LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\

Data File : BF079189.D

Aca On : 13 May 2015 8:12 Instrument :
Operator : TP/1Z ?:'l\:gﬁ't:Sam ol
3?22'6 i 62194-12 'RMZLSBJS@E
ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.438 19 22 24 rVB 387914 540070 35.40% 3.211%
2 1.564 30 33 37 rvB 117344 220551 14.46% 1.311%
3 1.747 46 49 56 rvv2 294077 480696 31.51% 2.858%
4 1.850 56 58 94 rvVB 851564 1525690 100.00% 9.071%
5 5.084 339 341 347 rVB 38542 66805 4.38% 0.397%

5.587 382 385 387 rBV 1233995 1334923 87.50% 7.937%
6.845 493 495 498 rBV 1204696 1347336 88.31% 8.010%
508 511 rBV 1457053 1421575 93.18% 8.452%
7.279 531 533 536 rBvV 314997 321752 21.09% 1.913%

(@R {cNec R NNe))
(0}
O
©
w
()
o
(0}

1 7.473 547 550 552 rVvB 800095 922013 60.43% 5.482%
11 7.976 591 594 596 rBV 897109 849294 55.67% 5.049%
12 8.765 661 663 665 rBv 19587 17972 1.18% 0.107%
13 8.856 669 671 674 rBvY 461934 437959 28.71% 2.604%
14 10.045 773 775 780 rVB 19676 29266 1.92% 0.174%

15 10.205 786 789 791 rBV 1385651 1230502 80.65% 7.316%

16 10.708 831 833 836 rBvV 168804 145692 9.55% 0.866%
17 11.039 859 862 864 rvVB 379119 488828 32.04% 2.906%

18 11.611 910 912 914 rVB 18368 16475 1.08% 0.098%
19 12.011 945 947 950 rBvV2 865806 1021312 66.94% 6.072%
20 12.205 962 964 968 rBV 21490 28173 1.85% 0.167%
21 12.765 1011 1013 1015 rBV 19872 20682 1.36% 0.123%
22 12.879 1020 1023 1025 rBV 563497 526994 34 .54% 3.133%
23 12.982 1030 1032 1038 rVB2 7369 16721 1.10% 0.099%
24 13.211 1050 1052 1058 rBV3 17914 28435 1.86% 0.169%
25 13.302 1058 1060 1063 rVVv2 17829 25239 1.65% 0.150%
26 13.805 1102 1104 1106 rBV 17531 16503 1.08% 0.098%
27 14.388 1151 1155 1157 rVB 31558 35071 2.30% 0.209%
28 14.662 1176 1179 1184 rBV2 22988 40196 2.63% 0.239%
29 14.880 1195 1198 1200 rBV 968679 1299922 85.20% 7.728%
30 15.177 1221 1224 1226 rBV3 8720 16800 1.10% 0.100%
31 15.645 1261 1265 1267 rBV2 9335 15293 1.00% 0.091%

32 15.965 1286 1293 1300 rBVS8 30498 174360 11.43% 1.037%
33 16.068 1300 1302 1310 rVvVv 138216 239276 15.68% 1.423%
34 16.194 1310 1313 1315 rVV 521733 615584 40.35% 3.660%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.228 1315 1316 1319 rVB2 24278 38864 2.55% 0.231%
36 16.366 1326 1328 1334 rVB4 24642 41841 2.74% 0.249%
37 16.503 1338 1340 1343 rVVv2 16715 28454 1.86% 0.169%
38 16.617 1346 1350 1352 rVV3 28708 80353 5.27% 0.478%
39 16.663 1352 1354 1356 rVvVv 37813 61173 4.01% 0.364%

40 16.731 1356 1360 1362 rVV 37756 100358 6.58% 0.597%

41 16.777 1362 1364 1367 rVB3 14620 25756 1.69% 0.153%
42 16.926 1374 1377 1382 rBV2 54005 125954 8.26% 0.749%
43 17.143 1394 1396 1401 rBV 69032 154624 10.13% 0.919%
44 17.428 1419 1421 1424 rBVY 38897 52452 3.44% 0.312%
45 18.046 1472 1475 1478 rBVY 468717 592183 38.81% 3.521%

Sum of corrected areas: 16819972
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051215\

BF079189.D

13 May 2015 8:12

TP/1Z

G2194-12

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

1.44

TIC: BF079189.D

5.59

1.85

1.7

1.56

5.08

6.84

99

7.47

0

Time--> 1.

50 2.00 2.50

3.00 3.50

4.00 4.50 5.00 5.50

Abundance
1400000

1200000

1000000

r.98

800000

600000

400000

200000

oA —

TIC: BF079189.D
10.20

12.01

12.88

8.86
11.04

10.71

8.7 10.0. L 11.61 12.21

12.7]§2.04.312130

13.81

14.39
A

T
Time--> 8.00

A
LI S B B I S B B S R

12.50 13.00

10.50 11.00 11.50 12.00

8.50 9.00 9.50 10.00

13.50

14.00

14.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

.66
obad

TIC: BF079189.D

14.88

18.05

16.19

.937.14 17.43
15.18

Time-->

15.00

17.50 18.00 18.50 19.00

19.50

15.50 16.00 16.50 17.00

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 4

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

1.44 33.57 ng 540070 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 5

Abundance Scan 22 (1.438 min): BF079189.D (-19) (-) m/z 73.10 100.00%
3
5000 43
89
— e ——
140 160  1.80
55
7 /YN TN N m/z 43.10 47.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 L A R R N
43 140 160 180
89 m/z 89.10 29.17%
15 31 ‘
0 ...,.J..,.??HHM.??;.nu.,.u??,....,l:..,...w,....,?94.,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
140 160 180
5000 m/z 41.05 9.19%
57
- 41
15 50 87
e S L UL BRI SR UL UL S SULIL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methyloutyric acid R B o e o
73 140 160 1.80
43 m/z 45.10 6.97%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 ol 82 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110 140 160  1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.75 29.88 ng 480696 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 49 (1.747 min): BF079189.D (-46) (-) m/z 73.10 100.00%
7B
43
5000
55 87
37| o7 140 160 1.80 2.00
) Y R0 S NS m/z 43.05 60.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 27.68%
0 ‘?? 35 | ‘ 67 ||, 80
LRELS IR S S SULIL SURILIL SURI SURLEL I SULIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00
5000 m/z 87.10 24._.73%
29
15 67 97
e L U UL UL LA SULILL I UL UL L S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl- T S
73 1.40 1.60 1.80 2.00
m/z 41.10 12.95%
5000
43
oL 2 15 29 36 || 5359 e6 | 88
miz--> 0 10 20 30 40 50 60 70 80 90 100 140 1.60 1.80 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.08 4_.15 ng 66805 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 7
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 4

Abundance Scan 341 (5.084 min): BF079189.D (-339) (-) m/z 43.10 100.00%
43
59
5000
101 IR RAREE RN R
| 83 4.80 5.00 5.20 5.40
O = o e L e e A m/z 59.10 58.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U L IR I
4.80 5.00 5.20 5.40
59 m/z 101.10 20.83%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540
5000 m/z 58.10 17.38%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- e EAmamEE R
43 4.80 5.00 5.20 5.40
m/z 41.05 7.78%
5000
0 2\9 | . 55 8\3 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.99 Concentration Rank 2

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

6.99 88.36 ng 1421580 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 508 (6.993 min): BF079189.D (-506) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SR LR R
40 5y 28 06 6.60 6.80 7.00 7.20 7.40
01 e B m/z 68.10 43.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L UL UL
6.60 6.80 7.00 7.20 7.40
31 51 m/z 134.00 31.88%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 680 7.00 7.20 7.40
5000 m/z 66.10 26 .55%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #48639: Tranylcypromine- proplonyl B e e R
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 17.39%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN 1 KA W
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl15.97 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 5.66 ng 174360 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.7.11-Trimethvl-4-phenvithiodod... 314 C21H30S 1000190-11-3 16
2 Cvclohexanebutanoic acid. 2.2-di... 224 C14H2402 095452-15-6 16
3 9.10-Dihvdrodeoxvnivalenol 298 C15H2206 123505-36-2 14
4 2-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 12
5 Longifolenaldehyde 220 C15H240 019890-84-7 11
Abundance Scan 1293 (15.965 min): BF079189.D (-1286) (-) m/z 69.10 100.00%
69
g1 109
125 149 302
5000 177
41 205 9231
15,60 15.80 16.00 16,20
0! m/z 81.10 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125213: 2,7,11-Trimethyl-4-phenylthiododeca-2,6,10-triene
69
5000 L SO SR A SR B
15. 60 15. 80 16. oo 16.20
m/z 109.10 69.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 MM
Abundance
6 109
a1 R BEEmm R B
209 15.60 15.80 16.00 16.20
5000 168 m/z 95.10 68.60%
94
135
. 26 150 193 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116249: 9,10-Dihydrodeoxynivalenol R BEEmm R B
15.60 15.80 16.00 16.20
m/z 55.10 64.97%
- ”Aﬁ_/\\,_ﬂ‘
250
o 23571 " 265280 208
- IIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2- Chloropropionic acid, oc... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 7.77 ng 239276 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1302 (16.068 min): BF079189.D (-1300) (-) m/z 57.10 100.00%
57 83
5000 ,J\_,,h\,ﬂ,u/\afJA~JAM“jLA
15,80 16.00 16.20 16.40
0 m/z 43.10 92 .25%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 11 HURRU AL SRR SN B
15.80 16.00 16.20 16.40
2 m/z 83.10 88.43%
139 250
ol ‘,H\,M Il ‘H‘. ,‘\h, L1668 104 224 " Te7 207 360
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 15,80 16.00 16.20 16.40
5000 m/z 55.10 86.51%
111
29
o 139 169 151210 238 a5083
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester R B LA M e e
4 15.80 16.00 16.20 16.40
69 m/z 97.10 80.01%
97
5000
‘ }125
0! .J.‘.‘.Hlf‘”.\'.\.]??..:!-96.2.2‘}. N T A A
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl6.62 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.61 ng 80353 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1-iodo- 268 C10H211 002050-77-3 47
2 Undecane. 3.9-dimethvyl- 184 C13H28 017301-31-4 47
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 47
4 Heneicosane 296 C21H44 000629-94-7 43
5 Tetradecane, 6,9-dimethyl- 226 Cl16H34 055045-13-1 40
Abundance Scan 1350 (16.617 min): BF079189.D (-1346) (-) m/z 57.10 100.00%
57
71
85
5000 43
112 139155169 __ 205 " 16.40 16.60 16.80 17.00
S | ol ,|H?NLHNMMMM m/z 71.10 65.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98767: Decane, 1-iodo-
43 57
71 85
5000 LRI B UL SURSLILE B
16 40 16. 60 16. 80 17. 00
29 o - m/z 85.10 52.74%
0 ! 127141 | 169183 268
m/z--> 20 45 65 éo 160 150 150 1éo 180 200 220 240 260 2éo
Abundance
57
" 16.40 16.60 16.80 17.00
5000 43 71 m/z 43.10 43.97%
85
29 99

113127 1469184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55024: Tridecane, 3-methyl- R A BEREE R
57 16.40 16.60 16.80 17.00

m/z 55.10 23.90%
43
5000
71
29
o “ L 99 113127141155 %9183 108

e e e e e e e e R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 40 16. 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.73 3.26 ng 100358 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Tetratetracontane 619 C44H90 007098-22-8 59
3 1-Bromodocosane 388 C22H45Br 006938-66-5 50
4 Tridecane 184 C13H28 000629-50-5 50
5 Tetradecane 198 C14H30 000629-59-4 50
Abundance Scan 1360 (16.731 min): BF079189.D (-1356) (-) m/z 57.10 100.00%
5000
160 207242 16140 1660 16,80 1700
0 m/z 71.10 65.10%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane
57
5000 R AR UL UL UL

16.40 16.60 16.80 17.00
m/z 43.10 52.49%

99
| 141183 225 267 309 380

0.??‘l¢ B B R e A A AR AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R EEmEsmmaas
16.40 16.60 16.80 17.00
5000 m/z 85.10 49.82%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153588: 1-Bromodocosane R B

57 16.40 16.60 16.80 17.00

m/z 69.10 27 .55%
5000
97
0 140175 231 273 308 345 388

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16. 60 16 80 17. OO

8270-BF043015.M Wed May 13 14:45:49 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.93 4.09 ng 125954 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 74
2 10-MethvlInonadecane 282 C20H42 056862-62-5 68
3 Nonadecane 268 C19H40 000629-92-5 64
4 Docosane 310 C22H46 000629-97-0 64
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 64
Abundance Scan 1377 (16.926 min): BF079189.D (-1374) (-) m/z 57.10 100.00%
57
5000
r? 16,60 16.80 17.00 17.20
140 183 221 : : : :
I ...J,J..!,‘---n-,-..-..,.?f.‘? e | M7z 71.10  66.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 U AR SRR SRR SRR
mmmmﬂmﬂm
m/z 43.10 56.32%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
16,60 16.80 17.00 17.20
5000 m/z 85.10 40.66%
99 154
0 267
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #99476: Nonadecane A BEmma B R
57 16.60 16.80 17.00 17.20
m/z 55.10 31.86%
5000
99
0 ‘l‘ | 141 133 268
m/z--> 6 50 160 1éo 200 250 300 350 400 4éo 560 séo 660 16. 60 16. 80 17. oo 17. 20

8270-BF043015.M Wed May 13 14:45:50 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079189.D

Aca On : 13 May 2015 8:12

Operator : TP/1Z

Sample : 62194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10-Methylnonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.14 5.22 ng 154624 Perylene-di12 18.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 87
2 Tetratriacontane 479 C34H70 014167-59-0 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 1396 (17.143 min): BF079189.D (-1394) (-) m/z 57.10 100.00%
57
5000 8
113 16.80 17.00 17.20 17.40
155 183 215
o....l,.~.l.1.-|| Lot 22288 | Tm/z 71.10 64.49%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #107656: 10-Methylnonadecane
57
85
5000 AU DN B B B
16.80 17.00 17.20 17.40
154 m/z 43.10 53.11%
29 s o6
0 |h‘|‘|““‘“‘”| |”||‘|||||||||||7|||||||||||||||||
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
57
16.80 17.00 17.20 17.40
5000 85 m/z 85.10 51.95%
29 113
o 141 169 197 225 253 281 311337 367 410435
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane R R Bmman
57 16.80 17.00 17.20 17.40
m/z 55.10 26.90%
5000
85
o 2? | J (113 141 160 197 225 253 281 323 351 380
m/z-> 0 50 100 1&'30 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079189.D

Acq On : 13 May 2015 8:12

Operator : TP/1Z

Sample : G2194-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.44 33.6 ng 540070 1 7.28 321752 20.0
Butane, 2-methoxy... 1.75 29.9 ng 480696 1 7.28 321752 20.0
2-Pentanone, 4-hy... 5.08 4.2 ng 66805 1 7.28 321752 20.0
unknown6 .99 6.99 88.4 ng 1421580 1 7.28 321752 20.0
unknownl15.97 15.97 5.7 ng 174360 5 16.19 615584 20.0
2- Chloropropioni... 16.07 7.8 ng 239276 5 16.19 615584 20.0
unknownl6.62 16.62 2.6 ng 80353 5 16.19 615584 20.0
Heptacosane 16.73 3.3 ng 100358 5 16.19 615584 20.0
Tetratetracontane 16.93 4.1 ng 125954 5 16.19 615584 20.0
10-Methylnonadecane 17.14 5.2 ng 154624 6 18.05 592183 20.0
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