LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121315\
Data File : BG020140.D
Aca On : 13 Dec 2015 12:05 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
3?22'6 : Garr2-11 ITALE-FILL-SOURCE-9A
ALS Vial : 30 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 2.974 18 23 45 rVB 1808869 2474186 100.00% 21.315%
2 5.171 392 397 404 rBV 85475 129347 5.23% 1.114%
3 5.647 471 478 487 rVB 384408 598355 24.18% 5.155%
4 7.251 742 751 759 rBV 406639 682077 27.57% 5.876%
5 7.627 808 815 821 rBV 394779 651211 26.32% 5.610%

8.097 889 895 901 rvB2 69651 116187 4._.70% 1.001%
8.421 944 950 962 rVB 267385 465091 18.80% 4_.007%
9.267 1086 1094 1104 rBV 235476 414881 16.77% 3.574%
10.912 1367 1374 1381 rBV 97159 170546 6.89% 1.469%
13.350 1782 1789 1798 rBV 676044 1020962 41.26% 8.796%

=
QO ~NO®

11 14.173 1923 1929 1938 rBV 95198 136841 5.53% 1.179%
12 14.725 2016 2023 2030 rVB2 169868 274137 11.08% 2.362%
13 16.211 2267 2276 2284 rBV 744799 1088130 43.98% 9.374%
14 17.469 2483 2490 2495 rBvV 273658 397479 16.07% 3.424%
15 18.338 2634 2638 2645 rBV2 48862 65061 2.63% 0.561%

16 19.602 2849 2853 2859 rBV2 18212 25790 1.04% 0.222%
17 20.072 2926 2933 2939 rBV 1466123 1879708 75.97% 16.194%
18 21.358 3147 3152 3165 rBV 67101 119688 4._.84% 1.031%
19 21.734 3209 3216 3223 rBV 286203 467826 18.91% 4 _.030%
20 25.001 3760 3772 3784 rBV2 155942 430012 17.38% 3.705%

Sum of corrected areas: 11607515
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121315\

Data File : BG020140.D

Aca On : 13 Dec 2015 12:05

Operator : UM/SJ

ﬁ?ggle ; Garrz-11 ITALE-FILL-SOURCE-9A
ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG020140.D
2|97
1500000
1000000
500000 5.65 7.25 763
8.42 927
5.17 3.10 A 10.91
O L o L o o o o LA i o o B I o LI
Time--> 300 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG020140.D
1500000 20.07
1000000
13.35 16.21
500000
17.47 21.73
14.17 1472
O B T i e A Sl S e T e e T B e e Tt
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: BG020140.D
1500000
1000000
500000
25.00
O LA L B e o e L LA e e i
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\BG121315\
Data File : BG020140.D

Aca On : 13 Dec 2015 12:05

Operator : UM/SJ

Sample : 64772-11

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.97 425.90 ng 2474190 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 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 22 (2.968 min): BG020140.D (-18) (-) m/z 73.00 100.00%
3.0 T
43.0
5000
89.0
55.0 2.90 3.00 3.10 3.20 3.30 3.40
o Y )Y OVt N O m/z 43.00 54_74%
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 32.70%
0 [ ‘ ‘\‘ [ 5?0 !
L LN UL S UL FURLEL L SR FURL AL S L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
330 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 10.26%
59.0 74.0
e S S L S L S SIS 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 8.55%
58.0 89.0
5000 18.0
‘ | 72.0
0"|"l'|"“l'“"ﬂ'l"w"“\""|“”'|""|'"w
m/z--> 10 20 30 40 50 60 70 80 90 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121315\

Data File : BG020140.D

Aca On : 13 Dec 2015 12:05

Operator : UM/SJ

ﬁ?ggle : Garr2-11 ITALE-FILL-SOURCE-9A
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.17 22.27 ng 129347 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 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 397 (5.171 min): BG020140.D (-392) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR RS RN R
| 83.0 | 480 5.00 520 5.40 5.60
) S WS MR K m/z 59.00 59.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R L IR
480 500 520 5.40 5.60
59.0 m/z 101.00 20.73%
27\9 Ll H 71.0 83.0 10%.0
G L A R AR LA RARAA RERAA RRARA RAAAS LA RALAN SN LARAE RARRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 210 m/z 58.00 15.59%
o 73.0 126.0 1420
L R R R R R RN AN RERRN RS KRR LARN LALLN LR SN LARSE AR N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone
43.0 480 500 520 5.40 5.60
m/z 41.00 10.19%
5000
15.0
58.0
27.0
0'”%Q”Pw”PJWP”ﬁw”W”'W””I””P'”P”'P”W'”W”'W””I””I S U RS LR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121315\

Data File : BG020140.D

Aca On : 13 Dec 2015 12:05

Operator : UM/SJ

ﬁ?ggle : Garr2-11 ITALE-FILL-SOURCE-9A
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 unknown7.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.63 112.10 ng 651211 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 815 (7.627 min): BG020140.D (-808) (-) 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 48_.77%
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 |/|\|||||||||||||||||||||
720 7.40 7.60 7.80 8.00
a0 5.0 m/z 134.00  33.38%
0 ‘ 1 ‘ 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
RS e e e e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 32.16%

150 280 390 520 830 770 900 1040 .o
1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine R I L

132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 21.30%

5000
33.0 44.0 0.0 105.0
50, 90 w0 | | ‘
] NRNEESNSNSNY SN B2 IS M e SN N BNNBSUNS{ M 7 G N SN
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:\HPCHEM1\BNA G\DATA\BG121315\

Data File : BG020140.D

Aca On : 13 Dec 2015 12:05

Operator : UM/SJ

ﬁ?ggle : Garr2-11 ITALE-FILL-SOURCE-9A
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.27 ng 65061 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2638 (18.338 min): BG020140.D (-2634) (-) m/z 73.00 100.00%
43.0 73.0
5000
129.0 213.1
97.0 157.0
185.1 256.1 18.00 18.20 18.40 18.60
0! m/z 43.00 88.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
5000
18.00 18.20 18.40 18.60
1290 o o 2140 m/z 60.00  80.03%
gz e
o ,.L. Jﬂﬂ.sﬁw.u“‘mlk.ﬂw.... o N T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
18.00 18.20 18.40 18.60
5000 256.0 m/z 57.00 73.40%
129.0
97.0 1570 213.0
0 I“"I""P"'I'"'P"'I"'W"";"'}%??' T '??§q"'|“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.00 66 .85%
5000 129.0
97.0 199.0 242.0
Ol e ’ \\‘\ H\ ; IIIIIIIE‘?OI‘OI“‘III\I ||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121315\
Data File : BG020140.D

Aca On : 13 Dec 2015 12:05

Operator : UM/SJ

Sample : 64772-11

Misc :

ALS Vial : 30 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 Bromoacetic acid, octadecyl... Concentration Rank 5

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

21.36 5.12 ng 119688 Chrysene-di12 21.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3152 (21.358 min): BG020140.D (-3147) (-) m/z 55.00 100.00%
1

5000

21.00 21.20 21.40 21.60
m/z 42.95 96.33%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43.0
69.0
97.0
5000

21.00 21.20 21.40 21.60
m/z 69.00 95.23%

1530 1810  224.0 2500

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 83.0
21.00 21.20 21.40 21.60
5000 m/z 57.00 95.10%
111.0
139.0 168.0 196.0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
. 21.00 21.20 21.40 21.60
m/z 83.10 92.09%
5000
29.0
o 210.0 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121315\

Data File : BG020140.D

Acq On : 13 Dec 2015 12:05

Operator : UM/SJ

ﬁ?ggle : Garr2-11 ITALE-FILL-SOURCE-9A
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
Quant Title : 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... 2.97 425.9 ng 2474190 1 8.10 116187 20.0
2-Pentanone, 4-hy... 5.17 22.3 ng 129347 1 8.10 116187 20.0
unknown7 .63 7.63 112.1 ng 651211 1 8.10 116187 20.0
Tridecanoic acid 18.34 3.3 ng 65061 4 17.47 397479 20.0
Bromoacetic acid,... 21.36 5.1 ng 119688 5 21.73 467826 20.0
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