LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 1.495 24 27 29 rVvB 2137848 2918793 67.35% 12.327%
2 1.632 37 39 49 rVB 131167 261744 6.04% 1.105%
3 1.770 49 51 53 rvw 103824 148136 3.42% 0.626%
4 1.815 53 55 60 rvv 93826 154074 3.56% 0.651%
5 1.895 60 62 101 rVB 2365481 4333653 100.00% 18.303%
6 5.153 345 347 354 rVB 64205 77457 1.79% 0.327%
7 5.644 388 390 393 rBV 584459 562782 12.99% 2.377%
8 6.902 497 500 502 rBV 523534 626911 14.47% 2.648%
9 7.062 511 514 516 rBV 524392 626056 14.45% 2.644%
10 7.347 537 539 542 rBV 455808 400480 9.24% 1.691%

11 7.530 553 555 558 rvB 428420 472286 10.90% 1.995%
12 8.033 597 599 602 rBV 396873 373907 8.63% 1.579%
13 8.925 674 677 679 rBvV 673713 590726 13.63% 2.495%
14 10.273 792 795 797 rBV 660536 779051 17.98% 3.290%
15 10.776 837 839 841 rBV 54319 57556 1.33% 0.243%

16 11.096 865 867 870 rBvV 483030 638363 14.73% 2.696%
17 11.451 896 898 905 rBvV 45229 84784 1.96% 0.358%
18 11.999 944 946 949 rVB 141099 134229 3.10% 0.567%
19 12.079 950 953 956 rBV 414565 412986 9.53% 1.744%
20 12.948 1026 1029 1030 rBV 773574 719080 16.59% 3.037%

21 12.971 1030 1031 1034 rVVv 265896 367159 8.47% 1.551%

22 13.039 1035 1037 1040 rvVv 98596 97841 2.26% 0.413%
23 13.245 1053 1055 1057 rVB 66589 76284 1.76% 0.322%
24 13.577 1082 1084 1086 rBV 51811 54794 1.26% 0.231%
25 13.611 1086 1087 1089 rVB 73659 61436 1.42% 0.259%
26 13.668 1089 1092 1094 rBVZ2 33326 51934 1.20% 0.219%
27 13.714 1094 1096 1097 rvVv 85511 101215 2.34% 0.427%
28 13.737 1097 1098 1102 rVB 32478 45477 1.05% 0.192%
29 13.954 1115 1117 1121 rBV2 43686 82372 1.90% 0.348%
30 14.365 1151 1153 1156 rVvVv 43643 50153 1.16% 0.212%

31 14.457 1159 1161 1163 rVV 613568 609505 14.06% 2.574%
32 14.548 1166 1169 1170 rVVv2 75477 110606 2.55% 0.467%
33 14.639 1174 1177 1179 rBV2 25801 50731 1.17% 0.214%
34 14.742 1182 1186 1188 rBV 498848 652485 15.06% 2.756%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 14.811 1189 1192 1198 rVV 604467 874980 20.19% 3.695%

36 14.891 1198 1199 1201 rVV 37418 59183 1.37% 0.250%
37 14.948 1201 1204 1206 rVvVv 765885 1007953 23.26% 4._.257%
38 15.017 1206 1210 1212 rVB2 25513 54745 1.26% 0.231%
39 15.154 1221 1222 1224 rVB 62307 61247 1.41% 0.259%
40 15.280 1231 1233 1236 rBVY 74774 108179 2.50% 0.457%
41 15.782 1275 1277 1281 rVB 45886 67056 1.55% 0.283%
42 15.920 1287 1289 1291 rBV2 37840 66717 1.54% 0.282%
43 15.965 1291 1293 1296 rVV2 45632 76015 1.75% 0.321%
44 16.045 1299 1300 1303 rVB2 35484 46128 1.06% 0.195%

45 16.114 1303 1306 1313 rBV3 106650 203262 4.69% 0.858%

46 16.240 1314 1317 1319 rBV2 748394 1236342 28.53% 5.222%
47 16.274 1319 1320 1322 rVB 229896 254088 5.86% 1.073%

48 16.743 1359 1361 1364 rVB2 44846 74625 1.72% 0.315%
49 16.937 1376 1378 1383 rVB3 59341 95049 2.19% 0.401%
50 17.143 1394 1396 1399 rBv4 34152 62925 1.45% 0.266%

51 17.554 1429 1432 1438 rBV 225490 643075 14.84% 2.716%
52 17.668 1440 1442 1444 rVB 62489 75203 1.74% 0.318%
53 17.874 1457 1460 1463 rBV 169463 228707 5.28% 0.966%
54 17.931 1463 1465 1468 rVB 217594 282626 6.52% 1.194%
55 18.000 1469 1471 1473 rBV 619143 876028 20.21% 3.700%

56 19.497 1600 1602 1609 rVB2 102134 222221 5.13% 0.939%
57 19.943 1638 1641 1648 rVB 92917 216114 4._.99% 0.913%

Sum of corrected areas: 23677514
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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

Abundance TIC: BF078968.D

2000000
1500000

1000000

5.64
500000 7.357.53

\\\Aiiiﬁ 5.15 AAﬁ
0 A

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF078968.D

2000000

1500000

1000000

12.95

8.92 10.27

5000001 g o3 nﬂm 12.08

12.
11.45
A

B B i e e A i T

Time--> 8.00 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
Abundance TIC: BF078968.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 2

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

1.50 145.77 ng 2918790 1,4-Dichlorobenzene-d4 7.35
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 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 27 (1.495 min): BF078968.D (-24) (-) m/z 73.10 100.00%
73
5000 43
89
e
140 160 1.80
55
e e e e e || M/Z 43,10 47.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LI AL -pT‘ T
140 160 1.80
31 89 m/z 89.10 29 .34%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43 LA A N L
55 140 160 1.80
5000 m/z 41.05 9.54%
29
s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2101: Propane, 2-methoxy-2-methyl-
73 140 160 1.80
m/z 45.10 7.11%
5000
41 57
29
"w'%é'w'”Jw"”mt“'w'w'w"'wl"w"'w"'w"'w LA L N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.82 7.69 ng 154074 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 N-EthvIformamide 73 C3H7NO 000627-45-2 23
3 1.3-Dioxolane. 2-(1.1-dimethvlet... 130 C7H1402 002568-29-8 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 55 (1.815 min): BF078968.D (-53) (-) m/z 73.10 100.00%
7B
5000
55 87
41 1.40 1.60 1.80 2.00 2.20
e | M/Z 55.10 27.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 USRI LR R R
43 140 1.60 1.80 2.00 2.20
55 87 m/z 87.10 25.81%
29
m Al |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30
73
140 1.60 1.80 2.00 2.20
5000 m/z 41.05 12.29%
44 58
18
LR IR I I UL SULIAS IR I IR IULR S SRS BARES BRRES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13085: 1,3-Dioxolane, 2-(1,1-dimethylethyl)-
73 1.40 1.60 1.80 2.00 2.20
m/z 71.10 10.96%
5000
28 45
! |5 ‘ 91 99 115 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.15 3.87 ng 77457 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 347 (5.153 min): BF078968.D (-345) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
...,....,....,..3.6.',':=..?1..~:.|;....,....,??..,...:,'....,. m/z 59.10  54.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I LIS UL B
59 480 500 520 540
m/z 101.10 18.40%
25 3 37 | 83 g3 0t
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a 480 500 520 540
5000 m/z 58.10 16.71%
86
51 69 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R A M
43 4.80 5.00 5.20 5.40
m/z 41.10 7.93%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 7 unknown7.06 Concentration Rank 3

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

7.06 31.27 ng 626056 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 514 (7.062 min): BF078968.D (-511) (-) m/z 132.00 100.00%
5000
68
20 s | TR 780 70 70
54 - - - -
....-}u...-'.,:|-.|.7.7,?.7.!,1-9“?..,.. | m/Z  68.10  33.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 “
5000 R IR L L I
6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 32.25%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 21.25%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T A
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 13.00%
5000 og M°
SN -NM 8 .p®97.hq ol 158 ..,.1§?. SN § SR § GRS
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.21 ng 134229 Acenaphthene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 53
3 1.2-Propanedione. 1-phenvl- 148 C9H802 000579-07-7 47
4 Vinvl benzoate 148 C9H802 000769-78-8 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 946 (11.999 min): B;bFO78968.D (-944) () m/z 105.00 100.00%
105
77
5000 182
51 SN | S ———
11.60 11.80 12.00 12.20 12.40
152
SN - .'|. 8 has e 1eP 165 ,L m/z 77.05 68.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44107: Benzophenone
105
77
5000 182 LN AR LR BN B
51 11.60 11.80 12.00 12.20 12.40
m/z 182.10 38.51%
27 39 | 63 | 87 ‘ 126 139 152163
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 1160 11.80 12,00 12.20 12.40
5000 m/z 51.10 25.68%
51
15 28 39 63 91 118 134 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22242: 1,2-Propanedione, 1-phenyl- T T T
105 11.60 11.80 12.00 12.20 12.40
m/z 50.10 8.31%
77
5000
51
15 27 39 | 62 | 8 | 122 148
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 9H-Carbazole-9-methanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.12 ng 76284 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 91
2 1.1"-Biphenvl. 2-azido- 195 C12H9N3 007599-23-7 70
3 5H-Indenoll.2-blpvridine 167 C12HOSN 000244-99-5 70
4 Carbazole 167 C12HOSN 000086-74-8 62
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 53
Abundance Scan 1055 (13.245 min): BF078968.D (-1053) (-) m/z 167.10 100.00%
167
5000 197
o 6s 8 10315, 1P 1300 1320 1340 1360
m/z 197.10 47 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54123: 9H-Carbazole-9-methanol
167
197
5000
13.00 13.20 13.40 13.60
m/z 166.10 21.42%
139 180
39 51 63 75 89100 115127 | 152 “
m/z--> 25 45 eb 85 160 150 140 1éo 1§0 260 '
Abundance
167
13.00 13.20 13.40 13.60
5000 m/z 168.10 14.79%
139
51 63 75 o0 97 115 195
mz-> 20 40 60 80 100 120 140 160 180 200 |
Abundance #33991: 5H-Indeno[1,2-b]pyridine N EAm LAmEE T
167 13.00 13.20 13.40 13.60
m/z 139.10 14.11%
5000
83 139
14 27 39 51 69 °° 9g 113 127 | 151 ‘
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 1éo 2(')0 ' 13.00 13.20 13.40 13.60

8270-BF043015.M Thu May 07 13:19:18 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.71 2.82 ng 101215 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 Methvl diselenide 190 C2H6Se2 007101-31-7 45
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 22
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 22

Abundance Scan 1096 (13.714 min): BF078968.D (-1094) (-) m/z 190.10 100.00%
190
5000
94 L MAN
165 13.40 13.60 13.80 14.00
63 73 82 137
D 80 P s e, |, M0.123 A3 1ot ) Al Tm/z 189.10 93.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 AR N SRR SUNRE
o4 13.40 13.60 13.80 14.00
m/z 192.10 51.97%
27 39 50 63 8L | 110122 137 150 163 178 ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
93 190
175 13.40 13.60 13.80 14.00
5000 m/z 191.10 42 _.29%
80 109 160

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #49336: 6H-Cyclobuta[jk]phenanthrene

189 13.40 13.60 13.80 14.00

m/z 94_.50 23.70%
5000
94
81 163 I
T T T T T T T T e T T T e o

m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.29 ng 82372 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.16117.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
2 2-Phenvlnaphthalene 204 C16H12 035465-71-5 70
3 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 64
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 58
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 53
Abundance Scan 1117 (13.954 min): BF078968.D (-1115) (-) m/z 204.10 100.00%
204
5000
51 77 190 15151 176 1760 1380 140 1420
e B m/z 202.10 41.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',2']:8,13[1”62"]—Dibenzenodibenzo[a,g]cy...
204
5000 PN PR SR SRR
13.60 13.80 14.00 14.20
m/z 203.10 31.75%
3%&@mmmw 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
13.60 13.80 14.00 14.20 '
5000 m/z 205.10 14 .66%
101
28 51 76 126 150 176
mz-> 50 100 150 200 250 300 350 400
Abundance #58957: Naphthalene, 2-phenyl-
204 13.60 13.80 14.00 14.20
m/z 101.00 11.81%
5000
27 51 76 19 156 152176
|

m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 Cyclic octaatomic sulfur Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.08 ng 110606 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 9
3 2-Norbornanone. 1-(epithioethvl)... 228 C11H1603S 001782-93-0 9
4 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 9
5 2,1,3-Benzothiadiazole, 4-nitro- 181 C6H3N302S 006583-06-8 7
Abundance Scan 1169 (14.548 min): BF078968.D (-1166) (-) m/z 64.00 100.00%
64
5000
128 160 256 /J\Hw
T 192 14130 1420 1460 1480
206 - - - :
b b e 82, I',..l.lﬁ.."..,l.‘??.,'. L8 i gl A Tm/z 127.90  35.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
160
5000 128 192
14.20 14.40 14.60 14.80
32 96 204 ‘ m/z 159.90 33.46%
P'”I”'W‘”'P'”W”'W'L'P'”””""“ SESURRAI SRR BN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

L

Abundance
64
48
14.20 14.40 14.60 14.80
5000 m/z 255.80 30.41%
84
9 193 130345 1 160 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74686: 2-Norbornanone, 1-(epithioethyl)-7,7-dimethyl-, S,... R e R
64 o3 120 14.20 14.40 14.60 14.80
m/z 95.90 20.35%
h ,\/Jw\/\/\/
m/z--> 0 80 100 120 140 160 180 200 220 240 260 14.20 14. 40 14 60 14.80

8270-BF043015.M Thu May 07 13:19:21 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.81 14.15 ng 874980 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 49
3 1.4-Puran. 5.6-dihvdro-3-I3-indo... 213 C14H15NO 1000128-72-9 40
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 40
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 38
Abundance Scan 1192 (14.811 min): BF078968.D (-1189) (-) m/z 213.10 100.00%
213
5000 A\\_A
119 228 LN B SRR BRI B
39 65 77 91 107 | 135 152 165 1] 198 | 14.40 14.60 14.80 15.00 15.20
o b b e T il ey | m/Z 119.10 20 20%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 R UL SUCIS S R
14.40 14.60 14.80 15.00 15.20
119 228 m/z 214.10 15.98%
st 65 77 %1 107 | 135 152 165
mz> 40 e 8 106 10 10 186 10 20 280
Abundance
213
14.40 14.60 14.80 15.00 15.20
5000 m/z 228.10 15.72%
167 196
51 65 77 98 115 128139
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #65055: 1,4-Puran, 5,6-dihydro-3-[3-indolylmethyl]- EEas e RN EEa R
2 213 14.40 14.60 14.80 15.00 15.20
1 m/z 91.10 10.23%
5000 -‘~w~“—~“_~J\\\Aﬂ--_f~‘
m/z--> 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00 15.20

8270-BF043015.M Thu May 07 13:19:22 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.29 ng 203262 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 1-Docosene 308 C22H44 001599-67-3 76
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 62
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 62
5 1,2-0Octadecanediol 286 C18H3802 020294-76-2 62
Abundance Scan 1306 (16.114 min): BF078968.D (-1303) (-) m/z 57.10 100.00%
57
I W
5000 111
178
l 138 \ 234 304 15.|80 16.|00 16.|20 16.I4O
i R Mw I N m/z 43.10 88.60%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 R AR AR LA BUARRE
15. 80 16 00 16. 20 16.40
111 m/z 83.10 74.66%
M‘Md \ ﬁ39167196224 267292 321 462 490
miz--> 0 5 150 200 250 300 350 460 4éo '
Abundance
55
97 15.80 16.00 16.20 16.40
5000 m/z 55.10 71.75%
29
125
153181 308
miz--> 0 55 160 1éo 200 2éo 300 3éo 460 4%0 '
Abundance #140345: Bromoacetic acid, pentadecy! ester R R R B
43 g3 15.80 16.00 16.20 16.40
m/z 97.10 70.19%
5000
111
miz--> 0 50 100 150 200 250 300 350 400 450 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078968.D

Aca On : 6 May 2015 18:56

Operator : TP/1Z

Sample : 62114-04 2X

Misc :

ALS Vial : 18 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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.87 5.22 ng 228707 Perylene-di12 18.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1460 (17.874 min): BF078968.D (-1457) (-) m/z 252.10 100.00%
252
5000
50 75 100 1?5 150169 200 224 282302 326 353374 17.80 17.80 18.00 15,20
O o e e L e i e o R et m/z 250.10 29.31%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000
17.60 17.80 18.00 18.20
m/z 253.10 21.64%
50 74 99 i M 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
17.60 17.80 18.00 18.20
5000 m/z 125.10 13.89%
126
50 74 100 149 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #89827: Benz[e]acephenanthrylene R R B
252 17.60 17.80 18.00 18.20
m/z 126.00 11.11%
5000
126
26 51 74 100” ﬂ 150 174 200 224
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050615\
Data File : BF078968.D

Acq On : 6 May 2015 18:56

Operator : TP/1Z

Sample : G2114-04 2X

Misc :

ALS Vial : 18 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... 1.50 145.8 ng 2918790 1 7.35 400480 20.0
Butane, 2-methoxy... 1.82 7.7 ng 154074 1 7.35 400480 20.0
2-Pentanone, 4-hy... 5.15 3.9 ng 77457 1 7.35 400480 20.0
unknown7 .06 7.06 31.3 ng 626056 1 7.35 400480 20.0
Benzophenone 12.00 4.2 ng 134229 3 11.10 638363 20.0
9H-Carbazole-9-me... 13.25 2.1 ng 76284 4 12.95 719080 20.0
4H-Cyclopenta[def... 13.71 2.8 ng 101215 4 12.95 719080 20.0
5,16[17,2"]:8,13[-.-.. 13.95 2.3 ng 82372 4 12.95 719080 20.0
Cyclic octaatomic... 14.55 3.1 ng 110606 4 12.95 719080 20.0
Phenol, 4,4"-(1-m... 14.81 14.2 ng 874980 5 16.25 1236340 20.0
17-Pentatriacontene 16.11 3.3 ng 203262 5 16.25 1236340 20.0
Benzo[e]pyrene 17.87 5.2 ng 228707 6 18.00 876028 20.0
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