LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

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 F\METHODS\8270-BF050217 .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 5.137 540 544 567 rBV 186372 416472 12.90% 1.697%
2 5.742 643 647 683 rBY 1387603 2554491 79.13% 10.411%
3 7.319 910 915 931 rBVY 1696212 2529492 78.36% 10.309%
4 7.442 931 936 954 rVB 2010965 2860280 88.61% 11.657%
5 7.778 989 993 1006 rVB 377228 469432 14.54% 1.913%

6 8.013 1028 1033 1047 rBV 1625772 1920707 59.50% 7.828%
7 8.672 1140 1145 1171 rBV 1121917 1632581 50.58% 6.654%
8 9.789 1331 1335 1357 rBvV 504576 699332 21.66% 2.850%
9 11.560 1631 1636 1652 rBV 2465429 3228024 100.00% 13.156%
10 12.254 1750 1754 1765 rBV 200759 305255 9.46% 1.244%
11 12.619 1811 1816 1835 rBV2 595473 849709 26.32% 3.463%
12 13.454 1952 1958 1963 rBV 32711 36860 1.14% 0.150%
13 13.918 2032 2037 2052 rBV 1280555 1856827 57.52% 7.568%
14 14.230 2086 2090 2098 rBV 28542 41074 1.27% 0.167%

15 15.024 2220 2225 2241 rBV 580911 825156 25.56% 3.363%

16 15.683 2332 2337 2346 rVB 32085 51741 1.60% 0.211%
17 15.983 2382 2388 2400 rBV2 63352 121474 3.76% 0.495%
18 17.348 2614 2620 2630 rBV 2418866 2892019 89.59% 11.787%
19 18.600 2826 2833 2844 rBV5 36569 109793 3.40% 0.447%
20 18.695 2844 2849 2864 rVB 485918 696179 21.57% 2.837%

21 20.365 3129 3133 3144 rBV 247811 396765 12.29% 1.617%
22 20.894 3218 3223 3227 rBV6 24642 42803 1.33% 0.174%

Sum of corrected areas: 24536466
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF095161.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.14 17.74 ng 416472 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 545 (5.143 min): BF095161.D (-540) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R REaaamas e
| 83.1 480 5.00 5.20 5.40
o} F MYt s S m/z 59.10 60.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
m/z 101.00 22 .56%
31.0 g3 1010
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 14.14%
41.0
29.0 101.0
o 73.0 86.0
mm‘wwmmwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40
m/z 41.10 9.27%
5000 41.0
0 A A =X 1260 1420
m/z--> 20 30 45 50 60 70 80 90 100 110 120 1§o 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.44 Concentration Rank 1

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

7.44 121.86 ng 2860280 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 936 (7.442 min): BF095161.D (-931) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 HREE SRS LS RARRA R
40.0 54.0 J 7.20 7.40 7.60 7.80
bl :|-.|.'.8,1-.1. R m/z 68.05 36.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U UL UL L R
7.20 7.40 7.60 7.80
310 510 m/z 134.00 33.16%
0"tjhl'H'l"”'l""lf"'l" U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.53%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80
4.0 m/z 69.05 14 .45%
5000 98.0 116.0
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.94 ng 121474 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 52
2 Phthalic acid. isohexvl propvl e... 292 C17H2404 1000308-98-9 50
3 Phthalic acid. 5-methvlhex-2-vl ... 502 C32H5404 1000371-07-7 50
4 Phthalic acid. hex-2-vn-4-vl und... 400 C25H3604 1000315-19-7 50
5 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 47
Abundance Scan 2387 (15.977 min): BF095161.D (-2382) (-) m/z 149.00 100.00%
149.0
5000
41.0 73.0
H m ﬂ 1040 | 213.1 15.60 15.80 16.00 16.20
oL 1 1o e —— m/z 73.00 30.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #192140: 1,2-Benzenedicarboxylic acid, butyl 8-methylnonyl...
149.0
5000 R AR B B
15.60 15.80 16.00 16.20
m/z 43.05 29.28%
410 L ¢ 223.0
ol | 1740, 1040 193.0 | 307.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
15.60 15.80 16.00 16,20
5000 m/z 41.00 28.96%
) 430 40 209.0 2510
mz-> 50 100 150 200 250 300 350 400
Abundance #235551: Phthalic acid, 5-methylhex-2-yl heptadecy! ester
149.0 15.60 15.80 16.00 16.20
m/z 60.00 27 .72%
5000
43.0
ol 030 | a700 280 4050
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.60 3.15 ng 109793 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 87
2 Behenic alcohol 326 C22H460 000661-19-8 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 83
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 83
5 n-Nonadecanol-1 284 C19H400 001454-84-8 74
Abundance Scan 2833 (18.600 min): BF095161.D (-2826) (-) m/z 83.10 100.00%
57.1 83.1
5000
18.20 18.40 18.60 18.80 19.00
Obrrrprr el m/z 57.10 84 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 SRR SRR SRR I
18.20 18.40 18.60 18.80 19.00
29.0 m/z 55.05 80.31%
o L] 1390167.0 106.0  238.0 266.0294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
18120 18.40 18.60 18.80 19.00
5000 110 m/z 97.00 79.44%
29.0
0 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A, A ,n. e
57.0 83.0 18.20 18.40 18.60 18.80 19.00
m/z 69.00 72.36%
5000
29.0 139.0
ol ‘ 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 25%eb%mmmmmmmmmnmm%mmmmmmo 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095161.D

Aca On : 16 May 2017 17:49

Operator : SJ/MA

Sample : 13153-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown20.89 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.89 2.16 ng 42803 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.4-Diamino-7-t-butvl-5.6.7.8-te... 276 C14H20N4S 049620-43-1 38
2 Dimethvlaminopurine. N-tert-butv... 277 C13H23N5Si
3 Benzol4.5Timidazol2.1-c1l1.2.41t... 276 C17H16N4
4 Thiazole. 2-(phenvlthio)- 193 C9H7NS2

5 4-(4-Methoxybenzylidene)-1-pheny... 276 C19H1602

033342-67-5 18
339289-77-9 18

1000364-71-6 27
1000302-82-6 25

Abundance Scan 3222 (20.889 min): BF095161.D (-3218) (-) m/z 192.10 100.00%
192.1
276.1
57.0
5000
1030 1470 220.1 332.2
249.0 360.2
|| I ' | | ’ 20.60 20.80 21.00 21.20
o L i S m/z 276.10 71.88%
m/z--> 50 100 150 200 250 300 350
Abundance #124130: 2,4-Diamino-7-t-butyl-5,6,7,8-tetrahydrobenzo[b][...
276.0
192.0
5000 LN N N B B N B
20.60 20.80 21.00 21.20
43.0 219.0 m/z 57.05 62.73%
0 H L 77'0 121'01‘5?.0 1l H\ Ll 247'0\ |
e i s B B
m/z--> 50 100 150 200 250 300 350
Abundance
192.0
221.0 B S  EERmEEm
20.60 20.80 21.00 21.20
5000 m/z 41.00 48.34%
73.0
123.0 277.0
44.0 151.0 248.0
0 15.0
e L o
m/z--> 50 100 150 200 250 300 350
Abundance #124415: Benzo[4,5]imidazo[2,1-c][1,2,4]triazine, 1-ethyl-... T
158.0 276.0 20.60 20.80 21.00 21.20
m/z 175.00 42 .38%
77.0 118.0
219.0
L dd i |
0 B8 0 Y IV L O Y A
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051617\
Data File : BF095161.D

Acq On : 16 May 2017 17:49

Operator : SJ/MA

Sample - 13153-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.14 17.7 ng 416472 1 7.78 469432 20.0
unknown? .44 7.44 121.9 ng 2860280 1 7.78 469432 20.0
1,2-Benzenedicarb... 15.98 2.9 ng 121474 4 15.02 825156 20.0
1-Heneicosanol 18.60 3.1 ng 109793 5 18.69 696179 20.0
unknown20.89 20.89 2.2 ng 42803 6 20.37 396765 20.0
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