LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085950.D
Acq On > 1 Apr 2016 2:06 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 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-BF032416_.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 4.321 174 178 179 rBV3 164072 341294 10.26% 1.253%
2 4.344 179 180 183 rVB 304382 330045 9.92% 1.211%
3 4.984 233 236 249 rVB 57050 104422 3.14% 0.383%
4 5.396 269 272 274 rBV 1784992 2604749 78.29% 9.559%
5 6.436 360 363 365 rBv 2512344 2804996 84.30% 10.294%
6 6.562 371 374 376 rBV 2608467 2918091 87.70% 10.709%
7 6.790 392 394 396 rBY 656152 632772 19.02% 2.322%
8 6.939 405 407 410 rBV 1724392 2150601 64.64% 7.893%
9 7.362 441 444 446 rBV 1621294 1916367 57.60% 7.033%
10 8.070 504 506 509 rBvY 828847 822824 24.73% 3.020%

11 9.156 598 601 603 rBV 3178109 3327208 100.00% 12.211%
12 9.545 633 635 638 rBv 356505 376604 11.32% 1.382%

13 9.762 652 654 656 rBvY 87326 71129 2.14% 0.261%
14 9.830 658 660 662 rvv 898395 876022 26.33% 3.215%
15 10.265 696 698 699 rvB 67965 81174 2.44% 0.298%
16 10.482 713 717 718 rBV 29889 45930 1.38% 0.169%

17 10.619 726 729 731 rBV 1899399 1809147 54.37% 6.639%
18 10.733 736 739 743 rBV 98402 115683 3.48% 0.425%
19 11.179 776 778 779 rBV 48628 40162 1.21% 0.147%
20 11.305 787 789 792 rBV 599222 802885 24.13% 2.947%

21 11.842 834 836 840 rBV 97825 105491 3.17% 0.387%

22 12.722 910 913 914 rBV 60987 76583 2.30% 0.281%
23 12.894 926 928 931 rBV 2419528 2268636 68.18% 8.326%
24 13.419 972 974 976 rBV 56905 49821 1.50% 0.183%

25 13.785 1004 1006 1015 rBV 190316 315705 9.49% 1.159%

26 13.945 1018 1020 1023 rVB 614133 552107 16.59% 2.026%
27 14.414 1058 1061 1067 rBVZ2 34835 70988 2.13% 0.261%
28 14.779 1090 1093 1095 rBV 113582 119983 3.61% 0.440%
29 15.362 1141 1144 1152 rBV 434039 560780 16.85% 2.058%

30 16.917 1277 1280 1282 rBV4 47626 59538 1.79% 0.218%
31 16.974 1282 1285 1287 rBV2 61506 97250 2.92% 0.357%
32 17.431 1321 1325 1326 rBV2 43992 50345 1.51% 0.185%
33 17.465 1326 1328 1331 rVB3 47891 59532 1.79% 0.218%
34 17.545 1331 1335 1337 rBV5 15488 38016 1.14% 0.140%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

3?22'6 - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 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:\HPCHEM1I\BNA_F\METHODS\8270-BF032416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.220 1393 1394 1397 rBV3 22690 37759 1.13% 0.139%

36 18.323 1401 1403 1406 rBV3 86292 161487 4._.85% 0.593%
37 18.483 1415 1417 1419 rVB 251160 305772 9.19% 1.122%

38 18.597 1424 1427 1429 rVV3 28425 54816 1.65% 0.201%

39 18.654 1429 1432 1434 rVB3 20418 33909 1.02% 0.124%

40 19.088 1465 1470 1478 rVB7 15740 57937 1.74% 0.213%
Sum of corrected areas: 27248560
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085950.D
3000000

.56
2500000 6'42

2000000
540 6.94

7.36
1500000

1000000
6.79

500000
4.34

4.82

4.98

e i NG A GO G G S |
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: BF085950.D
3000000

2500000 12.89
2000000 10.62
1500000

10000001 7 9.83
11.30

500000 \ 9.54

9. 10.26 10.73 11.84

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: BF085950.D

3000000

2500000
2000000
1500000

1000000

13.95

500000 15.36
18.48

1441 1178 16697 1774755 18%%32 liages  19.09

0 ———l——— A e

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\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

3?22'6 - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 1 unknown4.32 Concentration Rank 5

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

4.32 10.79 ng 341294 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethylene glycol bis(3-aminopropy... 176 C8H20N202 002997-01-5 36
2 Acetic acid, [(benzoylamino)oxy]- 195 C9HONO4 005251-93-4 22
3 Perfluorooctanoic acid, 3,4-dime... 518 C16H9F1502 1000293-26-7 22
4 4-Cyclopropylcarbonyloxytridecane 268 C17H3202 1000245-58-5 12
5 2-Chlorobenzyl 2,2,2-trichloro-1... 420 C17H16CI4N202 1000222-82-6 10

Abundance Scan 178 (4.321 min): BF085950.D (-174) (-) m/z 77.70 100.00%
8 157
106 418
5000
491
195225 280 332 378 248 533
43 400 420 440 4.60
o m/z 157.00 88 .55%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40318: Ethylene glycol bis(3-aminopropyl) ether
30
5000 ISR ENRALARERE SRR
4.00 420 4.40 4.60
891Z) m/z 74.40 87.11%
0 .‘.“ \H “\\‘ \‘ ‘ 15?... e B RN EEme S S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
27 105
a 400 420 440 460
5000 m/z 89.10 77 .79%
o 149 195
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #169670: Perfluorooctanoic acid, 3,4-dimethylpheny! ester T T
69 121 4.00 420 4.40 4.60
m/z 92.00 75 .55%
518
5000
169
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 400 420 440 460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.98 3.30 ng 104422 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 236 (4.984 min): BF085950.D (-233) (-) m/z 43.05 100.00%
43
59
5000
101 — N A
| 83 4.60 4.80 5.00 5.20 5.40
ottt m/z 59.10 58.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R UL L
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 23.72%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.10 17.08%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester T Y
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.74%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 | | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

Sample : H2010-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 4 unknown6.56 Concentration Rank 1

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

6.56 92.23 ng 2918090 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 374 (6.562 min): BF085950.D (-371) (-) m/z 132.10 100.00%
132
5000
68
| %6 620 640 6.60 680
40 54 . . .
Ob sl L7 87 L3505 “m/z 68.10  34.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 NP SRR R
6.20 6.40 6.60 6.80
2 51 78 m/z 134.10 33.66%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 67 m/z 66.10 22.21%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R LR B
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 14 _.75%
5000 og 0
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 S | S
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 6 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.88 ng 115683 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 739 (10.733 min): BF085950.D (-736) (-) m/z 57.10 100.00%
57
71
43

5000

10.40 10.60 10.80 11.00

99
113127141155 183

0! m/z 71.10 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L LB LI |
85 10.40 10.60 10.80 11.00
29 m/z 43.10 64 .36%
o S
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 5 S b i At
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 46 .58%
29 99
JLis U3127141155160183107017 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane R e e a e
43 57 10.40 10.60 10.80 11.00
m/z 41.10 29.86%
71
5000 85
29 9113
0 I ‘ L4 T7127141155169183197211205 254
ettt e e e e e e e R RS B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.63 ng 105491 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 836 (11.842 min): BF085950.D (-834) (-) m/z 73.00 100.00%
73
43 60
5000 129
85 S N WA
8 1S | 157171185 00218, o 11.60 11.80 12.00 12.20
0 m/z 43.05 77 .52%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
5000 L B AL B BN U
11.60 11.80 12.00 12.20
m/z 60.00 76.87%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 1&0 1éo 180 200 220 240 260
Abundance
60 73
43 "' 1160 11.80 12.00 12.20
5000 129 m/z 57.10 69.70%
29 a7 185 228
. 100115 143157171 199213
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 67.31%
5000 29
0 I R EEmEL T St Vo VoY A St Vst
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexadecanoic acid, 2-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.77 ng 76583 Chrysene-di2 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 59
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 30
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 22
Abundance Scan 913 (12.722 min): BF085950.D (-910) (-) m/z 56.10 100.00%
56
5000 73 257
3 12.40 12.60 12.80 13.00
Ol m/z 57.05 58.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester
57
5000
4 239 957 12.40 12.60 12.80 13.00
m/z 257.30 44 .52%
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
12.40 12,60 12.80 13.00
5000 m/z 43.05 38.35%
29 73
97113 157 185 213 239257 55 ap

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid e maE e
12.40 12.60 12.80 13.00
m/z 73.10 37.87%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 11.44 ng 315705 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1006 (13.785 min): BF085950.D (-1004) (-) m/z 57.10 100.00%
a7
5000 111
139 13.40 13.60 13.80 14.00 14.20
o -.L.It. o 8 A m/z 83.10 94.55%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
4
69
97
5000
13.40 13.60 13.80 14.00 14.20
125 m/z 43.10 92 .46%
0‘ \‘\ 1l ‘h L 153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.10 91.31%
29
. 139 168 194 224 250 297 360
m/z--> " 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- N B e e e e B
13.40 13.60 13.80 14.00 14.20
83 m/z 69.10 83.40%
5000
29 111
o | [139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetratriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .41 2.57 ng 70988 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 87
2 Hexatriacontane 507 C36H74 000630-06-8 86
3 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 10-Methylnonadecane 282 C20H42 056862-62-5 83
Abundance Scan 1061 (14.414 min): BF085950.D (-1058) (-) m/z 57.05 100.00%
g7
85
5000

14.00 14.20 14.40 14.60 14.80

Ot m/z 71.10 80.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane
57
5000 85
14.00 14.20 14.40 14.60 14.80
29 m/z 43.10 60.35%
ok | ‘h‘\\d I }@9197225253281311337367 410435
e B LI B e e N A e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R N N SREmEs
14.00 14.20 14.40 14.60 14.80
5000 g5 m/z 85.10 58.20%
29 113
0 141169197225253281309337 379 421449477 506
T T T T T T e T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167081: Tetracosane, 11-decyl-
57 14.00 14.20 14.40 14.60 14.80
m/z 55.05 26.10%
5000 85

113
|7 141169197225253 295 337364393420

e M i ik ool S R A A AL SN SN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. OO 14. 20 14. 40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 11 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.78 4.28 ng 119983 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 78

Abundance Scan 1093 (14.779 min): BF085950.D (-1090) (-) m/z 69.05 100.00%

69

5000 J

41 95 S e RN s N
L | 161 191 281 14.40 14.60 14.80 15.00
Ll ||| |

0..-.],".".. ol FMEMSSSNE 2 m/z 81.05 52.91%
m/z--> 50 100 150 200 250 300 350 400

Abundance #158504: Squalene
69
s000] 4!

14.40 14.60 14.80 15.00
m/z 41.10 20.05%

95
0 L “‘J 417 ” ‘161 191 217 273 209 341 367 410
—— T R e e L ELEE B e B e E o o o S
m/z--> 50 100 150 200 250 300 350 400
Abundance
69

14. 40 14 60 14. 80 15.00

5000 m/z 95.10 15.43%
41
95 137
0 117 161 191 217 244 273 299 341 367 410
A e e e i s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R o B EUEEU
69 14.40 14.60 14.80 15.00

m/z 68.10 12 _.33%

5000 41
93

m’\ Mm ) [J61 192 231 273 315341 384

Ll R A S o S AN e

m/z--> 50 100 150 200 250 300 350 400 14. 40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

Sample : H2010-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 Pyridine, 2,6-dichloro-3-ni... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.97 3.47 ng 97250 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 2,6-dichloro-3-nitro- 192 C5H2CI2N202 016013-85-7 53
2 Methane, bromochloro- 128 CH2BrcClI 000074-97-5 15
3 3,5,6,7,7,8-Hexachloro-5,6,7,8-t... 327 C6H3CI6GN3 022841-85-6 15
4 Benzene, 1,3-dibromo-2-methoxy-5... 381 C15H13Br2NO 333394-60-8 14
5 2H-Thiopyran-3-ol, tetrahydro- 118 C5H100S 022072-19-1 11

Abundance Scan 1285 (16.974 min): BF085950.D (-1282) (-) m/z 282.10 100.00%
282
93
135
177 309 381
dBU LRI
16.60 16.80 17.00 17.20
0 e m/z 283.10 92.77%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50654: Pyridine, 2,6-dichloro-3-nitro-
110 192
50 46
5000 UL PRI B
16.60 16.80 17.00 17.20
A% m/z 44.00 89.15%
Ollllllll“ll‘l H:‘:‘l:“:”::‘::::::::||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
49
130 16,60 16.80 17.00 17.20
5000 m/z 56.10 85.85%
93
ol 14
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131403: 3,5,6,7,7,8-Hexachloro-5,6,7,8- tetrahydro S-triaz... TTT T T LI
61 16.60 16.80 17.00 17.20
m/z 93.00 82 .55%
08 221 294
5000 186
135 258
OI”"I"'PUJL"'W"”IL'”I'”'I'”'I'”'I”"I”"P
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 16.60 16.80 17.00 17.20

8270-BF032416.M Sat Apr 02 02:34:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

Sample : H2010-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 14 unknownl7.47 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.47 2.12 ng 59532 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Platinum(ll) acetylacetonate 393 C10H1404Pt 015170-57-7 22
2 N-Ethyl-2-amino-octadecan-1,3-di... 395 C24H50BNO2 066237-72-7 9
3 2-(5-Bromo-3-pyridyl)-5-(salicyl... 393 C19H12BrN302 339112-76-4 9
4 Morphinan-4-ol-6,7-dione, 2-brom... 393 C18H20BrNO4 1000124-57-5 7
5 Naphthalene, 1-bromo-5-iodo-2,6-... 392 C12H10Brl102 025315-13-3 7
Abundance Scan 1328 (17.465 min): BF085950.D (-1326) (-) m/z 397.00 100.00%
111 142 397
86
60
279 329
5000 243
212
177 S I —
H m ‘ ‘ 17.20 17.40 17.60 17.80
0 e m/z 141.70 87.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154732: Platinum(ll) acetylacetonate
393
5000 43 \A LR B B SR UL
293 17.20 17.40 17.60 17.80
937 265 322 350 m/z 111.00 85.61%
101
I L ] 209 4 4 ,\“h‘,‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
71 395 m
17.20 17.40 17.60 17.80
5000 m/z 141.00 82.42%
43
98 154 338
o7
m/z--> 50 100 150 200 250 300 350 400
Abundance #154803: 2-(5-Bromo-3-pyridyl)-5-(salicylideneamino)benzox... L e
3 91 393 17.20 17.40 17.60 17.80
m/z 85.90 79.58%
5000
120
“ 154 o)
210 274 349
0 ||‘ \I \i\‘” ] LI‘ |hs ‘k '\ \23\7 ||‘||"|i‘3al-?||“|‘|‘|“|||| [\III N —
m/z--> 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\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

ﬁ?ggle - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 16 Ferrocene, decachloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.48 10.91 ng 305772 Perylene-d12 15.36
Hit# of 2 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene, decachloro- 526 C10CI10Fe 011121-63-4 90
2 Zinc, bis[[5,5"-methylenebis[3,4... 530 C26H34N404Zn 069782-63-4 15
Abundance Scan 1417 (18.483 min): BF085950.D (-1415) (-) m/z 135.20 100.00%
135
8000 202
67 104 329
6000 546
265 309 371 407 463 510
3 434
4000 18.20 18.40 18.60 18.80
m/z 202.00 74 .89%
2000
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170045: Ferrocene, decachloro-
530
18.20 18.40 18.60 18.80
8000 m/z 201.10 72.02%
293
6000
130 167 404
4000 237
95
2000 332 18.20 18.40 18.60 18.80
I 202 | 264 | 366 494 m/z 135.80 67.81%
0 ..|....“l‘.”..‘“.‘“i.“k.“l“‘..”‘.‘.‘ T ..l“.l.... MMM .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
530
8000
297 SR BN BSURRE SUNRN B
6000 18.20 18.40 18.60 18.80
m/z 203.10 67.75%
4000 233 487
2000
205 267 w7
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII L
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 4&1,0 5(')0 5&1;0 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085950.D

Acq On 1 Apr 2016 2:06

Operator : UM/SJ

3?22'6 - H2010-08 AMBOY-SB23COMP0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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]
unknown4 .32 4.32 10.8 ng 341294 1 6.79 632772 20.0
2-Pentanone, 4-hy... 4_.98 3.3 ng 104422 1 6.79 632772 20.0
unknown6 .56 6.56 92.2 ng 2918090 1 6.79 632772 20.0
Eicosane 10.73 2.9 ng 115683 4 11.32 802885 20.0
n-Hexadecanoic acid 11.84 2.6 ng 105491 4 11.32 802885 20.0
Hexadecanoic acid... 12.72 2.8 ng 76583 5 13.95 552107 20.0
Trichloroacetic a... 13.79 11.4 ng 315705 5 13.95 552107 20.0
Tetratriacontane 14.41 2.6 ng 70988 5 13.95 552107 20.0
Squalene 14.78 4.3 ng 119983 6 15.36 560780 20.0
Pyridine, 2,6-dic... 16.97 3.5 ng 97250 6 15.36 560780 20.0
unknownl17 .47 17.47 2.1 ng 59532 6 15.36 560780 20.0
Ferrocene, decach... 18.48 10.9 ng 305772 6 15.36 560780 20.0
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