LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample - G2699-01

Misc :

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-BF061715_.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

5.533 211 214 216 rBV 310348 345695 21.62% 2.538%
5.921 246 248 251 rBV 922475 1020023 63.78% 7.488%
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rvB2 12454 25459 1.59% 0.187%
6.321 281 283 285 rBV 30731 27653 1.73% 0.203%
6.550 300 303 307 rBvV 13506 21567 1.35% 0.158%

6.916 333 335 338 rBV 1179373 1017361 63.61% 7.468%
7.076 347 349 352 rVvV 853443 1060186 66.29% 7.783%
rvB2 14321 16595 1.04% 0.122%
7.316 368 370 372 rBV 249108 196801 12.31% 1.445%
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1 7.476 381 384 386 rBV 1056820 864462 54.05% 6.346%
11 7.876 416 419 421 rBvV 456951 624655 39.06% 4 _.586%
12 8.367 459 462 464 rVB 18381 19613 1.23% 0.144%
13 8.607 481 483 484 rBvV 326022 267720 16.74% 1.965%
14 8.630 484 485 487 rVB 30327 21090 1.32% 0.155%
15 8.847 503 504 506 rBvV 24011 18318 1.15% 0.134%
16 8.939 510 512 513 rBV 117412 109720 6.86% 0.805%
17 8.962 513 514 516 rvVv 26897 19434 1.22% 0.143%
18 9.064 517 523 525 rBV 67728 107364 6.71% 0.788%
19 9.270 537 541 544 rBV 35992 48908 3.06% 0.359%
20 9.316 544 545 547 rVB 24785 29474 1.84% 0.216%
21 9.350 547 548 550 rBV 20286 27660 1.73% 0.203%
22 9.442 554 556 559 rvv2 34308 51294 3.21% 0.377%
23 9.556 563 566 571 rvB2 11687 28185 1.76% 0.207%

24 9.682 575 577 579 rVB 1611732 1266754 79.21% 9.299%
25 10.070 609 611 613 rBvV 132332 105432 6.59% 0.774%

26 10.265 624 628 633 rvB2 7158 16190 1.01% 0.119%
27 10.379 635 638 640 rBvV 370781 333727 20.87% 2.450%
28 11.168 705 707 709 rBV 849473 838767 52.45% 6.157%

29 11.259 714 715 721 rVB 9374 16011 1.00% 0.118%
30 11.396 724 727 729 rVB 21194 21312 1.33% 0.156%
31 11.876 767 769 773 rBV 323300 368992 23.07% 2.709%
32 12.082 785 787 791 rBV 16453 25487 1.59% 0.187%
33 12.596 828 832 835 rvB4 18069 23375 1.46% 0.172%
34 12.962 863 864 867 rBv2 7770 18467 1.15% 0.136%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample - G2699-01

Misc :

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-BF061715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.076 873 874 877 rBV3 18309 16261 1.02% 0.119%

36 13.145 878 880 882 rBV 131190 111411 6.97% 0.818%
37 13.316 893 895 897 rBv2 16396 22833 1.43% 0.168%
38 13.396 898 902 905 rVvB 144731 159158 9.95% 1.168%
39 13.545 912 915 917 rBV 1215630 1599313 100.00% 11.740%

40 13.751 929 933 937 rBV2 17603 37919 2.37% 0.278%
41 13.831 938 940 942 rVB 15750 17406 1.09% 0.128%
42 13.876 942 944 945 rBV2 13237 18992 1.19% 0.139%
43 14.036 955 958 960 rBVv2 15691 22845 1.43% 0.168%
44 14.482 994 997 998 rBV 12451 18838 1.18% 0.138%
45 14.562 1001 1004 1009 rvv4 157427 246658 15.42% 1.811%
46 14.734 1017 1019 1020 rBV 19057 19162 1.20% 0.141%
47 14.779 1020 1023 1025 rVV2 415849 598852 37.44% 4 _.396%
48 14.814 1025 1026 1029 rVB 73660 60971 3.81% 0.448%
49 14.905 1032 1034 1036 rBV3 19451 21682 1.36% 0.159%
50 14.962 1037 1039 1041 rBV2 12820 18074 1.13% 0.133%
51 15.054 1044 1047 1048 rBV2 11448 17425 1.09% 0.128%
52 15.259 1063 1065 1067 rVB 17493 21769 1.36% 0.160%
53 15.362 1071 1074 1078 rBV2 125522 192438 12.03% 1.413%
54 15.568 1090 1092 1094 rVB2 16085 22427 1.40% 0.165%
55 16.082 1134 1137 1143 rBV 102395 257030 16.07% 1.887%
56 16.174 1143 1145 1147 rBV 15527 27521 1.72% 0.202%
57 16.219 1147 1149 1151 rVB 27575 40520 2.53% 0.297%

58 16.459 1167 1170 1173 rVB 71696 103703 6.48% 0.761%
59 16.528 1174 1176 1181 rBV 83864 147824 9.24% 1.085%
60 16.619 1181 1184 1186 rBV 257400 438176 27.40% 3.217%

61 17.271 1239 1241 1247 rVB5 21360 61225 3.83% 0.449%
62 18.448 1340 1344 1350 rVB2 58654 145298 9.09% 1.067%
63 18.997 1388 1392 1401 rVB 48327 152722 9.55% 1.121%

Sum of corrected areas: 13622204
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080156.D
1500000

6.92
7.48

1000000 5.92
7.08

500000 7.88

5.53 8.61
7.32

8.9 06
6.166.32 6.55 .14 8.37 96388k .

R R R R N R L ek OB it B

T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF080156.D
9(68

1500000

13.54

1000000
11.17

500000

10.38 11.88

10.07 13.1413.40
Ws&_\ || 10.2 11.28.40 1208 1260 12880813.30

0 R e e B e I e e e o e e e B L e e e B e e e L B e e e e LA

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF080156.D

1500000

1000000

500000
16.62

16.08
15.57 612216‘ 17.27 18.45 19.00

o T T T T T ]

I
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.53 35.13 ng 345695 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 214 (5.533 min): BF080156.D (-211) (-) m/z 43.10 100.00%
43
59
5000
T 550 50 sk SE0
83 : : : :
o...,....,....,...37.',':...,??:],....,....,.~...,...:,|....,. m/z 59.10 60.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 AR AR L U R
a1 520 5.40 5.60 5.80
101 m/z 101.10 20.82%
29
T |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"qq| ""J""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
520 540 560 580
5000 m/z 58.10 16.16%
59
21 37 53 67 778 o O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R  m L
43 520 5.40 5.60 5.80
m/z 41.10 9.03%
57
5000
29 101
15 Y 51 ||| 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 11

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

6.32 2.81 ng 27653 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 50
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 283 (6.321 min): BF080156.D (-281) (-) m/z 43.10 100.00%
a3 73
5000
| 55 100 115 6.00 6.20 6.40 6.60
B L B m/z 73.10 90.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 SRR SR SR SRR
6.00 6.20 6.40 6.60
m/z 41.10 12 .34%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
6.00 620 640 6.60
5000 58 m/z 115.10 9.47%
15
51
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- e R ma
43 6.00 6.20 6.40 6.60
100 m/z 39.00 7.88%
5000
115
29 37 | 51586 B798501 | 107 ] .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 15

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

6.55 2.19 ng 21567 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9
3 Ethane, l1-methoxy-2-(methoxymeth... 120 C5H1203 074498-88-7 9
4 Acetic acid, hydroxy-, methyl ester 90 C3H603 000096-35-5 7
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 5

Abundance Scan 303 (6.550 min): BF080156.D (-300) (-) m/z 45.10 100.00%
45
5000 59
| 75 90 6.20 6.40 6.60 6.80
SRR ENMMNESSSHSENN SIS | S ENE NS NN | S S m/z 59.10 42.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 L S P U L I
6.20 6.40 6.60 6.80
31 90 m/z 58.10 23.47%
15 ‘ ‘ 75
'"I"M'I'?§HI'"§?Jl"I""ﬁ""l“k'l""W""}9?"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
620 640 660 680
5000 5o m/z 43.00 13.89%
31 2
25 3 53 67 85 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8977: Ethane, 1-methoxy-2-(methoxymethoxy)- R REAN R ne s
45 6.20 6.40 6.60 6.80
m/z 90.10 13.86%
5000
a1 59
o309 I 7 % 105 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 620 640 6.60 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.08 Concentration Rank 1

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

7.08 107.74 ng 1060190 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 349 (7.076 min): BF080156.D (-347) (-) m/z 132.10 100.00%
68
5000
96 R SR SR L I
40 54 |75 a7 104 ‘ 6.80 7.00 7.20 7.40
..,....,....,...!,“.'...,!!..,..'.'.,..'=~.,....,....,.':..,....,....,'...,.. m/z 68.10 52.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 S AL LR S AR
6.80 7.00 7.20 7.40
o6 104 m/z 66.10 33.04%
14 27 37445158 7 7T g9 97 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.80 7.00 7.20 7.40
5000 m/z 134.10 31.01%

15 28 39 52 8 77 90 104 o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine e Emem e R
132 6.80 7.00 7.20 7.40
m/z 69.10 20.26%
5000
33 44 o g7 105
60 78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 7 Phenol, 2-ethyl-4-methyl- Concentration Rank 5

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

8.94 8.20 ng 109720 Naphthalene-d8 8.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 91
2 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 86
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 83
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 80

Abundance Scan 512 (8.939 min): BF080156.D (-510) (-) m/z 121.10 100.00%
21
5000 136
91
39 51 65 7 107 8.60 8.80 9.00 9.20

et e et bbb | W7z 136.10 49 .500%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #15856: Phenol, 2-ethyl-4-methyl-
121
5000 136 |||||||||||A'|‘||||||||||||
8.60 8.80 9.00 9.20
77 o1 m/z 91.10 19.30%
107
15 27 39 515865 | |, 98 | | It
T T R T T T T e R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
136 8.60 8.80 9.00 9.20
5000 m/z 77.10 16.74%
i 91
15 27 39 515565 107
mmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15324: 1,3-Cyclohexadiene, 1-methyl-4-(1- methylethyl)
93 8.60 8.80 9.00 9.20
m/z 107.10 12.26%
5000 136
i
‘ ‘ 105
— \m ...l;‘....,ll S Y T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Phenol, 3-ethyl-5-methyl- Concentration Rank 6

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

9.06 8.02 ng 107364 Naphthalene-d8 8.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 91
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 90
4 2-Methylbicyclo[4.3.0]non-1(6)-ene 136 C10H16 060223-07-6 90
5 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 87

Abundance Scan 523 (9.064 min): BF080156.D (-517) (-) m/z 121.10 100.00%
5000 136
[ A 8.80 9.00 9.20 9
39 51 65 - - : 40

e e bbb | W72 136.10 36 77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #15860: Phenol, 3-ethyl-5-methyl-
121
136 "
5000 LN L L L L L L L L L L L
8.80 9.00 9.20 9.40
77 o1 m/z 91.10 16.60%
39 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
8.80 9.00 9.20 9.40
5000 136 m/z 77.10 14.63%
7 91
15 27 39 5lsgg65 o
wwwwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121 8.80 9.00 9.20 9.40
m/z 107.10 13.29%
5000
136
27 39 77 91
ST A N N L ‘
B B L L L o L L RRRARRSRAREEREEEs sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Phenol, m-tert-butyl- Concentration Rank 10

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

9.27 3.65 ng 48908 Naphthalene-d8 8.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
2 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 76
3 Benzenemethanol, 4-(1-methylethyl)- 150 C10H140 000536-60-7 72
4 Ethanone, 1-(3-methoxyphenyl)- 150 C9H1002 000586-37-8 72
5 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 72

Abundance Scan 541 (9.270 min): BF080156.D (-537) (-) m/z 135.10 100.00%
107 150
5000 121
S
39 51 65 9.00 9.20 9.40 9.60
S Y S S S S N m/z 107.10 56.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22641: Phenol, m-tert-butyl-
135
107
5000
150 9.00 9.20 9.40 9.60
41 -7 95 m/z 150.10 54.98%
e e B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
150 9.00 9.20 9.40 9.60
5000 m/z 121.10 47 .85%
43 7 107
L 63 91 121
wwwmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22732: Benzenemethanol, 4-(1-methylethyl)-
135 9.00 9.20 9.40 9.60
m/z 91.10 27 .99%
5000 105 150
79
91 119
oS e | |
| 111 I I |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

8270-BF061715.M Thu Jun 25 14:09:37 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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, 2,3,6-trimethyl- Concentration Rank 14

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

9.32 2.20 ng 29474 Naphthalene-d8 8.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 74
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 72
3 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C10H16 007216-56-0 72
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 64
5 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 64

Abundance Scan 545 (9.316 min): BF080156.D (-544) (-) m/z 121.10 100.00%
121
5000 136
77 91
3? 165 | 107 | 150 9.00 9.20 9.40 9.60
e e e ey | M/ 136,10 46 96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15828: Phenol, 2,3,6-trimethyl-
121
136
5000
91 9.00 9.20 9.40 9.60
o o 77 m/z 91.10 23.35%
51
'w'%?'v'??v"Jﬁ“"m“”'v“w'v'ﬂlv"'|m"fﬂi'v'q'J"'v'”w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
136 9.00 9.20 9.40 9.60
5000 m/z 77.00 19.76%
91
39 7
1 27 51 65 103
Wmmmﬁwmrwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15268: 2,4,6-Octatriene, 2,6-dimethyl-, (E,2)-
121 9.00 9.20 9.40 9.60
m/z 135.10 16.03%
5000 105 136
27 at 53 65 ‘ ‘
”I}ﬁl”hn””mm”NN”PJLP'LW'”NM”P“MP'JJ“'P““P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

8270-BF061715.M Thu Jun 25 14:09:38 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 16

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

9.35 2.07 ng 27660 Naphthalene-d8 8.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-o0l, 2,3-dihydro- 134 C9H100 001470-94-6 68
2 Tetrahydroquinoxaline 134 C8H10N2 003476-89-9 64
3 1H-Inden-1-o0l, 2,3-dihydro- 134 C9H100 006351-10-6 59
4 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 59
5 Benzenemethanol, .alpha.-ethenyl- 134 C9H100 004393-06-0 53

Abundance Scan 548 (9.350 min): BF080156.D (-547) (-) m/z 133.10 100.00%
5000 117
7 91 105
39 | ‘ || 9.00 9.20 940 9.60
S N T |.| ...!|,....,....,.'..l.,..'..'.....,. | m/z 134.10  84.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14797: 1H-Inden-5-0l, 2,3-dihydro-
133
A
5000 LN A U L I
9.00 9.20 9.40 9.60
39 105 m/z 117.10 37.30%
7 \\ o ‘M o \‘ e
) AT L !
mz> 15 20 % 4 50 60 70 8 80 160 I
Abundance
133
9.00 9.20 9.40 9.60
5000 m/z 77.00 29.51%
51 77 92
28 39 65 104 119

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

Abundance #14791: 1H-Inden-1-ol, 2,3-dihydro-

133 9.00 9.20 9.40 9.60
m/z 91.10 26 .25%
5000
115
105
77 91
51
BT S el el) L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Phenol, 3,5-diethyl- Concentration Rank 9

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

9.44 3.83 ng 51294 Naphthalene-d8 8.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,5-diethyl- 150 C10H140 001197-34-8 91
2 Cyclohexanone, 2-(2-butynyl)- 150 C10H140 054166-48-2 52
3 Phenol, 3-methyl-5-(1-methylethy... 207 C12H17NO2 002631-37-0 50
4 3-Methyl-4-isopropylphenol 150 C10H140 003228-02-2 50
5 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 49

Abundance Scan 556 (9.442 min): BF080156.D (-554) (-) m/z 135.10 100.00%
135
121
150
5000
91
77
39 51 65 | ‘ 107 9.20 9.40 9.60 9.80
...,....||'..|.".|'.|...'||...'.,I.'l..'.,'l...'||..'..|....,....,...., m/z 121.10 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22635: Phenol, 3,5-diethyl-
135
11 150
5000
9.20 9.40 9.60 9.80
. % m/z 150.10 64.59%
29 41 83 65 | “\ s
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
135
55 9.20 9.40 9.60 9.80
5000 79 150 m/z 91.10 31.15%
41
21 67 % 107 122
15
m/z--> 20 ' 60 80 100 120 140 160 180 200
Abundance #60864: Phenol, 3-methyl-5-(1-methylethyl)-, methylcarbamate
135 9.20 9.40 9.60 9.80
150 m/z 77.10 21.86%
5000
58 91
271 41 7 107
S .H‘. I‘I‘\I "*M"I - 'MI i .‘k i ,‘.“‘.‘.‘}ﬁ%. .‘l - A .1|6.2. — .?'9.(?2.0.7. -
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF061715.M Thu Jun 25 14:09:40 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.56 8.24 ng 246658 Chrysene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 1-Octadecanol 270 C18H380 000112-92-5 93
Abundance Scan 1004 (14.562 min): BF080156.D (-1001) (-) m/z 57.10 100.00%

3

5000

-

326 14.20 14.40 14.60 14.80
m/z 43.10  92.24%

229

139 168 189 907

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108955: 1-Nonadecanol
43 83

-

5000 LA L L L L L L L LB B
14.20 14.40 14.60 14.80
5 6 m/z 83.10 90.52%
nt I8 199 168 196 21238 266
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
83 e
14.20 14.40 14.60 14.80
5000 m/z 55.10 89.92%
111
27 67

139 182 210
mmmrmwmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

-

Abundance #127053: 2- Chloropropionic acid, pentadecy! ester R e o
57 83 14.20 14.40 14.60 14.80
m/z 69.10 82.84%
- | WL
S aaaaaarer \.‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BF061715.M Thu Jun 25 14:09:41 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.36 6.43 ng 192438 Chrysene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 97
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
Abundance Scan 1074 (15.362 min): BF080156.D (-1071) (-) m/z 57.10 100.00%
5000 nA/\_JJ\,Vvﬁwﬂ\\vVJxﬂd_J\\,
15.00 15.20 15.40 15.60
— m/z 43.10 88.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89783: 1-Octadecene
57
5000 R UL UL B UL B
29 111 15.00 15.20 15.40 15.60
m/z 55.10 87.25%
\‘ N \ ‘ ‘\ | 1%9 168 196 224 252
m/z--> 50 200 250 300 350 400
Abundance
57 83
15.00 15.20 15.40 1560
5000 111 m/z 83.10 80.49%
29
139 168191210 238 65 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosy! formate R R RREEEEa
57 83 15.00 15.20 15.40 15.60
m/z 69.10 74.64%
‘. J’ J\ L ‘]ﬁg \\167 196 222 266 294 322
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample : G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownl7.27 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.27 2.79 ng 61225 Perylene-d12 16.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid, dodecyl ester 262 C14H27CI02 006316-04-7 43
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 43
3 2-Cyclohexen-1-ol, 1-methyl- 112 C7H120 023758-27-2 38
4 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 30
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 30
Abundance Scan 1241 (17.271 min): BF080156.D (-1239) (-) m/z 43.10 100.00%

83 97

5000 111

139 278

176 197 223 249263

17.00 17.20 17.40 17.60
m/z 55.10 85.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95506: Chloroacetic acid, dodecy! ester

5000

17.00 17.20 17.40 17.60
m/z 57.10 81.22%

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

Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 17.00 17.20 17.40 17.60
5000 m/z 69.10 76.63%
111
29 125139
153167181 208224 250 297
W—ﬁmmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6401: 2-Cyclohexen-1-ol, 1-methyl- B A RRREE R
97 17.00 17.20 17.40 17.60
m/z 97.10 74 .61%
69
5000 43
‘ “ 112
' M. ‘ I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17. 20 17. 40 17. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062415\
Data File : BF080156.D

Acq On : 25 Jun 2015 5:02

Operator : TP/1Z

Sample - G2699-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2-methyl. .. 5.53 35.1 ng 345695 1 7.32 196801 20.0
2-Pentanone, 4-me... 6.32 2.8 ng 27653 1 7.32 196801 20.0
Ethanol, 2-(2-met... 6.55 2.2 ng 21567 1 7.32 196801 20.0
unknown7 .08 7.08 107.7 ng 1060190 1 7.32 196801 20.0
Phenol, 2-ethyl-4._. 8.94 8.2 ng 109720 2 8.61 267720 20.0
Phenol, 3-ethyl-5.._. 9.06 8.0 ng 107364 2 8.61 267720 20.0
Phenol, m-tert-bu... 9.27 3.6 ng 48908 2 8.61 267720 20.0
Phenol, 2,3,6-tri... 9.32 2.2 ng 29474 2 8.61 267720 20.0
1H-Inden-5-ol, 2,... 9.35 2.1 ng 27660 2 8.61 267720 20.0
Phenol, 3,5-diethyl- 9.44 3.8 ng 51294 2 8.61 267720 20.0
1-Nonadecanol 14.56 8.2 ng 246658 5 14.78 598852 20.0
1-Octadecene 15.36 6.4 ng 192438 5 14.78 598852 20.0
unknownl17.27 17.27 2.8 ng 61225 6 16.62 438176 20.0
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