LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On > 9 Sep 2015 6:13 Instrument :
Operator : UM/IZ BNA_F

Sample - 63585-02 ClientSampleld :
Misc - MGP212BR-10-13
ALS Vial : 26 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-BF090115.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 4.387 241 245 248 rBV 804657 1482683 41.75% 6.738%
2 4.890 287 289 302 rBB 1065146 1092465 30.76%  4.965%
3 5.587 347 350 352 rBV 3403049 3551758 100.00% 16.142%
4 5.747 361 364 367 rvVB 94303 140425 3.95% 0.638%
5 6.021 385 388 390 rBV 1688537 1993917 56.14% 9.062%
6 6.113 394 396 398 rBV 1623010 1471314 41.42% 6.687%
7 6.341 414 416 419 rBVY 352359 319490 9.00% 1.452%
8 6.433 422 424 426 rBV 1185667 1149632 32.37% 5.225%
9 6.467 426 427 428 rVV 161371 215116 6.06% 0.978%
10 6.502 428 430 432 rVB 1258799 1076065 30.30%  4.890%

11 6.924 464 467 469 rBV 1114357 1097440 30.90% 4.988%
12 7.382 505 507 509 rBvV 46982 51067 1.44% 0.232%
13 7.633 527 529 533 rBvV2 469736 463905 13.06% 2.108%
14 8.719 621 624 626 rBV 1500447 1349178 37.99% 6.132%
15 9.119 657 659 661 rBvY 403901 382419 10.77% 1.738%

16 9.370 679 681 683 rBvV 439260 384512 10.83% 1.748%

17 9.405 683 684 686 rvB 65051 46214 1.30% 0.210%
18 9.576 697 699 702 rBB 57329 48563 1.37% 0.221%
19 9.919 727 729 731 rBV 58233 70292 1.98% 0.319%
20 10.159 747 750 752 rBV 471819 556438 15.67% 2.529%
21 10.753 799 802 803 rBvV 26898 37478 1.06% 0.170%
22 10.833 807 809 810 rBvV 348471 349693 9.85% 1.589%
23 10.913 813 816 818 rBV 88156 83220 2.34% 0.378%
24 10.971 818 821 823 rBV 724629 637425 17.95% 2.897%
25 11.336 851 853 854 rBV 53408 44339 1.25% 0.202%
26 11.359 854 855 858 rvB 43159 46795 1.32% 0.213%
27 11.416 858 860 861 rBvV 57516 67199 1.89% 0.305%
28 11.439 861 862 866 rvVB 87857 109042 3.07% 0.496%
29 11.851 895 898 900 rBV 94003 99536 2.80% 0.452%

30 12.033 912 914 916 rBV 331681 288174 8.11% 1.310%

31 12.251 930 933 935 rBV 294637 332990 9.38% 1.513%
32 12.388 943 945 946 rBV 53792 52680 1.48% 0.239%
33 12.422 946 948 950 rvVB 1029090 919544 25.89% 4_.179%
34 12.536 957 958 960 rBV 72813 102469 2.89% 0.466%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On > 9 Sep 2015 6:13 Instrument :
Operator : UM/IZ BNA_F

Sample - 63585-02 ClientSampleld :
Misc - MGP212BR-10-13
ALS Vial : 26 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-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.582 960 962 967 rVB 30735 56418 1.59% 0.256%
36 12.651 967 968 970 rBV 38556 39977 1.13% 0.182%
37 12.685 970 971 973 rVvV 74957 57211 1.61% 0.260%
38 12.799 980 981 983 rBVvV2 94691 117548 3.31% 0.534%
39 13.028 998 1001 1003 rVB 49637 53686 1.51% 0.244%
40 13.222 1017 1018 1024 rVB3 19064 39972 1.13% 0.182%

41 13.359 1027 1030 1034 rBV 77368 152430 4._.29% 0.693%
42 13.439 1034 1037 1042 rVVv2 323545 555458 15.64% 2.524%

43 13.542 1044 1046 1050 rBV3 25410 35973 1.01% 0.163%
44 13.668 1054 1057 1059 rBV3 43390 54472 1.53% 0.248%
45 13.965 1080 1083 1085 rBV2 52640 55355 1.56% 0.252%
46 14.422 1121 1123 1128 rBV 73168 143340 4.04% 0.651%
47 14.582 1135 1137 1140 rBvV2 20478 35561 1.00% 0.162%
48 14.662 1142 1144 1146 rVB 45543 54287 1.53% 0.247%
49 14.708 1146 1148 1150 rBV 75401 91002 2.56% 0.414%
50 14.754 1150 1152 1154 rBV 242316 267420 7.53% 1.215%
51 15.817 1242 1245 1248 rVB2 27256 40616 1.14% 0.185%
52 16.125 1269 1272 1276 rBV 20333 39324 1.11% 0.179%
Sum of corrected areas: 22003527
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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:\HPCHEM1I\BNA_F\DATA\BF090815\

BF081548.D

9 Sep 2015 6:13

umsiz

G3585-02

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

MGP212BR-10-13
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8.72

12.42
10.97

%.«403;\58 9/.\92 A

12.032.25

13.44 14.75

T
Time-->

8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

10.8:
%@ w1 |uosspasmonson
LJNSARLANL A S LN SR

14.00 14.50

: 5367 13.97 14490661
N ,
13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF081548.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

Sample - G3585-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

4_.39 92.82 ng 1482680 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 245 (4.387 min): BF081548.D (-241) (-) m/z 43.10 100.00%
a3
59
5000
101 INEBESARSARSRSARARSA NN
400 420 440 4.60 4.80
Oy Sl S8l e 8 | w/z 59.10  57.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 INSEBNARLRERE SE
4.00 4.20 4.40 4.60 4.80
m/z 58.10 14 _47%
o 25 31 37 ‘ 83 g3 0%
0 " D" A N A PPt
Abundance
59
400 420 440 460 4.80
5000 m/z 101.10 14 _.42%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T
59 400 420 440 4.60 4.80
m/z 41.10 9.21%
5000 41
31
| T
0% '|'%§'|" ﬂll""hl""l?%lkl"' wl""l"'kl"'g?l""l' [T TS
m/z--> 10 20 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Bicyclo[3.1.1]hept-2-ene, 2... Concentration Rank 1

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

5.59 222.34 ng 3551760 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]hept-2-ene, 2,6,6-... 136 C10H16 002437-95-8 94
2 _.alpha.-Pinene 136 C10H16 000080-56-8 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
5 3-Carene 136 C10H16 013466-78-9 91

Abundance Scan 350 (5.587 min): BF081548.D (-347) (-) m/z 93.10 100.00%
93
5000
77
53 | 105 121 520 540 560 580 6.00
136
0 ..,....,....,....|i|.'...,':|.'.., "- bl 88 Ml m/z 91.10 A44.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15351: Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl-, (.+/-.)-
93
5000 LR U L
7 520 5.40 5.60 5.80 6.00
m/z 92.10 37 .88%
‘ ‘ 67 ‘ 105 121 434
0"|""|""‘l""h""i""‘ ‘:‘i‘l : ‘l"8'6'| lnl:‘:‘ﬁ‘:ln::l‘n::l||l|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
520 540 560 580 6.00
5000 m/z 77.10 32 .35%
41 "
27 53 67 105 121 136
ol 60
wmmmﬁﬁmmﬁrwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15321: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- I e e s
93 520 5.40 5.60 5.80 6.00
m/z 79.10 26 .76%
5000
79
o Lal o 7
O'W}?I“LH““M”“”LMI‘MI“LL?EIl“PM“P“'»“W'“W'“ LR UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80 6.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF090815\

BF081548.D

9 Sep 2015 6:13

umziz

63585-02 MGP212BR-10-13
26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 Bicyclo[2.2_.1]heptane, 2,2-... Concentration Rank 8

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

5.75 8.79 ng 140425 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 96
2 Camphene 136 C10H16 000079-92-5 95
3 Santolina triene 136 C10H16 002153-66-4 90
4 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 60
5 _beta.-Pinene 136 C10H16 000127-91-3 59

Abundance Scan 364 (5.747 min): BF081548.D (-361) (-) m/z 93.10 100.00%
93
121
5000
4 g7 19
53 107 gl g e
‘ ||| I | Il 136 540 560 5.80 6.00
0.“.“,”.4HH.H:”,m!J.”!h.”,”.w.“!“.”,L.W.J.“.. m/z 121.10 50.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15363: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene-, ...
9
121
5000 LSRN R UL L B
4l 67 19 107 540 560 580 600
53 136 m/z 79.10 43.23%
0 SN P 1O R 1O IS A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
121 SR A R L I
M 5.40 5.60 5.80 6.00
5000 79 m/z 41.10 39.98%
67
97 107
53 136
100
o R A s AR RS AR RARRS RS LA RS AN RARAN SRR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15158: Santolina triene R B R
983 540 5.60 5.80 6.00
121 m/z 91.10 34.93%
79
5000
A . o 105
27 ‘
0'I“'W'“'P'”I”'W'”'P'”I”'W'”'"”I”"P'“I}??'” USRI R R L I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.11 Concentration Rank 3

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

6.11 92.10 ng 1471310 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 396 (6.113 min): BF081548.D (-394) (-) m/z 132.10 100.00%
132
5000 68
0 s |l J TR oo 650 Guo
ol AL 8T | MRS L m/z 68.10 48.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 "'I""F""I""I'A"I
5.80 6.00 6.20 6.40
31 51 78 m/z 134.10 33.02%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
580 6.00 620 640
5000 m/z 66.10 32.46%
92
65
oL 27 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T EmmmEm AL
57 132 5.80 6.00 6.20 6.40
24 m/z 69.10 19.95%
5000 og 116
Oy |""|""|'§% 'Imq7'hl' J‘“I "'¥5?" "|'1??' IERE RS AR RS LR
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 4

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

6.43 71.97 ng 1149630 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 96
2 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 94
3 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 424 (6.433 min): BF081548.D (-422) (-) m/z 119.10 100.00%
119
5000
o1 134 e
41 51 65 77 103 || 127 6.00 6.20 6.40 6.60 6.80
Obrrrprrrr e e e et e e | M/z 91.10  30.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
119

5000

6.00 6.20 6.40 6.60 6.80
m/z 134.10 23.48%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
s il emms p
6.00 6.20 6.40 6.60 6.80
5000 m/z 117.10 15.13%
15 27 39 65 77, " T
o 5l 58 84 103 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)- A B e
119 6.00 6.20 6.40 6.60 6.80

m/z 120.10 10.26%

5000

91 134

27 34 41 5158 65 77

T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 7

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

6.47 13.47 ng 215116 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 92
2 Cyclohexene, 1-methyl-5-(1-methy... 136 C10H16 013898-73-2 64
3 1,7-Octadiene, 3-methylene- 122 C9H14 068695-13-6 64
4 Limonene 136 C10H16 000138-86-3 55
5 Cyclobutane, methylene- 68 C5H8 001120-56-5 52

Abundance Scan 427 (6.467 min): BF081548.D (-426) (-) m/z 68.10 100.00%
]
93
5000 41 53 79
107 121 4"'|""|'A"|""|""
bl ab T T
st MBS RS m/z 67.10 91.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15340: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68
5000 9 RSN S R AN A
39 79 6.20 6.40 6.60 6.80
m/z 93.10 62.63%
‘ ‘ 07 121 ..
0"w'“Mw'“lm'ﬁ‘J“l“‘“'“M“'“l““w'“hw'“m“'w'”'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
68
6.20 6.40 6.60 6.80
5000 m/z 53.10 43.10%
41 79
27 53 107 121 136
0 34 61 86 114128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9711: 1,7-Octadiene, 3-methylene-
68 6.20 6.40 6.60 6.80
79 m/z 41.10 39.20%
41
5000 . 53 03
107
0,,,IW\IW;;,”IMH 61 \86 Y R - S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexanemethanol, _.alpha... Concentration Rank 18

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

7.38 2.20 ng 51067 Naphthalene-d8 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 56
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 56
3 2,4-Dimethyl-4-penten-2-ol 114 C7H140 019781-53-4 50
4 7-Octen-2-o0l, 2,6-dimethyl- 156 C10H200 018479-58-8 40
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 39

Abundance Scan 507 (7.382 min): BF081548.D (-505) (-) m/z 59.10 100.00%
59
5000
e
41 81 o5 7.00 7.20 7.40 7.60 7.80
69 123
Obrrrrrrrrrrribb S5LL 82 108 A e W/z 55.10  15.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27058: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59
A
5000 UL L RS UL
7.00 7.20 7.40 7.60 7.80
m/z 41.10 12.06%
o 3 osy ) 67 Bl % 59 1238 141 g5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
7.00 7.20 7.40 7.60 7.80
5000 m/z 81.10 10.13%
o 31 51 67 95 110 123 132 141
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7374: 2,4-Dimethyl-4-penten-2-ol
59 7.00 7.20 7.40 7.60 7.80
m/z 43.10 8.97%
5000 43
31
0 15 M‘ \‘ S\JT‘\\ 67 ﬁl 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80

8270-BF090115.M Wed Sep 09 13:35:41 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.14 ng 37478 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tetracosane 338 C24H50 000646-31-1 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 802 (10.753 min): BF081548.D (-799) (-) m/z 57.10 100.00%
57
5000
85
3 181 10,40 10.60 10.80 11.00
(o} m/z 43.05 70.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 ryrrrryTTTTT T T T T
4 85 10.40 10.60 10.80 11.00
m/z 71.10 44 .55%
0 \‘ dl ‘\ | 1:!'3 . 141 169 282
m/z--> ﬁo Jo 60 85 100 150 140 160 180 200 220 240 260 280 300 320 310
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 33.57%

41

113 141 169 107 225 253 281 300 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57 10.40 10.60 10.80 11.00
m/z 41.10 28.11%
5000
4 85
oh2 \ ‘ I | w (113 141 169 197 226
T e e e e T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10.60 10.80 11.00

8270-BF090115.M Wed Sep 09 13:35:42 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 3-(2-phenylethyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.97 36.46 ng 637425 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-(2-phenylethyl)- 198 C14H140 033675-75-1 95
2 Propanedinitrile, (1-methylethen... 196 C13H12N2 069564-95-0 53
3 Benzene, 1-methyl-2-(phenylmetho... 198 C14H140 019578-70-2 47
4 o-Toluidine 107 C7HON 000095-53-4 38
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 35
Abundance Scan 821 (10.971 min): BF081548.D (-818) (-) m/z 91.10 100.00%
o
107
5000 198
0 5 O 10,60 10.80 11,00 11.20
1 SN N YO .|, el 120 1192 19 178 L Tm/z 107.10  71.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54957: Phenol, 3-(2-phenylethyl)-
91
107
5000 UL AR UGS B
198 10,60 10.80 11.00 1120
. m/z 198.20 38.46%
o 39 51 ﬁS . 120 178
mzs %0 4 80 8 100 10 Ho 1% 180 2o
Abundance
91
10,60 10.80 11,00 11.20
5000 m/z 77.10 18.98%
51
OB el f8 L 101 15 128 140 155 168179 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54986: Benzene, 1-methyl-2-(phenylmethoxy)- R e
91 10.60 10.80 11.00 11.20
m/z 65.10 15.93%
5000
39 5 % 7
Ot o 107 119129140 152 165 179 | SRS U NS
m/z--> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 1120

8270-BF090115.M Wed Sep 09 13:35:44 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.34 2.54 ng 44339 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 95
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 853 (11.336 min): BF081548.D (-851) (-) m/z 192.10 100.00%

192

5000

11.00 11.20 11.40 11.60

43 57 g9 82 B 139 152

115

0 m/z 191.10 63.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192
5000 LA [N L L L B L L |

11.00 11.20 11.40 11.60
m/z 189.10 34.02%

165
27 39 50 63 74 87 96 115126 139 152 | 176 ||
T L e e e N B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
SN iV S SN
11.00 11.20 11.40 11.60
5000 m/z 190.10 17.97%
94 165
o 27 39 51 63 8 115126 139 152 | 176
e L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 I J
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- R REamE E o AR
192 11.00 11.20 11.40 11.60
m/z 193.10 17.76%
5000
165
ol 27 39 51 63 73 83 9 106115126 139 152 | 176 M\
e B L A B e s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60

8270-BF090115.M Wed Sep 09 13:35:46 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.68 ng 46795 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90

Abundance Scan 855 (11.359 min): BF081548.D (-854) (-) m/z 192.10 100.00%

192
5000

A
LI L L L L L L L

39 51 63 82 9 o150 11.00 11.20 11.40 11.60
(o} m/z 191.10 61.12%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50627: Phenanthrene, 2-methyl-
192
5000

11.00 11.20 11.40 11.60
m/z 189.10  28.53%

94 165
ol 27 30 51 63 % T 115126 139 152 | 176 |
T T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
192
SESNS LA ) WEEEEN
11.00 11.20 11.40 11.60
5000 m/z 190.10 17.36%
95 165
63 83 39 176
28 39 51 115 126 139 152
B T e i L A B IO L B
m/z--> 20 40 60 80 100 120 140 160 180 I J
Abundance #50622: Phenanthrene, 4-methyl- e e
192 11.00 11.20 11.40 11.60
m/z 193.10 16.58%
5000
40 95 165
0 so & % 125 139 182 | 174 ]|
A B o e i A At B T L e R Ra e A RARAR
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60

8270-BF090115.M Wed Sep 09 13:35:47 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

Sample - G3585-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownll.42 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.42 3.84 ng 67199 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 43
2 Undecanoic acid 186 C11H2202 000112-37-8 38
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 25
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25
5 1H-Indene, 3-phenyl- 192 C15H12 001961-97-3 25
Abundance Scan 860 (11.416 min): BF081548.D (-858) (-) m/z 192.10 100.00%
60 192
73
5000
" 11.20 1140 11.60 11.80
o} m/z 43.10 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50611: Anthracene, 2-methyl-
192
5000 L SR L L S
11.20 11.40 11.60 11.80
m/z 60.00 90.09%
g3 96 165
0 63 5% | 115 139150 | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
11,20 1140 11.60 11.80
5000 43 m/z 55.10 84.83%
29 85 129 143
115 186
0 "%?""|""|""|"'?i""| ""I"}?7}§?' T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50629: Phenanthrene, 1-methy!l- L B I
192 11.20 11.40 11.60 11.80
m/z 73.10 80.63%
5000
95 165
J maesies P uspeisise |16 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BF090115.M Wed Sep 09 13:35:49 2015 S

MGP212BR-10-13
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.44 6.24 ng 109042 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 53
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl103S 036155-87-0 50
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 35
5 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 18
Abundance Scan 862 (11.439 min): BF081548.D (-861) (-) m/z 189.10 100.00%
1

5000
165 11.20 11.40 11.60 11.80
81 115 139 150 : ' ' '
o m/z 190.10 98.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190
5000 ||||||||A,|\||||||||||||||
11.20 11.40 11.60 11.80
95 m/z 192.10 51.65%
J 27 % s 63 74 g5 | 111122 137 150 3171 ||
T B e e e IS e e s o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
189
e e T
11.20 11.40 11.60 11.80
5000 m/z 191.15 42 .35%
94
81 163
O e e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

45 190 11.20 11.40 11.60 11.80

146 m/z 187.10 22 .35%
5000 82
117
57
il CES
O .??,....,....,..9?.,%q?..,.{39.,....,..K., .ln., : e
mz-> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BF090115.M Wed Sep 09 13:35:50 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 3-(2-phenylethenyl)... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 5.69 ng 99536 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 94
2 Phenol, 4-(2-phenylethenyl)- 196 C14H120 003839-46-1 91
3 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 68
4 Dibenz[c,e]oxepin, 5,7-dihydro- 196 C14H120 001136-22-7 60
5 Methanone, diphenyl-, hydrazone 196 C13H12N2 005350-57-2 50
Abundance Scan 898 (11.851 min): BF081548.D (-895) (-) m/z 196.10 100.00%
196
5000 165
177
152 B |
39 51 63 77 89 ., 115 155139 11.60 11.80 12.00 12.20
of m/z 195.10 50.78%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53597: Phenol, 3-(2-phenylethenyl)-, (E)-
196
A
5000 LR SUMILE BN IR S
11.60 11.80 12.00 12.20
165 177 m/z 165.10 43.84%
39 51 63 76 89 102 115 128139 ! “ i |
0||||||||“||||‘||l‘|||||‘|||||||||||l‘|||‘i|l‘|||‘ R
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
196
11.60 11.80 12.00 12.20
5000 m/z 177.10 34 .53%

177
150 165
27 39 51 63 76 89 102115 198139

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53607: Phenol, 4-(2-phenylethenyl)-, (E)- e e
196 11.60 11.80 12.00 12.20

m/z 167.10 26 .95%

5000

39 51 63 76 9{ 115 128139 1§2 M 177 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12. OO 12. 20

o

8270-BF090115.M Wed Sep 09 13:35:52 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.54 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.54 3.69 ng 102469 Chrysene-di12 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,1"-Biphenyl]-4,4"-diamine, 3,... 240 C16H20N2 054827-17-7 46
2 Benzenamine, 4-[2-(4-nitrophenyl._.. 240 C14H12N202 004629-58-7 41
3 9-Hydroxy-4-fluorenylethylene oxide 224 C15H1202 053221-09-3 38
4 3,4,5-Trimethoxy-2-methylbenzoic... 240 C12H1605 247180-24-1 30
5 Naphtho[2,1-b:7,8-b"]difuran, 1,... 240 C16H1602 068873-21-2 27
Abundance Scan 958 (12.536 min): BF081548.D (-957) (-) m/z 240.20 100.00%
165 240
5000 152
63 76 115 178 194 209 SN § G G
39 o1 Mg | 128 224 L—,-, 12.20 12.40 12.60 12.80
o m/z 165.10 81.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82568: [1,1'-Biphenyl]-4,4'-diamine, 3,3',5,5'-tetramethy!-
240
A a
5000 T T
12.20 12.40 12.60 12.80
m/z 239.10 42 .73%
oL 15 27 39 51 65 77 91 104 120 139152165 180 195 209 224 |
m/z--> 20 40 60 80 100 120 140 160 180 200 230 240
Abundance
240
1220 12.40 12,60 12.80
5000 m/z 152.10 39.27%
165 193
L 27395163 77 89 102115107139152 | 177210,
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 |
Abundance #72387: 9-Hydroxy-4-fluorenylethylene oxide e e
165 181 12.20 12.40 12.60 12.80
m/z 153.10 34.28%
224
5000 82 152 195
209
51 63 103115, ,,139
m/z--> ‘ 20 40 60 80 100 120 140 160 180 200 220 240 12:20 12.40 12.60 12.80

8270-BF090115.M Wed Sep 09 13:35:54 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrene, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.06 ng 57211 Chrysene-di12 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 55
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 55
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 50
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 49
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 46
Abundance Scan 971 (12.685 min): BF081548.D (-970) (-) m/z 57.10 100.00%
5000
12,40 12,60 12:80 13.00
of m/z 216.10 73 .43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67026: Pyrene, 4-methyl-
216
5000
12.40 12.60 12.80 13.00
m/z 43.10 67 .50%
108 189
o 2739 6274 957 122134 150163176 | 201 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12,40 1260 12:80 13.00
5000 m/z 71.10 48 _.53%
9 108 189
oL 14 27 50 63 82 122134 150163175 | 201
L SR I UL SULILSE S B B SRR SRR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67037: Fluoranthene, 2-methyl-
216 12.40 12.60 12.80 13.00
m/z 215.10 40.38%
5000
108 189
oL 2739 6274 95 | 122134 150163176 > 202 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l2.80 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.80 4.23 ng 117548 Chrysene-di12 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 46
2 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N202 000785-80-8 43
3 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 43
4 Anthralin 226 C14H1003 000480-22-8 41
5 Benzene, 1,1"-[(methylthio)ethen... 226 C15H14S 015096-10-3 41
Abundance Scan 981 (12.799 min): BF081548.D (-980) (-) m/z 226.20 100.00%
226
165
5000
152
51 194 rrrryprrrryrrrr T T T
63 77 910, 11° 128141 211 Lﬂ-r 12.40 12.60 12.80 13.00 13.20
o} m/z 165.10 67 .15%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #73893: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-
226
5000 LRI DR SR SURILEN B
1240 1260 12.80 13.00 13.20
m/z 225.20 39.71%
® 51 65 7 % 1 1n 1y 150 16 100 1821
m/z--> 45 éo éo 100 120 140 1&0 1éo 200 250
Abundance
226
. 12.40 12.60 12.80 13.00 13.20
5000 179 m/z 152.10 24 . 74%
51 104
39 | 63 | g 128 %2 168 qo5
O B e e e e ot
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #73584: 1,3-Diamino-5,6-dihydro-7-methylbenzo[flquinazoline A RmmnmTaEE
226 1240 1260 12.80 13.00 13.20
m/z 153.10 21.31%
5000
43 3 77 91 1}2 127 141 154 1§9 18319, 211
0:::::::::::::::‘:‘::”:|||||||||l|||||||||||||| N —
m/z--> 40 60 80 100 120 140 160 180 200 220 1240 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

ﬁ?ggle i 63585-02 MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.36 5.49 ng 152430 Chrysene-di12 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
2 1-Docosene 308 C22H44 001599-67-3 64
3 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 64
4 1-Hexacosanol 382 C26H540 000506-52-5 60
5 1-Tetracosanol 354 C24H500 000506-51-4 60
Abundance Scan 1030 (13.359 min): BF081548.D (-1027) (-) m/z 57.10 100.00%
57
5000 4 83
111 234 T B

13.00 13.20 13.40 13.60

| 127 189
Obrrrprrreflirdie m/z 43.10 76.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

57

13.I00 13!20 13.40 13.60
m/z 55.10  67.80%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
T
97 13.00 13.20 13.40 13.60
5000 N m/z 83.10 43.97%
29
125
14 153168 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65764: 2-Ethyl-1-dodecanol

13.00 13.20 13.40 13.60
m/z 71.10 43.49%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081548.D

Acq On : 9 Sep 2015 6:13

Operator : UM/I1Z

Sample - G3585-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-(Fench-2-yl)fenchane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.66 ng 35561 Perylene-d12 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(Fench-2-yl)fenchane 274 C20H34 1000105-83-1 59
2 Cyclopentanecarboxylic acid, 3-m... 262 C17H2602 074793-59-2 53
3 9-(3,3-Dimethyloxiran-2-yl)-2,7-._._. 238 C15H2602 1000192-15-6 43
4 6,10,14,18,22-Tetracosapentaen-2... 506 C30H51BrO 065746-05-6 38
5 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 38
Abundance Scan 1137 (14.582 min): BF081548.D (-1135) (-) m/z 81.10 100.00%
il
137
5000
14.20 14.40 14.60 14.80 15.00
01 m/z 137.10 63.11%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #103107: 2-(Fench-2-yl)fenchane
81
137
5000 123 LI R SRS DU B
o5 14.20 14.40 14.60 14.80 15.00
109 m/z 55.05 33.22%
193
Oy ....‘H‘..‘.“. .‘.‘..,”...‘l,.‘... I ....,....,..2.7.4|
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81
1420 14.40 14.60 14.80 15.00
5000 137 m/z 67.10 33.20%
41 o5 109
27 55
ob, 68 122 153 181 210 247 262
miz-> 20 40 60 80 100 120 140 160 180 200 230 240 260
Abundance #81085: 9-(3,3-Dimethyloxiran-2-yl)-2,7-dimethylnona-2,6-d...
3 81 14.20 14.40 14.60 14.80 15.00
m/z 95.10 25.62%
5000
29 6 5
109 135
o 153 177100205 220
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80 15.00

8270-BF090115.M Wed Sep 09 13:36:00 2015 S

MGP212BR-10-13

Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\

Data File : BF081548.D

Acq On > 9 Sep 2015 6:13 Instrument :
Operator : UM/IZ BNA_F

Sample - 63585-02 ClientSampleld :
Misc - MGP212BR-10-13
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
2-Pentanone, 4-hy... 4.39 92.8 ng 1482680 1 6.34 319490 20.0
Bicyclo[3.1.1]hep... 5.59 222.3 ng 3551760 1 6.34 319490 20.0
Bicyclo[2.2.1]hep. .. 5.75 8.8 ng 140425 1 6.34 319490 20.0
unknown6.11 6.11 92.1 ng 1471310 1 6.34 319490 20.0
Benzene, 1-methyl. .. 6.43 72.0 ng 1149630 1 6.34 319490 20.0
Cyclohexene, 1-me... 6.47 13.5 ng 215116 1 6.34 319490 20.0
Cyclohexanemethan. . . 7.38 2.2 ng 51067 2 7.63 463905 20.0
Eicosane 10.75 2.1 ng 37478 4 10.83 349693 20.0
Phenol, 3-(2-phen... 10.97 36.5 ng 637425 4 10.83 349693 20.0
Phenanthrene, 1-m... 11.34 2.5 ng 44339 4 10.83 349693 20.0
Phenanthrene, 2-m... 11.36 2.7 ng 46795 4 10.83 349693 20.0
unknownll.42 11.42 3.8 ng 67199 4 10.83 349693 20.0
4H-Cyclopenta[def... 11.44 6.2 ng 109042 4 10.83 349693 20.0
Phenol, 3-(2-phen... 11.85 5.7 ng 99536 4 10.83 349693 20.0
unknownl12 .54 12.54 3.7 ng 102469 5 13.44 555458 20.0
Pyrene, 4-methyl- 12.69 2.1 ng 57211 5 13.44 555458 20.0
unknown12 .80 12.80 4.2 ng 117548 5 13.44 555458 20.0
Ethanol, 2-(tetra... 13.36 5.5 ng 152430 5 13.44 555458 20.0
2-(Fench-2-yl)fen... 14.58 2.7 ng 35561 6 14.75 267420 20.0

8270-BF090115.M Wed Sep 09 13:36:00 2015 S Page: 23



