LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 1.244 4 5 24 rVB 257760 968290 22.53% 3.892%
2 1.484 24 26 29 rvB 598990 641879 14.93% 2.580%
3 1.633 36 39 50 rvB 203378 370230 8.61% 1.488%
4 1.770 50 51 53 rvw 39943 64364 1.50% 0.259%
5 1.804 53 54 60 rvv2 48242 94297 2.19% 0.379%
6 1.896 60 62 96 rvB 2440004 4298260 100.00% 17.277%
7 5.645 387 390 393 rBV 291508 291289 6.78% 1.171%
8 6.902 497 500 502 rBV 315242 419939 9.77% 1.688%
9 7.062 511 514 516 rBV 281016 381255 8.87% 1.532%
10 7.348 537 539 541 rVB 456393 401829 9.35% 1.615%

11 7.530 553 555 558 rvB 238711 239697 5.58% 0.963%
12 8.033 597 599 602 rBV 283584 240095 5.59% 0.965%
13 8.925 675 677 679 rBvV 656498 580328 13.50% 2.333%
14 10.274 792 795 797 rBV 586691 687088 15.99% 2.762%
15 11.096 865 867 870 rBvV 495575 655187 15.24% 2.633%

16 11.451 896 898 901 rBvV 65796 95531 2.22% 0.384%
17 11.999 943 946 949 rvVvB2 65510 73764 1.72% 0.296%
18 12.079 950 953 956 rvv 603899 582591 13.55% 2.342%
19 12.708 1005 1008 1011 rVB 44941 46019 1.07% 0.185%
20 12.822 1016 1018 1021 rVB 48789 56063 1.30% 0.225%

21 12.948 1026 1029 1030 rBV 785727 738348 17.18% 2.968%
22 12.982 1030 1032 1034 rVB 711505 796791 18.54% 3.203%
23 13.040 1034 1037 1039 rBV 168513 176484 4.11% 0.709%
24 13.245 1051 1055 1057 rBV 83119 87213 2.03% 0.351%
25 13.577 1082 1084 1086 rVvVv 101472 110400 2.57% 0.444%

26 13.611 1086 1087 1089 rVB 136282 123436 2.87% 0.496%

27 13.668 1089 1092 1094 rBV2 48193 78420 1.82% 0.315%
28 13.714 1094 1096 1097 rvVv 134375 151073 3.51% 0.607%
29 13.748 1097 1099 1101 rVB 55241 77413 1.80% 0.311%
30 13.954 1115 1117 1122 rVB2 75723 148888 3.46% 0.598%
31 14.263 1142 1144 1146 rBV 43203 68469 1.59% 0.275%
32 14.308 1146 1148 1150 rVv2 38003 58383 1.36% 0.235%
33 14.365 1151 1153 1156 rVvV 61201 82315 1.92% 0.331%

34 14.457 1159 1161 1164 rVV 844750 935545 21.77% 3.760%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 14.548 1166 1169 1173 rVB3 95935 172600 4.02% 0.694%

36 14.640 1173 1177 1181 rBV3 35551 70780 1.65% 0.284%
37 14.743 1182 1186 1188 rVV 847598 983273 22.88% 3.952%
38 14.811 1190 1192 1196 rVvV 317137 429766 10.00% 1.727%
39 14.948 1201 1204 1206 rVB 979623 1091602 25.40% 4._.388%

40 15.028 1206 1211 1212 rBV2 43133 72071 1.68% 0.290%
41 15.154 1220 1222 1224 rVB 77337 102930 2.39% 0.414%
42 15.245 1228 1230 1231 rBV2 43138 48585 1.13% 0.195%
43 15.280 1231 1233 1235 rBVY 81708 101154 2.35% 0.407%
44 15.394 1241 1243 1245 rBVY 42305 50050 1.16% 0.201%

45 15.566 1255 1258 1262 rBVY 365869 480441 11.18% 1.931%

46 15.783 1275 1277 1281 rVB 56373 86858 2.02% 0.349%
47 15.931 1287 1290 1292 rBV2 60012 109972 2.56% 0.442%
48 15.966 1292 1293 1296 rVV2 54880 109245 2.54% 0.439%
49 16.057 1299 1301 1303 rVB 51851 67177 1.56% 0.270%
50 16.114 1303 1306 1313 rBV3 118774 210626 4_90% 0.847%

51 16.251 1314 1318 1320 rBV2 989990 1565838 36.43% 6.294%
52 16.286 1320 1321 1324 rVV 821872 798084 18.57% 3.208%

53 16.377 1327 1329 1331 rBV2 34403 49580 1.15% 0.199%
54 16.457 1335 1336 1338 rVVv2 28207 49260 1.15% 0.198%
55 16.754 1359 1362 1364 rVV 92744 154194 3.59% 0.620%
56 16.800 1364 1366 1368 rVV 54199 83025 1.93% 0.334%
57 17.154 1395 1397 1399 rBV2 38437 57572 1.34% 0.231%
58 17.566 1430 1433 1439 rBV 334177 775873 18.05% 3.119%
59 17.691 1442 1444 1446 rVB 64607 77464 1.80% 0.311%

60 17.897 1460 1462 1465 rVB 213887 260985 6.07% 1.049%
61 17.966 1465 1468 1470 rBV 279489 381207 8.87% 1.532%
62 18.034 1471 1474 1476 rBV 730850 1098874 25.57% 4.417%

63 19.532 1602 1605 1611 rBV2 129976 300695 7.00% 1.209%
64 19.977 1641 1644 1648 rBV 109603 218010 5.07% 0.876%

Sum of corrected areas: 24878964

8270-BF043015.M Thu May 07 13:18:43 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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: BF0O78967.D

2000000

1500000

1000000
1.48

500000124 7.35
1.63 5.64 6.9 06 753

11780

e T

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: BF078967.D

2000000
1500000

1000000

8.92 10.27 12.08

500000 11.10

8.03

11.45 12.
AN A A

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: BF078967.D

2000000

1500000

1000000

500000

e T

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 Cyclopentane, methyl- Concentration Rank 2

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

1.24 48.19 ng 968290 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 56
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 56
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 56

Abundance Scan 5 (1.244 min): BF078967.D (-4) (-) m/z 56.10 100.00%
56
5000 4l 69
R AR AR
50 | 65 77 82 88 1.30 1.40 1.50 1.60 1.70
'W“W““W“P“W“W“““thv“w“w’“P“W“W““W“V“WNW““W m/z 41.10 50.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69 L LRI UL IR UL
1.30 1.40 1.50 1.60 1.70
o8 m/z 69.10 37.96%
84
15 1l 371 ‘Sﬁ“ 65
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
41 56
130 140 150 1.60 1.70
5000 27 69 m/z 55.10 27 .13%
84
15 53
31 44 6165 = 747781
A LAY LAY LA AASN RARAN AL KAL) RANL) RARR) RARA) LAALN LALAY LAY RLAAY RLASN RAAAN AR KAk LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1482: Propane, 2-cyclopropyl- R ERARERSEEs s
56 1.30 1.40 1.50 1.60 1.70
41 m/z 42.05 21.06%
5000
"P'”I“'%ﬁ'”I“'W'Lll”'ﬁ?z'hl'ﬁ'“'U?ﬁll'W'”§ﬁ=JI“'W'”'P'ﬁf“'ﬁ'“'P' RSN IR L A
m/z--> 5 10 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90 95 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 unknownl.48 Concentration Rank 3

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

1.48 31.95 ng 641879 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 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CI0 100244-09-5 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 26 (1.484 min): BFO78967.D (-24) (-) m/z 73.10 100.00%
7B
5000 43
89
o T Tho 180
"W””P”'P”ﬁmbﬁ”hl””Ph'P”W”'W””P”'P”W”'W””P" m/z 43.05 50.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L FT\T- T
140 1.60 1.80
a1 89 m/z 89.10 28.76%
"W”'W”th'hwbﬂ'ﬁn”'ﬂh'ﬂ”'ﬂ”'W”'W”'W“'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
43 L IR N R
55 140 1.60 1.80
5000 m/z 41.05 9.60%
29
s 63 81 89 100
wwmmmmﬁwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- e
7B 140 1.60 1.80
m/z 45.10 7.45%
5000 55
43
27 35, |, || 65 | 8189 101109 119 129137145
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

1.80 4.69 ng 94297 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 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 16
3 1.3-Dioxolane. 2-(1-methvlpropvl)- 130 C7H1402 014447-25-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 54 (1.804 min): BF078967.D (-53) (-) m/z 73.10 100.00%
7B
5000
55 87 o
|4|3 1.40 1.60 1.80 2.00 2.20
e preer e et A e e e || M7z 87.05 29 77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 VMATTT7“~P----| R N R
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 55.10 25.73%
29
”I”'W'”MP'“““MW'“'P'”J“'gq“'P'”l“'W'”'P'“I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
1.40 1.60 1.80 2.00 2.20
5000 55 m/z 43.10 14 .06%
43
15 27 65 83 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13065: 1,3-Dioxolane, 2-(1-methylpropyl)-
73 140 1.60 1.80 2.00 2.20
m/z 41.00 13.19%
5000
45
29 g8 | 57 | 85 92 100 129
TT TTT T[T TTTT TTTT TrrTrTrTTT TTTT TTT T T TITT TTTT TTT T[T TTT TTTT TTTT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 4

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

7.06 18.98 ng 381255 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 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 514 (7.062 min): BF078967.D (-511) (-) m/z 132.00 100.00%
5000
68
U UL UL UL IR
40 54 ” a5 96 ‘ 6.80 7.00 7.20 7.40
iyl 85 e e+ m/z 134.00 31.94%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I AL L I
6.80 7.00 7.20 7.40
31 51 m/z 68.10 31.33%
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
AR R UL R AR
6.80 7.00 7.20 7.40
5000 67 m/z 66.10 19.96%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil A A
132 6.80 7.00 7.20 7.40
m/z 69.10 12 .59%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 5H-Indeno[l,2-b]pyridine Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.36 ng 87213 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HON 000244-99-5 94
2 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 91
3 Carbazole 167 C12HON 000086-74-8 87
4 D-Galactitol. 2-(acetvimethvlami... 363 C16H29NO8 074410-42-7 83
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 80
Abundance Scan 1055 (13.245 min): BF078967.D (-1051) (-) m/z 167.10 100.00%
167
5000
139 197 R SRR SO BUNIURN SUM
63 83 103115 179 212 13.00 13.20 13.40 13.60
3050 @3 L. ASUS1e | ase U9 | 22 0 166,10 21.07%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #33991: 5H-Indeno[1,2-b]pyridine
167
5000
13.00 13.20 13.40 13.60
139 m/z 197.10 15.54%
14 27 39 51 69 %3 98 113 127 || 151 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
167
197 13.00 13.20 13.40 13.60
5000 m/z 139.10 13.60%
139
39 51 63 75 89100 115127 | 152 180
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33989: Carbazole
167 13.00 13.20 13.40 13.60
m/z 168.10 11.83%
5000
39 51 7182 101113 1271:ﬁ9 I
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\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 Anthracene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.99 ng 110400 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 96
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
Abundance Scan 1084 (13.577 min): BF078967.D (-1082) (-) m/z 192.10 100.00%
192
5000
oo 2% 1 a0 P 1520 15140 13560 1380
e e rsre et T e e m/z 191.10 56.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192 ‘JM
5000 AR UL SULRN UL B
13.20 13.40 13.60 13.80
m/z 189.10 31.17%
83 95 165
15 27 39 51 63 ° 72 115126 139 152 | 176 ||
miz--> % 40 60 80 100 150 140 160 180 200
Abundance
192
13.20 13.40 13.60 13.80
5000 m/z 193.10 17.03%
94 165
27 39 51 63 82 115126 139 152 | 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 13.20 13.40 13.60 13.80
m/z 190.10 16.24%
5000
165
27 39 51 63 73 83 9 115176 139 152 | 176 h\
m/z--> 20 40 60 80 ﬁ01% 140 ﬁ01% 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 Phenanthrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.61 3.34 ng 123436 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
Abundance Scan 1087 (13.611 min): BF078967.D (-1086) (-) m/z 192.10 100.00%
192
5000
13.20 13.40 13.60 13.80 14.00
115126 139131 m/z 191.10  55.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192
5000 |""|""|""|""|A'
13.20 13.40 13.60 13.80 14.00
165 m/z 189.10 29.83%
27 39 51 63 8 %' 15156130152 | 176 |
m/z--> 25 Jo éo éo 160 150 1&0 1éo 180 260
Abundance
192
13.20 13.40 13.60 13.80 14.00
5000 m/z 193.10 15.74%
165
27 39 50 63 74 85 96 115126 139152 | 176
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1§o 260
Abundance #50612: Anthracene, 2-methyl-
192 13.20 13.40 13.60 13.80 14.00
m/z 190.10 14.81%
5000
15 27 39 51 63 8 95 115196139 152 | 176 WH
m/z--> 25 b & % ﬁoﬁ01%1@ @ mo 1nmwm%mwmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.71 4.09 ng 151073 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 55
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 41

Abundance Scan 1096 (13.714 min): BF078967.D (-1094) (-) m/z 189.10 100.00%
1
5000
13.40 13.60 13.80 14.00
o126 139 121 m/z 190.10 99.54%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 AR UL SUNRE
o4 13.40 13.60 13.80 14.00
m/z 192.05 80.34%
27 39 50 63 8L | 170122 137 150 163 178 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192
13.40 13.60 13.80 14.00
5000 m/z 191.10 59.32%
95 165
28 39 51 63 83 115 126 139 152 176
mz-> 20 40 60 80 100 120 140 160 180 200 A M
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene e A RAma s L el
189 13.40 13.60 13.80 14.00
m/z 94.50 22.88%
5000
94
USRI NN "?{ U SN UL B ,,}§3,,,| &2 T
miz—-> 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 : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 2-Phenylnaphthalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.03 ng 148888 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlnaphthalene 204 C16H12 035465-71-5 95
2 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 94
3 5.160I17.2°1:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 86
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 68
5 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 60
Abundance Scan 1117 (13.954 min): BF078967.D (-1115) (-) m/z 204.10 100.00%
204
5000
R . 1760 1960 14100 1420
B S man e o m/z 202.10 36 .39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58952: 2-Phenylnaphthalene
204
5000 N SR AR I
13.60 13.80 14.00 14.20
101 m/z 203.10 27 .89%
23 81 70, | 126180176
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 17.39%

101
27 51 76 126 152 176

T T
m/z--> 50 100 150 200 250 300 350 400

Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204 13.60 13.80 14.00 14.20
m/z 101.10 12.59%
5000
39 63 101196 152176 313 408
T e e e
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 : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 Cyclic octaatomic sulfur Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.55 4.68 ng 172600 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 39
3 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 9
4 Dibenzolcd.alindazole-3-sulfonic... 300 C14H8N204S 293765-87-4 9
5 Methanethiol, N-(p-methoxyphenet... 304 C11H16N204S2 040283-94-1 9
Abundance Scan 1169 (14.548 min): BF078967.D (-1166) (-) m/z 64.00 100.00%
64
5000
128 160
96 192 2%6 L D LA U B
I. L 018 L 14.20 14.40 14.60 14.80
e S L R o R I o e B o m/z 127.90 35.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92477: Cyclic octaatomic sulfur
64
256
160
5000 128 192
14.20 14.40 14.60 14.80
32 96 224 m/z 159.90 33.90%
LA FURELEL LI SIS AL UL UL SR WAL BRI S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
64
124 184
92 AN U SRR DU I
14.20 14.40 14.60 14.80
5000 m/z 255.80 25.12%
156
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #170444: Di(tert-butyl) trisulfide, perfluoro- R
64 14.20 14.40 14.60 14.80
m/z 95.90 17.73%
5000
113
[ . | ‘ 163 283 315 534
m/z--> 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.81 5.49 ng 429766 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 50
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
4 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 42
5 Trimethyl[5-(trimethylsilyl)-2-t. .. 228 C10H20SSi2 017906-71-7 40
Abundance Scan 1192 (14.811 min): BF078967.D (-1190) (-) m/z 213.10 100.00%
213 A
5000
119
39 51 65 77 91 107 135 152 165 181 197 | ZT8 14.40 14.60 14.80 15.00 15.20
o G s S AP N ot OVl A 8 M m/z 119.10 19.78%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
14.40 14.60 14.80 15.00 15.20
119 228 m/z 214.10 15.23%
51 65 77 %1 107 \ 135 152 165 |
m/z--> 40 éo éo 160 120 110 1éo 180 200 250
Abundance
213
14.40 14.60 14.80 15.00 15.20
5000 m/z 228.10 14.92%
185
228
51 63 77 gg 101 128 199
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p—phenyl— L B LA LA LN N L
213 14.40 14.60 14.80 15.00 15.20
m/z 91.05 10.58%
5000
167 196
5L 65 77 98 115 128139 I L
m/z--> 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 Bromoacetic acid, octadecyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.69 ng 210626 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
3 1-Octadecene 252 C18H36 000112-88-9 90
4 3-Octadecene. (E)- 252 C18H36 007206-19-1 89
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 87
Abundance Scan 1306 (16.114 min): BF078967.D (-1303) (-) m/z 57.10 100.00%

5000

=

15.80 16.00 16.20 16.40
m/z 43.10 93.54%

234

140 171189205 258274 306 326

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97
1

15.I80 16.IOO 16.I20 16.I4O
m/z 55.10 93.47%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43

-

69 ey
97 15.80 16.00 16.20 16.40

5000 m/z 83.10 82.80%

27 125
153169 196 224

TFTWWTWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89783: 1-Octadecene e T
15.80 16.00 16.20 16.40

m/z 97.10 72.81%

-

5000

-

139 168 196 224 252
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078967.D

Aca On : 6 May 2015 18:28

Operator : TP/1Z

Sample : 62114-11 2X

Misc :

ALS Vial : 17 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 10
R.T. EstConc Area Relative to ISTD R.T.
17.90 4.75 ng 260985 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolalovrene 252 C20H12 000050-32-8 90
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 1462 (17.897 min): BF078967.D (-1460) (-) m/z 252.10 100.00%
252
5000
50 74 99 115146 174 198 224 269 297 317 343 366 J1.50.27.80 18,00 18.20
O L sl m/z 250.10 29 .54%
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 21.09%

50 74 99 M\H 146 174 200 224 J

— —
m/z--> 50 100 150 200 250 300 350
Abundance
252
17.60 17.80 18.00 18.20
5000 m/z 125.00 14 .90%
126
39 63 83100 150 174 200 224
e B e e e B e B
m/z--> 50 100 150 200 250 300 350
Abundance #89823: Benzo[K]fluoranthene I B T B
252 17.60 17.80 18.00 18.20
m/z 126.00 11.45%
5000
126
7499, | 200 224 |
LI I B B IR B R LN R B B L N B B NI N B B NI B N B BN _'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I
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 : BF078967.D

Acq On : 6 May 2015 18:28

Operator : TP/1Z

Sample : G2114-11 2X

Misc :

ALS Vial : 17 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]
Cyclopentane, met... 1.24 48.2 ng 968290 1 7.35 401829 20.0
unknownl .48 1.48 31.9 ng 641879 1 7.35 401829 20.0
Butane, 2-methoxy... 1.80 4.7 ng 94297 1 7.35 401829 20.0
unknown? .06 7.06 19.0 ng 381255 1 7.35 401829 20.0
5H-Indeno[1,2-b]p-.. 13.25 2.4 ng 87213 4 12.95 738348 20.0
Anthracene, 2-met... 13.58 3.0 ng 110400 4 12.95 738348 20.0
Phenanthrene, 2-m... 13.61 3.3 ng 123436 4 12.95 738348 20.0
4H-Cyclopenta[def... 13.71 4.1 ng 151073 4 12.95 738348 20.0
2-Phenylnaphthalene 13.95 4.0 ng 148888 4 12.95 738348 20.0
Cyclic octaatomic... 14.55 4.7 ng 172600 4 12.95 738348 20.0
Phenol, 4,4"-(1-m... 14.81 5.5 ng 429766 5 16.25 1565840 20.0
Bromoacetic acid,... 16.11 2.7 ng 210626 5 16.25 1565840 20.0
Benzo[e]pyrene 17.90 4.8 ng 260985 6 18.03 1098870 20.0
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