LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 1.324 9 12 23 rVB2 104627 319634 5.63% 1.137%
2 1.473 23 25 31 rvB 63269 114872 2.02% 0.408%
3 1.610 36 37 45 rvv 51577 93018 1.64% 0.331%
4 1.713 45 46 77 rVB 2908161 5672701 100.00% 20.170%
5 3.816 222 230 238 rBV 14485 72318 1.27% 0.257%
6 5.347 361 364 371 rBV 160033 260746 4 .60% 0.927%
7 5.530 376 380 388 rBV 20857 58457 1.03% 0.208%
8 6.639 474 A77 479 rBV2 245456 443415 7.82% 1.577%
9 6.696 479 482 486 rVvV 122242 257750 4 .54% 0.916%
10 6.765 486 488 491 rVB 275349 296454 5.23% 1.054%

11 7.050 511 513 516 rBV 446178 419066 7.39% 1.490%
12 7.233 527 529 532 rBV 236370 215458 3.80% 0.766%
13 7.565 555 558 569 rvB 59815 135103 2.38% 0.480%
14 8.388 616 630 643 rBvV 231175 814177 14.35% 2.895%
15 8.628 649 651 653 rBv 645565 613632 10.82% 2.182%

16 8.856 664 671 681 rBvV 25683 112061 1.98% 0.398%
17 9.976 767 769 771 rBV 343417 334466 5.90% 1.189%
18 10.285 793 796 799 rBvV2 36384 57107 1.01% 0.203%
19 10.799 836 841 843 rBv2 531182 830282 14.64% 2.952%
20 10.833 843 844 846 rVB 156705 118534 2.09% 0.421%

21 11.051 860 863 867 rBvV 113776 122149 2.15% 0.434%
22 11.176 872 874 878 rBv2 36538 71282 1.26% 0.253%
23 11.474 898 900 902 rBV 202864 197933 3.49% 0.704%
24 11.771 924 926 929 rBV2 102024 162013 2.86% 0.576%
25 11.919 938 939 942 rvVB2 44974 61419 1.08% 0.218%

26 12.354 975 977 980 rvv2 43032 82757 1.46% 0.294%
27 12.445 983 985 988 rBV 148001 228544 4._.03% 0.813%
28 12.502 988 990 992 rvv 96553 112508 1.98% 0.400%
29 12.628 999 1001 1003 rBV 547161 899797 15.86% 3.199%
30 12.662 1003 1004 1006 rVB 1416773 1095713 19.32% 3.896%

31 12.719 1007 1009 1011 rvVv 324033 443582 7.82% 1.577%
32 12.765 1011 1013 1017 rVB2 31690 86541 1.53% 0.308%
33 12.937 1026 1028 1031 rVV 45486 68627 1.21% 0.244%
34 13.257 1054 1056 1058 rBV 115628 125227 2.21% 0.445%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.291 1058 1059 1062 rVB 161524 177304 3.13% 0.630%

36 13.394 1062 1068 1069 rBV2 283747 569571 10.04% 2.025%
37 13.634 1087 1089 1093 rVvVv 105148 131647 2.32% 0.468%

38 13.782 1100 1102 1104 rBV 49064 79440 1.40% 0.282%
39 13.885 1109 1111 1112 rVVZ2 45766 83315 1.47% 0.296%
40 13.908 1112 1113 1115 rVV 156186 170263 3.00% 0.605%
41 13.942 1115 1116 1118 rVV 76687 99878 1.76% 0.355%
42 13.999 1118 1121 1124 rVB4 73380 147632 2.60% 0.525%
43 14.057 1124 1126 1128 rVB2 45453 72065 1.27% 0.256%

44 14.137 1130 1133 1135 rBV 1586782 1574307 27.75% 5.598%
45 14.320 1146 1149 1151 rBV 71666 107533 1.90% 0.382%

46 14.411 1154 1157 1159 rBV 1300573 1479120 26.07% 5.259%
47 14.571 1169 1171 1173 rBV2 55171 69277 1.22% 0.246%
48 14.628 1173 1176 1178 rVB2 345124 399389 7.04% 1.420%
49 14.720 1179 1184 1188 rBV5 110096 311198 5.49% 1.107%
50 14.800 1189 1191 1192 rBV2 64476 90584 1.60% 0.322%

51 14.834 1192 1194 1196 rVB 202716 227329 4.01% 0.808%
52 14.914 1199 1201 1203 rVB 186123 181281 3.20% 0.645%
53 14.960 1203 1205 1208 rBV 118489 174963 3.08% 0.622%
54 15.040 1210 1212 1213 rBV2 86473 105295 1.86% 0.374%
55 15.108 1216 1218 1221 rBV2 53551 111660 1.97% 0.397%

56 15.200 1224 1226 1231 rVVZ2 82641 179329 3.16% 0.638%
57 15.600 1259 1261 1263 rBV 71351 94163 1.66% 0.335%
58 15.817 1278 1280 1282 rVB2 55150 78753 1.39% 0.280%
59 15.920 1284 1289 1291 rVV2 830397 1679981 29.62% 5.973%
60 15.954 1291 1292 1294 rVV 475206 443543 7.82% 1.577%

61 16.045 1298 1300 1302 rVB2 91643 129086 2.28% 0.459%
62 16.194 1311 1313 1315 rBV 123842 153024 2.70% 0.544%
63 16.377 1327 1329 1331 rBV3 73446 138336 2.44% 0.492%
64 16.594 1346 1348 1351 rBV2 80341 198470 3.50% 0.706%
65 16.994 1381 1383 1386 rBV3 108230 206180 3.63% 0.733%

66 17.246 1403 1405 1412 rBV 455281 1119540 19.74% 3.981%
67 17.577 1432 1434 1437 rBV 263387 364661 6.43% 1.297%
68 17.634 1437 1439 1443 rVB 348748 530463 9.35% 1.886%
69 17.703 1443 1445 1447 rBV 539166 736526 12.98% 2.619%
70 19.063 1562 1564 1571 rVB2 170230 401146 7.07% 1.426%

71 19.463 1596 1599 1604 rVB 156913 310656 5.48% 1.105%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28124251
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - In

Z:\HPCHEMI\BNA F\DATA\BF052215\
BFO79461.D

23 May 2015 7:26

TP/1Z

G2289-14 5X

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\827
ASP BNA STANDARDS FOR 5 POIN

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

tegrated Chromatogram

0-BF043015.M
T CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

1.47 5.48 ng 114872 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 7
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 4

Abundance Scan 25 (1.473 min): BF079461.D (-23) (-) m/z 73.10 100.00%
7B
5000 43
55 87 S —
37 | 140 160 1.80
Ol et e m/z 43.05  38.23%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S
43 140 160 1.80
55 87 m/z 55.10 25.60%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
30
& L A N L
140 160 1.80
5000 m/z 87.05 24_70%
44 58
18
38
e L S SIS UL UL I UL SIS IR B _~_,~_j&ﬁ
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- TR A T P
73 140 160 1.80
m/z 41.05 11.89%
B \J\‘/;___/L
45
29
o N 39‘» 61 | 101
Trryrrrryrrrr[rrrr[rrrrr[rrrrrrrrrrrrrrrr T rroT TT T T —v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
m/z--> 10 20 30 40 50 6 70 8 9 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 Hexanoic acid Concentration Rank 6

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

6.70 12.30 ng 257750 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 64
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 56
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 45
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 36

Abundance Scan 482 (6.696 min): BF079461.D (-479) (-) m/z 60.00 100.00%
60
5000 73 _A,_,v,_ﬁ,_//\\ﬂm\\v\_ﬁ‘-ﬂ
41
87 '6.40 6.60 6.80 7.00
b BT S 67 L T w7z 73.00  44.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7849: Hexanoic acid
60
5000 73 R I R R N
6.40 6.60 6.80 7.00
m/z 41.10 28.57%
27 87
0 ..,...1.8,...\.w,....w,\.\.»..,.w. 6 80 % s
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance
60
'6.40 6.60 6.80 7.00
5000 73 m/z 45.10 16.06%
29 4
0 47 53 67 81 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #20912: Propanedioic acid, propyl- R R E s e R
44 60 6.40 6.60 6.80 7.00
m/z 87.00 14.43%
5000 73
0 "|""|""|"?§|'"|§%" ""I'l"l"ézl""I""I""I"'
m/z--> 10 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 Heptanoic acid Concentration Rank 9

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

7.56 6.45 ng 135103 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 53
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 42
5 Pentanoic acid 102 C5H1002 000109-52-4 40

Abundance Scan 558 (7.565 min): BF079461.D (-555) (-) m/z 60.00 100.00%
60
73
5000
43 ﬂm*~w~/H”A\\~Mﬁ-ﬁw
87 A L LU I I
] 53‘ o | 101 7.20 7.40 7.60 7.80
o} UMM M | 1 Ut S m/z 73.00 52.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12980: Heptanoic acid
60
5000 73 L L UL IR I
41 7.20 7.40 7.60 7.80
87 m/z 43.10 32.35%
G o
o SN PO Bl L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60
L L UL I I
7.20 7.40 7.60 7.80
5000 o7 a1 73 m/z 41.10 30.16%
87
o 53 80 99 ,VANVJ«Aanf”Ax\»NAﬁPJ\xﬂf,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4182: Butanoic acid, 3-methyl- R EEEmm R B
60 7.20 7.40 7.60 7.80
m/z 55.05 26.16%
5000
41
27 87
o 15 ||| s3 ) 69 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 Octanoic Acid Concentration Rank 2

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

8.39 26.54 ng 814177 Naphthalene-d8 8.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 91
2 Hexanoic acid 116 C6H1202 000142-62-1 62
3 Pentanoic acid 102 C5H1002 000109-52-4 53
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 42

Abundance Scan 630 (8.388 min): BF079461.D (-616) (-) m/z 60.00 100.00%
60
73
5000 43
&5 10 115 8.00 8.20 8.40 8.60 8.80
Obrrprrrrprerrrrrshi L ...-.,....,:'“.'.,?.3..,|....,..'..,...1.2]9....,..1.‘.‘?.... m/z 73.10  68.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60
73
5000 43 NN AR SRR N
8.00 8.20 8.40 8.60 8.80
29 g5 101 m/z 43.05 42 .99%
115
o S R \....\,.:..,;.\.\.,9..3..,‘....,..w..,..l?.?,....,1.44.,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
800 820 840 8.60 8.80
5000 73 m/z 41.10 40.43%
7 M 87
0 18 99 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4158: Pentanoic acid T e
60 8.00 8.20 8.40 8.60 8.80
m/z 55.05 35.08%
5000 73
41
0 'w"'w"ﬁm"'hhtt?ﬁ'w'“'"vl"l“gzl“'}e%"v"'v"'w"'v"'v"' SRS AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 Triethylene glycol Concentration Rank 17

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

8.86 3.65 ng 112061 Naphthalene-d8 8.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol 150 C6H1404 000112-27-6 72
2 Ethanol. 2.2"-Toxvbis(2.l-ethane... 194 C8H1805 000112-60-7 72
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 59
4 Paraldehvde 132 C6H1203 000123-63-7 53
5 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 45

Abundance Scan 671 (8.856 min): BF079461.D (-664) (-) m/z 45.10 100.00%
45
5000 AL\_ﬁﬂvv’$//[\\\ﬁva_N/\Jf
| Bome " 860 8.80 9.00 9.20
o...,....,!...';-...'.-,.l:'-.-.',....,....,.... e | M/z 43.10  15.09%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #23106: Triethylene glycol
45
5000 LRI L I UL I
8.60 8.80 9.00 9.20
- m/z 58.05 13.23%
o3 7 7 % agp 119 133
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
45
8.60 8.80 9.00 9.20
5000 m/z 89.05 12 .25%
. 31 58 75 89101 1,133 163
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80591: Pentaethylene glycol
45 8.60 8.80 9.00 9.20
m/z 44.05 10.50%
5000
89
0 19 ﬁ} Il 58 73 h‘ 103 119 133 151163 177 195207219
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 Heptaethylene glycol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.45 5.08 ng 228544 Phenanthrene-d10 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol 326 C14H3008 005617-32-3 83
2 Octaethvlene alvcol 370 C16H3409 1000289-34-2 83
3 Triethvlene alvcol 150 C6H1404 000112-27-6 74
4 Hexaaqol 282 C12H2607 002615-15-8 72
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 64
Abundance Scan 985 (12.445 min): BF079461.D (-983) (-) m/z 45.10 100.00%
45
5000
89
—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—
59 12.20 12.40 12.60 12.80
75 133
Obrrrprrrrher i A A0S 10133 151067483 | m/z 89.10 28.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130518: Heptaethylene glycol
45
5000
85 12.20 12.40 12.60 12.80
m/z 87.05 10.66%
oL 2 59 73 d 1031171?3147163177191207221 239 267261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
1220 12.40 12.60 12,80
5000 m/z 44.05 9.65%
89
o 28 | 9973 103117133147 163177101 207221 251267 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23107: Triethylene glycol AN BEa TS e L
45 12.20 12.40 12.60 12.80
m/z 43.10 8.53%
89
75
olis 3t % P | 103119133 151
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 Anthracene, 1l-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.29 3.94 ng 177304 Phenanthrene-d10 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
Abundance Scan 1059 (13.291 min): BF079461.D (-1058) (-) m/z 192.10 100.00%
2
5000
g2 94 13.00 13.20 13.40 13.60
ol oI 110 126139180 208 m/z 191.10 57.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50617: Anthracene, 1-methyl-
192
5000
13.00 13.20 13.40 13.60
82 o4 165 m/z 189.10 28.10%
ol 16 27 39 51 63 | | 115126 139150 | 176 l
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance
192
13.00 13.20 13.40 13.60
5000 m/z 190.10 16.56%
04 165
0 27 39 51 63 82 115126 139 152 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl- e A e
192 13.00 13.20 13.40 13.60
m/z 193.10 15.81%
5000
165
ol 15 27 39 51 63 83 95 115196 130152 176 w
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 14 A4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.39 12.66 ng 569571 Phenanthrene-d10 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 Methvl diselenide 190 C2H6Se?2 007101-31-7 49
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
Abundance Scan 1068 (13.394 min): BF079461.D (-1062) (-) m/z 190.10 100.00%
0

J

5000
165 13. 00 13. 20 13. 40 13 60 13. 80
43 57 73 110 129 150 ;" 176
o 204 224 239 m/z 189.10  97.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

5000 LB o e e
13. OO 13. 20 13. 40 13 60 13. 80

94 m/z 192.10 39.53%

oL 27 3950 63 8L | 110122 137150163 178 |
R DA LU L Sl L | N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

189

13.00 13.20 13.40 13.60 13.80

5000 m/z 191.10 35.19%
94
81 163
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49343: Methy| diselenide N L L
9 190 13.00 13.20 13.40 13.60 13.80

m/z 94.60 20.58%

175
5000
80 109 160

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 00 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 15 2-Phenylnaphthalene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.63 2.93 ng 131647 Phenanthrene-d10 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlnaphthalene 204 Cl6H12 035465-71-5 95
2 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 93
3 5.160I17.2°1:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 83
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 81
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 70
Abundance Scan 1089 (13.634 min): BF079461.D (-1087) (-) m/z 204.10 100.00%
204
5000
57 51 ' 127150171 | pou 13.40 13.60 13.80 14.00
0 e i i I T e e m/z 202.10 35.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58952: 2-Phenylnaphthalene
204
5000 I AR S AN B
13.40 13.60 13.80 14.00
101 m/z 203.05 29.15%
28 81 10, 126150176
mz-> 50 100 150 200 250 300 350 400
Abundance
204
13.40 13.60 13.80 14.00
5000 m/z 205.10 15.19%
101
o 51 76 126 150 176
mz-> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204 13.40 13.60 13.80 14.00
m/z 101.05 13.73%
5000
39 63 101 156 152176 313 408
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 16 Hexagol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.78 ng 170263 Phenanthrene-d10 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol 326 C14H3008 005617-32-3 80
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 72
3 Hexaaol 282 C12H2607 002615-15-8 58
4 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 56
5 Triethylene glycol 150 C6H1404 000112-27-6 50
Abundance Scan 1113 (13.908 min): BF079461.D (-1112) (-) m/z 45.10 100.00%
45
59 73 || 193119130147 13.60 13.80 14.00 14.20
Obrrrprrrr e et b i k7208 185 24 m/z 89.10 38.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130518: Heptaethylene glycol
45
5000 AU BARRE
85 13.60 13.80 14.00 14.20
m/z 87.05 14.11%
o 2| 973 1031171?3147163177191207221 239 267261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
89 13.60 13.80 14.00 14.20
5000 m/z 103.05 12.21%
18 59 103 110133
0 75 119-°°147 163177 195 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107065: Hexagol LB e S
45 13.60 13.80 14.00 14.20
m/z 43.10 10.19%
= i MAWW\/\
0 i ﬁg 73 | 103119 \ 149163177 195 239 282
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 17 Cyclotetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.00 3.28 ng 147632 Phenanthrene-d10 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 91
2 2-Methvl-E-7-hexadecene 238 C17H34 064183-52-4 47
3 1-Heptadecene 238 C17H34 006765-39-5 42
4 2-Tetradecene. (E)- 196 C14H28 035953-53-8 38
5 1-Docosene 308 C22H44 001599-67-3 30

Abundance Scan 1121 (13.999 min): BF079461.D (-1118) (-) m/z 43.10 100.00%

57
206

5000
158 173 13.60 13.80 14.00 14.20 14.40
0 m/z 57.10 91.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53622: Cyclotetradecane
55
41 69 83
5000 97 NI L L L L L L
29 13.60 13.80 14.00 14.20 14.40
111 m/z 55.10 83.81%
L gm0
O ,a. B R S e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 56
69 R N N EEREE
13.60 13.80 14.00 14.20 14.40
5000 8 m/z 206.10 77.56%
111
o 125 139153 167 182195 210223 238
L B i o o e e AREENEESEEEEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81253: 1-Heptadecene
43 57 83 13.60 13.80 14.00 14.20 14.40
69 97 m/z 143.10 61.51%
5000
29 111
| | ) P
0.}?,ﬂ..wa J\.Ha.‘..ﬂ‘.ﬂb.uw. }54+?§}8%%96?}R,..??ﬁ. R R R SR s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1360 1380 1400 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 18 unknownl4.72 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.70 ng 311198 Chrysene-di12 15.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaaol 282 C12H2607 002615-15-8 35
2 1-Butoxv-1l-ethvl-1-silacvclohexane 200 C11H240Si 1000279-37-5 30
3 1-Ethvl-1-isobutoxv-1-silacvcloh... 200 C11H240Si 1000279-31-1 30
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 22
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 22
Abundance Scan 1184 (14.720 min): BF079461.D (-1179) (-) m/z 45.10 100.00%
45 171
215 R B IS SUGILE IR
108 232 257 1440 14.60 14.80 15.00
o} m/z 171.15 92.22%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107065: Hexagol
45
5000 U BRI UL SULRIN B
89 14.40 14.60 14.80 15.00
m/z 57.10 49.91%
ol i ?? 72 || 103 119" \ 149163177 195 239252 282
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
171
14.40 14.60 14.80 15.00
5000 45 m/z 89.05 43.60%
87
29 71 50 o115 143
o 129 | 157 200
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55961: 1-Ethyl-1-isobutoxy-1-silacyclohexane B
171 14.40 14.60 14.80 15.00
m/z 43.10 31.24%
45
115
129143
Ol \ ‘HI‘”‘IM\I\\MM uuly %P \\ H |‘||:|I-|57|||‘||||2|0|0||| R RARE R A mm e RS R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 19 3H,6H-Thieno[3,4-c]Jisoxazol... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.99 5.60 ng 206180 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H.6H-Thienol3.4-clisoxazole. 3a... 171 C8H13NOS 127865-49-0 53
1-(2-Butvloxv)-1-ethvl-1-silacvc... 200 C11H240Si 1000279-42-8 53
3 Octaethvlene alvcol 370 C16H3409 1000289-34-2 46
4 Hexaaqol 282 C12H2607 002615-15-8 43
5 Pentaethylene glycol 238 C10H2206 004792-15-8 38
Abundance Scan 1383 (16.994 min): BF079461.D (-1381) (-) m/z 45.10 100.00%
45
i \J\/LJJWJAW\F/}KW«
5000 8
133 253 276 1660 16.80 17.00 17.20 17.40
7 11 193 217 330 366
Y — 22 e tera i 10298 S0, 50 1 Tn/z 171.15  75.45%
m/z--> 50 100 150 200 250 300 350
Abundance #37110: 3H,6H-Thieno[3,4-cisoxazole, 3a,4-dihydro-6-(1-me...
171
128
5000 UL UL U B
16,60 16.80 17.00 17.20 17.40
m/z 89.10 50.91%
0,,,”,,,,9'9,,‘\_\ I
m/z--> 50 100 150 200 250 300 350
Abundance
115 171
16,60 16.80 17.00 17.20 17.40
5000 87 m/z 57.10 34 .95%
45
143 W
o 27 67 200
m/z--> 50 100 150 200 250 300 350
Abundance #148152: Octaethylene glycol R e
45 16.60 16.80 17.00 17.20 17.40
m/z 43.10 34.57%
5000
89
27 133
oLl 7o | sy 177 207 251 288 e
m/z--> 50 100 150 200 250 300 350 16,60 16.80 17.00 17.20 17.40

8270-BF043015.M Tue May 26 15:55:41 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079461.D

Aca On : 23 May 2015 7:26

Operator : TP/1Z

Sample : 62289-14 5X

Misc :

ALS Vial : 29 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 20 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.58 9.90 ng 364661 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 1434 (17.577 min): BF079461.D (-1432) (-) m/z 252.10 100.00%
282
5000
45 81100 125146 171 198 224 282301320339 365 394 17,20 77,40 17.60 17.80
ol 45 81100, | 146 171 198 <47 | 282301320339 365 394 | ;57550 10  29.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
5000
17.20 17.40 17.60 17.80
m/z 253.10 19.87%
ol 50 74 99 y M 146 174 200 224 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
17.20 17.40 17.60 17.80
5000 m/z 125.10 12.38%
126
o0 74 100, | 149174 200224 | .
m/z--> 50 100 150 200 250 300 350 400
Abundance #89826: Benz[e]acephenanthrylene B BEmEE RS RS
252 17.20 17.40 17.60 17.80
m/z 126.10 9.60%
5000
126
ol39 74 100, 150174 200 224
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052215\
Data File : BF079461.D

Acq On : 23 May 2015 7:26

Operator : TP/1Z

Sample - G2289-14 5X

Misc :

ALS Vial : 29 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]
Butane, 2-methoxy... 1.47 5.5 ng 114872 1 7.05 419066 20.0
Hexanoic acid 6.70 12.3 ng 257750 1 7.05 419066 20.0
Heptanoic acid 7.56 6.5 ng 135103 1 7.05 419066 20.0
Octanoic Acid 8.39 26.5 ng 814177 2 8.63 613632 20.0
Triethylene glycol 8.86 3.6 ng 112061 2 8.63 613632 20.0
Heptaethylene glycol 12.45 5.1 ng 228544 4 12.63 899797 20.0
Anthracene, 1-met... 13.29 3.9 ng 177304 4 12.63 899797 20.0
4H-Cyclopenta[def... 13.39 12.7 ng 569571 4 12.63 899797 20.0
2-Phenylnaphthalene 13.63 2.9 ng 131647 4 12.63 899797 20.0
Hexagol 13.91 3.8 ng 170263 4 12.63 899797 20.0
Cyclotetradecane 14.00 3.3 ng 147632 4 12.63 899797 20.0
unknownl14 .72 14.72 3.7 ng 311198 5 15.92 1679980 20.0
3H,6H-Thieno[3,4-... 16.99 5.6 ng 206180 6 17.70 736526 20.0
Benzo[e]pyrene 17.58 9.9 ng 364661 6 17.70 736526 20.0
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