LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 2.975 148 151 164 rBV2 30560 100223 2.46% 0.230%
2 3.540 238 247 257 rBV = 249427 413240 10.14% 0.946%
3 4.828 462 466 478 rBV 242110 384649 9.44% 0.881%
4 5.257 534 539 559 rBvY 3709864 3862602 94.81% 8.845%
5 6.304 713 717 733 rBV 3254833 4074078 100.00% 9.329%
6 6.422 733 737 740 rBV 4214910 3861253 94.78% 8.842%
7 6.640 771 774 781 rBV 922499 881237 21.63% 2.018%
8 6.798 797 801 804 rBV 3070539 2709917 66.52% 6.205%
9 7.098 849 852 860 rvB 40098 56081 1.38% 0.128%
10 7.216 867 872 875 rBV 2562673 2400516 58.92% 5.497%
11 7.245 875 877 882 rvB3 40579 44010 1.08% 0.101%
12 7.340 889 893 902 rvB 38127 46200 1.13% 0.106%
13 7.698 951 954 961 rBvV 70931 73221 1.80% 0.168%
14 7.928 988 993 996 rBV 1345647 1224318 30.05% 2.804%
15 8.639 1111 1114 1117 rBV 54390 42158 1.03% 0.097%
16 8.739 1127 1131 1139 rVB 46385 47299 1.16% 0.108%
17 8.863 1149 1152 1159 rBV2 49275 67274 1.65% 0.154%
18 9.004 1171 1176 1179 rBV 3623221 3308580 81.21% 7.576%
19 9.275 1217 1222 1228 rBVv4 25237 47964 1.18% 0.110%
20 9.339 1229 1233 1235 rBV 42687 42359 1.04% 0.097%
21 9.404 1240 1244 1247 rVB 664986 533000 13.08% 1.221%
22 9.539 1263 1267 1272 rVB 79285 73208 1.80% 0.168%
23 9.681 1284 1291 1294 rBV 1430376 1276336 31.33% 2.923%
24 9.710 1294 1296 1300 rVB 100915 85841 2.11% 0.197%
25 9.881 1322 1325 1327 rBV 56101 60045 1.47% 0.137%
26 10.086 1354 1360 1361 rBV6 32637 43976 1.08% 0.101%
27 10.116 1361 1365 1367 rVB 65820 61669 1.51% 0.141%
28 10.228 1381 1384 1389 rVB 104648 107417 2.64% 0.246%
29 10.333 1400 1402 1408 rVB4 42801 57090 1.40% 0.131%

30 10.469 1419 1425 1429 rBV 2155494 2087485 51.24% 4._.780%

31 10.586 1442 1445 1451 rVB3 116098 138548 3.40% 0.317%
32 10.775 1473 1477 1479 rBV3 35378 43414 1.07% 0.099%
33 11.057 1523 1525 1532 rVB2 83859 87154 2.14% 0.200%
34 11.163 1539 1543 1545 rBV 1380678 1201742 29.50% 2.752%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF091117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.186 1545 1547 1550 rVV 1121675 842862 20.69% 1.930%

36 11.239 1550 1556 1559 rVB 221452 242527 5.95% 0.555%

37 11.275 1559 1562 1565 rBV3 38475 44832 1.10% 0.103%
38 11.398 1580 1583 1590 rVB 88876 95054 2.33% 0.218%
39 11.457 1590 1593 1597 rBV3 58227 49362 1.21% 0.113%

40 11.663 1625 1628 1630 rBVY 146251 122375 3.00% 0.280%

41 11.692 1630 1633 1637 rVV 201710 170357 4.18% 0.390%

42 11.739 1638 1641 1643 rVVv2 79315 80182 1.97% 0.184%
43 11.775 1643 1647 1649 rVvV 259926 269698 6.62% 0.618%
44 11.798 1649 1651 1656 rVB 103287 90745 2.23% 0.208%
45 11.957 1675 1678 1681 rBVY 101497 87686 2.15% 0.201%
46 11.992 1681 1684 1688 rVB 104059 91826 2.25% 0.210%
47 12.210 1718 1721 1723 rBVY 102767 112543 2.76% 0.258%
48 12.304 1734 1737 1741 rVB3 58002 66855 1.64% 0.153%
49 12.374 1745 1749 1753 rBV 1539476 1295412 31.80% 2.966%
50 12.522 1771 1774 1777 rVB2 41004 45300 1.11% 0.104%

51 12.604 1782 1788 1791 rVV 1096507 1144374 28.09% 2.621%
52 12.722 1805 1808 1809 rBV2 73473 69223 1.70% 0.159%
53 12.751 1809 1813 1816 rVB 2294581 2292518 56.27% 5.250%
54 12.822 1821 1825 1828 rBV2 84442 126624 3.11% 0.290%
55 12.927 1841 1843 1846 rVB 223489 215296 5.28% 0.493%

56 12.998 1852 1855 1857 rVB 186949 156240 3.83% 0.358%
57 13.033 1857 1861 1863 rBV2 136183 134319 3.30% 0.308%

58 13.127 1874 1877 1879 rVB 56397 46750 1.15% 0.107%
59 13.157 1879 1882 1884 rBV 66631 61873 1.52% 0.142%
60 13.357 1914 1916 1923 rVB6 59649 78740 1.93% 0.180%
61 13.445 1928 1931 1935 rVB 71160 78390 1.92% 0.180%
62 13.551 1946 1949 1951 rBV 88369 81578 2.00% 0.187%
63 13.574 1951 1953 1955 rVB 86544 66425 1.63% 0.152%
64 13.598 1955 1957 1958 rBV 60615 42409 1.04% 0.097%

65 13.651 1962 1966 1969 rVB2 199874 220780 5.42% 0.506%

66 13.798 1986 1991 1994 rBV2 1083978 1525041 37.43% 3.492%
67 13.827 1994 1996 1999 rVB 546507 411616 10.10% 0.943%
68 13.904 2007 2009 2012 rVB 81270 56932 1.40% 0.130%
69 14.186 2055 2057 2059 rVB 125625 92058 2.26% 0.211%
70 14.274 2069 2072 2075 rBV2 108094 120529 2.96% 0.276%

71 14.810 2159 2163 2166 rBV 512021 752926 18.48% 1.724%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF091117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.874 2171 2174 2177 rVB 102425 96717 2.37% 0.221%

73 14.910 2177 2180 2184 rBV 98818 106470 2.61% 0.244%
74 15.086 2206 2210 2216 rVB 300377 350549 8.60% 0.803%
75 15.145 2216 2220 2225 rVB 463331 539966 13.25% 1.236%

76 15.204 2225 2230 2233 rBV 705517 874910 21.48% 2.003%
77 16.539 2451 2457 2464 rBV 207922 407691 10.01% 0.934%
78 16.945 2521 2526 2534 rVB 132903 267270 6.56% 0.612%

Sum of corrected areas: 43669934
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF091517\

BF098562.D

15 Sep 2017 11:51

SJ/Ju

15161-09

6 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 TIC: BF098562.D
4000000 6|42
5.26
6.30]
6.80
3000000
7.22
2000000
1000000 6.64
3.54 4.83
o 2.98 A 7.1d 2534 7.70
R s e e e e L e e o L A e e e e e e e A e e e e e o e S A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098562.D
4000000
9.00
3000000
12.75
10.47
2000000
12.37
. 11.16
7 93 9.68 R 12,60
1000000
9.40
, 010601221401 2 912 16613
LL 8.63&7&.86L gggL 9.544. 719 g81td@AR33 (10.590.77 11.0 $06 18 oo
O e I e L e o e e e e ——— — — — — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098562.D
4000000
3000000
2000000
13.80
1000000
[ e e e e s e N e e e e e e e e e e o e BB S e e e e e e e e e ENNALAE e e s e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 R-(-)-1,2-propanediol Concentration Rank 12

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

2.98 2.27 ng 100223 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 2-Hexanol, (R)- 102 C6H140 026549-24-6 9
3 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 3-Ethyl-2-pentanol 116 C7H160 000609-27-8 9

Abundance Scan 152 (2.981 min): BF098562.D (-148) (-) m/z 45.00 100.00%
45
5000
50| s 61 260 2.80 300 320 340
o o o o m/z 42.95 22 .65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #944: R-(-)-1,2-propanediol
45
5000 SRS R SR
2.60 2.80 3.00 3.20 3.40
29 m/z 44.00 7.63%
ol 13 Yo sl 76
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
2.60 2.80 3.00 3.20 3.40
5000 m/z 61.00 6.06%
0 15 29 39 55 & 87 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8341: 2-Hexanol, 3—methy| LI L L B LB N B
45 2.60 2.80 3.00 3.20 3.40
m/z 42.00 3.48%
5000
27 70
oL 15 \\33\\‘ s | 778 os101 s
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W" Tt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 8.73 ng 384649 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 466 (4.828 min): BF098562.D (-462) (-) m/z 43.00 100.00%
43
59
5000
1o 440 460 480 500 520
O S0l 80 Wl e 8| 5900 61, 44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S U S
59 440 4.60 4.80 5.00 5.20
m/z 101.00 17.26%
15 31 101
o \ 25,7 37, 53, 83
miz--> A S D A N T
Abundance
43
440 460 480 500 520
5000 57 m/z 58.00 15.75%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e EREmmEREaEE A
59 440 4.60 4.80 5.00 5.20

m/z 41.00 9.11%
5000

53,1, 73 86 \

AN T P 1 RN - M - N N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 unknown6.42 Concentration Rank 1

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

6.42 87.63 ng 3861250 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 737 (6.422 min): BF098562.D (-733) (-) m/z 132.00 100.00%
32
5000 68
6 RS AEEE R LR
40 54 | 75 104 6.00 6.20 6.40 6.60 6.80
o....,...:|l!...8,:!..?h.'.|,..':'.,..5.‘?,..!.,.-!..,.1.1?.,....,~'...,.. m/z 68.00 42.49%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSS VRS AR SRR A
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.63%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 67 m/z 65.95 27.72%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e ERARE R L
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.05 16.45%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.31 ng 138548 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane 170 C12H26 000112-40-3 81
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 1446 (10.592 min): BF098562.D (-1442) (-) m/z 57.00 100.00%
57
5000 85
113 169 LRI AR SUNL I
3 I W 139 l 196 332 10.20 10.40 10.60 10.80 11.00
o MNP O PO NV Y W Y RS m/z 43.00 69.83%
m/z--> 0 50 100 150 200 250 300
Abundance #48832: Tridecane
57
5000 LIRS AR SUNIL I
29 85 10.20 10.40 10.60 10.80 11.00
m/z 71.05 61.67%
. Ll 2 e e
m/z--> 6 55 160 1éo 260 2éo 360
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 38.52%
29 155
2 13 137 183
-
m/z--> 6 55 160 1%0 260 2éo 360
Abundance #59882: Tetradecane A e B
57 10.20 10.40 10.60 10.80 11.00
m/z 55.00 26.77%
5000 85
29
0 “ ‘ n \| i\ \‘\ | 1:\I‘-3 Il 1?1 169 19‘8
m/z--> 0 5'0 1(')0 150 200 25'30 300 10.'20 10.'40 10.|60 10.|8O 11.'00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 1H-Cyclopropa[l]phenanthren... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.04 ng 122375 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
4 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 1628 (11.663 min): BF098562.D (-1625) (-) m/z 191.95 100.00%

192

5000 MJ \NULAN

83 05 11.40 11.60 11.80 12.00
51 66 123 139152
o 109 BT m/z 191.10 63.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[l]phenanthrene, 1a,9b-dihydro-

192 ﬂ
5000

11.40 11.60 11.80 12.00
165 m/z 189.00 32.44%

o273 63 8 9% 115 139152 & 178 |
R A e AR RN naR L
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

192

11.40 11.60 11.80 12.00

5000 m/z 193.10 18.45%
2739 63 81 94 115 139152165178
L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methy!- s . e e
192 1140 11.60 11.80 12.00
m/z 190.10 15.37%
5000
165
02739 63 8 9% 115 139152 | 178 || \
L e S VY s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.84 ng 170357 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 96
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96

Abundance Scan 1633 (11.692 min): BF098562.D (-1630) (-) m/z 192.05 100.00%

192

5000 U\J‘L

16
82 96 11.40 11.60 11.80 12.00
63 113126139152
o 20 208226 2% | Tq/z 191.10 60.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-

192

5000

11.40 11.60 11.80 12.00
m/z 189.10 30.68%

165
2639 63 82 96 115 139152 | 178 ||

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 190.00 15.62%
165
L5 3 63 8396 115 130152
M RN UM BN RN, s SRMPRA | SN -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #54749: Phenanthrene, 2-methyl- e A
192 11.40 11.60 11.80 12.00
m/z 193.10 15.60%
5000
165
oL 2639 63 82 % 115 130152 | 178 || .
SRS e SR RN e A — Lt s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF091117.M Mon Sep 18 16:30:17 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

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

11.77 4.49 ng 269698 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 53
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

5 1-Aminocyclopentanecarboxylic ac... 297 C11H17CI2NO4 1000329-17-6 25

Abundance Scan 1646 (11.769 min): BF098562.D (-1643) (-) m/z 189.10 100.00%
9

5000

11.40 11.60 11.80 12.00
113126139 210

o 122 ot B Tn/z 190.05  96.08%

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

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 ||||||||A|A||||||||||||||
94 11.40 11.60 11.80 12.00
m/z 192.05 77.04%
0L2739 63 8l | 110122 137150163 178 |
T T T T T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
189
N B EAREREEEREEEE
11.40 11.60 11.80 12.00
5000 m/z 191.10 56.12%
94
81 163
O T e e T e e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde
9 190 11.40 11.60 11.80 12.00
m/z 94.70 34.62%
5000 115 133 161

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.82 ng 215296 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1843 (12.927 min): BF098562.D (-1841) (-) m/z 216.10 100.00%
216
5000
o 12.60 12.80 13.00 13.20
189 : : - -
o 41 63 78 13 134149163 237 264 281 n/z 215.10  82.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

12.60 12.80 13.00 13.20
m/z 213.05  20.45%

107
39 6377 937 122139 163 189

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

216
12.60 12.80 13.00 13.20
5000 m/z 217.10 18.52%
95 189

0 14 39 63 110 134149163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #74421: 11H-Benzo[a]fluorene R ma L e

216 12.60 12.80 13.00 13.20
m/z 94.60 17.79%

5000
108

49 63 77 9% | 122137 163 1§9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 11H-Benzo[a]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.00 2.05 ng 156240 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 83
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1855 (12.998 min): BF098562.D (-1852) (- m/z 216.05 100.00%
216
5000
107 189 12.60 12.80 13.00 13.20 13.40
ol 50 74 126139 1631767, 203 |l 230 255 mn/z 215.10 89 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74421: 11H-Benzo[a]fluorene
216

108 12.60 12.80 13.00 13.20 13.40
m/z 213.10 21.21%

o 50 63 81 % || 122 1371501631768 \\
e R Ao B a e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 217.05 17 .86%
95 108 189
0 14 27 50 63 82 122135 150163176 | 202
T T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene e R
216 12.60 12.80 13.00 13.20 13.40
m/z 107 .50 15.69%
5000

107
28 50 63 81 947 122 139 163176189
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 11H-Benzo[a]fluoren-11-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.90 ng 220780 Chrysene-d12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 60
2 Tetradecane 198 C14H30 000629-59-4 56
3 Eicosane 282 C20H42 000112-95-8 53
4 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 43
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 30

Abundance Scan 1966 (13.651 min): BF098562.D (-1962) (-) m/z 230.10 100.00%

7 k

5000
127 150 176 252 o8y 303 13.40 13.60 13.80 14.00
o m/z 57.00 94 .70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LA L B L L L LB
13.40 13.60 13.80 14.00
101 200 m/z 43.00 72.47%
50 75, | 120 150 174 h
| SRl B B~ el A IR N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
I R EREE RS
13.40 13.60 13.80 14.00
5000 85 m/z 55.00 56.18%
41
oL15 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane R EmEEs e
57 13.40 13.60 13.80 14.00
m/z 71.05 47 .14%
5000
85
o h i 113 141 169 197 225 o253 282
“qnnpu.””.”.””.”.“”.”.””.”.””.”.””.”.””P” I R EREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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

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 10
R.T. EstConc Area Relative to ISTD R.T.

14.91 2.43 ng 106470 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 91

Abundance Scan 2180 (14.910 min): BF098562.D (-2177) (-) m/z 252.10 100.00%

252
5000

14.60 14.80 15.00 15.20

126 224
44 63 79 100 158174 200 268285301317 341

o m/z 250.05 29.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252
5000
14.60 14.80 15.00 15.20
m/z 253.05 23.61%
0 39 63 83 99 | M 146 174 200 224 w
P T T T T T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 126.00 12.36%
126
0 39 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104224: Benzo[K]fluoranthene P T T T T T
252 14.60 14.80 15.00 15.20
m/z 125.00 12.17%
5000
126
o 7499 | 200 224
T e e e e N I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. OO 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098562.D

Acq On : 15 Sep 2017 11:51

Operator : SJ/JU

Sample - 15161-09

Misc :

ALS Vial : 6 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]
R-(-)-1,2-propane. .. 2.98 2.3 ng 100223 1 6.65 881237 20.0
2-Pentanone, 4-hy... 4.83 8.7 ng 384649 1 6.65 881237 20.0
unknown6 .42 6.42 87.6 ng 3861250 1 6.65 881237 20.0
Tridecane 10.59 2.3 ng 138548 4 11.16 1201740 20.0
1H-Cyclopropa[l]p--- 11.66 2.0 ng 122375 4 11.16 1201740 20.0
Phenanthrene, 1-m... 11.69 2.8 ng 170357 4 11.16 1201740 20.0
4H-Cyclopenta[def... 11.77 4.5 ng 269698 4 11.16 1201740 20.0
11H-Benzo[b]fluorene 12.93 2.8 ng 215296 5 13.80 1525040 20.0
11H-Benzo[a]fluorene 13.00 2.0 ng 156240 5 13.80 1525040 20.0
11H-Benzo[a]fluor... 13.65 2.9 ng 220780 5 13.80 1525040 20.0
Benzo[e]pyrene 14.91 2.4 ng 106470 6 15.20 874910 20.0
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