LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF091217\

Data File : BF098468.D

Aca On : 12 Sep 2017 23:34 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15140-13 ek
Misc i RL-11-0-12.25
ALS Vial : 23 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-BF091117.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 3.581 247 254 263 rBV 297953 489392 14.26% 1.434%
2 4.840 465 468 480 rBV 281599 370181 10.79% 1.084%
3 5.269 537 541 563 rVB 3129114 3290811 95.91% 9.640%
4 6.316 714 719 731 rBVY 3209089 3431013 100.00% 10.051%
5 6.434 735 739 743 rVV 3758224 3270084 95.31% 9.580%
6 6.498 745 750 755 rVB2 38760 55421 1.62% 0.162%
7 6.663 774 778 785 rBVY 1426236 1182252 34.46% 3.463%
8 6.816 800 804 811 rBVY 2637413 2333249 68.00% 6.835%
9 7.228 870 874 879 rBVY 2149662 1978018 57.65% 5.795%
10 7.263 879 880 885 rVB2 50538 38420 1.12% 0.113%
11 7.704 951 955 960 rBV5 28354 41089 1.20% 0.120%
12 7.945 991 996 999 rBVY 1796206 1536122 44.77% 4 .500%
13 7.969 999 1000 1005 rVB2 102881 64415 1.88% 0.189%
14 8.369 1064 1068 1078 rVB3 28746 44746 1.30% 0.131%

15 8.810 1139 1143 1151 rBV 148764 220689 6.43% 0.647%

16 9.022 1174 1179 1182 rBV 2944463 2578632 75.16% 7.554%

17 9.104 1189 1193 1195 rBV2 42314 48379 1.41% 0.142%
18 9.269 1215 1221 1224 rBV2 46481 63063 1.84% 0.185%
19 9.416 1242 1246 1250 rBV 407334 354788 10.34% 1.039%
20 9.557 1265 1270 1275 rBV 53389 56260 1.64% 0.165%
21 9.633 1280 1283 1287 rVV 68419 67774 1.98% 0.199%
22 9.692 1287 1293 1297 rVV 1495389 1419331 41.37% 4.158%
23 9.728 1297 1299 1304 rVB3 38290 39423 1.15% 0.115%
24 10.128 1364 1367 1370 rBV 74732 62299 1.82% 0.183%
25 10.239 1383 1386 1392 rVB3 31652 36239 1.06% 0.106%

26 10.351 1399 1405 1410 rBV3 93559 113040 3.29% 0.331%
27 10.480 1421 1427 1434 rBV 1411755 1344618 39.19% 3.939%
28 10.551 1436 1439 1445 rVV 111523 145766 4._.25% 0.427%
29 10.604 1445 1448 1457 rVB2 129522 224718 6.55% 0.658%
30 11.051 1521 1524 1526 rBV2 51692 49805 1.45% 0.146%

31 11.075 1526 1528 1532 rVB 93350 93764 2.73% 0.275%
32 11.175 1541 1545 1548 rBV 1351465 1250817 36.46% 3.664%
33 11.198 1548 1549 1553 rVV 309025 202758 5.91% 0.594%
34 11.251 1553 1558 1561 rVB 59330 82110 2.39% 0.241%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF091217\

Data File : BF098468.D

Aca On : 12 Sep 2017 23:34 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15140-13 ek
Misc i RL-11-0-12.25
ALS Vial : 23 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-BF091117_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.704 1633 1635 1640 rBV2 48655 53000 1.54% 0.155%
36 11.786 1647 1649 1652 rVVv2 66722 55387 1.61% 0.162%
37 11.833 1655 1657 1659 rVB 61128 46549 1.36% 0.136%
38 11.904 1667 1669 1674 rVB2 66058 59497 1.73% 0.174%
39 11.974 1678 1681 1683 rBV 30972 37840 1.10% 0.111%
40 12.004 1684 1686 1691 rVB4 47435 47287 1.38% 0.139%
41 12.151 1709 1711 1719 rVB3 42557 55668 1.62% 0.163%
42 12.221 1721 1723 1725 rBV3 54087 53044 1.55% 0.155%

43 12.386 1747 1751 1755 rBVY 533211 472432 13.77% 1.384%
44 12.580 1779 1784 1786 rBV3 106320 128713 3.75% 0.377%
45 12.610 1786 1789 1792 rVB 398084 393530 11.47% 1.153%

46 12.757 1810 1814 1821 rVB 2266819 1978216 57.66% 5.795%
47 12.880 1833 1835 1839 rVB 99065 83646 2.44% 0.245%
48 13.657 1964 1967 1972 rVB2 196497 230908 6.73% 0.676%
49 13.810 1987 1993 1996 rBV3 1241019 1597817 46.57% 4.681%
50 13.833 1996 1997 2001 rVB 251431 152972 4._46% 0.448%

51 14.286 2071 2074 2077 rBV2 149500 175401 5.11% 0.514%
52 14.815 2161 2164 2171 rBV 235142 342725 9.99% 1.004%
53 14.886 2173 2176 2178 rBV 154577 141559 4._.13% 0.415%
54 15.098 2209 2212 2218 rVB 113979 149061 4_.34% 0.437%
55 15.157 2219 2222 2227 rVV 201084 234816 6.84% 0.688%

56 15.210 2227 2231 2239 rVB 723776 909157 26.50% 2.663%
57 15.621 2298 2301 2306 rVB 114594 156888 4._.57% 0.460%

Sum of corrected areas: 34135599
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
BF098468.D

12 Sep 2017 23:34

SJ/Ju

15140-13

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098468.D

5.27

4.84

43
6.32

6.82

7.23

6.66

0
Time-->

5.00

5.50

Abundance
3500000
3000000
2500000
2000000y, g5
1500000

1000000

500000

TIC: BF098468.D

9.02

9.69 10.48

11.17

9.42

@1@21K93

12.76

0 T
Time-->

10.00 10.50 11.00 11.50

12.00

12.50 13.00

13.50

Abundance
3500000
3000000
2500000
2000000
13.81
1500000

1000000

500000

0

TIC: BF098468.D

Time-->

14.00

14.50 15.00 15.50

16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF091117.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.84 6.26 ng 370181 1,4-Dichlorobenzene-d4 6.66
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 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 468 (4.840 min): BF098468.D (-465) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo 0 TTab0 480 500 550
e m/z 59.00 57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I L IR
59.0 460 480 500 5.20
0,
150 4, ‘ 1010 m/z 58.00 17.74%
"W”tl”“ﬂ'”P“'P”W'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 m/z 101.00 16.17%
41.0
73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A A R
54.0 460 4.80 5.00 5.20
m/z 40.95 7.66%
5000 41.0
"W"”I'“'I“'jhk'W"hi'“'?gqﬂ"“l'”'l“"v"W%???'”%?%QW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 unknown6.43 Concentration Rank 1

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

6.43 55.32 ng 3270080 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 738 (6.428 min): BF098468.D (-735) (-) m/z 132.00 100.00%
13p.0
5000 68.0
200 % o | 5b0 650 ko 680 ok
R e m/z 68.00 47 .90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 NS S A S
600 6.20 6.40 6.60 6.80
104.0 m/z 66.00 32.55%
) 510 66.0
7.0 Il | Al 89.0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.20 640 6.60 6.80
5000 9go 1160 m/z 134.00 31.15%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 18.27%
117.0
5000
91.0
Toese Lo
1 All A wl \ m
m/z--> 25 Jo éo 85 160 120 150 1éo 1éo 600 650 640 6%0 650
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1,4-Benzenediol, 2-methyl- Concentration Rank 9

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

8.81 2.87 ng 220689 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 94
2 Orcinol 124 C7H802 000504-15-4 90
3 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 90
4 Benzenemethanol. 3-hvdroxv- 124 C7H802 000620-24-6 80
5 2,5-Furandicarboxaldehyde 124 C6H403 000823-82-5 72

Abundance Scan 1143 (8.810 min): BF098468.D (-1139) (-) m/z 124.00 100.00%
124.0
5000 K
80 gy 670 T o T ek s 5
- 1.0 : : - : :
.,....,....'|i|~.. 20 I 1412 1691 m/z 123.00 44.97%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #10430: 1,4-Benzenediol, 2-methyl-
124.0
5000
8.40 8.60 8.80 9.00 9.20
0
390 670 1095.0 m/z 94.95 26.79%
.|..1.5.'0|.“...‘i‘. \H‘ ‘.”‘ ..ﬁl...‘.luuuu ! T
m/z--> 0 20 40 100 120 140 160
Abundance
124.0
840 8.60 880 9.00 920
5000 m/z 66.95 18.60%
95.0
39.0 67.0
15.0 530 §1.0 109.0
mz-> 0 20 40 60 80 100 120 140 160
Abundance #10439: 1,3-Benzenediol, 2-methyl- o
124.0 8.40 8.60 8.80 9.00 9.20
m/z 39.00 17 .84%
5000
780 95.0
.,..1.5.0,.‘...‘,‘..‘7’;5‘.'0,.w..“‘,‘...“lﬂ.ﬂ’.g;o. e
m/z--> 0 20 60 80 100 120 140 160 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenesulfonamide, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.33 ng 145766 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 97
2 N-p-toluenesulfonvl-1-threonine.... 363 C18H21NO5S 1000130-34-4 87
3 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 53
4 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 49
5 Benzenesulfonic acid, 4-methyl- 172 C7H803S 000104-15-4 47
Abundance Scan 1439 (10.551 min): BF098468.D (-1436) (-) m/z 91.00 100.00%
91.0
5000
65.0 171.0
39.0 ‘ ‘ 10.20 10.40 10.60 10.80
SN N RO .,.'h.l.?f‘..l.,...:,....,.... e || M7z 171.00  34.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39308: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0
65.0 10.20 10.40 10.60 10.80
390 m/z 64.95 31.26%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91.0
171.0 10.20 10.40 10.60 10.80
5000 65.0 m/z 155.00 31.15%
41.0 121.0 148.0 2000 2280 2740  319.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156887: O-p-toluenesulfonyll-N-acetylserine, methy! ester
91.0 10.20 10.40 10.60 10.80
m/z 107.00 21.40%
5000 171.0
T w
,....,..J..,!.......,.l..,..l.?g.‘?.. 26,0 2260 2580 3160 W bt
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Dodecane, l1l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.60 3.59 ng 224718 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 86
2 Eilcosane 282 C20H42 000112-95-8 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 1447 (10.598 min): BF098468.D (-1445) (-) m/z 57.00 100.00%

57.0

5000

10.20 10.40 10.60 10.80 11.00

113.1 141.1 169.1

0 m/z 43.00 73.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 85.0 R e ERmmm ma
10. 20 10 40 10. 60 10. 80 11. 00
20.0 m/z 71.05 51.59%
113.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
N I o o N
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.00 35.51%

85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane R A RAEEE RS

57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.00 33.69%

5000
85.0

29.0
\‘ ‘\ | 113 0 141 0 184 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cycloeicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.89 ng 230908 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 87
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 83
Abundance Scan 1968 (13.663 min): BF098468.D (-1964) (-) m/z 57.00 100.00%
57.0
230.1
5000 831
202.1 1340 1360 1390 1400
140.0 13.40 13.60 13.80 14.00
— ‘ o, " ‘ ] il 2810 S0l m/z 43.00 64.69%
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane
55.0
5000 LN UL BN SULRUL I
29.0 111.0 1340 13.60 13.80 14.00
m/z 55.00 57 .52%
L \\ H\ \‘ “\ £330 168.0196.0 224.0 252.0 260.0
m/z--> 50 150 200 250 300 350
Abundance
55.0
83.0 13.40 13.60 13.80 14.00
5000 m/z 71.00 48 .55%
29.0 111.0
139.0 167.0 196.0223.0 252.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate e  RRRaE Bam s
57.0 13.40 13.60 13.80 14.00
97.0 m/z 230.10 47 .38%
5000
9.0 125.0
L I L ‘154 0 182.0 224.0252.0 297.0 343 0
m/z--> 5'0 100 150 200 250 3(')0 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.20 ng 175401 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Hexadecane 226 C16H34 000544-76-3 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Octadecane 254 C18H38 000593-45-3 62

Abundance Scan 2075 (14.292 min): BF098468.D (-2071) (-) m/z 57.00 100.00%

57.0

97.1

5000

287.3 321.2 3572 14.00 14.20 14.40 14.60
m/z 55.00 77.29%

25.1 161.9188.2

m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 lll|llll|llll|llll|llll
14.00 14.20 14.40 14.60
29.0 m/z 43.10 65.09%
| ) [M30141.0169.0197.0 268.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R N REEE S R
14.00 14.20 14.40 14.60
5000 85.0 m/z 97.10 60.04%
29.0
113.0141.0169.0197.0226.0
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane L B e
57.0 14.00 14.20 14.40 14.60
m/z 83.10 58.77%
5000 85.0
29.0

Y T T T
350 14.00 14.20 14.40 14.60

|
m/z--> 50 100 150 200 250 300
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098468.D

Aca On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample : 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.28 ng 149061 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolil1fluoranthene 252 C20H12 000205-82-3 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
Abundance Scan 2212 (15.098 min): BF098468.D (-2209) (-) m/z 252.10 100.00%
259.1
5000
125.0
430 g5o 14.80 15.00 15.20 15.40
161 2000, . 80713432 3853 ,7550.05  31.98%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40
m/z 253.10 23.47%
125.0
50.0 83.0 , | 1740 223.0 |
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.00 19.62%
126.0
51.0 87.0 1740 223.0
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene L L L L L B BB
252.0 14.80 15.00 15.20 15.40
m/z 126.00 15.06%
5000
125.0
17.0 50.0 83.0 \H 174.0 222.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091217\
Data File : BF098468.D

Acq On : 12 Sep 2017 23:34

Operator : SJ/JU

Sample - 15140-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.84 6.3 ng 370181 1 6.66 1182250 20.0
unknown6 .43 6.43 55.3 ng 3270080 1 6.66 1182250 20.0
1,4-Benzenediol, ... 8.81 2.9 ng 220689 2 7.95 1536120 20.0
Benzenesulfonamid... 10.55 2.3 ng 145766 4 11.17 1250820 20.0
Dodecane, 1l-iodo- 10.60 3.6 ng 224718 4 11.17 1250820 20.0
Cycloeicosane 13.66 2.9 ng 230908 5 13.81 1597820 20.0
Nonadecane 14.29 2.2 ng 175401 5 13.81 1597820 20.0
Benzo[e]pyrene 15.10 3.3 ng 149061 6 15.21 909157 20.0
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