LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 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-BF063016.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 1.701 9 10 19 rVB 138166 221784 8.29% 0.803%
2 1.827 19 21 60 rvB 1355540 2675315 100.00% 9.691%
3 4.913 288 291 296 rBB 85056 120943 4_.52% 0.438%
4 5.336 326 328 331 rVB 1452896 1873989 70.05% 6.789%
5 6.387 417 420 422 rBV 1790852 1881032 70.31% 6.814%
6 6.513 428 431 434 rBV 1795247 1882639 70.37% 6.820%
7 6.753 449 452 453 rBV 492600 561015 20.97% 2.032%
8 6.902 463 465 467 rVB 1341205 1492680 55.79% 5.407%
9 7.313 498 501 503 rBVY 1265977 1202700 44.96% 4_.357%
10 8.033 562 564 566 rBV 964141 814084 30.43% 2.949%
11 8.742 624 626 628 rVB 34430 29539 1.10% 0.107%

12 9.107 656 658 661 rBY 1838370 2229594 83.34% 8.077%
13 9.508 691 693 695 rBvV 269427 256728 9.60% 0.930%

14 9.645 703 705 707 rBV 57908 60314 2.25% 0.218%
15 9.725 711 712 715 rVvV 32963 34511 1.29% 0.125%
16 9.782 715 717 719 rvVv 967187 814137 30.43% 2.949%
17 9.988 731 735 737 rVB3 30949 30749 1.15% 0.111%
18 10.193 751 753 755 rBV 21496 33395 1.25% 0.121%
19 10.228 755 756 758 rVB 65849 46986 1.76% 0.170%
20 10.319 763 764 768 rVB3 27311 32429 1.21% 0.117%
21 10.445 773 775 777 rBV2 28717 34471 1.29% 0.125%

22 10.570 783 786 788 rBv2 954130 1174346 43.90% 4._.254%
23 10.696 795 797 801 rVvB 81620 105453 3.94% 0.382%

24 11.016 823 825 828 rVB3 21073 28555 1.07% 0.103%
25 11.108 831 833 835 rBv2 15450 30850 1.15% 0.112%
26 11.142 835 836 838 rvB2 76243 61910 2.31% 0.224%

27 11.256 844 846 847 rBV 812619 670448 25.06% 2.429%
28 11.325 850 852 854 rVvB 84682 112875 4.22% 0.409%

29 11.485 865 866 868 rvv 42673 37720 1.41% 0.137%
30 11.565 871 873 876 rVvB2 24632 38076 1.42% 0.138%
31 11.759 887 890 891 rBvV 38096 49264 1.84% 0.178%
32 11.782 891 892 895 rvv2 58802 79651 2.98% 0.289%
33 11.828 895 896 898 rvv 39233 37930 1.42% 0.137%

34 11.862 898 899 904 rVvB 78098 117740 4._.40% 0.427%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.976 904 909 911 rBV3 28451 71918 2.69% 0.261%
36 12.068 913 917 921 rVB3 44416 82830 3.10% 0.300%
37 12.205 926 929 930 rBV2 17919 33190 1.24% 0.120%
38 12.308 935 938 939 rBvV 47590 63562 2.38% 0.230%
39 12.388 943 945 947 rVB 41574 56344 2.11% 0.204%

40 12.468 949 0952 954 rVB 385950 527489 19.72% 1.911%

41 12.514 954 956 958 rBV2 19616 33185 1.24% 0.120%
42 12.582 961 962 968 rBV5 49300 133011 4._.97% 0.482%
43 12.685 968 971 974 rBV 509650 612025 22.88% 2.217%

44 12.731 974 975 980 rVB3 34291 58102 2.17% 0.210%
45 12.811 980 982 983 rBV 35773 56954 2.13% 0.206%
46 12.845 983 985 987 rVB 1667968 1707571 63.83% 6.186%
47 12.914 987 991 992 rBV3 39577 58334 2.18% 0.211%
48 13.016 996 1000 1002 rvVvB2 75208 132556 4_95% 0.480%
49 13.085 1002 1006 1007 rBV 76917 98715 3.69% 0.358%
50 13.119 1007 1009 1010 rBV 80413 76676 2.87% 0.278%
51 13.211 1015 1017 1018 rBV 62852 54477 2.04% 0.197%
52 13.245 1018 1020 1022 rBV2 31903 37360 1.40% 0.135%
53 13.314 1025 1026 1029 rBV2 25771 37826 1.41% 0.137%
54 13.428 1031 1036 1038 rBV5 46174 122731 4_59% 0.445%
55 13.519 1042 1044 1048 rVB 73699 82207 3.07% 0.298%

56 13.622 1051 1053 1055 rBVZ2 68350 118967 4._.45% 0.431%
57 13.748 1063 1064 1068 rVB2 147720 144714 5.41% 0.524%
58 13.885 1072 1076 1080 rBV2 636958 1259117 47.06% 4.561%
59 13.988 1081 1085 1088 rBv4 36529 113843 4._.26% 0.412%

60 14.262 1107 1109 1111 rVB 45135 50089 1.87% 0.181%
61 14.297 1111 1112 1114 rVB2 51975 64571 2.41% 0.234%
62 14.388 1118 1120 1124 rVVv4 52941 132085 4.94% 0.478%
63 14.559 1134 1135 1137 rBV2 38175 46068 1.72% 0.167%
64 14.731 1148 1150 1154 rVB3 61522 90590 3.39% 0.328%
65 14.799 1154 1156 1157 rVB 37653 34579 1.29% 0.125%

66 14.880 1160 1163 1168 rBV 406147 763808 28.55% 2.767%
67 14.971 1170 1171 1173 rVB 66294 85790 3.21% 0.311%
68 15.154 1185 1187 1190 rVvV 250867 285530 10.67% 1.034%
69 15.211 1190 1192 1195 rVV 200035 282393 10.56% 1.023%
70 15.268 1195 1197 1207 rVB2 473786 749222 28.01% 2.714%

71 16.571 1309 1311 1315 rVB2 100948 192093 7.18% 0.696%

8270-BF063016.M Thu Jul 07 17:32:19 2016 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 16.971 1343 1346 1351 rVB 94248 180425 6.74% 0.654%

Sum of corrected areas: 27604799
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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

Z:\HPCHEM1I\BNA F\DATA\BF070616\

BF088760.D

7 Jul 2016  3:49

UM/SsJ

H3879-11

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088760.D
6,308,51
1500000 5.34
1.83 6.90
7.31
1000000
500000 6.75
1.70
{\ 4.91
O L e e o e e o e o L e e e e e e e L s o e e e e A N A R
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088760.D
9[11 12.85
1500000
1000000 8.03 9.78 10.57
11.26
500000
9.51
O L e e e e B L e s e e e e L s T T ———
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088760.D
1500000
1000000
13.89
500000
O—r——T1 ——— ——— ——— ——— — ——— — T ———
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:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.91 4_.31 ng 120943 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 291 (4.913 min): BF088760.D (-288) (-) m/z 43.10 100.00%
a3
59
5000
101 D | UMMLD SRR
83 4.60 4.80 500 5.20
o...,....,....,....',':.~..,..-!~.|i....,....,.-...,....-,|....1,1.1...,....,....,...., m/z 59.10 62.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN L LA AR
59 460 480 500 520
m/z 101.10 23.05%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.29%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e AR Rmmas
43 4.60 4.80 5.00 5.20
m/z 41.10 9.81%
5000
101
15 58
I 0 s |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 unknown6.51 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.51 67.12 ng 1882640 1,4-Dichlorobenzene-d4 6.75
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 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Cvclopropanamine. 1l-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 431 (6.513 min): BF088760.D (-428) (-) m/z 132.00 100.00%
5000 68
40 ¥ J 620 640 6.60 680
54 7 . . . .
ol fer sus m/z 68.10 48.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN AR RS LR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.47%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 m/z 66.10 30.94%
33 am . 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L o B B B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.12%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? I | O | I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Dodecane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.70 3.5 ng 105453  Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Dodecane. 3-methvi- 184 C13H28 017312-57-1 81
2 Heneicosane 296 C21H44 000629-94-7 74

3 Octacosane 394 C28H58 000630-02-4 74
4 Tridecane 184 C13H28 000629-50-5 74
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 797 (10.696 min): BF088760.D (-795) (-) m/z 57.10 100.00%
57
5000 85
113 141 184 10.40 10.60 10.80 11.00
0/ m/z 43.10 70.83%
miz--> 0 50 100 150 200 250 300 350
Abundance #48852: Dodecane, 3-methyl-
57
5000 85 LA L L L LB L L L
155 10,40 10.60 10.80 11.00
29 m/z 71.10 69.05%
113 ‘ 184
] T
miz--> 0 50 100 150 200 250 300 350
Abundance
57
B = MM
10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 45.57%
29
. 113 141 160 197 225 253 296
o e o e T
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane A
57 10.40 10.60 10.80 11.00
m/z 41.10 35.23%
5000 85
29
N ‘ I J 113 141 169 197 225 253 281 309 337 365 394
e RS B EAs R aa S
miz--> 0 50 100 150 200 250 300 350 1040 10.60 10.80 11.00

8270-BF063016 .M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Phenanthrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.38 ng 79651 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 95
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 94
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 892 (11.782 min): BF088760.D (-891) (-) m/z 192.10 100.00%
1
5000
95
82 11.40 11.60 11.80 12.00 12.20
51 63 111 139 151
o 39 127 m/z 191.10 62.80%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #54752: Phenanthrene, 1-methyl-
192
5000
11.40 11.60 11.80 12.00 12.20
95 165 m/z 189.05 30.09%
2839 51 63 % | us1p6139152 | 176 H‘\
m/z--> 25 45 eb 85 160 150 150 1é0 180 260 '
Abundance
192
11.40 11.60 11.80 12.00 12.20
5000 m/z 165.10 19.76%
83 g5 165
15 27 3950 70 115126 139 152 | 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54751: Phenanthrene, 4-methyl- R EREEE R
192 11.40 11.60 11.80 12.00 12.20
m/z 190.10 18.21%
5000
95 165
o 51 63 8 125 139 152 | H‘\ |
m/z--> 25 45 eb 85 160 150 150 1é0 180 260 ! 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 5-Bromo-2-thiophenecarboxal... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.86 3.51 ng 117740 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-2-thiophenecarboxaldehvde 190 C5H3Bro0S 004701-17-1 52
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 50
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 50
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 50

Abundance Scan 899 (11.862 min): BF088760.D (-898) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20

110 126
m/z 189.05 74 .89%

150

209 224
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53262: 5-Bromo-2-thiophenecarboxaldehyde

5000
11.60 11.80 12.00 12.20

m/z 191.05 63.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.10 62.32%
95 165
27 39 51 115126 139152 | 176
T T T T T T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54734: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.60 28.07%
5000
83 96 165
0 63 % | 115 139151 | 176 ||
Ll I o o o B R R s e e S e S R REEEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl11.98 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.98 2.15 ng 71918 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 43
2 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 35
3 Dodecane. l1-iodo- 296 C12H251 004292-19-7 35
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 35
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 35
Abundance Scan 909 (11.976 min): BF088760.D (-904) (-) m/z 57.10 100.00%
g7
71
43
5000
99
208 AR
‘ " WS 17139 11,60 11.80 12.00 12.20
3 SNSRI N | m/z 71.10 78.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57
43
5000 AR SRR SUGEILN UM
71 nmnmnmnm
29 m/z 43.10 63.39%
ol L ) 99 113 127 140 155 109 183 108
m/z--> ﬁo Jo 65 éo 160 150 150 1éo 180 260
Abundance
43 57
7 11.60 11.80 12.00 12.20
5000 85 m/z 194.10 54 .58Y%
29 99 141
0 112 125 155
LRSI SRS SR LRI UL UL BRI WAL UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140552: Dodecane, 1-iodo-
57 11.60 11.80 12.00 12.20
71 m/z 85.10 53.88%
5000 43 85
29 99
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 11.60 11.80 12.00 12.20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9,10-Anthracenedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.47 ng 82830 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 92
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 60
4 5.6-Dimethvl-1.10-phenanthroline 208 C14H12N2 003002-81-1 53
5 1,1"-Biphenyl, 4-ethenyl- 180 C14H12 002350-89-2 47
Abundance Scan 917 (12.068 min): BF088760.D (-913) (-) m/z 180.00 100.00%
152 180 208
5000 76
50
63 126
39 g7 99 09 139 166 196 11.80 12.00 12.20 12.40
0! m/z 208.10 92 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.80 12.00 12.20 12.40
50 126 m/z 152.05 92.20%
O|....3|9..“..H...H.‘l..‘..]-lo.z...l.“...l.. ‘.l....‘ ....l.h..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
'11.80 12.00 12.20 12.40
5000 m/z 151.10 54 _.04%
76 152
o 39 50 63 90 102113 126 139 168
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45694: Benzo|[c]cinnoline
152 180 11.80 12.00 12.20 12.40
m/z 76.10 46.31%
5000
63 6 126
27 39 51 %3 87 102113 | 130 || 167
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 260 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 11 unknownl2.58 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.58 2.11 ng 133011 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-D-Glucopvranoside. methyl... 318 C16H3006 124674-80-2 38
2 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 38
3 .beta.-D-Galactopvranoside. 332 C17H3206 1000157-44-9 32
4 Tridecanoic acid 214 C13H2602 000638-53-9 27
5 N-(56-0xo-tetrahydro-furan-2-ylme... 157 C7H11NO3 1000188-71-2 27

4.6-...

Abundance Scan 962 (12.582 min): BF088760.D (-961) (-) m/z 73.00 100.00%
s
129
97 16518203220 \ e
113 149 241 12.20 12.40 12.60 12.80 13.00
01 m/z 43.10 95.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #159469: .beta.-D-Glucopyranoside, methyl 4,6-O-nonylidene-

E

5000 [TTr T[T rrr[rrrr[rrrr[r1
12.20 12.40 12.60 12.80 13.00
m/z 60.00 79.05%
ol 227243 269285 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
60 % Mo T
108 167 12.20 12.40 12.60 12.80 13.00
5000 124 m/z 41.10 69.85%
27
0 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170643: .beta.-D-Galactopyranoside, 4,6-O-decylidene-methyl- R A
73 12.20 12.40 12.60 12.80 13.00
m/z 57.10 69.23%
5000
a1 3 99 205
116133 173
o 77 189 | 22 254071 301 331
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 12 Pyrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.11 ng 132556 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1000 (13.016 min): BF088760.D (-996) (-) m/z 216.10 100.00%
216
5000
108
12.80 13.00 13.20 13.40
ol 127142 161 m/z 215.10 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
m/z 213.10 21.66%

95
o 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
T T T T T
12.80 13.00 13.20 13.40
5000 m/z 217.10 16.23%
108
0 57 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /\
Abundance #74419: 11H-Benzo[a]fluorene AN
216 12.80 13.00 13.20 13.40
m/z 107.70 15.58%
5000
107
ol 27 44 63 81 , | 122139 163 189
T T R e R R LR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. OO 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 Heptafluorobutyric acid, pe... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.75 2.30 ng 144714 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94

2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Cetene 224 C16H32 000629-73-2 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 1064 (13.748 min): BF088760.D (-1063) (-) m/z 83.10 100.00%
57 83
5000 \//&,_/j\v\,q—»\
139 168100 218 258 15la0 1580 1950 1400 "
0 m/z 57.10 90.86%
mz--> 0 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 AU DA R
13 40 13. 60 13.80 14.00
m/z 97.10 86.92%
29 ‘ 210
OII\‘I\I“I\H ‘\\ u |||2|5|5|||||||||||||4|.0|6|
mz--> 0 50 O 250 300 350 400
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 55.10 84 .85%
29
o 139 167 106 238 266 204 FMV_ANﬂA"A#ﬂ\AJLMJ“»_/“¢
mz--> 0 5|0 1CI)O 1&'30 2CI)O 25|O 3CI)O 3é0 4CI)O
Abundance #81243: Cetene T[T T T T[T T T T[T T T T[T TTT T
an 13.40 13.60 13.80 14.00
m/z 69.10 81.49%
83
5000
111
Last g ) | | 399 166 106 228
mz--> 0 5|0 1CI)O 1&'30 2(|)O 25|O 3CI)O 3é0 4(|)O 13 40 13. 60 13. 80 14IOO I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 14 5,6-Dimethyl-4-phenyl-3-cya... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.10 ng 132085 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.6-Dimethvl-4-phenvl-3-cvanopvr... 240 C14H12N2S 094639-18-6 50
2 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 47
3 trans-1.2-Bis(methvldichlorosilv... 252 C4H8CI14Si2 065899-10-7 42
4 1.3-Dichloro-7-methvl-5.6.7.8-te... 241 C10H9CI2N3 1000274-39-1 41

5 4-Amino-2-chloro-6,7-dimethoxyqu... 239 C10H10CIN302 023680-84-4 27

Abundance Scan 1120 (14.388 min): BF088760.D (-1118) (-) m/z 240.10 100.00%
240

5000
258 285302317 14.00 14.20 14.40 14.60 14.80
0 m/z 239.10 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93904: 5,6-Dimethyl-4-phenyl-3-cyanopyridine-2(1H)-thione
240
14.00 14.20 14.40 14.60 14.80
m/z 242.10 61.52%
39 7 112 1f0 179 212
Olprrre ek e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
240
B ARmme R
14.00 14.20 14.40 14.60 14.80
5000 m/z 119.40 43.96%
119

0lL27 43 6378 08 135 163 187 211

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

Abundance #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene A ERmEa mEa S
239 14.00 14.20 14.40 14.60 14.80

m/z 241.10 38.72%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 15 unknownl14.73 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.42 ng 90590 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 35
2 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 35
3 Trifluoroacetvl-lavandulol 250 C12H17F302 028673-24-7 35
4 4-Hexenenitrile. 2.5-dimethvl-2-__. 191 C13H21N 069340-56-3 35
5 1,4-Hexadiene, 3,3,5-trimethyl- 124 C9H16 074753-00-7 35
Abundance Scan 1150 (14.731 min): BF088760.D (-1148) (-) m/z 69.10 100.00%
6o
5000
T e 120 14020 12100 1980 1500
149 189 225 280 308 - - : :
O Jl,h.' DIV TSTRRP N b i S AP e o/ m/z 253.10 67.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000, 4t
14.40 14.60 14.80 15.00
m/z 81.10 47 .56%
9% 137
0 Ul b 2277 a1 191 217 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
4l 14.40 14.60 14.80 15.00
5000 m/z 254.10 23.14%
% 193
o L L 0 UL LA L UL UL B A
m/z--> 50 100 150 200 250 300 350 400
Abundance #101942: Trifluoroacetyl-lavandulol AT T T e
69 14.40 14.60 14.80 15.00
m/z 41.10 21.33%
5000 a1
93
0 "LMKM'IHJJI }?{ LRI SR ??q HELELI UL BURL L U LA B B
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088760.D

Aca On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 16 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .97 2.29 ng 85790 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Pervlene 252 C20H12 000198-55-0 91
4 Benzolalpvrene 252 C20H12 000050-32-8 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 1171 (14.971 min): BF088760.D (-1170) (-) m/z 252.10 100.00%
252
5000
125
224 14.60 14.80 15.00 15.20
0 152169 198 278296 326 /7 250.10 58 69%
m/z--> 20 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 253.10 25.78%
o 50 74 99 m 146 174 200 224 hH
m/z--> 20 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 125.10 19.99%
126
o 63 83100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104214:Perylene LA L L L L B L N N B
252 14.60 14.80 15.00 15.20
m/z 113.00 18.98%
5000
125

17 39 74 99 150 174 200 224
I~ T TT 1T TTTrT L TT 1T | T
m/z--> 20 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\BF070616\
Data File : BF088760.D

Acq On > 7 Jul 2016 3:49

Operator : UM/SJ

Sample : H3879-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 .91 4.3 ng 120943 1 6.75 561015 20.0
unknown6.51 6.51 67.1 ng 1882640 1 6.75 561015 20.0
Dodecane, 3-methyl- 10.70 3.1 ng 105453 4 11.26 670448 20.0
Phenanthrene, 1-m... 11.78 2.4 ng 79651 4 11.26 670448 20.0
5-Bromo-2-thiophe... 11.86 3.5 ng 117740 4 11.26 670448 20.0
unknownl1l1.98 11.98 2.1 ng 71918 4 11.26 670448 20.0
9,10-Anthracenedione 12.07 2.5 ng 82830 4 11.26 670448 20.0
unknownl12 .58 12.58 2.1 ng 133011 5 13.89 1259120 20.0
Pyrene, 1l-methyl- 13.02 2.1 ng 132556 5 13.89 1259120 20.0
Heptafluorobutyri... 13.75 2.3 ng 144714 5 13.89 1259120 20.0
5,6-Dimethyl-4-ph_.. 14.39 2.1 ng 132085 5 13.89 1259120 20.0
unknownl14 .73 14.73 2.4 ng 90590 6 15.27 749222 20.0
Benzo[e]pyrene 14 .97 2.3 ng 85790 6 15.27 749222 20.0
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