LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO012117\

Data File : BG025579.D

Aca On - 21 Jan 2017 18:45 Instrument :
Operator : UM/SJ ?:'l\:gﬁ(t;Sam ol
3?22'6 i 11329-19 s&anrchP
ALS Vial : 43 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-BG122116.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 5.237 401 408 419 rBV 635116 1065232 16.50% 2.686%
2 5.719 483 490 503 rBVY 1579259 2731781 42.31% 6.889%
3 7.340 759 766 779 rBVY 1672135 3237476 50.15% 8.164%
4 7.711 822 829 840 rBVY 1666833 2940626 45.55% 7.416%
5 8.175 900 908 919 rBV 324887 610167 9.45% 1.539%
6 8.504 955 964 972 rBV 1219722 2188427 33.90% 5.519%
7 9.362 1103 1110 1120 rBY 1043884 1978547 30.65% 4 _.990%
8 11.007 1383 1390 1401 rBV 434752 821507 12.73% 2.072%
9 13.427 1794 1802 1811 rBV 2643749 4073297 63.09% 10.272%
10 14.250 1936 1942 1949 rVB2 158786 262144 4._.06% 0.661%
11 14.808 2030 2037 2044 rBvV 761652 1165695 18.06% 2.940%
12 15.595 2167 2171 2177 rVB2 78125 97540 1.51% 0.246%
13 16.001 2232 2240 2246 rVB7 32878 74418 1.15% 0.188%

14 16.301 2284 2291 2304 rBV 2539384 4092511 63.39% 10.321%
15 16.453 2312 2317 2325 rBV 99967 176619 2.74% 0.445%

16 17.246 2448 2452 2456 rVV3 73121 87566 1.36% 0.221%
17 17.558 2498 2505 2509 rBV 929319 1493973 23.14% 3.768%
18 17.599 2509 2512 2519 rVB 89911 152989 2.37% 0.386%
19 18.392 2643 2647 2651 rBV2 183948 258497 4._00% 0.652%

20 18.474 2657 2661 2665 rBV5 51202 78079 1.21% 0.197%
21 18.662 2689 2693 2697 rVB7 52304 84540 1.31% 0.213%
22 19.262 2791 2795 2800 rVB4 75411 99053 1.53% 0.250%

23 19.597 2847 2852 2854 rBV 220110 322534 5.00% 0.813%
24 19.620 2854 2856 2860 rvVv 452166 581724 9.01% 1.467%
25 19.961 2910 2914 2920 rVB 239465 325478 5.04% 0.821%

26 20.137 2938 2944 2950 rBV 4871545 6455824 100.00% 16.280%
27 20.349 2976 2980 2984 rVB3 62135 79261 1.23% 0.200%
28 21.418 3158 3162 3173 rVB6 137326 315990 4_.89% 0.797%
29 21.841 3227 3234 3240 rBV 1053817 2031310 31.46% 5.123%
30 25.231 3801 3811 3820 rBV2 599918 1771179 27.44% 4._467%

Sum of corrected areas: 39653984
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025579.D

Aca On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample : 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG025579.D

7.34 7.71

8.50 9.36

5.24

8.17 11.01

0
Time-->

3.00 350 4.00 450 5.00 550 6.00 650 700 750 8.00 850 900 950 1000 1050 1100 1150 1200 1250

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG025579.D
20.14

13.43 16.30

21.84

14.81

14.25 15.6016,00 [16.45 17.251]1.60

0
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

5000000

4000000

3000000

2000000

1000000

Abundance

TIC: BG025579.D

25.23

S ne

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025579.D

Aca On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample : 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3

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

5.24 34.92 ng 1065230 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 _alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 9

Abundance Scan 409 (5.243 min): BG025579.D (-401) (-) m/z 43.10 100.00%
431
5000
101.0 IARRE RN RAREE AR LA
5.00 5.20 5.40 5.60
o,....,....,I....,...?0‘??..,.2?.1.0....3??.3.. A29.3 4826 5334 "m/z 59.10 61.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL L I

5.00 5.20 5.40 5.60
m/z 101.00 16.43%

101.0
Ol 11 Ty e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
A Ba e
5.00 5.20 5.40 5.60
5000 m/z 58.10 15.74%
101.0
o A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4076: Morpholine, 4-methyl- R e R AR
43.0 5.00 5.20 5.40 5.60
m/z 41.05 8.46%
5000
101.0
oA e PP P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025579.D

Aca On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample : 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.71 Concentration Rank 1

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

7.71 96.39 ng 2940630 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 829 (7.711 min): BG025579.D (-822) (-) m/z 132.00 100.00%
132.0
68.1
5000
— e
7.40 7.60 7.80 8.00
o! ) .1,1.. oS S0LS %eed Mrl 52270 m/z 68.10 54.27%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-
132.0
5000 AN NS LU AR RARRS
7.40 7.60 7.80 8.00
78.0 m/z 66.10 39.41%
NI 3 Y I O
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 32.19%
33.0
78.0
S S L B B L L I B I W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e e mEma
132.0 7.40 7.60 7.80 8.00
m/z 69.10 26 .63%
5000
63.0
Oﬂ?gﬁfﬂ"w" L SN L LI SN UL L S UL R L A
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025579.D

Aca On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample : 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.45 2.36 ng 176619 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 74
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
4 5-Ethvldecane 170 C12H26 017302-36-2 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2316 (16.447 min): BG025579.D (-2312) (-) m/z 57.10 100.00%
57.1
5000
112.3 239.0 3295 16.20 16.40 16.60 16.80
0 ....,.J..“,‘.'...,l.7.2.1.,.... 2810 Jox>. LS ATLB 52180 L7, 43.10 56.32%

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

Abundance #94345: Heptadecane
57.0
5000 LA B L L L L L
16.20 16.40 16.60 16.80
9.0 m/z 71.10 38.70%
0 [ ‘ “ ] \\‘ 1 141 0182 0 240 0
I L e o o L e o e o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 41.10 33.18%
97.0
o 141.0183.0 231.0273.0 3430 4140
L i e e LA e o o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38324: Undecane, 2-methyl- T
43. 16.20 16.40 16.60 16.80
m/z 55.10 30.73%
5000 50
127.0
o ‘ 170.0
I L i o e o o N I S S B e R N EEEE e e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 20 16 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025579.D

Aca On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample : 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.39 3.46 ng 258497 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tricosanoic acid 354 C23H4602 002433-96-7 64

Abundance Scan 2647 (18.392 min): BG025579.D (-2643) (-) m/z 60.05 100.00%

5000

213.1

256.1
208.4340.0 3992 449.7  sasg . 18:00 18.20 18.40 18.60 18.80

0 m/z 73.05 94 .44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid
43.0
5000
242.0 18.00 18.20 18.40 18.60 18.80
3.0 1290 m/z 43.10 79.02%
‘ ‘ 199.0 ‘
0 ..Mll“‘.‘ "“‘H'“‘hl"ML""‘I""""I'""I""I""I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
18.00 18.|20 18.|40 18.|60 18.|80
5000 256.0 m/z 41.10 74 .43%
129.0
fi3.0 213.0
171.0
O L L L S L B S N S L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid e B AR o s
73.0 18.00 18.20 18.40 18.60 18.80

m/z 55.10 69.10%

5000

T I T T I
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025579.D

Aca On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample : 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown21.42 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.42 3.11 ng 315990 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 43
2 Cyclohexane. 1-methvl-4-(l-methy... 168 C12H24 054411-00-6 38
3 1-Docosene 308 C22H44 001599-67-3 38
4 Hexadecanedinitrile 248 C16H28N2 006812-44-8 35
5 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 30
Abundance Scan 3162 (21.418 min): BG025579.D (-3158) (-) m/z 55.10 100.00%
54.1
97.1
5000 234.1
153.1 281.1 " 21120 21.40 21.60 21.80
333.1 385.1 464.3
ol A R ,-'.L-.‘:'lr bt BL4 1 "m/z 97.10 65.82%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234186: 17-Pentatriacontene
57.0
5000 LI B BRI BULILLE B
mmmmmmmm
m/z 69.10 63.67%
o150 | ‘ “ “H \‘H | u‘u 1 I ‘9? 0236.0278.0320.0362,0406.0447.0490.0
m/z--> 6 50 100 150 200 250 360 350 400 4%0 560 '
Abundance
550910 I DA B SO B
21.20 21.40 21.60 21.80
5000 m/z 57.10 62.29%
168.0
L S L L B B B L BN R SRR
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene R e EERmE R
5.0 21.20 21.40 21.60 21.80
m/z 83.10 53.36%
97.0
5000
ol14.0 | JH3%018LO 308.0
m/z--> 6 56 160 150 200 250 300 3%0 460 4%0 560 ' 2f20 2140 2160 2180
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012117\
Data File : BG025579.D

Acq On : 21 Jan 2017 18:45

Operator : UM/SJ

Sample - 11329-19

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.24 34.9 ng 1065230 1 8.18 610167 20.0
unknown7 .71 7.71 96.4 ng 2940630 1 8.18 610167 20.0
Heptadecane 16.45 2.4 ng 176619 4 17.56 1493970 20.0
Pentadecanoic acid 18.39 3.5 ng 258497 4 17.56 1493970 20.0
unknown21 .42 21.42 3.1 ng 315990 5 21.84 2031310 20.0
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