LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 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:\HPCHEM1\BNA G\METHODS\8270-BG022316.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.056 32 37 52 rvB 273121 379768 33.13% 10.875%
2 5.282 411 416 425 rBB 23410 35096 3.06% 1.005%
3 5.781 495 501 510 rBB 98467 155272 13.54% 4._.446%
4 7.409 771 778 787 rBV 113708 192248 16.77% 5.505%
5 7.755 830 837 844 rBB 111879 189701 16.55% 5.432%
6 8.208 908 914 919 rBB 18817 30852 2.69% 0.883%
7 8.531 963 969 976 rBB 79875 136282 11.89% 3.903%
8 9.388 1108 1115 1122 rBB 74385 126832 11.06% 3.632%
9 11.027 1387 1394 1400 rBV 30717 53581 4.67% 1.534%
10 13.447 1800 1806 1812 rBB 156618 223903 19.53% 6.412%
11 14.270 1940 1946 1953 rVB 23980 35284 3.08% 1.010%
12 14.816 2033 2039 2046 rvB2 37861 60579 5.28% 1.735%
13 16.308 2287 2293 2299 rBvV 117668 163219 14.24% 4.674%
14 16.467 2316 2320 2323 rBvV 8689 12562 1.10% 0.360%
15 16.631 2341 2348 2352 rBvV 10798 15565 1.36% 0.446%
16 16.684 2352 2357 2363 rvv2 8653 16829 1.47% 0.482%
17 16.749 2363 2368 2372 rVB 10246 13624 1.19% 0.390%
18 16.949 2396 2402 2409 rVvVB4 7641 14606 1.27% 0.418%
19 17.013 2409 2413 2417 rBvV 12150 16080 1.40% 0.460%
20 17.560 2499 2506 2510 rBV2 37753 58147 5.07% 1.665%
21 17.601 2510 2513 2519 rVB 15100 19399 1.69% 0.556%
22 18.411 2646 2651 2658 rBV2 8676 13666 1.19% 0.391%
23 19.246 2789 2793 2798 rBV4 8228 11817 1.03% 0.338%
24 19.592 2847 2852 2857 rBV 17985 23857 2.08% 0.683%
25 19.956 2910 2914 2921 rVB3 15011 30495 2.66% 0.873%

26 20.138 2940 2945 2950 rVB 145739 177128 15.45% 5.072%
27 20.832 3055 3063 3067 rBvV 903822 1146345 100.00% 32.826%

28 21.407 3156 3161 3170 rVB6 10520 18221 1.59% 0.522%

29 21.830 3227 3233 3238 rBV 27744 47352 4.13% 1.356%

30 24.092 3611 3618 3626 rBV3 18888 42449 3.70% 1.216%

31 25.155 3792 3799 3806 rBV2 11257 31409 2.74% 0.899%
Sum of corrected areas: 3492168
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG022416\

BG021064.D

24 Feb 2016 23:11

UM/SsJ

H1521-09

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance

800000

600000

400000

3.06

200000

TIC: BG021064.D

7.417.76
5.78 8.53

5.28 8.21

9.39

11.03

0

Time-->

SRR SN SN GMSNESMMMMSS | IS S S| N

3.00 350 400 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

800000

600000

400000

200000

TIC: BG021064.D

13.45
16.31

1427 1482 CLEEBEBISBL 1750

AoA,
T35

18.41

A Ay ~
T T T T LI S e e B B

20.14

19.251.9’\.5919.9

20.83

21,41 2183

O
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

800000

600000

400000

200000

TIC: BG021064.D

24.09 25.16
A

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG022316.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 2,2-dimethoxy- Concentration Rank 1

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

3.06 246.19 ng 379768 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 38 (3.062 min): BG021064.D (-32) (-) m/z 73.15 100.00%
73
5000 43
89
e e
3.00 320 340
55
o/ T W VS RN — m/z 43.10 50.50%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L R
3.00 320 340
31 89 m/z 89.05 28 .90%
O |'?§t“"'??H"J'“|' “??l' "'ll*' '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
300 320 340
5000 m/z 41.15 10.00%
45
29
o 39 55 67 101
LRJURELERN FURLELE SUELELELE FELELEN SN S ILLILEL SURILELS SURELL SR
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2103: Propane, 2-methoxy-2-methy!l- et
73 3.00 320 340
m/z 45.15 7.49%
5000
57
29 41
0 15 \‘ \“\ 50 1 ! 87
LRJURELEERN FURLELEL SUELELEE IELELEN JLELELIN S ILL LR SURILELS SURELL SR T rrrr T
m/z--> 10 20 30 40 50 60 70 8 90 100 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.28 Concentration Rank 5

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

5.28 22.75 ng 35096 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 416 (5.282 min): BG021064.D (-411) (-) m/z 43.15 100.00%
48
59
5000
101 UL L U I R
| 83 | 500 5.20 5.40 5.60
ottt e m/z 59.15 56.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R AL I
59 500 520 540 5.60
m/z 101.05 19.59%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
500 520 540 560
5000 m/z 58.05 14 .16%
58
15 27 37 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester L e R
43 500 520 5.40 5.60
m/z 41.15 8.60%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.76 Concentration Rank 2

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

7.76 122.98 ng 189701 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 838 (7.761 min): BG021064.D (-830) (-) m/z 132.05 100.00%
5000 68
96 IIIIIIIIIIIIIIIIIIII
47 5% 61 75 | 103 7.40 7.60 7.80 8.00
0 ..,....,....,...:,".'..:,.... o PR T UMMNMBS | N m/z 68.15 44.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI LU R L
7.40 7.60 7.80 8.00
78 m/z 134.05 34 .13%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.15 29.60%
104
ol 14 27 37 44 51 5 % 77 g9 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine i B B e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.12%
5000
33 a4 97 105
0 5160 e | | s
m/z--> 10 20 30 40 §0 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.47 4.32 ng 12562 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 74
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
3 Nonane. 2.5-dimethvl- 156 C11H24 017302-27-1 59
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 56
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 56

Abundance Scan 2321 (16.473 min): BG021064.D (-2316) (-) m/z 57.15 100.00%
g7
43 71
5000 -
| 99 16.20 16.40 16.60 16.80
Ol e e b e e e e e || M/ 43.15  75.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 57
5000 n
g5 16.20 16.40 16.60 16.80
29 m/z 71.15 69.29%
0 ‘ L I “ 99 113 127 141 155 169 183 197 226
m/z--> 20 4b eb 50 100 150 140 160 180 200 220
Abundance
43
16.20 16.40 16.60 16.80
5000 m/z 41.15 42 .04%
29 | 57 7l 85
o S Y D T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27136: Nonane, 2,5-dimethyl-
57 16.20 16.40 16.60 16.80
43 m/z 85.05 36.20%
5000
85
29 99
ol 15 I L Il M ‘ | 113127 141 156
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.63 5.35 ng 15565 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 74
2 Hexestrol 270 C18H2202 005635-50-7 39
3 2H-1.4-Benzoxazine. 3.4-dihvdro- 135 C8H9NO 005735-53-5 39
4 1-Dodecanone. 2-(imidazol-1-vD)-... 356 C22H32N202 1000137-95-7 39
5 Adenine 135 C5H5N5 000073-24-5 9
Abundance Scan 2348 (16.631 min): BG021064.D (-2341) (-) m/z 135.05 100.00%
135
5000
“a gﬂr 16.40 16.60 16.80 17.00
Obrrprrref bt ek e e e e || M7z 10705 13 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135
5000
16.40 16.60 16.80 17.00
m/z 136.05 10.04%
107
o 41 57 74 917 161 188206 231247 281 300315
m/z--> 20 Jo eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135
107 " 16.40 16,60 16.80 17.00
5000 m/z 41.10 9.87%
RE: 4l 5 01 165 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15005: 2H-1,4-Benzoxazine, 3,4-dihydro-
135 16.40 16.60 16.80 17.00
m/z 43.15 8.49%
5000
79
O'W””M““LNLJWA”“”‘””P”W””P”W””'“W””P”W””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.68 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.68 5.79 ng 16829 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene. 1.3.5.5.6.6-... 164 C12H20 1000150-39-4 47
2 1.3-Cvclohexadiene-1-carboxaldeh... 150 C10H140 000116-26-7 38
3 1l.4-Methano-1H-cvcloheptaldlpvri... 192 C12H20N2 1000221-85-4 38
4 6-Amino-1-methvlpurine 149 C6H7N5 005142-22-3 35
5 4-(2-Methyl-cyclohex-1-enyl)-but... 164 C11H160 041437-92-7 32

Abundance Scan 2356 (16.678 min): BG021064.D (-2352) (-) m/z 107.05 100.00%
107
149
121
5000
191
4|1 5|5 7|7 9|1 | 175 16.40 16.60 16.80 17.00
o...,..”,L..J,”..,..JW.H..,..L,..L.,.”.,...., m/z 149.05 73.49%
m/z--> 20 40 80 100 120 140 160 180
Abundance #32012: 1,3 Cyclohexadiene, 1,3,5,5,6,6-hexamethyl-
149
5000 L DU B B ---F
16.40 16.60 16.80 17.00
107 1 164 m/z 121.05  62.05%
Ouuulu‘l‘. “ I\H‘ |‘|7‘||H|‘||=|I|“|||||||||||‘|||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
107
91
121 16.40 16.60 16.80 17.00
5000 150 m/z 191.05 22.46%
39 79
27 51 65 135
15
G L S SR L S UL W UL B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50469: l,4—Methano—lH—cycIohepta[d]pyridazine, 4,4a,5,6,7... LI L I I L
3 107 149 16.40 16.60 16.80 17.00
a1 81 m/z 41.10 16.28%
67
5000 55 121
bl
0 | .‘l \Iu |‘|||‘|||‘|||||||=|||||||||
m/z--> 20 120 140 160 180 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexestrol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.75 4.69 ng 13624 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 005635-50-7 50
2 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 40
3 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 40
4 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 40
5 3-Methyl-2-butenoic acid, l-adam... 248 C16H2402 1000282-89-4 33
Abundance Scan 2368 (16.749 min): BG021064.D (-2363) (-) m/z 135.05 100.00%
135
107121
5000 149
41
| 57 77 9|1 101 16.40 16.60 16.80 17.00
et b e ey | M/Z 121.05  58.43Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100744: Hexestrol
135
107
5000
16.40 16.60 16.80 17.00
m/z 107 .05 57 .92%
o 18 CAlss 7791 g | 165 270
m/z--> ﬁo 40 éo 80 160 120 140 160 180 200 220 240 260
Abundance
135
107 16.40 16.60 16.80 17.00
5000 m/z 149.05 47 . 77%
o 4255 7Ol | 121 | 149165 181 197212 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135 16.40 16.60 16.80 17.00
107 m/z 41.05 17.69%
5000
150
7791
0...,?T.ﬂh.h.??n.H..M.“...z}..w.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknowl6.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.95 5.02 ng 14606 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlenebornane 150 C11H18 027538-47-2 35
2 5-Methvl-7-amino-s-triazolo(1.5-... 149 C6H7N5 033376-96-4 27
3 Phenol. 2-butvl- 150 C10H140 003180-09-4 27
4 1H-Purin-6-amine. N-methvl- 149 C6H7N5 000443-72-1 25
5 37,4 -Formoxylidide 149 C9H11NO 006639-60-7 25
Abundance Scan 2402 (16.949 min): BG021064.D (-2396) (-) m/z 149.05 100.00%
5000 121
4 55 77 9|1 135 163177 16.60 16.80 17.00 17.20
3 O S VO O O O § \“nm m/z 107.05 82.53%
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180
Abundance #22865: 2-Methylenebornane
107
5000
79 16.60 16.80 17.00 17.20
0
43 53 ‘ ‘ 121 ;o 150 m/z 121.05 44 _20%
0 .|u..|....|l‘.uHH“ \‘H ‘ M\ ” ‘Il\” ”” |||||||||||||||||||l||||||||||||||||||
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180
Abundance
149
16.60 16.80 17.00 17.20
5000 m/z 163.15 17.99%
28 39 109 122
54 66 84 95 134
LA AR RLRA LARAN NEAR RARAN LA RS EARAN LAASS LARRS LALSE LAARS RARAS AL RARSS LAY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #22621: Phenol, 2-butyl- R e
107 16.60 16.80 17.00 17.20
m/z 135.05 17.87%
5000
150
77
27 39 51 65 | 91 | 1}9 133
m/z--> 20 30 40 50 60 70 80 §o 100 110 120 130 140 1%0 160 170 180 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl17.01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.01 5.53 ng 16080 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-n-Hexvladamantane 220 C16H28 022458-75-9 38
2 4-Amino-1-_beta.-d-ribofuranosyvl... 329 C10H12N506P 115969-63-6 38
3 Hexestrol 270 C18H2202 005635-50-7 36
4 1H-Indole. 5-fluoro- 135 C8H6FN 000399-52-0 9
5 Benzeneacetonitrile, 4-fluoro- 135 C8H6FN 000459-22-3 9
Abundance Scan 2412 (17.007 min): BG021064.D (-2409) (-) m/z 135.05 100.00%
5000
107
L 17 121 16.60 16.80 17.00 17.20 17.40
O N L m R B A R R B R m/z 107 .05 23.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69640: 1-n-Hexyladamantane
135
5000
16.60 16.80 17.00 17.20 17.40
m/z 41.15 14 .24%
. 55 19 93107 | 177 220
mz> 20 4 60 80 100 130 130 160 180 200 230 280 240
Abundance
135
16.60 16.80 17.00 17.20 17.40
5000 m/z 136.05 10.97%
44
108
66 81 9 49 1a1

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol A A maan
135 16.60 16.80 17.00 17.20 17.40

m/z 95.05 8.82%

5000 107

284l 55 77 91 | 120 || 150165 181 109212 241 270

e B s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.60 16.80 17.00 17.20 17.40

8270-BG022316.-M Thu Feb 25 16:13:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Undecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.41 4.70 ng 13666 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 _alpha.-D-Glucopvranose. 4-0-_.be... 342 C12H22011 014641-93-1 37
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 37
Abundance Scan 2651 (18.411 min): BG021064.D (-2646) (-) m/z 73.05 100.00%
60 1B
5000
o7 129
| Th || ‘ 1T2 21|3 18.00 18.20 18.40 18.60 18.80
0 .......,...w...w...w...w..”,..”,..”, m/z 60.05 83.90%
m/z--> 60 100 120 140 160 180 200
Abundance #46617. Undecanoic acid
60 73
43
5000 29 U R BN
18.00 18.20 18.40 18.60 18.80
s 129 143 m/z 41.15 67.98%
| Al --.----.----.---1‘7-1??-.----.----.
m/z--> 200 40 60 o 100 120 140 160 180 200
Abundance
60 73
43
18.00 18.20 18.40 18.60 18.80
5000 m/z 57.10 66.39%
29 85 129
157 200
101 115
. 143 171 1 gq
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid
60 73 18.00 18.20 18.40 18.60 18.80
m/z 43.15 63.39%
5000 41
- 129
87 115 172
0,”18,\;‘, Y W - B |
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.20 18.40 18 60 18.80

8270-BG022316.-M Thu Feb 25 16:13:31 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Nonadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.25  4.06 ng 11817  Phenanthrene-di0 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecene 266 ClOH38 018435-45-5 80
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 74

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 74
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 72
5 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 64

Abundance Scan 2794 (19.251 min): BG021064.D (-2789) (-) m/z 69.05 100.00%
43 9
83 97
5000
111 207
19.00 19.20 19.40 19.60
b prrrrrr m/z 43.05 85.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43 57 7
5000 LA L L L L L L L L
19.00 19.20 19.40 19.60
29 125 m/z 55.10 83.43%
ol15 | |l 139154168182196210204238 266
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 83
97 LB e B
1N 19.00 19.20 19.40 19.60
5000 111 m/z 41.05 81.48%
29

125
| 139154167 182196 210224238251

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester R A BAR T B S
19.00 19.20 19.40 19.60

m/z 57.10 74 .85%

5000

12

5
139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.00 19.20 19.40 19.60

8270-BG022316.M Thu Feb 25 16:13:32 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dichloroacetic acid, tridec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.41 7.70 ng 18221 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 53
2 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 53
3 Undecane. 5-cvclohexvl- 238 C17H34 013151-80-9 53
4 2-Heptadecenal 252 C17H320 1000143-48-6 52
5 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 49
Abundance Scan 3161 (21.407 min): BG021064.D (-3156) (-) m/z 57.15 100.00%
57
4 83
5000
21/00 21.20 21.40 21.60 21.80
Ot rrrprerrdere m/z 43.15 81.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122698: Dichloroacetic acid, tridecyl ester
43
69
5000 o LN I DU BN B
21.00 21.20 21.40 21.60 21.80
m/z 83.05 74.78%
2 112 154
0 I 127 182
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
21:00 21.20 21.40 21.60 21.80
5000 a1 83 m/z 41.10 71.51%
111
0 18 126141 166 194 222 253 281796
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81260: Undecane, 5-cyclohexyl- e EREEE RS
7 a3 21.00 21.20 21.40 21.60 21.80
. m/z 55.05 70.62%
5000
11 154
0 2% Il | f 1 6 181
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 | 21.00 21.20 21.40 21.60 21.80

8270-BG022316.M Thu Feb 25 16:13:33 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021064.D

Aca On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .09 27.03 ng 42449 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 76
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 70
3 Tetratetracontane 619 C44H90 007098-22-8 68
4 Tritetracontane 605 C43H88 007098-21-7 68
5 Octacosane 394 C28H58 000630-02-4 68
Abundance Scan 3618 (24.092 min): BG021064.D (-3611) (-) m/z 57.15 100.00%
57
5000 252 MV—VJ\‘W
97 USRI SRR SR I
J | 141 221 23.80 24.00 24.20 24.40
(NN A § P m/z 43.15 72.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane
57
5000 LRI SR UL SR UL
23.80 24.00 24.20 24.40
99 m/z 71.10 68.64%
o 281 L4 1 183 225 267 309 380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
| 23.80 24.00 24.20 24.40
5000 m/z 85.10 46.48%
99 154
0 267
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57 23.80 24.00 24.20 24.40
m/z 252.05 37.08%
5000

S

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SRR NI . B

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022416\
Data File : BG021064.D

Acq On : 24 Feb 2016 23:11

Operator : UM/SJ

Sample : H1521-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022316 .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, 2,2-dime... 3.06 246.2 ng 379768 1 8.20 30852 20.0
unknown5.28 5.28 22.8 ng 35096 1 8.20 30852 20.0
unknown7 .76 7.76 123.0 ng 189701 1 8.20 30852 20.0
Hexadecane 16.47 4.3 ng 12562 4 17.56 58147 20.0
Carbamic acid, N-... 16.63 5.3 ng 15565 4 17.56 58147 20.0
unknownl16 .68 16.68 5.8 ng 16829 4 17.56 58147 20.0
Hexestrol 16.75 4.7 ng 13624 4 17.56 58147 20.0
unknow16.95 16.95 5.0 ng 14606 4 17.56 58147 20.0
unknownl17.01 17.01 5.5 ng 16080 4 17.56 58147 20.0
Undecanoic acid 18.41 4.7 ng 13666 4 17.56 58147 20.0
1-Nonadecene 19.25 4.1 ng 11817 4 17.56 58147 20.0
Dichloroacetic ac... 21.41 7.7 ng 18221 5 21.83 47352 20.0
Heptacosane 24 .09 27.0 ng 42449 6 25.16 31409 20.0
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