LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 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 2.990 21 26 44 rVB 1769365 2487708 100.00% 20.453%
2 5.181 394 399 410 rVB 85922 131071 5.27% 1.078%
3 5.657 473 480 490 rvB 418812 661524 26.59% 5.439%
4 7.261 745 753 765 rBV 452794 777308 31.25% 6.391%
5 7.637 810 817 826 rBV 428552 747715 30.06% 6.147%

8.107 890 897 904 rBV 72412 121381 4._.88% 0.998%
8.436 946 953 964 rVB 312793 533810 21.46% 4 _.389%
9.277 1089 1096 1107 rBV 273817 487141 19.58% 4_.005%
10.928 1370 1377 1386 rVB 105572 185381 7.45% 1.524%
13.366 1784 1792 1802 rBV 779056 1185304 47.65% 9.745%

=
QO ~NO®

11 14.183 1925 1931 1938 rBV 189337 270419 10.87% 2.223%
12 14.741 2018 2026 2033 rVvB2 172707 281770 11.33% 2.317%
13 16.221 2268 2278 2290 rBV 655388 1019276 40.97% 8.380%
14 17.479 2486 2492 2498 rBV 229533 350331 14.08% 2.880%
15 18.354 2636 2641 2649 rBV 76623 114009 4._.58% 0.937%

16 19.618 2852 2856 2865 rBV2 33822 51834 2.08% 0.426%
17 20.082 2929 2935 2943 rBV 1437218 1829648 73.55% 15.043%
18 21.380 3151 3156 3169 rBV2 39600 85522 3.44% 0.703%

19 21.750 3213 3219 3227 rBV 265684 444260 17.86% 3.653%
20 25.035 3767 3778 3788 rBV 139078 397576 15.98% 3.269%

Sum of corrected areas: 12162988
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample . G4683-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\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: BG020072.D
2[99
1500000
1000000
500000 566 7.26 7.64
8.44 9.28
- -t
Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 8.50 900 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG020072.D
1500000 20.08
1000000
13.37
16.22
500000
21.75
1418 1474 17.48
A ’k 18.35 19.62 21.38
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: BG020072.D
1500000
1000000
500000
25.03
O A B I L S L e L L L o R B 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:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 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.

2.99 409.90 ng 2487710 1,4-Dichlorobenzene-d4 8.11
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 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 26 (2.990 min): BG020072.D (-21) (-) m/z 72.95 100.00%
7B
43
5000 89
55 2.90 3.00 3.10 3.20 3.30 3.40
O e L L8 R ee L m/z 43.00 55.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 35.68%
O~ ---.--%QJJ---3§J--“ﬁ8u-v??|-- "|l*"| R U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
33
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 10.54%
27
59 74
e L S L UL S IR S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 9.14%
5000 s
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l
m/z--> 10 20 30 4 50 60 70 80 %0 ' 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\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 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.

5.18 21.60 ng 131071 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetone 58 C3H60 000067-64-1 10
3 Guanidine 59 CH5N3 000113-00-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 9

Abundance Scan 399 (5.181 min): BG020072.D (-394) (-) m/z 43.00 100.00%
43
59
5000
T 350 5h0 520 540 560
83 : : - : :
0 ...,....,....,....,..??','::..??.:I,....,....,.'...,...=,|....,. m/z 59.00 60.24%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN RN R
59 480 5.00 520 5.40 5.60
m/z 101.00 21.08%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 16.84%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #249: Guanidine R T e
43 59 480 5.00 5.20 5.40 5.60
m/z 41.00 8.11%
5000
28
0 IIII""I""I'"‘l‘l""'I""'I""k""l"''I""I""I""II rrrrrTyrTrTyTTT T T T T
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 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 unknown7.64 Concentration Rank 2

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

7.64 123.20 ng 747715 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 817 (7.637 min): BG020072.D (-810) (-) m/z 132.00 100.00%
5000

7.40 7.60 7.80 8.00

01 m/z 68.00 49 _.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LI B L L L L L B BB
7.40 7.60 7.80 8.00
- 70 m/z 66.00 32.26%
60
. C s 7T g5 | 105 116
R B B R L R e R AR RARRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R Emmas L SRR
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.23%

15 28 3 5 8 77 90 104 o

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

Abundance #14006: 5-Aminoindole e EREas mEE L

132 7.40 7.60 7.80 8.00
m/z 69.00 21.86%

5000
104
519 %0 77
ol 14 27 3744558 |~ L. 89 97 | 115

I LA B e B R Ra R R E e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 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 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 6.51 ng 114009 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 11
Abundance Scan 2640 (18.348 min): BG020072.D (-2636) (-) m/z 73.00 100.00%
43
5000
129 213
97 115 SRR BN BN BN
143 157171185199 | ,,, 256 18.00 18.20 18.40 18.60
o} m/z 60.00 82.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 AR BRI
mmmmmmmm
m/z 43.00 74 .88%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 18.00 18.20 18.40 18.60
5000 m/z 55.00 68.51%
129
29 87 115 171185 214
ol 15 101 152 198
m/z--> 25 Jo éo 85 160 150 150 160 1§0 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 57.00 62.82%
5000 129
185 228
115
Lol e e Ty T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. oo 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.62 2.33 ng 51834 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 45

Abundance Scan 2856 (19.618 min): BG020072.D (-2852) (-) m/z 55.00 100.00%
5000 129
85 185 241
111 284 Trrr[rrrrJrrrr Trrr|rri
157 ?07 | | 19.40 19.60 19.80 20.00
o , '...ﬁ,. T m/z 43.00 99.19%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43
5000 LI L L L L LB L B
129 284 19.40 19.60 19.80 20.00
m/z 72.95 97.63%
H 185 213 241
0: ‘ “‘ y H H“ MH M\ \15 I‘I\I}le |‘|‘2|6|5|‘|| T
m/z--> 5 200 250 300 350
Abundance
43
73 19.40 19.60 19.80 20.00
5000 284 m/z 60.00 94 .88%
129
97
185 213 241
o 157 265 = 311 372
L e e L e o e e e B LA B e e o e
m/z--> 50 100 150 200 250 300 350
Abundance #75070: Tetradecanoic acid I B L
73 19.40 19.60 19.80 20.00
m/z 57.00 87 .86%
5000 129
97 228
Lol O O N [ o ccovnd
m/z--> 50 150 200 250 300 350 19.40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020072.D

Aca On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample : 64683-01

Misc :

ALS Vial : 5 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 Trifluoroacetic acid, n-hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.38 3.85 ng 85522 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
2 1-Heptadecanol 256 C17H360 001454-85-9 87
3 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 86
4 1-Hexadecanol 242 C16H340 036653-82-4 72
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 70
Abundance Scan 3156 (21.380 min): BG020072.D (-3151) (-) m/z 55.00 100.00%
43
5000
177 193 208221 21.00 21.20 21.40 21.60
Ol m/z 83.00 97.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
57
69
5000
83 9 21.00 21.20 21.40 21.60
! i m/z 57.00 95.55%
o I Ay \“ I L‘ | 125 140152 182 210
m/z--> ﬁo 45 eb ab 160 150 150 160 1éo 260 250 240
Abundance
43 55 69 83
97 21.00 21.20 21.40 21.60
5000 m/z 43.00 89.55%
111
29
125
0 139 154 168 182 210 238
m/z--> ﬁo 45 eb ab 160 120 150 160 180 200 250 240
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester
43 21.00 21.20 21.40 21.60
55 m/z 69.00 86.23%
69
5000
83
97
111
o I AM \“ | L‘ | 125 140 155168 1%
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121115\
Data File : BG020072.D

Acq On : 10 Dec 2015 12:45

Operator : UM/SJ

Sample - G4683-01

Misc :

ALS Vial : 5 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... 2.99 409.9 ng 2487710 1 8.11 121381 20.0
2-Pentanone, 4-hy... 5.18 21.6 ng 131071 1 8.11 121381 20.0
unknown? .64 7.64 123.2 ng 747715 1 8.11 121381 20.0
n-Hexadecanoic acid 18.35 6.5 ng 114009 4 17.48 350331 20.0
Octadecanoic acid 19.62 2.3 ng 51834 5 21.75 444260 20.0
Trifluoroacetic a... 21.38 3.9 ng 85522 5 21.75 444260 20.0
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