089672.D

Acq On : 8 Aug 2016 21:15

Operator : UM/SJ

Sample - H4287-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 unknown22.18 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.18 6.35 ng 91319 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-9,11-diene 204 C15H24 1000374-19-8 25
2 Spiro[5.5]Jundec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 25
3 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 25
4 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 18
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 18
Abundance Scan 1802 (22.183 min): BF089672.D (-1799) (-) m/z 189.10 100.00%

21. 80 22. OO 22. 20 22. 40

189
93
107
81
55 67
5000 147 163 207
a1 u “ 177 218
SNBSS B |

U - m/z 93.00 78.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64305: Guaia-9,11-diene
81 93 107
119 189

5000 LA e e
55 67 133 147 161 204 21.80 22.00 22.20 22.40
‘ ‘ 175 m/z 121.05  74.42%
.,....H “ ‘..la,“.‘.‘.‘l“l“a R B RS M et
miz--> 20 80 100 120 140 160 180 200 220
Abundance
03 189 rJ”V
41 .
29 105 2180 22.00 2220 22.40
0,
5000 55 121, 204 m/z 95.10  73.90%
27 67
147 161 1o

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p... A REamE EESE TSR
9 21.80 22.00 22.20 22.40

41
81 m/z 107.10  67.31%
- fo«rﬂvaxM/,/\\J\/V\\ANL/\N
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 21. 80 22. OO 22. 20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080816\

Data File : BF089672.D

Acg On : 8 Aug 2016 21:15 Instrument :
Operator : UM/SJ BNA_F

Sample - H4287-07 ClientSampleld :
Misc : SB-60-0.5-1.5
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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... 4.62 19.9 ng 270030 1 7.42 271655 20.0
unknown7 .07 7.07 88.0 ng 1194820 1 7.42 271655 20.0
Cyclotetradecane 15.19 12.0 ng 270524 4 14.66 449409 20.0
n-Hexadecanoic acid 15.68 10.9 ng 244912 4 14.66 449409 20.0
n-Heptadecanol-1 16.39 12.9 ng 288815 4 14.66 449409 20.0
n-Tetracosanol-1 18.29 18.7 ng 308290 5 18.37 329366 20.0
1-Heneicosanol 19.09 14.5 ng 238073 5 18.37 329366 20.0
Oxirane, tetradecyl- 19.60 6.3 ng 90202 6 20.02 287659 20.0
2-methyloctacosane 19.81 15.3 ng 220035 6 20.02 287659 20.0
Heptadecanal 20.31 4.5 ng 64601 6 20.02 287659 20.0
Heneicosane 20.49 7.3 ng 104657 6 20.02 287659 20.0
Octadecanal 21.09 4.9 ng 70686 6 20.02 287659 20.0
unknown21.29 21.29 7.5 ng 108316 6 20.02 287659 20.0
Isobutyl tridecyl... 21.38 4.3 ng 62001 6 20.02 287659 20.0
Silane, dimethyl- 21.45 4.0 ng 56988 6 20.02 287659 20.0
unknown21.62 21.62 7.3 ng 104327 6 20.02 287659 20.0
unknown22.18 22.18 6.3 ng 91319 6 20.02 287659 20.0
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