LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG041316.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 3.100 38 44 64 rvVB 1481223 2426225 100.00% 14.703%
2 3.365 84 89 97 rvVB 17702 28153 1.16% 0.171%
3 5.292 411 417 426 rBV 58128 95068 3.92% 0.576%
4 5.768 490 498 509 rBV 654710 1105972 45.58% 6.702%
5 7.378 762 772 782 rBV 685487 1262181 52.02% 7.649%
6 7.748 826 835 851 rVB 669320 1227116 50.58% 7.436%
7 8.218 908 915 922 rBV 175607 302580 12.47% 1.834%
8 8.541 962 970 980 rBV 487594 877468 36.17% 5.317%
9 9.387 1105 1114 1123 rBV 426624 790615 32.59% 4_.791%
10 11.038 1387 1395 1401 rBvV 240613 454197 18.72% 2.752%

11 13.453 1797 1806 1813 rBV 997703 1542115 63.56% 9.345%
12 14.264 1937 1944 1950 rBV 80057 119808 4.94% 0.726%
13 14.828 2032 2040 2047 rVB2 345620 568270 23.42% 3.444%
14 15.638 2174 2178 2182 rVB 34454 43060 1.77% 0.261%
15 16.308 2285 2292 2302 rBV 714393 1131912 46.65% 6.859%

16 16.496 2319 2324 2342 rBV 37619 78913 3.25% 0.478%
17 17.284 2454 2458 2464 rBV2 29529 42357 1.75% 0.257%
18 17.566 2498 2506 2510 rBV2 394612 644156 26.55% 3.904%
19 17.607 2510 2513 2520 rVvV 91387 136310 5.62% 0.826%

20 17.695 2524 2528 2532 rVB 18679 28376 1.17% 0.172%
21 18.482 2657 2662 2667 rVB3 28043 45288 1.87% 0.274%
22 18.623 2681 2686 2691 rBv4 33143 67294 2.77% 0.408%
23 19.334 2803 2807 2812 rBV 26697 42770 1.76% 0.259%

24 19.599 2847 2852 2857 rBV 242247 350160 14.43% 2.122%
25 19.957 2909 2913 2920 rVB 223896 336180 13.86% 2.037%

26 20.145 2940 2945 2950 rBV 1252949 1659402 68.39% 10.056%
27 21.438 3161 3165 3173 rVB2 174390 248369 10.24% 1.505%
28 21.837 3226 3233 3238 rBV2 407055 847638 34.94% 5.137%

Sum of corrected areas: 16501953
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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: BG021789.D
1400000] 3{1°

1200000
1000000

800000
5.77 7.38 7,75

600000

9.39
400000

11.04
200000 8.22

3.36 5.29

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021789.D

1400000 20.14

1200000

1000000 13.45

800000 16.31
21.84
600000

400000 14.83 1757 21.44

200000

14.26 15.64 “1_650 17287 69

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 TIC: BG021789.D

1400000

1200000
1000000
800000
600000
400000

Mwwvwﬁdk»MJJ\m~m~«mﬁjk»w“ﬂwwamn«v

O

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

200000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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.

3.10 160.37 ng 2426230 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 44 (3.100 min): BG021789.D (-38) (-) m/z 73.00 100.00%
73
43
5000
89
A LA L
55 3.00 320 3.40
o IS (M | N . NS/ A SN NS— m/z 43.00 56.68%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L AL L
3.00 320 3.40
a1 89 m/z 89.00 31.81%
UnmanRans I'?§M“"'??M"”'“I '“??l' "'ll T ""M T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
7 300 320 340
5000 89 m/z 40.95 11.24%
27
18 37 53 59 101 /\\_
G R S U S I S SULILL IS UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #719: N-Ethylformamide A e
30 73 3.00 320 3.40
m/z 45.00 8.65%
5000
58
44
LB Il 38 s 1 /k
LR IR S UL SR SURLELL S SURLLEL S SUR S S A L L I
m/z--> 10 20 30 40 50 60 70 8 90 100 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.29 6.28 ng 95068 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-0ctanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 417 (5.292 min): BG021789.D (-411) (-) m/z 43.00 100.00%
a3
59
5000
6 | o “l’l 500 520 540 560
B MMM H MM m/z 59.00 57.87%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR L L
59 500 520 540 5.60
m/z 101.00 15.55%
o 23 | 83 g3 1%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
500 520 540 560
5000 m/z 58.00 13.95%
41
0 53 73 86
RN SRS IULILL SR IR I UL UL S UL S B
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #13188: 3-Octanol
59 5.00 5.20 5.40 5.60
m/z 41.00 8.47%
5000 29 41 83
101
o ‘ Ul 53 89 77 | e1 | 112 12
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown7.75 Concentration Rank 2

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

7.75 81.11 ng 1227120 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 835 (7.748 min): BG021789.D (-826) (-) m/z 132.00 100.00%
132
5000 68
96 TTTTTTTT T T T T T T T T T T
40 54 -8 | 106 J 7.40 7.60 7.80 8.00
0 VAN N - N | R m/z 68.00  46.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 RS R UL L
7.40 7.60 7.80 8.00
104 m/z 134.00 32.75%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.00 30.14%
33 44 . 105
0 60 80 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e I e S B
57 132 7.40 7.60 7.80 8.00
24 m/z 69.00 18.88%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 U/ NN I SS—
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.45 ng 78913 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane 170 C12H26 000112-40-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 2325 (16.502 min): BG021789.D (-2319) (-) m/z 57.00 100.00%

57
43
5000

99 mmmmmmmm

113127141 165 195210
o m/z 43.00 65.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71

5000 LA L L L L L LB L |
85 16.20 16.40 16.60 16.80
29 m/z 70.95 53.93%
L e
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
R R e R R
16.20 16.40 16.60 16.80
5000 71 m/z 41.00 33.31%
85
29

99113127141155169183197 226

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

Abundance #36159: Dodecane R B R WA

57 16.20 16.40 16.60 16.80
43 m/z 85.00 30.98%

71
5000
85
29
99 170

s g b Ay B 0 Dl e eV

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BG041316.-M Thu Apr 21 16:12:48 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.62 2.09 ng 67294 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
4 5-Bromofuroic acid 190 C5H3Bro03 000585-70-6 27
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 25
Abundance Scan 2685 (18.617 min): BG021789.D (-2681) (-) m/z 192.00 100.00%
2

5000

250 269 18.40 18.60 18.80 19.00

3
107 122 139159

207221

0 m/z 189.00 70.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000

o4 18.40 18.60 18.80 19.00
m/z 191.00 66.46%

39 63 8l | 110123137150163

e | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
189
e e L e IS M
18.40 18.60 18.80 19.00
5000 m/z 190.00 60.50%
94
8l 163
| NENESNENRERNAS WAV NS S | NN ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190 18.40 18.60 18.80 19.00
m/z 165.00 18.76%
5000
134 162
A \19812.1.@\. w |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18. 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021789.D

Aca On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample : H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 7 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.44 5.86 ng 248369 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 93
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 90
5 1,2-Octadecanediol 286 C18H3802 020294-76-2 87
Abundance Scan 3165 (21.438 min): BG021789.D (-3161) (-) m/z 57.00 100.00%
57
| V“AWM
5000
111
memﬁ%%3wm%omz 465 496 21,20 21.40 2160 21.80
(]SSR MR ¥ U B it ool DB bbbt s N S m/z 43.00 92.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129065: 9-Tricosene, (2)-
55 |97
5000 LR SIS IS BN B
15 21120 21.40 21.60 21.80
0
29 ‘ ‘ 3 m/z 55.00 89.48%
0 \‘ l‘ \ “\ “‘ \‘ \‘\ 5\3\182 210 238266 294 ‘\
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 R DAL BN UL
21.20 21.40 21.60 21.80
5000 m/z 83.00 74 .40%
29 111
139 167 294
O e T o B e T e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98170: 1-Nonadecene R R RRmaE EE s
21.20 21.40 21.60 21.80
m/z 97.00 67 .33%
- W\L\A
0 R R e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 21120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042116\
Data File : BG021789.D

Acq On : 20 Apr 2016 17:43

Operator : UM/SJ

Sample - H2413-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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... 3.10 160.4 ng 2426230 1 8.22 302580 20.0
2-Pentanone, 4-hy... 5.29 6.3 ng 95068 1 8.22 302580 20.0
unknown7 .75 7.75 81.1 ng 1227120 1 8.22 302580 20.0
Eicosane 16.50 2.5 ng 78913 4 17.57 644156 20.0
4H-Cyclopenta[def... 18.62 2.1 ng 67294 4 17.57 644156 20.0
9-Tricosene, (2)- 21.44 5.9 ng 248369 5 21.84 847638 20.0
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