LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 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-BF120415.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 3.538 160 162 164 rBvV 155168 199522 3.43% 0.343%
2 3.573 164 165 185 rVB 683993 1557712 26.78% 2.680%
3 4.019 201 204 221 rBV 3445792 5356427 92.10% 9.215%
4 5.299 312 316 318 rBVY 3536410 5815641 100.00% 10.005%
5 5.424 325 327 330 rBVY 4027265 5321826 91.51% 9.156%
6 5.733 352 354 363 rBV 893434 1129687 19.42% 1.944%
7 5.950 370 373 380 rVV 3019545 3771695 64.85% 6.489%
8 6.556 423 426 429 rBVY 2089481 3447124 59.27% 5.931%
9 6.842 448 451 460 rVB 65963 135238 2.33% 0.233%
10 7.630 518 520 535 rVB 1013907 1518866 26.12% 2.613%
11 8.362 581 584 588 rBV 29648 60916 1.05% 0.105%
12 9.196 651 657 659 rBV 47401 73898 1.27% 0.127%

13 9.379 669 673 676 rBVY 3582256 5144123 88.45% 8.850%
14 10.065 730 733 742 rVB 629048 816725 14.04% 1.405%
15 10.419 761 764 776 rBV 1154538 1827034 31.42% 3.143%

16 11.196 826 832 835 rBV 50926 91226 1.57% 0.157%
17 11.265 835 838 841 rvv 89500 135571 2.33% 0.233%
18 11.631 865 870 874 rBV 35079 90148 1.55% 0.155%

19 11.711 874 877 880 rBV 2464437 3455700 59.42% 5.945%
20 12.042 902 906 910 rBV 121111 230107 3.96% 0.396%

21 12.099 910 911 914 rvVv 37293 65194 1.12% 0.112%
22 12.156 914 916 919 rvv2 39664 91145 1.57% 0.157%
23 12.385 931 936 940 rVB3 30090 107471 1.85% 0.185%
24 12.454 940 942 945 rBV 50599 73904 1.27% 0.127%
25 12.774 968 970 972 rBV 78300 97549 1.68% 0.168%

26 12.819 972 974 982 rVB 1251018 1706211 29.34% 2.935%
27 13.345 1017 1020 1029 rVvVv 300769 434378 7.47% 0.747%

28 13.471 1029 1031 1035 rBV 44378 60491 1.04% 0.104%
29 13.871 1063 1066 1072 rBV 129294 227278 3.91% 0.391%
30 14.248 1096 1099 1104 rVv2 22236 69964 1.20% 0.120%
31 14.602 1127 1130 1133 rBV2 49663 99561 1.71% 0.171%
32 14.682 1133 1137 1143 rVV 389268 593320 10.20% 1.021%
33 14.774 1143 1145 1149 rVV 43517 70947 1.22% 0.122%
34 14.900 1153 1156 1158 rVB 45253 62249 1.07% 0.107%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.151 1176 1178 1182 rBV 84507 137331 2.36% 0.236%

36 15.300 1187 1191 1193 rVB 321419 499370 8.59% 0.859%
37 15.380 1193 1198 1200 rBV 78484 151295 2.60% 0.260%
38 15.460 1200 1205 1207 rBV 3047055 5397225 92.81% 9.286%
39 15.734 1226 1229 1233 rBV 66359 166284 2.86% 0.286%
40 15.963 1247 1249 1252 rVV 122712 165528 2.85% 0.285%

41 16.260 1272 1275 1279 rBV 134786 256288 4.41% 0.441%
42 16.340 1279 1282 1287 rVB 179447 284653 4_89% 0.490%
43 16.431 1288 1290 1292 rVV 263777 376512 6.47% 0.648%
44 16.465 1292 1293 1295 rVV 114804 168592 2.90% 0.290%
45 16.500 1295 1296 1297 rVV 110747 147393 2.53% 0.254%

46 16.534 1297 1299 1302 rVV 246531 390711 6.72% 0.672%
47 16.591 1302 1304 1310 rVB2 98019 181402 3.12% 0.312%
48 16.808 1317 1323 1326 rVB 125645 248038 4.27% 0.427%
49 16.968 1333 1337 1339 rBV2 334038 763985 13.14% 1.314%
50 17.014 1339 1341 1348 rVB 1178111 1765778 30.36% 3.038%

51 17.380 1371 1373 1376 rBV 237700 390693 6.72% 0.672%
52 17.437 1376 1378 1381 rVV 96082 181473 3.12% 0.312%
53 17.483 1381 1382 1384 rVV 57031 66165 1.14% 0.114%
54 17.540 1386 1387 1389 rVB 64463 82254 1.41% 0.142%
55 17.746 1403 1405 1408 rBV2 184870 291401 5.01% 0.501%

56 17.906 1414 1419 1420 rBV 95129 150642 2.59% 0.259%
57 17.928 1420 1421 1423 rVV 145918 201611 3.47% 0.347%
58 17.986 1423 1426 1429 rVB2 73119 117287 2.02% 0.202%
59 18.077 1432 1434 1435 rBV 61883 66697 1.15% 0.115%
60 18.111 1435 1437 1441 rVV2 73933 91032 1.57% 0.157%

61 18.180 1441 1443 1445 rVB 107997 129050 2.22% 0.222%
62 18.260 1448 1450 1453 rBV 58166 93657 1.61% 0.161%
63 18.649 1481 1484 1492 rBV 852413 1223600 21.04% 2.105%

Sum of corrected areas: 58124795
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF083527.D
4000000 5|42

4.02 5.30

3000000 5.9

6.56
2000000

1000000 5.73 7.63

354 Il J | e84 8.3¢

o e

1
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance TIC: BF083527.D
4000000

9.38

3000000
11.71

2000000

10.42 12.82

1000000

10.06
13.35 14.68

9.20 L 11186 11.&5 1340a2295 127 347 1387 145 14@;1l17£§901:‘3-l1

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00

Abundance TIC: BF083527.D
4000000

15.46
3000000

2000000

1000000

a AN A
O T T T e e e e T

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown3.54 Concentration Rank 10

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

3.54 3.53 ng 199522 1,4-Dichlorobenzene-d4 5.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 28
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 28
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 162 (3.538 min): BF083527.D (-160) (-) m/z 73.10 100.00%
7B
5000 Jk
43
- .”.,”..“
no3m:mo3m
55 87
Ol et 49 20 il ST 108 sz 43.10  33.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.40 3.60 3.80
55 87 m/z 41.10 12.67%
) eI
RIS L IURILIL JURELI SO SO SRS SURLLE SULIL SO SN BN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
320 340 3.60 380
5000 m/z 45.10 12.17%
43
0 2 15 29 35 53 59 65 79 88
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy-
73 3.20 3.40 3.60 3.80
m/z 71.10 7.25%
5000
45
P S 67 | 101
e R RS I R LS I I R IS WA AU R SRR B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 2 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

3.57 27.58 ng 1557710 1,4-Dichlorobenzene-d4 5.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 165 (3.573 min): BF083527.D (-164) (-) m/z 43.10 100.00%
43 N
59
5000
101
3.20 3.40 3.60 3.80 4.00
O Sl S8 8 | m/z 59.05  54.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 ‘_TTTTTTTT**J
a 3.20 3.40 3.60 3.80 4.00
101 m/z 101.10 14 .38%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
320 340 3.60 3.80 4.00
5000 59 m/z 58.05 13.81%
o 25 3L 37 83 o3 101
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- —
59 3.20 3.40 3.60 3.80 4.00
m/z 41.10 8.60%
5000
101
0 15 ! \3\1 ! ‘ 53\ 1 69 8\3 N
m/z--> 10 20 30 40 5'0 6|O 7'0 80 90 100 110 320 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.70 ng 230107 Phenanthrene-d10 12.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Pentadecane 212 C15H32 000629-62-9 83
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 906 (12.042 min): BF083527.D (-902) (-) m/z 57.10 100.00%

g7

43
71

5000

.

99 11.80 12.00 12.20 12.40

113127141155

0! m/z 43.10 75.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 TTTT LI L L L TTT
85 11. 80 12. OO 12. 20 12. 40
29 m/z 71.10 62.74%
o | L L “ 99113127141155169183197 226
e e e 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 R e AR,
71 11.80 12.00 12.20 12.40
5000 85 m/z 85.10 34.21%
29
015 99113127141155160 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R E f Eaae s RSt Se
43 57 11.80 12.00 12.20 12.40
m/z 41.10 33.66%
71
5000
85
29 9
ol L L S u3127141156169 282
e e e e e e e e AR ERmaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.35 5.09 ng 434378 Phenanthrene-d10 12.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 2-Tetradecene. (BE)- 196 C14H28 035953-53-8 92
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
Abundance Scan 1020 (13.345 min): BF083527.D (-1017) (-) m/z 55.10 100.00%
5000
RUNNAURER B B
125 13.00 13.20 13.40 13.60
ol 10152 168 1% m/z 43.10 88.01%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43
69 83
97
5000 USRS SRR SRR B
29 13. 00 13. 20 13. 40 13.60
11 m/z 57.10 78.28%
0 Il 18 H ‘H ‘\ | 140154168182 196 224
m/z--> 25 45 60 100 120 140 160 180 260 220
Abundance
41 5
69 NN BRI I
83 13.00 13.20 13.40 13.60
5000 97 m/z 69.10 73.25%
29 111
. 1 125 139 153 168 196
m/z--> 25 45 éo 85 160 120 140 160 180 260 250
Abundance #53627: 2-Tetradecene, (E)- B EERREmEEES
55 13.00 13.20 13.40 13.60
41 m/z 83.10 68.92%
5000 29 69
83 o
111
oLas Il il | 125 140153 168181 °
m/z--> 25 45 éo 85 160 120 150 160 180 200 250 1300 1320 1340 1360 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 7 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.66 ng 227278 Phenanthrene-d10 12.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 38
Abundance Scan 1066 (13.871 min): BF083527.D (-1063) (-) m/z 149.10 100.00%
149
73
5000 43 57
l || 97 145129 171185100213 207 256 13.60 13.80 14.00 14.20
0|----||| "" '" “' I‘v—erv—v"v—vTva—v—v*rv'W—vlﬂT‘ﬁ—v—v—rv—v—rv‘-rv— m/Z 73.10 55_.63%
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 L UL B B BURRL
13.60 13.80 14.00 14.20
m/z 43.10 52.09%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- ' 13.60 13.80 14.00 14.20
5000 m/z 41.10 51.51%
o 129 242
199
I A v % v = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid B RERRE R
60 73 13.60 13.80 14.00 14.20
43 m/z 57.10 46 .54%
5000 129
- 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14.00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.30 5.66 ng 499370 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 32
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 30
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1191 (15.300 min): BF083527.D (-1187) (-) m/z 56.10 100.00%
56
5000
73
129 939257
3 || 97 157 185 213 310 15.00 15.20 15.40 15.60
Obrr v i m/z 57.10 52.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 L SR S I B
257 15.00 15.20 15.40 15.60
29 3 129 239 m/z 43.10 43.27%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
'15.00 15.20 15.40 15.60 |
5000 m/z 41.10 39.18%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester e B i R
57 mmmmmmmm
m/z 55.10 32.37%
{ 239 957
gl UL B s s 2 | | e caa T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. oo 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Isoxazole, 3,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.26 2.90 ng 256288 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 58
2 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 45
3 1H-Pvrazole. 4.5-dihvdro-3-methy... 126 C7H14N2 026964-49-8 42
4 Methvl 2-thienvlacetate 156 C7H802S 019432-68-9 42
5 Ethyl 2-thiopheneacetate 170 C8H1002S 057382-97-5 36
Abundance Scan 1275 (16.260 min): BF083527.D (-1272) (-) m/z 97.10 100.00%
g7
57
5000
a || e 83 | B 16,00 16.20 16.40 16.60
Ob b ML T ) 125130188 169 207 2 RTET NG 62.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2915: Isoxazole, 3,5-dimethyl-
gy 97
5000 54 L S BULRLLE UL UL
43 16.00 16.20 16.40 16.60
m/z 55.10 17.98%
AR
N S I L I L R B B B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97
69 RS RN UL BN B
16.00 16.20 16.40 16.60
5000 m/z 113.15 15.72%
a
29 83 115
0 126 140 154 169 183 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10897: 1H-Pyrazole, 4,5-dihydro-3-methyl-1-propyl- N RAma e e R
o7 16.00 16.20 16.40 16.60
m/z 41.10 8.96%
5000
42
69 126
oo % | s
0:::‘::||||||||‘|||||||||||||||||||| S R R BEREEEEE e aa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknownl6.34 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.22 ng 284653 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 41
2 Allvidimethvl(prop-1-vnvD)silane 138 C8H14Si 1000281-75-1 25
3 Histidine. N-trifluoacetvl-4-flu... 269 C8H7F4N303 1000116-45-1 22
4 Allvl Isothiocvanate 99 C4H5NS 000057-06-7 22
5 2-l1sobutylthiazole 141 C7H11INS 018640-74-9 22
Abundance Scan 1282 (16.340 min): BF083527.D (-1279) (-) m/z 99.10 100.00%

5000

16.00 16.20 16.40 16.60

o m/z 57.10 99.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26969: 2,2-Dimethyl-3-octanone
57
99
43
71
5000 TT[ T I T T[T rr[rrrrprrrr 1t
29 16.00 16.20 16.40 16.60
m/z 97.10 78.83%
85
RIEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
97
R R EEEEEE s s R
16.00 16.20 16.40 16.60
5000 m/z 43.10 70.10%
43 67
0 29 83 123138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100047: Histidine, N-trifluoacetyl-4-fluoro- e ma
99 16.00 16.20 16.40 16.60
m/z 137.10 42 .15%
5000
170
44 69 138
0 Lo |84 | 124777 154 | 184197 224 252 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 00 16. 20 16 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Octadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.43 4.26 ng 376512  Chrysene-di2 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86

037910-65-9 43
040482-05-1 43
062338-30-1 38

3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28

Abundance Scan 1290 (16.431 min): BF083527.D (-1288) (-) m/z 56.10 100.00%
56
5000
129
3 || 153 185 a1 267285 16.20 16.40 16.60 16.80
ol J-"-.....l.....,...1.,...., m/z 57.10 54_30%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA L B L LB L L B B
16.20 16.40 16.60 16.80
29 - m/z 43.10 42.76%
267
ol .J.u i Wugﬂ NI 357.‘%§? 213 2R | su 30
m/z--> 50 100 150 200 250 300
Abundance
56
e e A
16.20 16.40 16.60 16.80
5000 950 m/z 41.10 35.54%
73
101 129 185 211 284
o 39 157 255
e L T L am m s e
m/z--> 50 100 150 200 250 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- T
56 16.20 16.40 16.60 16.80
m/z 55.10 30.31%
5000
30 g2 100 129
) e e — e —
m/z--> 50 100 150 200 250 300 16.20 16. 40 16 60 16. 80

8270-BF120415.M Mon Dec 07 19:13:19 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknownl6.53 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.43 ng 390711 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvlthiazole 127 C6HONS 017626-75-4 38
2 cis-3-Methvl-4-octanolide 156 C9H1602 039638-67-0 25
3 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 23
4 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 23
5 1,4-Dioxaspiro[4.5]decan-8-one 156 C8H1203 004746-97-8 23
Abundance Scan 1299 (16.534 min): BF083527.D (-1297) (-) m/z 99.10 100.00%
99
57
5000
111
a | 7= 16120 1640 16,60 16.80 |
o...,....,'...|!~,..|-..,|.... ....,1.2?.1.%9...|:,1.6.7..,....,.2.1.1., m/z 57.10 64.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11409: 2-Propylthiazole
58 99
5000 27 9 112 NNV
16.20 16.40 16.60 16.80
126 m/z 111.10 27.69%
s b e |
oL | |.lk.“l“ﬁ“.“l“.l..“‘ﬁ.lu“...|‘...“.|.‘l..|....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
99
16.20 16.40 16.60 16.80 |
5000 41 m/z 97.10 22 .47%
71
55 87
114 108 156
e L L AL S S S R AR RN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3378: 4H-Imidazol-4-one, 2-amino-1,5-dihydro- A e B e
43 99 16.20 16.40 16.60 16.80
m/z 155.20 20.16%
5000
71
56 ‘
0"'P'"J“'hl'h'l'”'ﬁ"”I"”I"'W'"W""P"'I BRSNS
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 14 unknownl6.81 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.81 2.81 ng 248038 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 meso-4.5-Dicvclohexvl-2.7-dimeth... 306 C22H42 065149-86-2 25
2 2-Azido-2.4.4.6.6-pentamethvlhep... 211 C12H25N3 1000293-29-0 14
3 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 12
4 1-Hexene. 2.4.4-triethvl- 168 C12H24 1000156-96-5 12
5 1-Hexanol, 2,2-dimethyl- 130 C8H180 002370-13-0 10
Abundance Scan 1323 (16.808 min): BF083527.D (-1317) (-) m/z 57.10 100.00%
57
97
5000
43 g3 | 13 137
15,0 o ot 16140 16,60 1630 17/00 1720
0 ! m/z 97.10 55.29%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #120937: meso-4,5-Dicyclohexyl-2,7-dimethyloctan
57 97
5000 83 AR BRI S UL B
153 16.40 16.60 16.80 17.00 17.20
11 193 m/z 43.10 39.99%
139 | 167
0..,”..“..w...w..“T?ﬁ.,”..,”..............??? S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
16.40 16.60 16,80 17.00 17.20
5000 m/z 113.15 36.89%
99
o 8 | us3 154
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene e e BT SR s
57 16.40 16.60 16.80 17.00 17.20
m/z 137.15 33.55%
5000
97 113
83
o \m Sl ‘ J 137 153108
m/z--> 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00 17.20

8270-BF120415.M Mon Dec 07 19:13:21 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 18 unknownl7.91 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.46 ng 150642 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 43
2 Ribitol. 1.3:4.5-di-0-(ethvlbora... 212 C9H18B204 1000149-52-8 38
3 3-Heptene. 2.2.4.6.6-pentamethvl- 168 C12H24 000123-48-8 38
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 35
5 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 25
Abundance Scan 1419 (17.906 min): BF083527.D (-1414) (-) m/z 57.10 100.00%
57
97
113
5000
| o 160 17165 17180 16100 1620 |
137 153 : : : :
o...,....,...!,..'l..,|.'..-.',..-.-.,1.2?..,....,..'..,..1.9?,2]0.7.., m/z 97.10 65.41%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 R DRI DU SRR SRR
17.60 17.80 18.00 18.20
97 113 m/z 113.10 57.07%
o
o Wb | 126137 153 168
R I S L UL WL B B B WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
113
17.60 17.80 18.00 18.20 |
5000 m/z 55.10 25.21%
57 83 99
o 29 43 69 125 138 155 169 183 211
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34831: 3-Heptene, 2,2,4,6,6-pentamethyl- e RS AR
57 97 17.60 17.80 18.00 18.20
m/z 83.10 21.26%
5000 41
69
29 ‘ ‘ 83 112 168
m/z--> 20 40 60 100 120 140 160 180 200 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 19 unknownl7.93 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.93 3.30 ng 201611 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dioxaspirol4.51decan-8-one 156 C8H1203 004746-97-8 38
2 2-Propvithiazole 127 C6HONS 017626-75-4 35
3 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 33
N-(3-Chloro-2-methvl-phenvl)-N"-_.. 324 C15H21CIN402 1000294-79-6 32
5 4-Piperidinone 99 C5H9NO 041661-47-6 25
Abundance Scan 1421 (17.928 min): BF083527.D (-1420) (-) m/z 99.10 100.00%
99
57
5000
111
w7 o 1750 1500 0%
167 : : : :
0 b 2T .17‘?..|.-,.'...,....,2197.. m/z 57.10 74.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27476: 1,4-Dioxaspiro[4.5]decan-8-one
99
5000 L B B I SRR

17.60 17.80 18.00 18.20
m/z 111.10 28.83%

15 28 43 h 67 8 | 111 126 141 156

L N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
58 929
R B L M s M
17.60 17.80 18.00 18.20
5000 27 o 112 m/z 69.10 22 .95%
126
15 1 g
LS N 111 AR SRS MR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54034: 1-Pyrrolidinocarbonylmethy! piperazine R R R e R
29 17. 60 17. 80 18. 00 18 20

m/z 97.10 21.31%

5000 56
42
0 84 129 155
0 ‘H i ‘ | o1 | | 168180 197

m/z--> 20 40 60 80 100 120 140 160 180 200 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083527.D

Aca On : 6 Dec 2015 13:24

Operator : UM/I1Z

Sample : 64594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 20 Squalene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.18 2.11 ng 129050 Perylene-d12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58

Abundance Scan 1443 (18.180 min): BF083527.D (-1441) (-) m/z 69.10 100.00%

69
o \J\\-J\A»«N\]LVwAM_J\__-v

41 IIIIIIIIIIIIIIIIIII
95 121
) | L 1149 175 203 o3 17.80 18.00 18.20 18.40
S !

2 || m/z 81.10 51.95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
41 Lﬂ——--v

5000 T T T
17. 80 18 00 18 20 18.40

m/z 41.10 23.41%

95
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R B e R
17.80 18.00 18.20 18.40
5000 m/z 95.10 10.25%
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 #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R REmEE e
69 17.80 18.00 18.20 18.40
m/z 68.10 9.62%
5000
41
95 137
0...,.J lus ) s
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF120415.M Mon Dec 07 19:13:25 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
Data File : BF083527.D

Acq On : 6 Dec 2015 13:24

Operator : UM/1Z

Sample - G4594-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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]
unknown3 .54 3.54 3.5 ng 199522 1 5.73 1129690 20.0
Propane, 2-methyl... 3.57 27.6 ng 1557710 1 5.73 1129690 20.0
Hexadecane 12.04 2.7 ng 230107 4 12.82 1706210 20.0
1-Hexadecanol 13.35 5.1 ng 434378 4 12.82 1706210 20.0
n-Hexadecanoic acid 13.87 2.7 ng 227278 4 12.82 1706210 20.0
Hexadecanoic acid... 15.30 5.7 ng 499370 5 17.01 1765780 20.0
Isoxazole, 3,5-di... 16.26 2.9 ng 256288 5 17.01 1765780 20.0
unknownl16 .34 16.34 3.2 ng 284653 5 17.01 1765780 20.0
Octadecanoic acid... 16.43 4.3 ng 376512 5 17.01 1765780 20.0
unknown16.53 16.53 4.4 ng 390711 5 17.01 1765780 20.0
unknownl16.81 16.81 2.8 ng 248038 5 17.01 1765780 20.0
unknownl17.91 17.91 2.5 ng 150642 6 18.65 1223600 20.0
unknownl17.93 17.93 3.3 ng 201611 6 18.65 1223600 20.0
Squalene 18.18 2.1 ng 129050 6 18.65 1223600 20.0
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