LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 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-BF031516.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 3.121 71 73 76 rvB3 29532 57357 1.37% 0.148%
2 4._207 166 168 172 rBV3 55036 52926 1.26% 0.137%
3 5.122 246 248 256 rBvY 61257 106194 2.53% 0.275%
4 5.522 280 283 285 rBV 3585801 4187203 99.68% 10.835%
5 6.539 369 372 375 rBV 2968481 3949393 94.02% 10.220%
6 6.676 381 384 387 rBV 3473901 3934404 93.66% 10.181%
7 6.905 402 404 407 rVB 823364 857121 20.40% 2.218%
8 7.065 415 418 420 rBvV 3196204 3031610 72.17% 7.845%
9 7.476 451 454 456 rBV 2695446 2880412 68.57% 7.454%
10 7 .556 459 461 464 rVB 46404 49994 1.19% 0.129%

11 8.196 514 517 519 rBV 1367268 1217580 28.98% 3.151%
12 9.270 608 611 614 rBVY 3767245 4200748 100.00% 10.871%
13 9.659 643 645 647 rBvV 530441 667854 15.90% 1.728%
14 9.876 662 664 666 rvB 69916 81268 1.93% 0.210%
15 9.956 668 671 673 rVB 979499 1269551 30.22% 3.285%

16 10.379 707 708 710 rVB 174844 135840 3.23% 0.352%
17 10.596 724 727 731 rBV 53087 103516 2.46% 0.268%
18 10.745 736 740 742 rBV 2800764 3119290 74.26% 8.072%
19 10.848 748 749 756 rVB 112461 205171 4._.88% 0.531%

20 11.305 786 789 790 rBV 76436 82879 1.97% 0.214%
21 11.431 798 800 803 rBv2 1159208 1274467 30.34% 3.298%
22 11.499 803 806 809 rvB2 32056 57480 1.37% 0.149%
23 11.956 843 846 853 rBvV2 86481 139198 3.31% 0.360%
24 12.745 912 915 918 rBvV4 36681 98872 2.35% 0.256%

25 13.019 936 939 942 rVB 3318647 3966346 94.42% 10.264%

26 13.911 1015 1017 1021 rBV 269052 339389 8.08% 0.878%
27 14.071 1028 1031 1034 rVB 1170342 1050691 25.01% 2.719%
28 14.551 1070 1073 1079 rVB3 19208 45434 1.08% 0.118%
29 15.523 1155 1158 1164 rBV 574111 710584 16.92% 1.839%
30 15.808 1180 1183 1186 rBV3 174526 210115 5.00% 0.544%

31 16.037 1200 1203 1205 rBV2 30239 66175 1.58% 0.171%
32 16.174 1212 1215 1218 rVV4 35079 76610 1.82% 0.198%
33 16.243 1218 1221 1223 rVB4 32514 65699 1.56% 0.170%
34 16.391 1233 1234 1237 rVB3 24365 45844 1.09% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.471 1237 1241 1243 rBv4 26812 84070 2.00% 0.218%

36 17.511 1329 1332 1335 rBV5 60377 127476 3.03% 0.330%

37 17.728 1350 1351 1355 rVB2 75938 94744 2.26% 0.245%
Sum of corrected areas: 38643505
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085465.D

5.52

3500000 6.68
7.06

3000000 6.54

7.48
2500000
2000000
1500000

1000000 6.90

500000

3.12 4.21 5.12 | J 7.56

. o o PR LA

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085465.D

3500000 13.02
3000000 10.74
2500000
2000000

15000001 8.20

11.43

1000000 9.96

500000
10.38
A 9. 1106008 113Ghso 1196 1275 ||

oA e L B B e e T mo e e e e e LA a e w e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085465.D

3500000

3000000

2500000

2000000

1500000
14.07

1000000

15.52

500000 13.91

15.81
17.73
14.55 /L. .“A I16.M6m3947 17.51

0 ey B e o e e L i B

o
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\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.12 2.48 ng 106194 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 2-Nonanone 142 C9H180 000821-55-6 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 248 (5.122 min): BF085465.D (-246) (-) m/z 43.05 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
83
...,....,....,....','::..,??!n,'....,....,.'...,...:,|....,. m/z 59.10 58.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R RARSS RS RARSS RARES
4.80 5.00 5.20 5.40
59 m/z 101.10 20.02%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 17 .50%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime L m na
43 4.80 5.00 5.20 5.40
m/z 41.10 10.33%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 2 unknown6.68 Concentration Rank 1

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

6.68 91.81 ng 3934400 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 384 (6.676 min): BF085465.D (-381) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 * 640 6.60 680 7.00
54 104 : . . .
..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':.,..?‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.10 41.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL A U U
6.40 6.60 6.80 7.00
0,
31 4 Sﬁ 78 m/z 134.10 32.56%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 26.00%
104
w271 37445155 % 7T g9 o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine A m s e e
132 6.40 6.60 6.80 7.00
o m/z 69.10 16.78%
5000 0
31 52
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 4 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.38 2.14 ng 135840 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Eicosane 282 C20H42 000112-95-8 83
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 708 (10.379 min): BF085465.D (-707) (-) m/z 57.10 100.00%

57
5000 85

13 1 10.00 10.20 10.40 10.60
...,....;...J,.. 169 m/z 43.10 72.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 LI L L L L L L L L L LB}
10.00 10.20 10.40 10.60
4 m/z 71.10 64.18%
‘ L [P e 169 107 205 osspes 296
.”,””P.”P”.P”q.”wnnlunp.upu..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.00 10.20 10.40 10.60
5000 M m/z 85.10 43.67%
85
26 113 141 169 226
WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114972: Dodecane, 1-iodo-
57 10.00 10.20 10.40 10.60
m/z 41.10 34.48%
5000 85
4
113 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. OO 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 5 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.85 3.22 ng 205171 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 78
3 Octadecane 254 C18H38 000593-45-3 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 749 (10.848 min): BF085465.D (-748) (-) m/z 57.10 100.00%
57
43
71
5000
99 "' 10/60 10,80 11.00 11.20
113127 : : : :
14115 m/z 43.10 76.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane
57
43
71
5000 LR L B B B
85 1060 1080 11.00 11.20
29 m/z 71.10 63.78%
a5 L PHinisieeies 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
R SRR SUNILE BN B
71 10.60 10.80 11.00 11.20
5000 o m/z 85.10 42 .09%
29
99 113127141155169183 226
m/z--> ﬁo Jo éo 85 160 150 150 160 1éo 200 250 250
Abundance #91036: Octadecane R e AR RES.
57 10.60 10.80 11.00 11.20
43 - m/z 41.10 33.36%
5000 85
it P 113 JW
J \ b4 ] T 127141155169183197211225239254
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 ' 10. 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 6 Dodecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.18 ng 139198 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 tert-Hexadecanethiol 258 C16H34S 025360-09-2 11
5 1-Nonadecanol 284 C19H400 001454-84-8 11
Abundance Scan 846 (11.956 min): BF085465.D (-843) (-) m/z 73.00 100.00%
43 60 78
5000
85 129
97
US| 143157171 185 199 213, 11.60 11.80 12.00 12.20
m/z 60.00 86.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56047: Dodecanoic acid
60 73
43
5000 11.60 11.80 12.00 12.20
29 85 129 . . )
115 157 200 m/z 43.05 83.36%
‘ ‘ 101 ‘ 143 ‘ 171
”1|5| .‘l i .‘l‘.‘. .‘l“.‘k“.‘. Iu‘l A .AH‘l‘. -‘4‘-| S T H ”\”18|3|” I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
43 1160 11.80 12.00 1220
5000 m/z 55.05 68.39%
129
29 85 115 171 214
98 185
17 140152 197
m/z--> 25 4b eb 8b 160 120 150 160 180 260 250
Abundance #46615: Undecanoic acid AL A s (S
60 73 11.60 11.80 12.00 12.20
m/z 57.10 67.75%
5000 43
29 85 129 143
97 115 186
..1?,.\‘. i w\\ww\\uw‘\ﬁﬁﬁg b e || e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 7 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.91 6.46 ng 339389 Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 87
5 Cyclopentadecane 210 C15H30 000295-48-7 86

Abundance Scan 1017 (13.911 min): BF085465.D (-1015) (-) m/z 83.10 100.00%

43 97

5000

125 TR
139154168182 207 236 13.60 13.80 14.00 14.20

m/z 57.10 99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57

83
97

-

5000 LN LI L L L L L L LB B
- 13.60 13.80 14.00 14.20
125 m/z 43.10 91.35%
J | 139153167182106210224 252 280
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
A A ALaa
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 90.85%
29 111

125
139153168182196210224 252 280

Wmm—mﬁwwwwwwm

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

Abundance #98171: 1-Nonadecene [ B e
13.60 13.80 14.00 14.20

m/z 97.10 89.13%

:

5000

125

139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 8 unknownl5.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.81 5.91 ng 210115 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tungsten(0), tetracarbonyl-(phen... 526 C20H2205W 1000154-58-9 20
2 .beta.,.beta.-Carotene, neo B 536 C40H56 006811-73-0 18
32,5,8,11,14,20,23,26,29,32-Decao... 536 C28H40010 064739-07-7 10
4 Spiro(pyrano[2,3-b]naphthalene)-... 528 C32H4806 1000187-84-8 10
5 Hexa-2,4-dien-2,5-zirconium-3,4-... 526 C26H26MoZr 1000154-45-6 10
Abundance Scan 1183 (15.808 min): BF085465.D (-1180) (-) m/z 163.10 100.00%
134 163 194221 267
39 93 333 374
01 209 442 4815 0538
5000
15.40 15.60 15.80 16.00 16.20
m/z 165.00 98.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170054: Tungsten(0), tetracarbonyl-(phenylmethoxycarbene)...
28
360
5000 67
15.40 15.60 15.80 16.00 16.20
121 178 250 m/z 133.90 94 .55%
95
i ‘4 ‘. i‘“-““- |‘.H .Hl‘“l“.‘ ‘ EI'IS? Mu i IIZ:?QM “.‘M‘ Im“M\lH
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 536
AL PN SN SURRR BN
69 195 15.40 15.60 15.80 16.00 16.20
5000 m/z 128.10 93.40%
109
159 324 444
237 268395 376 414 480508
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170487: 2,5,8,11,14,20,23,26,29,32-Decaoxatricyclo[31.3.1... B o e e
45 15.40 15.60 15.80 16.00 16.20
137 m/z 123.20 92 .54%
5000
: J‘:‘ JI I“Ju
m/z--> 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 10 unknownl6.47 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.37 ng 84070 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 2,6,10,14,18-pentamethyl- 352 C25H52 051794-16-2 22
2 Eicosane 282 C20H42 000112-95-8 22
3 Cholest-22-ene-21-ol, 3,5-dehydr... 498 C33H5403 1000124-60-2 10
4 13,17,21-Trimethylheptatriacontane 563 C40H82 058668-40-9 10
5 Pentacosane 352 C25H52 000629-99-2 9
Abundance Scan 1241 (16.471 min): BF085465.D (-1237) (-) m/z 57.10 100.00%
" g5
5000
11 454177 221 282 355
16.20 16.40 16.60 16.80
m/z 85.10 79.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142114: Eicosane, 2,6,10,14,18-pentamethyl-
57
5000 85 HRR ISR BN BN S
16.20 16.40 16.60 16.80
13 - m/z 71.10  79.30%
53
IIII‘ L “\ \“ \“ “ ‘ ‘ ‘ “ “ 22|5‘| 1 “2|8|2||3|2|3||‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
16,20 16.40 16.60 16.80
5000 85 m/z 43.10 66.91%
282
29 113141169197225253
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #168545: Cholest-22-ene-21-ol, 3,5-dehydro-6-methoxy-, piv... B A RRREE R
57 16.20 16.40 16.60 16.80
m/z 42.00 40.13%
85
5000
283
183213 2551”315 365396 443 483
m/z--> 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 12 unknownl7.73 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.73 2.67 ng 94744 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d:a-Friedooleanan-1-one, 3,24-di... 458 C30H5003 056816-61-6 35
2 Phosphonous dichloride, (trichlo... 218 CCI5P 003582-11-4 10
3 Methanesulfenyl chloride, trichl... 184 CCI4S 000594-42-3 10
4 1-Propene, 1,1,2,3,3,3-hexachloro- 246 C3CI6 001888-71-7 10
5 Dimethyl-tetraselenafulvalene 424 C8H8Se4 1000149-11-6 9

Abundance Scan 1351 (17.728 min): BF085465.D (-1350) (-) m/z 57.10 100.00%

¥ 1B 177

210 245 355 390417
269 40331

444

5000

17.40 17.60 17.80 18.00
m/z 99.10 94.76%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165258: d:a-Friedooleanan-1-one, 3,24-dihydroxy-
193
8000
6000
17.40 17.60 17.80 18.00
4000 m/z 135.10 91.27%
173 ‘ }7 245 411 458
20004+ A A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
117
17.40 17.60 17.80 18.00
5000 185 m/z 42.00 90.00%
47 78
148 220
R M o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #46058: Methanesulfeny! chloride, trichloro-
149 17.40 17.60 17.80 18.00
79 117 m/z 43.10 89.84%
5000
a4 186
1 |
T R aS maa
m/z--> 0 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085465.D

Acq On : 15 Mar 2016 20:25

Operator : UM/SJ

Sample : H1774-20

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
Quant Title : 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]
2-Pentanone, 4-hy... 5.12 2.5 ng 106194 1 6.90 857121 20.0
unknown6 .68 6.68 91.8 ng 3934400 1 6.90 857121 20.0
Heneicosane 10.38 2.1 ng 135840 3 9.96 1269550 20.0
Pentadecane 10.85 3.2 ng 205171 4 11.43 1274470 20.0
Dodecanoic acid 11.96 2.2 ng 139198 4 11.43 1274470 20.0
3-Eicosene, (E)- 13.91 6.5 ng 339389 5 14.07 1050690 20.0
unknownl15.81 15.81 5.9 ng 210115 6 15.52 710584 20.0
unknownl16.47 16.47 2.4 ng 84070 6 15.52 710584 20.0
unknownl7.73 17.73 2.7 ng 94744 6 15.52 710584 20.0
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