LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121215\

Data File : BG020135.D

Aca On - 12 Dec 2015 9:46 Instrument :
Operator - UM/SJ BNA_G

Sample - G4772-03 ClientSampleld :
Misc - ITALE-FILL-SOURCE-5A
ALS Vial : 26 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-BG120215.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 2.979 19 24 44 rVB 1300899 1864346 100.00% 18.796%
2 5.171 392 397 404 rBV 71748 108544 5.82% 1.094%
3 5.647 471 478 489 rBV 320617 496198 26.62% 5.002%
4 7.251 743 751 762 rBV 343712 580589 31.14% 5.853%
5 7.627 807 815 824 rVB 331160 547666 29.38% 5.521%

8.097 888 895 902 rBV 65259 108869 5.84% 1.098%
8.426 943 951 958 rBV 231963 402496 21.59% 4._.058%
9.266 1087 1094 1101 rVB 203922 353024 18.94% 3.559%
10.917 1368 1375 1383 rVB 88074 159173 8.54% 1.605%
13.355 1782 1790 1798 rBV 596976 923580 49.54% 9.311%

=
QO ~NO®

11 14.172 1923 1929 1935 rVB 80138 109366 5.87% 1.103%
12 14.730 2017 2024 2030 rVvB2 157722 260155 13.95% 2.623%

13 15.559 2160 2165 2169 rBV 15205 19956 1.07% 0.201%
14 16.211 2266 2276 2288 rBV 611547 905449 48.57% 9.128%
15 16.416 2305 2311 2314 rBV 17663 24750 1.33% 0.250%
16 17.468 2484 2490 2496 rBV2 249935 360623 19.34% 3.636%
17 18.338 2634 2638 2647 rBV2 41293 56446 3.03% 0.569%
18 19.196 2778 2784 2791 rBV3 30854 48699 2.61% 0.491%
19 20.071 2927 2933 2938 rBV 1306693 1633093 87.60% 16.464%
20 20.829 3054 3062 3067 rBV6 9155 21131 1.13% 0.213%
21 21.364 3148 3153 3165 rVB2 57120 90894 4._.88% 0.916%

22 21.740 3210 3217 3223 rVB 265277 437893 23.49% 4._.415%
23 25.006 3761 3773 3786 rBV 143953 406093 21.78% 4.094%

Sum of corrected areas: 9919033
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\

Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

ﬁ?ggle : G4772-03 ITALE-FILL-SOURCE-5A
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG020135.D
2|98
1200000

1000000
800000
600000

400000 565 7.25 7.63

8.43
200000 8.21

5.17 8.10 10.92

Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 900 950 1000 10.50 1100 1150 1200 1250
Abundance TIC: BG020135.D

20.07
1200000

1000000

800000

16.21
600000l  13:36

400000
17.47 2174

200000 14.73

14.17 21.36

1556 |l16.42 1834 19.20 I 20.83

O e s e e e e e e e e e B R R e

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: BG020135.D

1200000

1000000

800000

600000

400000

200000 25.01

O T T T T e

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:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

Sample : 64772-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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.

2.98 342.49 ng 1864350 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 24 (2.979 min): BG020135.D (-19) (-) m/z 73.00 100.00%
73.0 ?
43.0
5000
89.0
55.0 2.90 3.00 3.10 3.20 3.30 3.40
S 1V R IS M m/z 43.00 52.44%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
310 89.0 m/z 89.00 34 .35%
0 | ‘ ‘\‘ [ 5?0 ‘ !
LR SN SN SRR SUNLELRL FURLELE FURLELEL SURLELELS L SURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30.0 73.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 9.91%
58.0
44.0
15.0
L S L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine
43.0 2.90 3.00 3.10 3.20 3.30 3.40
32.0 m/z 45.00 8.38%
58.0 89.0
5000 18.0
\‘\ \ | 72\'0
0|||||||||||||||‘|||||||‘|‘|||||‘|||||||||||
m/z--> 10 20 30 4 50 60 70 80 % ' 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\

Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

ﬁ?ggle : G4772-03 ITALE-FILL-SOURCE-5A
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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.

5.17 19.94 ng 108544 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 397 (5.171 min): BG020135.D (-392) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SRR LU RN
| 83.0 | 480 5.00 520 5.40 5.60
oYX 17 PRRBESSUGOY | S SHSSSUA NMSS m/z 59.00 59.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L LS I
59.0 480 500 520 540 560
m/z 101.00 19.80%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.40%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.20%
5000
55.0
o 27.0 ¥ 710 830 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\

Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

ﬁ?ggle : G4772-03 ITALE-FILL-SOURCE-5A
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.63 100.61 ng 547666 1,4-Dichlorobenzene-d4 8.10
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 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 816 (7.633 min): BG020135.D (-807) (-) m/z 132.00 100.00%
132.0
5000 68.0

7.20 7.40 7.60 7.80 8.00

01 m/z 68.00 44 _40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 |/|\|||||||||||||||||||||
7.20 7.40 7.60 7.80 8.00
0
a0 5.0 m/z 134.00  31.59%
0 ‘ 1 H N !
R B AN B o s e s s a e s R a e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
IR e e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.20%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

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

Abundance #13679: 5-Fluoro-2-chloropyrimidine P

132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.73%

5000
33.0 44.0 0.0 105.0
50, 90 w0 | | ‘
] NRNEESNSNSNY SN B2 IS M e SN N BNNBSUNS{ M L D S,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\

Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

ﬁ?ggle : G4772-03 ITALE-FILL-SOURCE-5A
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.13 ng 56446 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 2638 (18.338 min): BG020135.D (-2634) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
970 213.1
1571 185.1 2561 Loe 18.00 18.20 18.40 18.60
01 m/z 60.00 85.18%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 AU BLRR BURS
18.00 18.20 18.40 18.60
213.0 m/z 43.00 72 .58%
‘ 157.0 185.0
0 Il‘l . |‘i‘l‘| IMIHI .
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 | 730
18.00 18.20 18.40 18.60
5000 m/z 55.00 69.05%
129.0
97.0 171.0 214.0
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 57.00 63.84%
5000 129.0
242.0
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\

Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

ﬁ?ggle : G4772-03 ITALE-FILL-SOURCE-5A
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.20 2.70 ng 48699 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 2785 (19.201 min): BG020135.D (-2778) (-) m/z 69.00 100.00%
43.0
5000
18.80 19.00 19.20 19.40 19.60
Obrrrprrrrfes m/z 57.00 99.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0
5000 R SN BRI UL I
18.80 19.00 19.20 19.40 19.60
1250 m/z 55.00 86.91%
0l15.0 1 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0
18.80 19.00 19.20 19.40 19.60
5000 m/z 43.00 79.07%
29.0 111.0

) 139.0 167.0 196.0 224.0 252.0 280.0

wﬁmﬁwﬁwﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol Ll B EmEa e
18.80 19.00 19.20 19.40 19.60
m/z 97.00 78.01%

5000
111.0

139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020135.D

Aca On : 12 Dec 2015 9:46

Operator : UM/SJ

Sample : 64772-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 1-Nonadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.36 4.15 ng 90894 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 3152 (21.358 min): BG020135.D (-3148) (-) m/z 55.00 100.00%
) .0

5000

%

21.00 21.20 21.40 21.60
m/z 83.00 92.60%

139.0 168.1 193.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol
43.0 83.0

3

5000

111.0 21. 00 21 20 21. 40 21.60
m/z 43.05 91.04%
oL180 1, | 139.0 168.0 1960  238.0 266.0
AR EARRas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 83.0
e e e
21.00 21.20 21.40 21.60
5000 m/z 69.00 85.93%

111.0

139.0 168.0 196.0 241.0

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

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester T T
.0 21.00 21.20 21.40 21.60

-

m/z 57.00 82.87%

5000

-

21. 00 21 20 21. 40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121215\

Data File : BG020135.D

Acq On : 12 Dec 2015 9:46

Operator : UM/SJ

ﬁ?ggle : G4772-03 ITALE-FILL-SOURCE-5A
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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... 2.98 342.5 ng 1864350 1 8.10 108869 20.0
2-Pentanone, 4-hy... 5.17 19.9 ng 108544 1 8.10 108869 20.0
unknown7 .63 7.63 100.6 ng 547666 1 8.10 108869 20.0
n-Hexadecanoic acid 18.34 3.1 ng 56446 4 17.47 360623 20.0
1-Nonadecene 19.20 2.7 ng 48699 4 17.47 360623 20.0
1-Nonadecanol 21.36 4.2 ng 90894 5 21.74 437893 20.0
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