LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

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-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 rVB 2845820 3588231 71.14% 12.614%
2 1.633 37 39 49 rVB 162409 329502 6.53% 1.158%
3 1.770 49 51 53 rvw 150141 237923 4.72% 0.836%
4 1.815 53 55 60 rvv 133041 217539 4_.31% 0.765%
5 1.895 60 62 103 rVvB 2709739 5044044 100.00% 17.732%
6 5.153 345 347 353 rVB 62821 92311 1.83% 0.325%
7 5.644 387 390 392 rBV 690474 926265 18.36% 3.256%
8 6.890 497 499 502 rBV 1062522 995759 19.74% 3.500%
9 7.050 511 513 516 rBV 956219 995884 19.74% 3.501%
10 7.347 536 539 541 rBV 439640 394415 7.82% 1.387%

11 7.530 553 555 558 rvB 802147 732463 14.52% 2.575%
12 8.033 597 599 602 rBV 699992 599528 11.89% 2.108%
13 8.925 674 677 679 rBvV 579367 563414 11.17% 1.981%
14 10.273 792 795 797 rBV 835906 1158712 22.97% 4.073%
15 10.776 837 839 841 rBV 45594 56626 1.12% 0.199%

16 11.096 865 867 869 rBv2 590154 620955 12.31% 2.183%
17 11.999 943 946 949 rVB 146085 130565 2.59% 0.459%
18 12.079 950 953 955 rBvV 801401 805541 15.97% 2.832%
19 12.948 1026 1029 1030 rBV 636304 677172 13.43% 2.380%
20 12.971 1030 1031 1033 rVVv 272857 259443 5.14% 0.912%

21 13.039 1033 1037 1039 rVvVv 80421 80157 1.59% 0.282%
22 13.611 1085 1087 1089 rVB 55163 54244 1.08% 0.191%
23 13.657 1089 1091 1093 rBV2 35904 59448 1.18% 0.209%
24 13.702 1093 1095 1097 rBV2 47063 72186 1.43% 0.254%
25 13.954 1115 1117 1122 rVB 27469 54232 1.08% 0.191%

26 14.457 1158 1161 1163 rBV 499663 565374 11.21% 1.987%
27 14.731 1182 1185 1188 rVV 515192 626658 12.42% 2.203%
28 14.800 1189 1191 1197 rVV 312406 478305 9.48% 1.681%
29 14.937 1201 1203 1206 rVV 1244514 1449489 28.74% 5.095%

30 15.017 1206 1210 1212 rVB2 31002 56021 1.11% 0.197%
31 15.154 1215 1222 1224 rBV2 55942 134738 2.67% 0.474%
32 15.280 1231 1233 1235 rVV 74059 75932 1.51% 0.267%
33 15.782 1274 1277 1281 rVB 52776 79013 1.57% 0.278%

34 15.920 1286 1289 1292 rBV3 47010 108113 2.14% 0.380%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

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-BF043015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.965 1292 1293 1296 rVV2 48337 97689 1.94% 0.343%
36 16.045 1299 1300 1304 rVvVv 35735 55033 1.09% 0.193%

37 16.125 1304 1307 1313 rVVv4 135227 259700 5.15% 0.913%
38 16.251 1313 1318 1320 rVV2 850849 1389272 27.54% 4 _.884%
39 16.285 1320 1321 1323 rVV 277225 243552 4._.83% 0.856%

40 16.377 1326 1329 1331 rBV2 47414 80202 1.59% 0.282%
41 16.434 1331 1334 1338 rVv4 31438 76720 1.52% 0.270%
42 16.548 1342 1344 1346 rVB 45257 54944 1.09% 0.193%
43 16.754 1360 1362 1365 rVV 56758 95834 1.90% 0.337%
44 16.960 1378 1380 1384 rVB5 61203 120271 2.38% 0.423%
45 17.360 1413 1415 1417 rBV 54643 76279 1.51% 0.268%

46 17.577 1431 1434 1441 rBV 297532 713975 14.15% 2.510%
47 17.703 1442 1445 1447 rVB 55000 80808 1.60% 0.284%
48 17.908 1460 1463 1466 rVB 201678 263365 5.22% 0.926%
49 17.966 1466 1468 1471 rBV 313032 397294 7.88% 1.397%
50 18.034 1471 1474 1476 rBV 606926 881872 17.48% 3.100%

51 18.171 1483 1486 1488 rBV3 22187 51504 1.02% 0.181%
52 18.628 1522 1526 1529 rBV2 31628 74563 1.48% 0.262%
53 18.983 1555 1557 1561 rVB5 28843 70237 1.39% 0.247%

54 19.371 1588 1591 1598 rVB2 40299 106079 2.10% 0.373%
55 19.531 1602 1605 1611 rVB2 133296 301644 5.98% 1.060%

56 19.634 1612 1614 1617 rVB2 32326 62472 1.24% 0.220%
57 19.726 1619 1622 1624 rBV 25709 57773 1.15% 0.203%

58 19.977 1640 1644 1654 rVB 129838 334371 6.63% 1.175%
59 20.194 1659 1663 1669 rVB2 54461 181070 3.59% 0.637%

Sum of corrected areas: 28446725
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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: BF078953.D
3000000 1/50

1.90
2500000
2000000
1500000
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1000000

500000
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53
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I
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

T
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|
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Abundance TIC: BF078953.D
3000000

2500000
2000000
1500000

1000000 10.27 12.08

8.03
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500000
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10.78 I 3.04 185386013.95
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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: BF078953.D
3000000

2500000

2000000

1500000

14.94

1000000

500000 §
18,63 18,08 19.374%6y3 % %019

O e e e e T T e 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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 unknownl.50 Concentration Rank 2

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

1.50 181.95 ng 3588230 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 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 27 (1.495 min): BF078953.D (-24) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 83 ‘ 140 160 180
741 N R SNBS ANBE.-. SE — m/z 43.05 47.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LI L -4\T7 T
140 160 1.80
31 89 m/z 89.10 29.86%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43 LA A N N
55 140 160 1.80
5000 m/z 41.05 9.60%
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 7.40%
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 8 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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 11.03 ng 217539 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 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 55 (1.815 min): BF078953.D (-53) (-) m/z 73.05 100.00%
7B
5000
55 87

4145 | 1.40 1.60 1.80 2.00 2.20
35 . . . . .

50 |59 69|
”m“wnwuw“wnwnw“w“pJJHL“W“Mawnwn$.WHWHWHW“W m/z 55.05 27 .38%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000
43 140 1.60 1.80 2.00 2.20
55 87 m/z 87.05 26.22%
29
133 39 | 50 ‘ 59 69 |
RN a L A L e L e RIS N S e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
TP A
140 1.60 1.80 2.00 2.20
5000 m/z 71.10 12 .53%
43
2 15 54 2%33 39 47 53 59 6569 7781 88
WTTWWWTTTWTWWTWTWWWTWWW
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #720: N-Ethylformamide e e R mE s
30 140 1.60 1.80 2.00 2.20
73 m/z 41.05 11.24%
5000
44 58
18
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 140 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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 10

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

5.15 4.68 ng 92311 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 59
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 347 (5.153 min): BF078953.D (-345) (-) m/z 43.05 100.00%
43
59
5000
101
4.80 5.00 520 5.40
83
..,....,.?ﬁ‘.','::..,..-:.|,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN SR RS UL
4.80 5.00 5.20 5.40
59 101 m/z 101.10 20.70%
21 36 | 51 H 67 76 83 91
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.96%
68
50 126 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LI L L L L L B L L
59 480 5.00 520 5.40
m/z 41.10 9.97%
41
5000
86
st | 9 101
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 unknown7.05 Concentration Rank 3

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

7.05 50.50 ng 9958384 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 513 (7.050 min): BF078953.D (-511) (-) m/z 132.00 100.00%
5000 68
40 54 . 680 7.00 7.20 7.40
B E e m/z 68.10 45 _86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U IS L L I
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 32.74%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.88%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.17%
5000 98 116
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? SN} N A U
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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 Benzophenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.00 4.21 ng 130565 Acenaphthene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Methanone. phenvl-2-pvridinvl- 183 C12H9NO 000091-02-1 72
3 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 47
5 Ethanone, 2-bromo-1-phenyl- 198 C8H7BroO 000070-11-1 47

Abundance Scan 946 (11.999 min): dE)s|:o78953.D (-943) () m/z 105.00 100.00%
105
77
5000 182
51 I | S
152 11.60 11.80 12.00 12.20 12.40
2 83 115126 T 168 m/z 77.10  66.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
7 182
5000 LN LR LR BN B
11.60 11.80 12.00 12.20 12.40
o1 m/z 182.10 45.63%
27 39 | 63 | 126 152 \
miz--> 20 40 60 80 100 120 140 160 180
Abundance
7 105 155
AN
183 AR SR SN UL B
11.60 11.80 12.00 12.20 12.40
5000 m/z 51.10 26.79%
51
27 39 63 91 115 127 140
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20627: Benzenepropanenitrile, .beta.-oxo- R A R a e TR
105 11.60 11.80 12.00 12.20 12.40
m/z 106.10 8.21%
77
5000
51
1827 39 || 63 | 8 | 116 145
m/z--> 20 40 i 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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 Anthracene, 1l-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.13 ng 72186 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 86
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 55
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 50
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 50
5 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 46
Abundance Scan 1095 (13.702 min): BF078953.D (-1093) (-) m/z 190.10 100.00%
5000
A A
13.40 13.60 13.80 14.00
m/z 189.10 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50616: Anthracene, 1-methyl-
192
5000 AU AR ..f#ﬁ
13.40 13.60 13.80 14.00
165 m/z 192.10 95.65%
44 54 63 74 87 9195115 106 139 152 J‘ 176 |
s Bl e we Do e o @
Abundance
192
13.40 13.60 13.80 14.00
5000 m/z 191.10 73 .50%
9 165
27 39 51 63 82 115 126 139 152 176
mz-> 20 40 60 80 100 120 140 160 180 m
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene N |y AL
192 13.40 13.60 13.80 14.00
m/z 94.60 33.33%
5000
96 165
28 39 51 63 83 115 126 139 152 | 176 |
m/z--> 20 4'0 6|0 8|0 100 12'0 14'10 160 180 ' 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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.80 6.89 ng 478305 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 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 53
3 2H.8H-Benzoll.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 52
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 52
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 49
Abundance Scan 1191 (14.800 min): BF078953.D (-1189) (-) m/z 213.10 100.00%
213
5000 /&\~A
119
39 65 o1 107 228 0 1460 1420 1600 12 20
S 51 ﬁ7 X 135 152165 1g; 198 || | 14.40 14.60 14.80 15.00 15.20
e e g e m/z 119.00 33.18%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AR DU I IULLLE B

1440 14'60 14.80 15.00 15 20
119 228 m/z 91.05 20.87%

51 §5 77 %1 107 135 152 165
T T T e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213

14. 40 14 60 14. 80 15. 00 15.20

5000 m/z 214.10 17.36%
167 196
51 65 77 98 115128139
e e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-dimethyl-
213 14.40 14.60 14.80 15.00 15.20

m/z 228.10 15.72%

5000
185 228
2839 51 69 92103114 128 141 157 171 | 199 ‘

m/z--> 20 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 : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 Dichloroacetic acid, heptad... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.13 3.74 ng 259700 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 89
3 1-Docosene 308 C22H44 001599-67-3 76
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 76
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 76

Abundance Scan 1307 (16.125 min): BF078953.D (-1304) (-) m/z 57.10 100.00%
g7
83
5000 11 14 178
ZT“ 5180 16100 1630 1640
3 203 260 : : : :
e S S8 m/z 43.10  82.69%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 8
5000 R AR SR DA
11 1580 16.00 16.20 1640
29 m/z 83.10 78.16%
.‘muﬁq‘.“fh‘.M,ﬁi.h}fg,“?§8.l?lf?°. ?%8| 266 295
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15,80 16.00 16.20 1640
5000 111 m/z 55.05 76.48%
29
139 168 194 224 20 597 360
m/z--> " s0 100 150 200 250 300 380
Abundance #121981: 1-Docosene A BEmms B B
15.80 16.00 16.20 16.40
. m/z 97.10 70.58%
5000
29
‘125
|7 ‘lt Ll 158 181 308
m/z--> 50 100 150 200 250 300 350 1580 16.00 16.20 1640

8270-BF043015.M Thu May 07 13:11:51 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.91 5.97 ng 263365 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 1463 (17.908 min): BF078953.D (-1460) (-) m/z 252.10 100.00%
282
5000
50 74 91 11 1 143159175 198 224 268 285 1,60 17,80 18.00 18.20
0 m/z 250.05 29.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252
5000
17.60 17.80 18.00 18.20
125 m/z 253.10 20.12%
39 63 83 111 | 146 174 200 224 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
17.60 17.80 18.00 18.20
5000 m/z 125.10 12.80%
125
17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89817: Benzo[a]pyrene T
252 17.60 17.80 18.00 18.20
m/z 126.00 10.82%
5000
126
39 63 g7 12| 149 174 200 224 ‘H
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 10-Bromo-1,2,3,4-tetrahydro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.37 2.41 ng 106079 Perylene-di12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Bromo-1.2.3.4-tetrahvdro-phen... 276 C14H13BrO 1000190-54-9 64
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 50
3 Benzolahilpervlene 276 C22H12 000191-24-2 50
4 Indenoll.2.3-cd1fluoranthene 276 C22H12 000193-43-1 50
5 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 50
Abundance Scan 1591 (19.371 min): BF078953.D (-1588) (-) m/z 276.10 100.00%

5000

19.00 19.20 19.40 19.60

205 224
m/z 278.10 90.48%

152165179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103879: 10-Bromo-1,2,3,4-tetrahydro-phenanthren-9-o

5000

19.00 19.20 19.40 19.60
m/z 277.10  27.13%

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

276

19.00 19.20 19.40 19.60
5000 m/z 274.10 25._.46%

138

55 74 92 111124 159174 198 224 248

Twwwwmwwm'wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104300: Benzo[ghi]perylene A RRErEe s a R oY
276 19.00 19.20 19.40 19.60

m/z 279.10 25.26%

5000
138

28 50 74 91 111124 M 158174 198 222235 252 H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078953.D

Aca On : 6 May 2015 11:48

Operator : TP/1Z

Sample : 62114-16

Misc :

ALS Vial : 3 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 unknown20.19 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.19 4_.11 ng 181070 Perylene-d12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 4-(p-nitrostvrvI)- 276 C17H12N202 004594-97-2 47
2 Benzolahilpervlene 276 C22H12 000191-24-2 45
3 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 45
4 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 43
5 Diphenyl(4-tolyl)phosphine 276 C19H17P 001031-93-2 43
Abundance Scan 1663 (20.194 min): BF078953.D (-1659) (-) m/z 276.10 100.00%
216
5000
303
329 381 414 19.80 20.00 20.20 20.40 20.60
m/z 43.10 59.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104114: Quinoline, 4-(p-nitrostyryl)-
276
230
5000 BB UNABABABRUN
mmmmmmmmmm
154 m/z 57.10 38.26%
51 75 ‘ ‘
S h\ qu\nm m H At “HI e —
m/z--> 50 100 5 300 350 400
Abundance
276
10.80 20.00 20,20 20.40 20.60
5000 m/z 55.05 37 .36%
138
57 91112 222 252
m/z--> 55 160 150 200 250 300 350 460
Abundance #104305: Indeno[l,2,3 cd]pyrene [TT T T[T T[T [rrrr[r1
276 19.80 20.00 20.20 20.40 20.60
m/z 81.05 37 .36%
5000
138
4363 92 112, 174 198 224 248
m/z--> 55 160 1éo 200 250 300 350 460 1980 2000 2020 2040 2060
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050615\
Data File : BF078953.D

Acq On : 6 May 2015 11:48

Operator : TP/1Z

Sample : G2114-16

Misc :

ALS Vial : 3 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]
unknownl1 .50 1.50 181.9 ng 3588230 1 7.35 394415 20.0
Butane, 2-methoxy... 1.82 11.0 ng 217539 1 7.35 394415 20.0
2-Pentanone, 4-hy... 5.15 4.7 ng 92311 1 7.35 394415 20.0
unknown7 .05 7.05 50.5 ng 995884 1 7.35 394415 20.0
Benzophenone 12.00 4.2 ng 130565 3 11.10 620955 20.0
Anthracene, 1-met... 13.70 2.1 ng 72186 4 12.95 677172 20.0
Phenol, 4,4"-(1-m... 14.80 6.9 ng 478305 5 16.25 1389270 20.0
Dichloroacetic ac... 16.13 3.7 ng 259700 5 16.25 1389270 20.0
Benzo[e]pyrene 17.91 6.0 ng 263365 6 18.03 881872 20.0
10-Bromo-1,2,3,4-... 19.37 2.4 ng 106079 6 18.03 881872 20.0
unknown20.19 20.19 4.1 ng 181070 6 18.03 881872 20.0
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