LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample - G2474-02

Misc :

ALS Vial : 22 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-BF060415_.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 1.370 15 16 18 rVB 16032460 11048794 100.00% 27.101%
2 1.495 25 27 30 rvB 153408 210396 1.90% 0.516%
3 2.456 109 111 116 rBvV 167676 297637 2.69% 0.730%
4 2.924 148 152 155 rBvY 179154 283082 2.56% 0.694%
5 6.125 430 432 434 rBV 2085575 1780479 16.11% 4.367%
6 7.096 515 517 520 rBV 1555655 1772692 16.04%  4.348%
7 7.279 530 533 535 rBvY 1770080 1919442 17.37%  4.708%
8 7.507 551 553 555 rvB 563516 460635 4.17% 1.130%
9 7.668 565 567 570 rBV 1841520 1513697 13.70% 3.713%
10 8.056 599 601 603 rBY 714834 1021785 9.25% 2.506%

11 8.799 664 666 669 rBvV 735081 624479 5.65% 1.532%
12 9.873 758 760 762 rvVB 3180818 2488034 22.52% 6.103%
13 10.262 792 794 795 rBV 174426 196950 1.78% 0.483%
14 10.571 819 821 823 rBV 506878 687711 6.22% 1.687%
15 11.371 888 891 893 rBV 1587655 1425562 12.90% 3.497%

16 12.091 951 954 957 rBV 632439 1125461 10.19% 2.761%
17 12.582 993 997 1000 rBV2 78509 194496 1.76% 0.477%
18 13.371 1063 1066 1067 rBV 542447 587200 5.31% 1.440%
19 13.622 1086 1088 1091 rVB 602126 586746 5.31% 1.439%
20 13.760 1098 1100 1102 rBV 2910428 2912131 26.36% 7.143%

21 13.988 1116 1120 1122 rVB2 97898 198348 1.80% 0.487%
22 14.788 1188 1190 1192 rBV2 462159 549490 4._.97% 1.348%
23 15.028 1208 1211 1213 rBV2 953154 1401914 12.69% 3.439%
24 15.063 1213 1214 1217 rVB 312092 274959 2.49% 0.674%
25 15.611 1259 1262 1266 rBV3 186715 323150 2.92% 0.793%

26 16.217 1313 1315 1318 rVB 285845 327181 2.96% 0.803%
27 16.388 1327 1330 1336 rBV 249583 726813 6.58% 1.783%
28 16.514 1336 1341 1346 rVB3 285447 864660 7.83% 2.121%
29 16.800 1364 1366 1371 rVB 142659 255842 2.32% 0.628%
30 16.891 1371 1374 1378 rVB 198656 320301 2.90% 0.786%

31 16.971 1378 1381 1384 rBV 549108 946315 8.56% 2.321%
32 17.291 1406 1409 1412 rVB2 106884 192865 1.75% 0.473%
33 17.623 1435 1438 1441 rBV 260069 486842 4.41% 1.194%
34 17.680 1441 1443 1447 rVB2 117683 196759 1.78% 0.483%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample - G2474-02

Misc :

ALS Vial : 22 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.731 1532 1535 1541 rBV2 169889 439928 3.98% 1.079%

36 18.983 1553 1557 1561 rBV2 114222 375177 3.40% 0.920%
37 19.166 1570 1573 1577 rBV 80144 204213 1.85% 0.501%
38 19.269 1578 1582 1589 rVB5 120214 409885 3.71% 1.005%
39 19.509 1600 1603 1607 rBV 150586 363128 3.29% 0.891%
40 19.589 1607 1610 1616 rVB 77712 198146 1.79% 0.486%

41 19.829 1627 1631 1635 rBV3 124715 348146 3.15% 0.854%
42 21.143 1742 1746 1752 rVB5 69931 227244 2.06% 0.557%

Sum of corrected areas: 40768715
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On : 5 Jun 2015 3:16

Operator : TP/1Z

Sample : 62474-02

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF060415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF079723.D

N¥.37
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5000000
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Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

6.00 6.50 7.00 7.50

Abundance TIC: BF079723.D
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5000000
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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 14.00 14.50

Abundance TIC: BF079723.D

1.5e+07

le+07
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15.03
1}06 15.61 16.2563951 166857 17.20 1188
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethene, 1,2-dichloro-, (E)- Concentration Rank 9

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

1.50 9.14 ng 210396 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethene, 1,2-dichloro-, (E)- 96 C2H2CI2 000156-60-5 97
2 Ethene, 1,2-dichloro-, (2)- 96 C2H2CI2 000156-59-2 96
3 Ethene, 1,1-dichloro- 96 C2H2CI2 000075-35-4 91
4 1,2-Dichloroethylene 96 C2H2CI2 000540-59-0 91
5 Chloromethylmethyl sulfide 96 C2H5CIS 002373-51-5 38

Abundance Scan 27 (1.495 min): BF079723.D (-25) (-) m/z 61.00 100.00%
6L
96
5000
=
a7 140 160 1.80
e e 22t e o2t | M/Z 96.00  56.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2649: Ethene, 1,2-dichloro-, (E)-
61
96
5000 e s
26 140 160 1.80
m/z 98.00 36.02%
1 :!-‘3 \‘ 3\5 4\?\ “‘ Ll
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
61
% 140 160 180
5000 m/z 63.00 33.90%
3 2 w47
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2643: Ethene, 1,1-dichloro- LI L L B LB B L
61 140 160 1.80
m/z 60.00 22_.07%
96
5000
26
"'l""|1?"'|'”l'|'??'l"?zl""wl"'zq" 'ﬁz"'l""ﬁ""l LA L N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.92 12.29 ng 283082 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 152 (2.924 min): BF079723.D (-148) (-) m/z 73.10 100.00%
73
5000
43
55 87 A.............w..”
36 2.60 2.80 3.00 3.20
e B Tm/z 43.10 37.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 USRS SRR SR AN
43 2.60 2.80 3.00 3.20
87 m/z 55.10 27 .36%
"'I""I""I"'H“??'j ‘ ‘49'"'?4'§?H'l"I""I"”%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
260 280 300 320
5000 m/z 87.10 24 _55%
43
2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e
73 2.60 2.80 3.00 3.20
m/z 41.05 12.52%
5000 43
58
29 ‘ 87
T e SRR SRR SR SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.28 Concentration Rank 2

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

7.28 83.34 ng 1919440 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 533 (7.279 min): BF079723.D (-530) (-) m/z 132.10 100.00%
132
5000
68
0 st || ® | T T Th T
54 - - - -
il L7 8T LSS “n/z 68.10  34.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R L SR U I
7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 33.94%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
700 720 7.40 7.60
5000 67 m/z 66.10 21.54%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl R E e A ms
57 132 7.00 7.20 7.40 7.60
24 m/z 96.10 13.57%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SRS | SN
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 11
R.T. EstConc Area Relative to ISTD R.T.
14.79 7.84 ng 549490 Chrysene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
Abundance Scan 1190 (14.788 min): BF079723.D (-1188) (-) m/z 57.10 100.00%
o7 83
>0 Ht i J\A‘j\\_}b\\
LRI AL AR SRR SN
3 139 14.40 14.60 14.80 15.00 15.20
A 5P 168 108§ 2s1273 a0 35 i TEe 0 94, 10%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LRI SR R SRR SN
14.40 14.60 14.80 15.00 15.20
29 111 m/z 43.10 91.32%
, ‘\, L1 ,\\H | J‘ 1130 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55 g3
14.40 14.:60 14.80 15.00 15.20
5000 m/z 83.10 87.02%
29 111
139 167 106 224
m/z--> " 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester R
57 83 14.40 14.60 14.80 15.00 15.20
m/z 69.10 76.39%
5000 111
29 ‘
Lo I 4} | L 130 168 101210 238 66 295
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.61 4.61 ng 323150 Chrysene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 70
2 9-Tricosene, (2)- 322 C23H46 027519-02-4 70
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 68
4 1-Tricosene 322 C23H46 018835-32-0 62
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 62
Abundance Scan 1262 (15.611 min): BF079723.D (-1259) (-) m/z 57.10 100.00%
57
LRSI BRI SRR DU B
139 15.20 15.40 15.60 15.80 16.00
165182 207 239 266 299 325342 n/7 43.10 74200
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
3
69
5000 R AL B U B
15.20 15.40 15.60 15.80 16.00
ns m/z 71.10 60.47%
2 \\‘\ \‘\ I ‘ h L 196 224
m/z--> 50 150 200 250 300 350
Abundance
55 83
15.20 15.40 15.60 15.80 16.00
5000 111 m/z 55.10 59.31%
29 322
139 167 105 220 262 204
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester A RREEEEEE S TR
7 83 15.20 15.40 15.60 15.80 16.00
m/z 83.10 56.74%
5000 VMfkﬁmj\ﬁJ\vwA\P~jvvvvdwﬁkj
AP 168 104 224 20 07 360
m/z--> 150 200 250 300 350 15.20 15.40 15.60 15.80 16.00

8270-BF060415.M Mon Jun 08 11:02:02 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.22 6.91 ng 327181 Perylene-di12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
3 1,19-Eicosadiene 278 C20H38 014811-95-1 89
4 Octadecanal 268 C18H360 000638-66-4 83
5 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 62
Abundance Scan 1315 (16.217 min): BF079723.D (-1313) (-) m/z 57.10 100.00%
T 16100 1620 1640 1660
137 . . . .
Il L 165 198215236257276 299318 857 | 77 43.10  85.06%
m/z--> 150 200 250 300 350
Abundance #99461: Oxirane, hexadecyl- /\M/\W/\VJ\L
5000 L B UL SN U
110 16.00 16.20 16.40 16.60
m/z 82.05 72 .75%
\ ‘\ “ H‘“ “h Hh \M ?6 \\193211 ‘250268
m/z--> 200 250 300 350
Abundance
43 82
16,00 16,20 16.40 16.60
5000 m/z 55.10 66 .47%
110
26 | lsa 138 166 10491, 236 264282
m/z--> 50 100 150 200 250 300 350
Abundance #105306: 1,19-Eicosadiene R A BEREE R
55 16.00 16.20 16.40 16.60
82 m/z 83.10 54 .92%
5000
29 1 109
|| J L] 1337 166 104 200 250 278
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.51 18.27 ng 864660 Perylene-d12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 1-Hexacosanol 382 C26H540 000506-52-5 87

Abundance Scan 1341 (16.514 min): BF079723.D (-1336) (-) m/z 57.10 100.00%

57
83
5000

16.20 16.40 16.60 16.80
m/z 43.10 82.07%

139 167 196 236 268 300328

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene

F

5000 83 R e e e Eammmmams|
16.20 16.40 16.60 16.80
1 m/z 55.10 80.70%
‘M Md‘k‘}39167196224 267292 321 462 490
e T ST Lt SIS E S L
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
16.20 16.40 16.60 16.80
5000 m/z 83.10 78.52%
125
15 154 182 210 238 266
P P T T T T e [ T e T
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #129061: 1-Tricosene R R e R REE R
57 g3 16.20 16.40 16.60 16.80

m/z 97.10 74 .51%

5000
111
13 169196 224 252 294322

T T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 16.20 16.40 16.60 16.80

:
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,19-Eicosadiene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.29 4.08 ng 192865 Perylene-di12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 91
2 l1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 90
3 Octadecanal 268 C18H360 000638-66-4 81
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 64
Abundance Scan 1409 (17.291 min): BF079723.D (-1406) (-) m/z 57.10 100.00%
57
82
5000
LR DA DU IR B
137 17.00 17.20 17.40 17.60
4 160 207 228 258 282302 325
180 30 "w/z a3.10 71.41%
m/z--> 50 100 150 200 250 300 350
Abundance #105307: 1,19-Eicosadiene
55
5000 82 L B B ISR SR
- ﬂ%ﬂ%ﬂ%ﬂm
109 m/z 82.10 67 .50%
. w‘. ) H\, | . 3%157 180 208208250 278
m/z--> 50 100 150 200 250 300 350
Abundance
55
8 17.00 17.20 17.40 17.60
5000 m/z 83.10 54 _15%
29 111 948
128 176 205 232 260277 S04
m/z--> 55 160 150 200 2%0 300 350
Abundance #99446: Octadecanal B RRREE R
3 2 17.00 17.20 17.40 17.60
m/z 55.10 53.35%
5000
110 250
2% ‘ \Ln‘lﬁf“lﬁﬁ o K2 e e
m/z--> 50 1 1m 200 %o 300 350 1mmnmmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.62 10.29 ng 486842 Perylene-di12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
Abundance Scan 1438 (17.623 min): BF079723.D (-1435) (-) m/z 57.10 100.00%
57
3 I bl o 1}3 141 (169 107 233 260280 309328 356 17,40 1760 17.80 18.00
O L . o e e e S e e e m/z 71.10 69.27%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 L B B BN B
17.40 17.60 17. 80 18. 00
- 13 m/z 43.10 60.40%
m/z--> 56 160 1éo 260 2%0 360 3éo
Abundance
57
"' 17,40 17.60 17.80 18.00
5000 85 m/z 85.10 49 .74%
38 13 141 169 197 239 47 294 323 352
m/z--> 56 160 1éo 260 2%0 360 3éo
Abundance #147098: Docosane, 11-butyl- B EBRRREEmEe
57 17.40 17.60 17.80 18.00
m/z 55.10 22.15%
5000 85 ,xAA/\\~\NxJﬂ/\/\\/\,\A/\x\ﬂw
3 ‘1} [ J 13 141 4169 2}0“239 267 3?9 336 366
m/z--> 5'0 100 1&'30 200 250 300 35'30 17'40 17. 60 17. 80 18. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 13-Tetradecen-1-ol acetate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.68 4.16 ng 196759 Perylene-d12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
2 1-Eicosanol 298 C20H420 000629-96-9 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Cyclotetracosane 336 C24H48 000297-03-0 80
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 70
Abundance Scan 1443 (17.680 min): BF079723.D (-1441) (-) m/z 83.10 100.00%

5000

67193 222 551 278 314 5,5

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

450

17.40 17.60 17.80 18.00

m/z 97.10 96 .43%

Abundance #90869: 13-Tetradecen-1-ol acetate
43
5000 LA L L L L LN
111 17.40 17.60 17.80 18.00
m/z 55.10 91.04%
Mwammm
—— J ; A
m/z--> 0 5 200 250 300 350 400 450
Abundance
43
R A
83 17.40 17.60 17.80 18.00
5000 m/z 57.10 88.16%
111
18 139167196 252
L e i e L s B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene B EE ma et
43 17.40 17.60 17.80 18.00
m/z 43.10 87.23%
5000 83
111
1 139167196224 267292 321 462 490
T T B e e B B e e AR e
m/z--> 0 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00

8270-BF060415.M Mon Jun 08 11:02:07 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.51 7.67 ng 363128 Perylene-d12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,_... 204 C15H24 1000193-57-0 87
2 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 55
3 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi 182323-29-1 49
4 2-lIsopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000192-43-5 46
5 2-Acetyl-3,5-dimethylbenzo(b)thi... 204 C12H120S 006179-05-1 38
Abundance Scan 1603 (19.509 min): BF079723.D (-1600) (-) m/z 189.15 100.00%
189
5000 95
55 121
w 1050 1040 1060 1080
2.8 5 m/z 177.15  66.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #58780: 2—Isopropenylgla,8—dimethy|—l,2,3,4,4a,5,6,8a—octa...
189
107
5000 AR BARRUARUNARE
133 161 19.20 19.40 19,60 19.80
‘ m/z 204.20 62.21%
\‘ ‘M I \‘ H\\ |
miz--> 150 200 250 300 350 400
Abundance
189
161
19.20 19.40 19.60 19.80
5000 105 m/z 95.10 46.77%
41 133
69
mz-> 50 100 150 200 250 300 350 400
Abundance #58302: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]- R e R RR B
189 19.20 19.40 19.60 19.80
m/z 175.10 35.03%
- \‘M/\“A/\\
43 67 95 135159
mz> s 100 1% 20 2% a0 2o o 10.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl19.83 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.83 7.36 ng 348146 Perylene-di12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 40
2 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 38
3 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 27
4 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 25
5 Bisnor-7-desoxycholic acid 364 C22H3604 1000252-00-7 25
Abundance Scan 1631 (19.829 min): BF079723.D (-1627) (-) m/z 43.10 100.00%
43
107 145 //A\f\,«r\dw/\“\ﬁx\ﬁrJ\V,J\
5000 1
" 1960 19:80 20.00 20.20
iy m/z 55.10 58.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate
43
5000 LN BRI I SULILLN SR
19,60 19.80 20.00 20.20
‘ ‘ 107 147 39 m/z 145.10 53.93%
— I‘ ‘ H‘ ‘H ‘Hh H‘\ \M\ \m ‘HI \‘\\\1?3\ ‘21|5| |255 28IS 3|1|5| |3|5|4| A \l . ?2|8| 4|.5|6|
m/z--> 150 200 250 300 350 400 450
Abundance
43
69 1960 19:80 20.00 20.20
5000 93 m/z 107.10 53.32%
123
159 257 330
R UL SR "%§7|'?27' y ,?§7|,, L DAL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R EEEEEEE e s
41 107 394 19.60 19.80 20.00 20.20
283 m/z 81.10 45.38%
miz--> 50 100 150 200 250 300 350 400 450 " 1960 19:80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample : G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Molybdenum, tricarbonyl-_et... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.14 4.80 ng 227244 Perylene-di12 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Molybdenum, tricarbonyl-_eta.-6-... 344 C13H10MoO5 1000159-52-2 60
2 1-Naphthalenol, decahydro-1,4a-d... 222 C15H260 000473-04-1 59
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 59
4 Guaia-3,9-diene 204 C15H24 000489-83-8 53
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 49
Abundance Scan 1746 (21.143 min): BF079723.D (-1742) (-) m/z 204.20 100.00%
204
a3 135
69 107
5000

20.80 21.00 21.20 21.40
m/z 43.10 73.36%

m/z--> 50 100 150 200 250 300 350
Abundance #138522: Molybdenum, tricarbonyl-.eta.-6-spiro[1,3-dioxola...
204
260
230 344
5000 105 LI L L L L L LB L
57 136 %6 20.80 21.00 21.20 21.40
28 85 160 * 288 316 m/z 135.10 64.44%
m/z--> 50 100 150 200 250 300 350
Abundance
43
N NN S e
81 189 20.80 21.00 21.20 21.40
5000 161 m/z 133.10 60.62%
135
107 222
63
I e A e e e e e o e e L S o o e T B e e
m/z--> 50 100 150 200 250 300 350
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene B e B
204 20.80 21.00 21.20 21.40
a1 91 133 m/z 69.10 58.09%
5000 9 161
69
JM . B —
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079723.D

Acq On > 5 Jun 2015 3:16

Operator : TP/1Z

Sample - G2474-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethene, 1,2-dichl... 1.50 9.1 ng 210396 1 7.51 460635 20.0
Butane, 2-methoxy... 2.92 12.3 ng 283082 1 7.51 460635 20.0
unknown7 .28 7.28 83.3 ng 1919440 1 7.51 460635 20.0
5-Eicosene, (E)- 14.79 7.8 ng 549490 5 15.03 1401910 20.0
Trichloroacetic a... 15.61 4.6 ng 323150 5 15.03 1401910 20.0
Oxirane, hexadecyl- 16.22 6.9 ng 327181 6 16.97 946315 20.0
17-Pentatriacontene 16.51 18.3 ng 864660 6 16.97 946315 20.0
1,19-Eicosadiene 17.29 4.1 ng 192865 6 16.97 946315 20.0
Heneicosane 17.62 10.3 ng 486842 6 16.97 946315 20.0
13-Tetradecen-1-o... 17.68 4.2 ng 196759 6 16.97 946315 20.0
2-1sopropenyl-4a, ... 19.51 7.7 ng 363128 6 16.97 946315 20.0
unknown19 .83 19.83 7.4 ng 348146 6 16.97 946315 20.0
Molybdenum, trica... 21.14 4.8 ng 227244 6 16.97 946315 20.0
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