LSC Area Percent Report

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

Data File : BF079188.D

Aca On : 13 May 2015 7:43 Instrument :
Operator : TP/1Z ?:'l\:gﬁ't:Sam ol
3?22'6 i G2194-16 TUMZSBQ?AS
ALS Vial : 30 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 1.427 19 21 24 rVB 116513 126197 10.32% 0.855%
2 1.564 30 33 36 rvB 100727 153705 12.56% 1.041%
3 1.735 46 48 56 rvB 177715 290674 23.76% 1.969%
4 1.850 56 58 74 rVB 678822 1039218 84.94% 7.038%
5 5.084 339 341 347 rVB 29019 48919 4 _.00% 0.331%

5.587 382 385 388 rBV 906224 948163 77 .50% 6.422%
6.845 493 495 498 rBvV 947839 956476 78.18% 6.478%
508 511 rBV 1052537 1019458 83.33% 6.904%
7.279 531 533 536 rBvV 311183 317582 25.96% 2.151%

(@R {cNec R NNe))
(0}
O
©
w
()
o
(0}

1 7.473 547 550 552 rBV 632893 756732 61.85% 5.125%
11 7.976 591 594 596 rBV 607487 627108 51.26% 4.247%
12 8.765 661 663 669 rBv 15271 17143 1.40% 0.116%
13 8.856 669 671 674 rBvY 471449 439042 35.89%% 2.974%
14 10.045 774 775 782 rVB2 12790 19298 1.58% 0.131%

15 10.205 786 789 791 rBV 1242898 1125296 91.98% 7.621%

16 10.708 831 833 836 rBvV 124770 110060 9.00% 0.745%

17 10.959 849 855 856 rBv4 5799 12275 1.00% 0.083%
18 11.028 859 861 864 rvv 341505 482253 39.42% 3.266%
19 11.382 890 892 893 rBvV 43325 73311 5.99% 0.497%
20 11.439 895 897 907 rvv3 48273 288248 23.56% 1.952%
21 11.611 910 912 914 rVB 19828 25568 2.09% 0.173%
22 11.714 919 921 923 rVB3 12188 16407 1.34% 0.111%
23 12.011 945 947 950 rBV 710948 761490 62.24% 5.157%
24 12.205 962 964 967 rBvV2 18707 28393 2.32% 0.192%
25 12.308 971 973 975 rBV2 12698 13565 1.11% 0.092%
26 12.765 1011 1013 1014 rBV 19779 20763 1.70% 0.141%
27 12.879 1020 1023 1025 rBV 528017 533830 43.63% 3.615%
28 12.971 1029 1031 1032 rBV 13182 13238 1.08% 0.090%
29 13.291 1057 1059 1063 rBV3 16860 31922 2.61% 0.216%
30 13.508 1076 1078 1079 rBV 19336 23332 1.91% 0.158%
31 13.542 1079 1081 1082 rVV 16141 16310 1.33% 0.110%

32 14.400 1155 1156 1168 rVB 170632 522158 42.68% 3.536%
33 14.662 1177 1179 1182 rVB 83944 104293 8.52% 0.706%
34 14.868 1195 1197 1200 rVvVv 991926 1223421 100.00% 8.286%
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LSC Area Percent Report

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

Data File : BF079188.D

Aca On : 13 May 2015 7:43 Instrument :
Operator : TP/1Z gmgigamlem'
3?22'6 i G2194-16 TUMZSBQ%AS
ALS Vial : 30 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 14.948 1202 1204 1207 rVB 24876 23946 1.96% 0.162%
36 15.085 1214 1216 1220 rVB 25481 36178 2.96% 0.245%
37 15.165 1222 1223 1225 rBV2 16223 21165 1.73% 0.143%
38 15.211 1225 1227 1229 rVB 35232 36760 3.00% 0.249%
39 15.325 1235 1237 1239 rBV 21950 27562 2.25% 0.187%
40 15.360 1239 1240 1244 rVB 16405 20891 1.71% 0.141%
41 15.634 1262 1264 1268 rVB2 17563 28627 2.34% 0.194%
42 15.714 1268 1271 1275 rVB2 11250 23226 1.90% 0.157%
43 15.783 1275 1277 1281 rBV5 10193 21631 1.77% 0.147%
44 15.851 1281 1283 1286 rBV4 13391 30995 2.53% 0.210%
45 15.965 1290 1293 1297 rVB5 31761 85977 7.03% 0.582%

46 16.045 1297 1300 1305 rBV 136494 216490 17.70% 1.466%
47 16.171 1308 1311 1313 rBV 575977 676625 55.31% 4 _.583%

48 16.331 1324 1325 1328 rBV3 16339 19391 1.58% 0.131%
49 16.457 1334 1336 1339 rBvV2 20763 40423 3.30% 0.274%
50 16.594 1346 1348 1349 rBV2 15133 17398 1.42% 0.118%
51 16.674 1353 1355 1357 rVB 19217 24952 2.04% 0.169%
52 16.720 1357 1359 1362 rBV 17085 38576 3.15% 0.261%
53 16.868 1369 1372 1376 rBv2 102245 189547 15.49% 1.284%
54 17.440 1420 1422 1424 rBV2 27694 43383 3.55% 0.294%
55 17.486 1424 1426 1430 rVvV 38486 97291 7.95% 0.659%
56 17.657 1439 1441 1443 rBV 70529 131541 10.75% 0.891%
57 17.806 1453 1454 1456 rBV 30402 28540 2.33% 0.193%
58 17.931 1463 1465 1468 rBV 392661 597030 48.80% 4.044%
59 18.263 1492 1494 1496 rBV 41052 48550 3.97% 0.329%
60 18.503 1513 1515 1517 rBV 39774 52585 4 _.30% 0.356%
Sum of corrected areas: 14765128
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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\

BF079188.D

13 May 2015 7:43

TP/1Z

G2194-16

30 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF079188.D

5.59

1.85

1.74

5.08
L\

6.99
6.84

7.47

7.28

0
Time-->

1.

50 2.00 2.50

3.00 3.50 4.00 4.50 5.00

Abundance
1200000

1000000

800000

7.98

600000

400000

200000

0

TIC: BF079188.D
10.20

12.01

11.03

10.71

10.0 1. 118416171 || 1212131

12.88

12.7[12.97 13.29%

T
Time--> 8.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

14.00

14.50

Abundance
1200000

1000000

800000

600000

400000

2000004,

0

TIC: BF079188.D

14.87

16.17
17.93

18.2618.50
A A

Time-->

15.00

15.50

16.00 16.50 17.00 17.50 18.00 18.50 19.00

19.50 20.00 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 7

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

1.43 7.95 ng 126197 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 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 21 (1.427 min): BF079188.D (-19) (-) m/z 73.10 100.00%
73
5000 43
89 A A G A W
55 140 160  1.80
0'WH“l“”v'JMl“P*H'“wJ“l““v'“V“'VHW'“W“'W““l“' m/z 43.10 50.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 L NS L R R
43 140 160 180
89 m/z 89.10 26.50%
15 31
0 ”I'J”I"th"h"w'P'g?l”"I'l”l"”l"'W%Q?'""P"'P"'P"'I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
140 160 180
5000 43 55 m/z 41.05 10.25%
29
o 89 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- T
73 140 160  1.80
m/z 45.10 8.05%
5000 55
43
0 27 35 |, || 65 | 8189 101100 119 129137145 R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.74 18.31 ng 290674 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 59
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 37
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 33
5 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 17

Abundance Scan 48 (1.735 min): BF079188.D (-46) (-) m/z 73.10 100.00%
7B
43
5000
5558 87 VAU NN A W
39 140 1.60 1.80 2.00
36 50 69 82
0'vmv“wmw““vmv“W“Lh“L“wmw”Lvmv“wLﬁ““vmv“W“W“ m/z 43.10 77.58%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BB R SSRGS
43 1.40 1.60 1.80 2.00
55 87 m/z 55.05 28.52%
0 ‘2? 33 39 4650 ‘ 59 6770 o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.40 1.60 1.80 2.00
5000 43 m/z 87.10 23.40%
58
0 46 55
R L B ) K LA Ky K A R K RN LAY KAy AN RARE) KAk AR BRI R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #726: Acetamide, N-methyl- e - e
4 73 1.40 1.60 1.80 2.00
2 m/z 41.05 13.66%
58
5000
15
o 18 27| 3 ||, si54
I 0 S i g 140 160 180 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.08 3.08 ng 48919 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone 142 C9H180 000821-55-6 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 341 (5.084 min): BF079188.D (-339) (-) m/z 43.10 100.00%
43
59
5000
101 R U N R I
51 | 83 480 5.00 5.20 5.40
O o S R = o s = OV m/z 59.10 61.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI RN LI I UL
59 480 500 520 540
m/z 101.10 22 .19%
15 31 101
o | 25 7 37, 53 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 58.10 19.89%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19134: 2-Nonanone e RAmaE R R
43 480 5.00 5.20 5.40
m/z 41.05 7.65%
5000
58
71
O |""‘il"' ,..WM‘,....\‘...., f?t' INERU }9?,,,,
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown6.99 Concentration Rank 2

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

6.99 64 .20 ng 1019460 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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 508 (6.993 min): BF079188.D (-506) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SR LR R
40 5y -8 06 6.60 6.80 7.00 7.20 7.40
01 e B m/z 68.10 43.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A S UL UL
6.60 6.80 7.00 7.20 7.40
31 51 m/z 134.00 31.96%
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 27 .73%
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 o SR
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 16.95%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN | G A
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 : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownll.38 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.38 3.04 ng 73311 Acenaphthene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 40
2 Ethvl Chloride 64 C2H5CI 000075-00-3 4
3 Sulfur dioxide 64 02S 007446-09-5 4
4 Ethene. 1.2-difluoro- 64 C2H2F2 001691-13-0 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance Scan 892 (11.382 min): BF079188.D (-890) (-) m/z 63.95 100.00%
64
5000 102 __J//\\\\\\**~wvv
% 128 11.00 11.20 1140 11.60 11.80
0 perirrb A e m/z 191.90 36.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170444: Di(tert-butyl) trisulfide, perfluoro-
64
5000 RIS AL UL BN B
11,00 11,20 11,40 11.60 11.80
113 m/z 65.95 14 _.40%
o | 163 283 315 534
m/z--> 50 100 150 200 250 360 350 400 450 500
Abundance
28 64
11.00 1120 1140 11.60 11.80
5000 m/z 127 .90 13.98%
S R B I B L L B B I WL /fk\ywun\m
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #347: Sulfur dioxide e ERREE RS
64 11.00 11.20 11.40 11.60 11.80
m/z 95.90 9.47%
5000
32
0 'Ll'“'w""l“"l"“ LI DL SR B B UL LN I DAL BN B
m/z--> 50 100 150 200 250 300 350 400 450 500 11,00 11,20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 unknownll.44 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.44 11.95 ng 288248 Acenaphthene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Diazabicvclol3.2.01hept-2-en... 176 C7H7F3N2 1000258-92-2 42
2 Cvclobutane. 1.1"-(1.1.2.2-tetra... 386 C10H6CI2F10 035208-02-7 4
3 Ethvl Chloride 64 C2H5CI 000075-00-3 3
4 Sulfur dioxide 64 02S 007446-09-5 3
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3
Abundance Scan 897 (11.439 min): BF079188.D (-895) (-) m/z 64.00 100.00%
64
5000 __J//\\\\\\AV”“““‘
192
9 128 170 -------------------
m||| || umnmnmnm
Y S0 O M ey | M/z 191.85  33.34%

——h , ,
m/z--> 50 100 150 200 250 300 350
Abundance #40263: 2,3-Diazabicyclo[3.2.0]hept-2-ene, 1,6,6,-trifluor...
39
97
77,
127

5000 e e
11.20 11.40 11.60 11.80

m/z 127 .90 22 .76%

147176
ol —— bt 107 4
m/z--> 50 100 150 200 250 300 350
Abundance
64 129
e
11.20 11.40 11.60 11.80
5000 m/z 170.10 20.78%
160
o 27 108 193 235 270 351371
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 AA AA )
Abundance #339: Ethyl Chloride R b
og 64 11.20 11.40 11.60 11.80
m/z 155.10 20.71%
5000
ol .“.‘. —— ] et A.. L AA ..A. ;
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl15.97 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.54 ng 85977 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 040702-26-9 38
2 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 35
3 2-Allvloxvanisole 164 C10H1202 004125-43-3 27
4 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 27
5 9,10-Dihydrodeoxynivalenol 298 C15H2206 123505-36-2 25
Abundance Scan 1293 (15.965 min): BF079188.D (-1290) (-) m/z 109.10 100.00%
109
91

5000

15.60 15.80 16.00 16.20

0 m/z 123.10 80.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24172: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethyl-
109123
67 81
5000 41 LA L L L L L L L L L
137152 15.60 15.80 16.00 16.20
27 m/z 91.10 78.52%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 123
R BEEmm R B
a1 101 15.60 15.80 16.00 16.20
5000 55 79 m/z 95.05 75.64%
137 206
27 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31523: 2-Allyloxyanisole R BEEmm R B
123 15.60 15.80 16.00 16.20
95 164 m/z 81.10 73.07%
5000 77
0 ”.,?T.W..fw..”,..h,..”,.” %ﬁ?,u.”,..”,...w.......w...w.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. OO 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 11 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.05 6.40 ng 216490 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1300 (16.045 min): BF079188.D (-1297) (-) m/z 57.10 100.00%
43 97

83

97
5000

-

15.80 16.00 16.20 16.40

5
139155 178193209 234

0 m/z 43.10 83.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

5000 LA I L L L L L L L
15.80 16.00 16.20 16.40
125 m/z 55.10 77 .56%
0 201 139154168182196210 238 283
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R LA o S R B
15.80 16.00 16.20 16.40
5000 83 97 m/z 83.10 70.94%
111

0 125140154169 195210204 252

mﬁm‘mﬁmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)- T
15.80 16.00 16.20 16.40

m/z 69.10 63.18%

-

5000

111
29 12

:

5
139 154168182196 211 227

258
R e EEEEsmEn e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Tetradecane, 1l-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.87 5.60 ng 189547 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1-chloro- 232 C14H29cClI 002425-54-9 90
2 Tridecane 184 C13H28 000629-50-5 83
3 Tritetracontane 605 C43H88 007098-21-7 83
4 Heptadecane 240 C17H36 000629-78-7 62
5 Hexadecane 226 C16H34 000544-76-3 62
Abundance Scan 1372 (16.868 min): BF079188.D (-1369) (-) m/z 57.10 100.00%
57
5000 _v/\_~,m“_A$,JK\~—~\v-ﬂ_v/\~»
97 —
41 183218 274 16.60 16.80 17.00 17.20
ob b s e | /2 43.10  61.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #77483: Tetradecane, 1-chloro-
57
91
5000 LI UL SULRLIL BRI B

16.60 16.80 17.00 17.20
m/z 71.10 57.07%

RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R RS RaE
16.60 16.80 17.00 17.20
5000 m/z 85.10 43.78%
0l 15 9 141 184
R B R B B a o e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane R B A M e B
57 16.60 16.80 17.00 17.20
m/z 55.10 38.68%
97
0 1 141 183 225 267 323 379 421 463 505 547 604
A L B e R R B san et a A S R B R Rma R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079188.D

Aca On : 13 May 2015 7:43

Operator : TP/1Z

Sample : 62194-16

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 14 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.66 4.41 ng 131541 Perylene-d12 17.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 1441 (17.657 min): BF079188.D (-1439) (-) m/z 57.10 100.00%
57
5000 85 vv/\NﬁwafvvJ\\A_w&AfvaAv
113 17.40 17.60 17.80 18.00
3 140 166 194 222240257274 302
ol ..-.',.]!n.'l.", i ey SRS B Tz 71,10 58.41%
m/z--> 50 100 150 200 250 300
Abundance #82608: Heptadecane
57
85
5000 LS DU DU UL UM
17.40 17.60 17.80 18.00
m/z 43.10 56.71%
29 113
m/z--> 55 100 1éo 200 250 300
Abundance
57
17.40 17.60 17.80 18.00
5000 85 m/z 85.10 45_.14%
29
0 . L = NMAXWW/\N\NN/\\Aﬁwxvﬂm,/\VJ
m/z--> 50 100 150 200 250 300
Abundance #107652: Eicosane R REERE RS L
57 17.40 17.60 17.80 18.00
m/z 55.10 24 .92%
5000
85
29
oL L 18 141 169 282
m/z--> 50 100 150 200 250 300 ' 17,40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079188.D

Acq On : 13 May 2015 7:43

Operator : TP/1Z

Sample : G2194-16

Misc :

ALS Vial : 30 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... 1.43 8.0 ng 126197 1 7.28 317582 20.0
Butane, 2-methoxy... 1.74 18.3 ng 290674 1 7.28 317582 20.0
2-Pentanone, 4-hy... 5.08 3.1 ng 48919 1 7.28 317582 20.0
unknown6 .99 6.99 64.2 ng 1019460 1 7.28 317582 20.0
unknownl1l.38 11.38 3.0 ng 73311 3 11.03 482253 20.0
unknownll.44 11.44 11.9 ng 288248 3 11.03 482253 20.0
unknown15.97 15.97 2.5 ng 85977 5 16.17 676625 20.0
Pentafluoropropio... 16.05 6.4 ng 216490 5 16.17 676625 20.0
Tetradecane, 1-ch... 16.87 5.6 ng 189547 5 16.17 676625 20.0
Heptadecane 17 .66 4.4 ng 131541 6 17.93 597030 20.0
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