LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096515.D

Aca On > 6 Jul 2017 6:33

Operator : SJ/MA

Sample : 13975-07

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF070117.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 4.910 475 480 492 rBV 294321 457703 15.03% 1.953%
2 5.328 546 551 555 rBVY 2694408 3044749 100.00% 12.990%
3 6.357 720 726 729 rBVY 2751997 3001192 98.57% 12.804%
4 6.486 743 748 751 rBVY 2978435 2878282 94.53% 12.280%
5 6.710 783 786 790 rBV 685636 622615 20.45% 2.656%

6 6.869 809 813 817 rBV 2203942 2149717 70.60% 9.172%
7 7.275 876 882 885 rBV 1812896 1721552 56.54% 7.345%
8 7.992 1000 1004 1008 rBV 860160 754003 24.76% 3.217%
9 9.075 1183 1188 1191 rBV 2775571 2412401 79.23% 10.292%
10 9.469 1250 1255 1258 rBV 899805 751062 24.67% 3.204%
11 9.745 1298 1302 1306 rBV2 714328 634734 20.85% 2.708%
12 10.192 1375 1378 1381 rVB 55872 45676 1.50% 0.195%
13 10.533 1432 1436 1445 rBV 1330028 1240301 40.74% 5.292%
14 10.663 1455 1458 1465 rVB 51212 59263 1.95% 0.253%

15 11.227 1550 1554 1558 rBV 653740 546609 17.95% 2.332%

16 12.651 1791 1796 1801 rBV4 24276 34333 1.13% 0.146%
17 12.815 1820 1824 1827 rBV 2032377 1949330 64.02% 8.317%
18 13.721 1974 1978 1984 rBV 128038 134821 4._.43% 0.575%
19 13.857 1998 2001 2005 rBV 604663 601248 19.75% 2.565%
20 15.268 2237 2241 2245 rBV 352674 399022 13.11% 1.702%

Sum of corrected areas: 23438613
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Data Path :

Data File : BF096515.D
Aca On 6 Jul 2017
Operator : SJ/MA
Sample : 13975-07
Misc :

ALS Vial - 43

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

6:33

Sample Multiplier: 1

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

Z:\HPCHEMI\BNA F\DATA\BFO070517\

Z:\HPCHEMI\BNA F\METHODS\8270-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096515.D

Aca On > 6 Jul 2017 6:33

Operator : SJ/MA

Sample : 13975-07

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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.

4.91 14.70 ng 457703 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 480 (4.910 min): BF096515.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo om0 ko b0 5k
SRR ¥ RSSO PSSR ESE Lt RMMR HE m/z 59.00 53.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR 3k sho 5k
0
150 a0 1010 m/z 101.10 14.61%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 14 .32%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e A
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.00%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1500 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096515.D

Aca On > 6 Jul 2017 6:33

Operator : SJ/MA

Sample : 13975-07

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.49 Concentration Rank 1

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

6.49 92.46 ng 2878280 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF096515.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
40.0 540 |‘ 9‘?-0 114.9 J 6.20 6.40 6.60 6.80
SRSt st 1 PR NI - B | S —— m/z 134.00 33.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR A SRS
6.20 6.40 6.60 6.80
310 510 m/z 68.10 28.41%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 17.38%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L e S R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 11.70%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R A R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096515.D

Aca On > 6 Jul 2017 6:33

Operator : SJ/MA

Sample : 13975-07

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.17 ng 59263 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 80
3 Tridecane 184 C13H28 000629-50-5 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
Abundance Scan 1458 (10.663 min): BF096515.D (-1455) (-) m/z 57.05 100.00%
57.0
5000
85.1 J
ey "1040 10,60 10,80 1100

m/z 43.05 63.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117637: Nonadecane
57.0
85.0
5000 ||||||||||||||||||||
10.40 10.60 10.80 11.00
29.0 m/z 71.05 46 .44%
0 1180 1410 169.0 197.0 268.0
T P T T T e T e [ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 31.55%
85.0
29.0
113.0 169.0 211.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48831: Tridecane
57.0 10.40 10.60 10.80 11.00
m/z 41.00 31.11%
5000
29.0 85.0
“ Ll 113 0 141.0 184 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096515.D

Aca On > 6 Jul 2017 6:33

Operator : SJ/MA

Sample : 13975-07

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.48 ng 134821 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1978 (13.721 min): BF096515.D (-1974) (-) m/z 57.00 100.00%
57.0
83.0
5000
o1 13140 13560 13,80 1400
e : m/z 55.00 89.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 U PN RN SRR
13.40 13.60 13.80 14.00
29.0 m/z 43.05 83.20%
Lok 154.0 196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 65.40%
29.0
139.0 168.0  210.0 238.0
mmwmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95987: 1-Hexadecanol B E m R
13.40 13.60 13.80 14.00
m/z 69.10 62 .55%
140.0 168.0 196.0 224.0
I

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
Data File : BF096515.D

Acq On > 6 Jul 2017 6:33

Operator : SJ/MA

Sample - 13975-07

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.91 14.7 ng 457703 1 6.72 622615 20.0
unknown6 .49 6.49 92.5 ng 2878280 1 6.72 622615 20.0
Nonadecane 10.66 2.2 ng 59263 4 11.23 546609 20.0
Trifluoroacetoxy ... 13.72 4.5 ng 134821 5 13.86 601248 20.0
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