LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 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_G\METHODS\8270-BG060315.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.759 8 12 18 rBvY 98837 128966 3.71% 1.036%
2 3.787 180 187 203 rBV 2390163 3474729 100.00% 27.919%
3 4.721 341 346 354 rVB 41048 60756 1.75% 0.488%
4 5.221 423 431 442 rBVY 513934 781534 22_.49% 6.279%
5 6.137 582 587 599 rBvY 39033 67376 1.94% 0.541%
6 6.837 699 706 717 rBVY 573606 890540 25.63% 7.155%
7 7.166 755 762 770 rBVY 594901 908789 26.15% 7.302%
8 7.624 833 840 848 rVvB 93493 144871 4.17% 1.164%
9 7.941 887 894 901 rBV 424270 642489 18.49% 5.162%
10 8.787 1031 1038 1047 rBV 369553 588640 16.94% 4.730%

11 10.415 1309 1315 1326 rVB 114469 191123 5.50% 1.536%
12 12.906 1732 1739 1749 rBvV 700418 1009096 29.04% 8.108%
13 13.752 1877 1883 1895 rBV 62812 93181 2.68% 0.749%
14 14.292 1967 1975 1982 rBV2 165316 250270 7.20% 2.011%
15 15.791 2223 2230 2238 rBV 639486 890745 25.63% 7.157%

16 17.042 2438 2443 2449 rBV 197640 277203 7.98% 2.227%
17 17.953 2593 2598 2606 rBV2 44077 66293 1.91% 0.533%
18 19.475 2851 2857 2864 rVB2 26789 43258 1.24% 0.348%
19 19.680 2886 2892 2898 rBV 879429 1098229 31.61% 8.824%
20 20.949 3104 3108 3115 rvVB2 86683 107025 3.08% 0.860%

21 21.237 3150 3157 3161 rBV 271434 370630 10.67% 2.978%
22 22.806 3418 3424 3426 rBV6 18036 38512 1.11% 0.309%
23 23.476 3531 3538 3548 rBV2 160926 321571 9.25% 2.584%

Sum of corrected areas: 12445826
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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: BG017536.D
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Abundance TIC: BG017536.D
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Abundance TIC: BG017536.D

2000000
1500000
1000000

500000
21.24
23.48

20.95 \ 2281 \

I e L e .

Time--> 21.00 2150 22.00 2250 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

8270-BG060315.M Mon Jun 08 17:49:44 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.76 17.80 ng 128966 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12

Abundance Scan 12 (2.759 min): BG017536.D (-8) (-) m/z 73.05 100.00%

5000 43

i}

2.80 2.90 3.00 3.10 3.20
e e e e e || M7z 43.00  47.68%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-

T .

5000 e e e e
2.80 2.90 3.00 3.10 3.20
L

m/z 55.10 27.63%
RIS SIS S LI UL SULELELS UL S UL LI W

m/z--> 0 50 100 150 200 250 300 350 400 450 500

|

Abundance
73
411 2.80 2.90 3.00 3.10 3.20
5000 m/z 87.10 21.87%
15
T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13857: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester R R A Rmana b
73 2.80 2.90 3.00 3.10 3.20
43 m/z 41.00 15.96%
5000
‘ 193
L Il i
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 unknown4.72 Concentration Rank 6

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

4.72 8.39 ng 60756 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 4-Ethyl-3-octanol 158 C10H220 019781-26-1 25
4 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
5 5-Hydroxypentanehydroxylamine, N... 245 C11H19NO5 104556-13-0 10

Abundance Scan 346 (4.721 min): BG017536.D (-341) (-) m/z 43.00 100.00%
a3
5000
101 4.40 4.60 4.80 5.00
—d ,'.0.?4.-,1.. ¥ m/z 59.00 53.99%
m/z--> 50 100 150 200 250 300
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRSS SRR AR
4.40 4.60 4.80 5.00
m/z 101.00 18.20%
15 101
‘ H\‘ LU \0 83
m/z--> 50 100 150 200 250 300 '
Abundance
43
4.40 4.60 480 500
5000 m/z 58.00 15.95%
101
m/z--> 50 100 150 200 250 300 '
Abundance #28218: 4-Ethyl-3-octanol
59 4.40 4.60 4.80 5.00
m/z 41.00 10.59%
5000
41
M i 98 129
e JIJ'L L L L UL S
m/z--> 50 100 150 200 250 300 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 5

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

6.14 9.30 ng 67376 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 74
2 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
3 Butane, 1-methoxy- 88 C5H120 000628-28-4 9
4 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 9
5 2-Propanol, 1,1"-oxybis- 134 C6H1403 000110-98-5 9

Abundance Scan 587 (6.137 min): BG017536.D (-582) (-) m/z 45.00 100.00%
5000 E
89 5.80 6.00 6.20 6.40

.~ m/z 59.10 40.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8973: Ethanol, 2-(2-methoxyethoxy)-

45

5000 R BB R R 2 e ST
5.80 6.00 6.20 6.40

m/z 58.00 27 .18%

89
“.WJN.MU“...“..............w...w...w...w...w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
15 45

5.80 6.00 6.20 6.40

5000 m/z 43.00 17.12%
90
e B I B N B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2079: Butane, 1-methoxy-  BEREaERESE R R S
45 5.80 6.00 6.20 6.40
m/z 89.00 10.41%
5000
H 88
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 unknown7.17 Concentration Rank 2

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

7.17 125.46 ng 908789 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 763 (7.171 min): BG017536.D (-755) (-) m/z 132.00 100.00%
32
5000 68
40 5 96 AN SRS A
6 103 6.80 7.00 7.20 7.40 7.60
...,....,....,...!!'!.‘.‘.7;!!..‘,3}!-'| o8 lowus W “m/z 68.10  40.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SNARASRARSSRARSR RS
69 6.80 7.00 7.0 7.40 7.60
m/z 66.00 37.31%
‘ ‘ 89 103
---.----|----|----ml‘--‘-‘.‘--‘--|----|----|----‘|---‘-|-‘i‘-- 115|| T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 134.00 33.95%
70
31
4451 60 77 g 105 116

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

Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- e
56 132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.77%
5000
27 64
R e e e e e e e I ERRRE REEL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.95 4.78 ng 66293 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 38
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 30
5 n-Decanoic acid 172 C10H2002 000334-48-5 27

Abundance Scan 2598 (17.953 min): BG017536.D (-2593) (-) m/z 43.05 100.00%

73

5000
129 213 256
171185

17.60 17.80 18.00 18.20
m/z 41.00 98.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43

60

5000
17.60 17.80 18.00 18.20

m/z 55.05 71.41%

83
L T 115'291431571711851 00213297 242”5

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

73

43 57 17.60 17.80 18.00 18.20

5000 - 129 m/z 73.00 69.47%

g 15 ah 214

101 143157 | 185
Tﬁmﬁmmrrwwwmm

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

Abundance #75071: Tetradecanoic acid
73 17.60 17.80 18.00 18.20

23 m/z 60.00 68.56%
5

5000 129

185 228
143157171 ‘ 199,13

T 01115
AL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.95 5.78 ng 107025 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 93
3 Cycloeicosane 280 C20H40 000296-56-0 90
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 90
Abundance Scan 3108 (20.949 min): BG017536.D (-3104) (-) m/z 43.10 100.00%

69
5000

23

20.60 20.80 21.00 21.20
m/z 57.10 94 .45%

125

154180207 252 280308 350

m/z 55.00 80.62%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121980: 1-Docosene
57 97
5000 20.60 20.80 21.00 21.20
29 125 308
\‘ LA H‘ ‘\ \

M L h a i “1 209 238 280 |

m/z--> 50 200 250 300 350 400 450
Abundance
41 /69
RN R R e
97 20.60 20.80 21.00 21.20
5000 m/z 69.10 65.21%

25
154 182 224 252

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106397: Cycloeicosane I T
55 20.60 20.80 21.00 21.20
83 m/z 41.10 64.84%
5000
29 111
I J [139 168 196 224 252 280

m/z--> 50 100 150 200 250 300 350 400 450 20. 60 20 80 21. 00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060615\
Data File : BG017536.D

Acq On : 7 Jun 2015 15:44

Operator : TP/1Z

Sample : G2507-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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]
Butane, 2-methoxy... 2.76 17.8 ng 128966 1 7.62 144871 20.0
unknown4 .72 4.72 8.4 ng 60756 1 7.62 144871 20.0
Ethanol, 2-(2-met... 6.14 9.3 ng 67376 1 7.62 144871 20.0
unknown?7 .17 7.17 125.5 ng 908789 1 7.62 144871 20.0
n-Hexadecanoic acid 17.95 4.8 ng 66293 4 17.04 277203 20.0
1-Docosene 20.95 5.8 ng 107025 5 21.24 370630 20.0
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