LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 1.496 24 27 30 rVvB 4936885 5634882 100.00% 14.094%
2 1.633 37 39 48 rVB 144424 303075 5.38% 0.758%
3 1.770 48 51 53 rvw 160832 293210 5.20% 0.733%
4 1.816 53 55 60 rvv 153795 249204 4._.42% 0.623%
5 1.896 60 62 93 rvVB 2036223 3585222 63.63% 8.967%
6 5.142 345 346 352 rVB 204540 285658 5.07% 0.714%
7 5.645 387 390 392 rBVY 1137737 1238158 21.97% 3.097%
8 6.433 456 459 464 rBvV2 45864 81314 1.44% 0.203%
9 6.890 497 499 503 rBV 1134401 1602413 28.44% 4.008%
10 7.050 511 513 516 rBVY 1176177 1444875 25.64% 3.614%

11 7.348 536 539 541 rBV 482118 430626 7.64% 1.077%
12 7.530 553 555 558 rBV 1185343 1146390 20.34% 2.867%
13 8.033 597 599 602 rBV 1010183 899326 15.96% 2.249%
14 8.925 674 677 679 rBvV 648229 624671 11.09% 1.562%

15 10.114 779 781 785 rBV 76903 72031 1.28% 0.180%
16 10.274 792 795 797 rBV 1381691 1905892 33.82% 4.767%
17 10.776 836 839 841 rBV 56120 85344 1.51% 0.213%
18 10.925 847 852 854 rBV 74147 74121 1.32% 0.185%

19 11.097 865 867 869 rBvV 679744 689072 12.23% 1.723%
20 11.999 943 946 949 rVB 186464 169325 3.00% 0.424%

21 12.079 950 953 955 rBvV 791070 826600 14.67% 2.067%
22 12.948 1026 1029 1030 rBV 708182 745370 13.23% 1.864%
23 12.971 1030 1031 1033 rVB 508838 489691 8.69% 1.225%
24 13.040 1033 1037 1039 rBvV 123242 129018 2.29% 0.323%
25 13.234 1052 1054 1057 rVB2 179516 202258 3.59% 0.506%

26 13.577 1081 1084 1085 rBV 82022 82588 1.47% 0.207%
27 13.611 1085 1087 1089 rVB 104318 108255 1.92% 0.271%
28 13.657 1089 1091 1093 rBV2 51980 88142 1.56% 0.220%

29 13.702 1093 1095 1097 rBV2 82668 128302 2.28% 0.321%
30 13.954 1115 1117 1122 rVB2 53508 117250 2.08% 0.293%

31 14.263 1141 1144 1146 rBV 56699 68697 1.22% 0.172%
32 14.354 1151 1152 1156 rVB2 45258 81042 1.44% 0.203%
33 14.457 1158 1161 1163 rBV 844068 852329 15.13% 2.132%
34 14.640 1173 1177 1178 rBV2 38999 65946 1.17% 0.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 14.731 1182 1185 1187 rBV 678814 862156 15.30% 2.156%

36 14.811 1189 1192 1194 rBV 2137322 2412151 42.81% 6.033%
37 14.948 1201 1204 1206 rVB 1629980 2111534 37.47% 5.281%

38 15.017 1206 1210 1212 rVB2 44171 71985 1.28% 0.180%
39 15.131 1217 1220 1221 rVV3 49049 105450 1.87% 0.264%
40 15.154 1221 1222 1224 rVB 81265 67635 1.20% 0.169%

41 15.280 1231 1233 1235 rBVY 101915 109793 1.95% 0.275%
42 15.394 1241 1243 1245 rBVY 64486 67068 1.19% 0.168%
43 15.668 1262 1267 1274 rBV9 57849 167309 2.97% 0.418%
44 15.783 1275 1277 1281 rVB 82177 124049 2.20% 0.310%
45 15.931 1287 1290 1292 rBV2 76691 128271 2.28% 0.321%

46 15.988 1292 1295 1297 rVV2 60403 149427 2.65% 0.374%
47 16.057 1299 1301 1304 rVB 81805 102238 1.81% 0.256%
48 16.126 1304 1307 1313 rBV2 240781 431447 7.66% 1.079%
49 16.251 1313 1318 1320 rBV2 839873 1500326 26.63% 3.752%
50 16.286 1320 1321 1327 rVB2 361832 515932 9.16% 1.290%

51 16.388 1327 1330 1331 rBV2 64256 89019 1.58% 0.223%
52 16.777 1361 1364 1366 rVV 82581 145665 2.59% 0.364%
53 16.823 1366 1368 1370 rVB 40448 60299 1.07% 0.151%
54 16.971 1379 1381 1385 rVB3 48488 108589 1.93% 0.272%
55 17.177 1397 1399 1401 rBV 43951 71950 1.28% 0.180%
56 17.337 1411 1413 1415 rBV3 37597 64297 1.14% 0.161%
57 17.383 1415 1417 1419 rBV 56634 76010 1.35% 0.190%

58 17.600 1433 1436 1443 rBV 490873 1145539 20.33% 2.865%
59 17.726 1445 1447 1450 rVB 113049 126917 2.25% 0.317%
60 17.794 1451 1453 1455 rBV 47158 68271 1.21% 0.171%

61 17.943 1463 1466 1469 rBV 324459 473956 8.41% 1.185%
62 18.000 1469 1471 1474 rBV 417906 589582 10.46% 1.475%
63 18.080 1474 1478 1479 rBV 572412 931353 16.53% 2.329%
64 18.674 1527 1530 1533 rBV2 149609 239838 4.26% 0.600%
65 19.040 1559 1562 1566 rVB2 35058 81282 1.44% 0.203%

66 19.200 1573 1576 1579 rBV2 30589 84277 1.50% 0.211%
67 19.417 1591 1595 1598 rBV2 64063 139762 2.48% 0.350%
68 19.577 1606 1609 1615 rVB2 225851 495681 8.80% 1.240%
69 19.772 1623 1626 1628 rBV 42735 93236 1.65% 0.233%
70 19.829 1628 1631 1633 rVB3 57204 117523 2.09% 0.294%

71 19.977 1641 1644 1645 rBV3 28995 64815 1.15% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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

72 20.023 1645 1648 1658 rVB 220266 521665 9.26% 1.305%
73 20.240 1663 1667 1679 rVB4 81239 379746 6.74% 0.950%
74 20.800 1714 1716 1723 rVB4 35548 85722 1.52% 0.214%

Sum of corrected areas: 39982062
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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
5000000

TIC: BFO78954.D
50

4000000

3000000

1.90
2000000

7.53

5.64 6.89.05

1000000

7.35
5.14

6.43

6.00 6.50 7.00 7.50

0 gt e

4.00 4.50 5.00 5.50
TIC: BFO78954.D

Time-->
Abundance
5000000

4000000
3000000

2000000

10.27
8.03

| k

8.50 9.00 9.50 10.00

1000000 12.08 12.95 14.46

11.10 oY

1018 ggk 12 3.04323  1rggmge0 3. 95 142&;&‘14.

10.50 11.00 11.50 12.00 12.50 13.00

8.92

10.1
0

1
Time--> 8.00
Abundance
5000000

13.50

14.00 14.50

TIC: BFO78954.D

4000000

3000000

2000000

1000000

.58
VAN

19.50

19.049.209.

18.50 19.00

20.00

Time--> 16.00 16.50 17.00 17.50 18.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 1

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

1.50 261.71 ng 5634880 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 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 27 (1.496 min): BF078954.D (-24) (-) m/z 73.10 100.00%
73
5000 43
89
—
55 140  1.60 1.80
| AN NT] VI o0 R U S m/z 43.05 51.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
78
5000 43 R s S
140  1.60 1.80
a1 89 m/z 89.10 30.65%
T |"%¢'|"'%$l"'4§|"??l LB UL S B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.55%
27
59 74
L SR SR S LA UL SR SUELLLN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine i L e
43 140  1.60 1.80
32 m/z 45.10 8.20%
58 89
5000 18
"I""I"?%I""I'”'I'?"I""ji"l""l""l U L N R
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 9

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

1.82 11.57 ng 249204 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 N-EthvIformamide 73 C3H7NO 000627-45-2 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 55 (1.816 min): BF078954.D (-53) (-) m/z 73.10 100.00%
3
5000
55 87 |
4|1 0 140 1.60 1.80 2.00 2.20
) R NP8 U U S m/z 55.10  30.04%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 |""/}"'A"'|""|"
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.10 25.65%
29
'"|'“'|"“|"'w'?§'w"'w"'w'§?|”"|“"|'“'
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
30
& N L R L
140 1.60 1.80 2.00 2.20
5000 m/z 41.10 13.43%
44 58
18
38
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #1966: Silane, tetramethyl-
7B 140 1.60 1.80 2.00 2.20

m/z 71.10 11.35%

5000

29
2 15 36

| 53 59 66 | 88

m/z--> 0 10 20 30 40 50 60 70 80 90 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 8

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

5.14 13.27 ng 285658 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 346 (5.142 min): BF078954.D (-345) (-) m/z 43.05 100.00%
43
59
5000
. s o 1‘|’1 480 500 520 540
o e e e e m/z 59.10 54.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL I UL I
59 480 500 520 540
m/z 58.10 16.91%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 16.11%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-  mmma s e RREma
50 4.80 5.00 5.20 5.40
m/z 41.05 8.53%
5000 41
31
| LT
A .1 O Y M-
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 16

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

6.43 3.78 ng 81314 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 83
2 Triethvlene alvcol 150 C6H1404 000112-27-6 53
3 .beta.-Methoxvethoxvmethvl chloride 124 C4H9CIO2 003970-21-6 39
4 Hvdrazine. (2-methoxvethvl)- 90 C3H10N20 003044-15-3 32
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 9

Abundance Scan 459 (6.433 min): BF078954.D (-456) (-) m/z 45.10 100.00%
45
5000 59
|"“|'“'|“"w"w7A
| 75 TIO 6.00 6.20 6.40 6.60 6.80
e e ey .| M/z 59.10 0 48.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 RS RS R S A
6.00 6.20 6.40 6.60 6.80
90 m/z 58.10 20.71%
15 ‘ 75
"W'”'P'Jh“'WJM'P'”I“'W'L'P'”W“"Qa'P'”I”'W'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
6.00 620 6.40 6.60 6.80
5000 m/z 90.00 14 .24%
31 58 89
19 S 100 119 131
Wmﬁwﬁrﬁwﬁwﬁwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9978: .beta.-Methoxyethoxymethy! chloride A mam e R Bl
45 6.00 6.20 6.40 6.60 6.80
m/z 89.00 13.31%
5000 59
15
"w'“'w'”u“'wﬂhjﬁ%“l“'w'”??'Jh“'w'“'w'“l“'w'”'l ISR SR SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 8 unknown7.05 Concentration Rank 3

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

7.05 67.11 ng 1444880 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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 513 (7.050 min): BF078954.D (-511) (-) m/z 132.00 100.00%
5000 68
‘ 75 % 680 7.00 7.20 7.40
103 - - - -
..,....,....,...:,“.'.‘.‘? o 61"|....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.10 47.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U UL L A
6.80 7.00 7.20 7.40
78 m/z 134.00 32.48%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 30.99%
33 44 97 105
51 60 078 g4 115
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14006: 5-Aminoindole R e ERmaas ma
132 6.80 7.00 7.20 7.40

m/z 69.10 19.32%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 15
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.91 ng 169325 Acenaphthene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 72
3 Azobenzene 182 C12H10N2 000103-33-3 64
4 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 53
5 Benzoyl bromide 184 C7H5BroO 000618-32-6 47
Abundance Scan 946 (11.999 min): BF078954.D (-943) (-) m/z 105.00 100.00%
105
77
5000 182
51 I A U
152 11.60 11.80 12.00 12.20 12.40
S 84 g 9L 18 e e M/Z 77.00  64.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44107: Benzophenone
105
77
5000 UL BRI SO SURIR B
51 182 11,60 11.80 12,00 12.20 12.40
m/z 182.10 44 . 47%
27 | 64 | | 126139152165 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
" UL NN ISR N
11.60 11.80 12.00 12.20 12.40
5000 m/z 51.05 24 _36%
182
28 51
64 | 91 122 152165 | 197 272
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43989: Azobenzene
7w 11.60 11.80 12.00 12.20 12.40
m/z 50.10 7.30%
182
5000
51 105
38 | 64 | o1 128 152
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 Formamide, N-(1,1"-biphenyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.23 5.43 ng 202258 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N-(1.1"-biphenvl)-2-vI- 197 C13H11NO 005346-21-4 64
2 Benzenemethanol. 2.3.4.5.6-penta... 212 C8H5F50 075853-08-6 50
3 1-Acetvl-4.6.8-trimethvlazulene 212 C15H160 000834-97-9 50
4 p.p"-Ditolvlamine 197 C14H15N 000620-93-9 49
5 Diphenyldimethylsilane 212 Cl1l4H16Si 000778-24-5 49
Abundance Scan 1054 (13.234 min): BF078954.D (-1052) (-) m/z 197.10 100.00%
197
5000
167
91 103
39 51 65 119 135 4o 18 | %R 13.00 13.20 13.40 13.60
m/z 167.10 35.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54141: Formamide, N-(1,1-biphenyl)-2-yl-
168 197
5000 LI SUULN SN BN B

13.00 13.20 13.40 13!60
m/z 103.10  23.15%

83
28 39 51 6? ‘ 102 1}5127 113‘9 1§2 I 180 ‘

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

Abundance
197
R e e RS
13.00 13.20 13.40 13.60
5000 m/z 91.00 19.40%
29 212
15 43 g1 75 g7 99 11913 149 1694
R B N i i e o e R I E e e e e s
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #64540: 1-Acetyl-4,6,8-trimethylazulene
197 13.00 13.20 13.40 13.60
m/z 198.10 15.86%
5000 212
153
28 43 63 76 91102115128141°,°165 182 || |
o B e LI B o o e B AL B i e
m/z--> 200 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 : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 20
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.90 ng 108255 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
Abundance Scan 1087 (13.611 min): BF078954.D (-1085) (-) m/z 192.10 100.00%
2
5000
55 gy 94 139 151 165 141 13.20 13.40 13.60 13.80 14.00
ol . 70 115126 m/z 191.10 58.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192
5000 |""|""|""|""|A7
13.20 13.40 13.60 13.80 14.00
165 m/z 189.10 28.42%
94
27 39 51 63 82 7' 115126139152 | 176 H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
13.20 13.40 13.60 13.80 14.00
5000 m/z 193.10 16.20%
165
27 3950 63 74 g5 96 115126 139 152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192 13.20 13.40 13.60 13.80 14.00
m/z 190.05 14 .04%
5000
165
15 27 39 51 63 83 95 115156 139 152 1| 176 ‘M\
m/z--> 20 40 60 8 100 120 140 160 180 200 13.20 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 : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 17
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.44 ng 128302 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 55
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 52
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 42
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 41
Abundance Scan 1095 (13.702 min): BF078954.D (-1093) (-) m/z 192.10 100.00%
5000
11 1o 139150 a0 160 1350 1400
m/z 190.10 97 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50616: Anthracene, 1-methyl-
192
A
5000 AU B SRR
13.40 13.60 13.80 14.00
165 m/z 189.10 92 .83%
44 63 74 86 9 11516 139 152 ‘w 176 ||
s 3 d e & 1% 1o b 180 &% 2o
Abundance
190
'W"”I'”'I”"P'AP
13.40 13.60 13.80 14.00
5000 m/z 191.10 69.03%
% 73 97 133144 172
18 838 53 83 | 10913 162
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190 13.40 13.60 13.80 14.00
m/z 94.60 40.74%
5000
95
27 435363 74 g5 | 111122 137 150 183174 |
m/z--> 20 4'0 6|0 80 100 120 140 1('30 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.15 ng 117250 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.160I17.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 86
2 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 70
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 70
4 2-Phenvlnaphthalene 204 Cl6H12 035465-71-5 64
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 62
Abundance Scan 1117 (13.954 min): BF078954.D (-1115) (-) m/z 204.10 100.00%
204
5000
a0 76 19 126 151 176 13.60 13.80 14.00 14.20
R T o m/z 202.10 40.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',2']:8,13[1”62"]—Dibenzenod|benzo[a,g]cy...
204
5000 AU SRR AR
13.60 13.80 14.00 14.20
m/z 203.10 33.82%
3M@Wmmmw 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
USRS
13.60 13.80 14.00 14.20
5000 m/z 205.10 17 .85%

101
27 51 76 126 152 176

m/z--> 50 100 150 200 250 300 350 400
Abundance #58976: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15... R R R,
204 13.60 13.80 14.00 14.20
m/z 101.00 11.77%
5000
27 514 il J\ 126 152 17GL Py 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 : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 32.16 ng 2412150 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 50
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 40
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 40
Abundance Scan 1192 (14.811 min): BF078954.D (-1189) (-) m/z 213.10 100.00%
213
5000
119 I I
65 77 9 107 135 150 165 197 228 14.40 14.60 14.80 15.00 15.20
39 : : : : :
o g LT e 120 e 1 | L n77 11910 23,08
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 RN L L*ﬁ- T T
14.40 14.60 14.80 15.00 15.20
119 228 m/z 228.20 16.28%
51 §5 77 %1 107 135 152 165
s B A & 8 1 1% 140 1% 180 360 o
Abundance
213
14.40 14.60 14.80 15.00 15.20
5000 m/z 214.10 16.11%
42 73
29 59 84 100111 127 143 156 170 133 198 228
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p-phenyl-
213 14.40 14.60 14.80 15.00 15.20

m/z 91.05 12 _.45%

5000
167 196
51 65 77 98 115198139 \\ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14. 40 14. 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 2- Chloropropionic acid, oc... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.13 5.75 ng 431447 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 1-Nonadecene 266 C19H38 018435-45-5 87

Abundance Scan 1307 (16.126 min): BF078954.D (-1304) (-) m/z 57.05 100.00%

57 83

5000

-

15.80 16.00 16.20 16.40
m/z 43.10 89.48%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 111 LA L L L L LB LB |
15.80 16.00 16.20 16.40
s m/z 83.05 88.95%
139 250
AL ,H\,M L ,‘\h, ;168 104 24 7T 27 360
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 T T T T T
97 15.80 16.00 16.20 16.40
5000 m/z 55.10 85.26%
125
153 196 224
e T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- T o
15.80 16.00 16.20 16.40
83 m/z 97.10 77.12%
5000
29 111
| |139 167 196 2024 252 280
T

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

T T T T
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 : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 10

R.T. EstConc Area Relative to ISTD R.T.
17.94 10.18 ng 473956 Perylene-di12 18.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 1466 (17.943 min): BF078954.D (-1463) (-) m/z 252.10 100.00%
282
5000
40 63 100125150174198224 281302 451 17.60 17.80 18.00 18.20
040 63 100, | 150174198 <% || 261302 41 ns7250.10  29.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89816: Benzo[e]pyrene
252
5000
17.60 17.80 18.00 18.20
125 m/z 253.10 21.82%
50 74 99, | 146 174 200224 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
17.60 17.80 18.00 18.20
5000 m/z 125.00 12.49%
126
50 74 100, | 149174 200224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89826: Benz[e]acephenanthrylene T T
25 17.60 17.80 18.00 18.20
m/z 126.00 10.66%
5000
126
39 74 100, | 150174 200224 l
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20

8270-BF043015.M Thu May 07 13:12:24 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.67 5.15 ng 239838 Perylene-d12 18.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 1530 (18.674 min): BF078954.D (-1527) (-) m/z 57.10 100.00%
57
5000 85 /
4 | 1840 18.60 18.80 19.00
141 : : : :
oLt ,..i..,-'....1....,....,....1,‘??..13?.. 216231250266 286 316 n/z  71.10  70.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107655: Eicosane
57
85
5000 R B UM UGN B
4 mmmmmmmm
m/z 43.10 57 .26%
113
| ‘ ‘ Lo ‘ | 4t 169 o7 225 253 282
m/z--> ﬁo 45 eb 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
57
o 1840 18.60 18.80 19.00
5000 m/z 85.05 49.91%
41
113
25 141 169 197 225 253 296
Wmmmwwmﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- T T
57 18.40 18.60 18.80 19.00

m/z 55.10 23.57%

5000 85

%

3 1a

210
| 169 1937 239255 309

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 40 18. 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 10-Bromo-1,2,3,4-tetrahydro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.42 3.00 ng 139762 Perylene-di12 18.08
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 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 64
3 Benzolbltriphenvlene 278 C22H14 000215-58-7 55
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 50
5 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 50

Abundance Scan 1595 (19.417 min): BF078954.D (-1591) (-) m/z 278.10 100.00%

28

5000

138

19.00 19.20 19.40 19.60 19.80
m/z 276.10 96.02%

248

169 194 222 300316 341

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #103879: 10-Bromo-1,2,3,4-tetrahydro-phenanthren-9-ol
276

5000
19.00 19.20 19.40 19.60 19.80

m/z 279.10 29.05%

197 248

115 141 169

39 63 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
276
R N EREE e s
19.00 19.20 19.40 19.60 19.80
5000 m/z 274.10 26.25%
138
55 74 92 112 158174 198 224 248
TWWWTWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105331: Benzo[b]triphenylene
278 19.00 19.20 19.40 19.60 19.80
m/z 277.10 25.87%
5000
139
39 63 87 112 158174 200 224 250
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078954.D

Aca On : 6 May 2015 12:17

Operator : TP/1Z

Sample : 62114-07

Misc :

ALS Vial : 4 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 unknown20.24 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.24 8.15 ng 379746 Perylene-di12 18.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acethvdrazide. N2-(4-iodophenvl)- 276 C8H9IN20 014579-96-5 49
2 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 47
3 Benzolahilpervlene 276 C22H12 000191-24-2 46
4 Dibenzoldef.mnolchrysene 276 C22H12 000191-26-4 43
5 Ethyl 5[2,4-dimethoxyphenyl]pyra... 276 C14H16N204 1000211-63-5 38
Abundance Scan 1667 (20.240 min): BF078954.D (-1663) (-) m/z 276.10 100.00%
6
5000 8l 105 138
161 213 255
185 303 3 399 20.00 20.20 20.40 20.60
m/z 43.10 55.34Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104341: Acethydrazide, N2-(4-iodophenyl)-
276
43
5000 LI BN BN BRI U
234 20,00 20,20 20.40 20.60
m/z 277.10 42 .07%
63 150
il ‘\h ‘\ “‘9‘0 127 “\ 181 206\ ]
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance
276
20.00 20.20 20.40 20.60
5000 m/z 81.10 36.73%
138
27 50 74 111 170 198 224 248
m/z--> 55 160 150 260 2éo 360 3%0 460
Abundance #104301: Benzo[ghi]perylene R B A B
276 20.00 20.20 20.40 20.60
m/z 138.10 36.04%
5000 137
91111, 248 |
m/z--> 5'0 1c')o 1&1;0 2(')0 25'30 3(')0 3%0 4(')0 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050615\
Data File : BF078954.D

Acq On : 6 May 2015 12:17

Operator : TP/1Z

Sample - G2114-07

Misc :

ALS Vial : 4 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... 1.50 261.7 ng 5634880 1 7.35 430626 20.0
Butane, 2-methoxy... 1.82 11.6 ng 249204 1 7.35 430626 20.0
2-Pentanone, 4-hy... 5.14 13.3 ng 285658 1 7.35 430626 20.0
Ethanol, 2-(2-met... 6.43 3.8 ng 81314 1 7.35 430626 20.0
unknown7 .05 7.05 67.1 ng 1444880 1 7.35 430626 20.0
Benzophenone 12.00 4.9 ng 169325 3 11.10 689072 20.0
Formamide, N-(1,1... 13.23 5.4 ng 202258 4 12.95 745370 20.0
Phenanthrene, 2-m... 13.61 2.9 ng 108255 4 12.95 745370 20.0
Anthracene, l1-met... 13.70 3.4 ng 128302 4 12.95 745370 20.0
5,16[1",2"]:8,13[--.. 13.95 3.1 ng 117250 4 12.95 745370 20.0
Phenol, 4,4"-(1-m... 14.81 32.2 ng 2412150 5 16.26 1500330 20.0
2- Chloropropioni... 16.13 5.8 ng 431447 5 16.26 1500330 20.0
Benzo[e]pyrene 17.94 10.2 ng 473956 6 18.08 931353 20.0
Eicosane 18.67 5.2 ng 239838 6 18.08 931353 20.0
10-Bromo-1,2,3,4-... 19.42 3.0 ng 139762 6 18.08 931353 20.0
unknown20.24 20.24 8.2 ng 379746 6 18.08 931353 20.0
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