LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091790.D

Aca On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 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-BF121716.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 4.921 245 248 256 rVB 574845 853777 11.78% 1.450%
2 5.356 283 286 288 rBVY 3424066 3167552 43.71% 5.378%
3 6.396 375 377 380 rBVY 1997002 1838639 25.37% 3.122%
4 6.521 386 388 391 rVB 3719269 4824004 66.57% 8.190%
5 6.761 406 409 411 rBV 1180285 1511004 20.85% 2.565%

6.910 420 422 425 rVB 3670885 4193601 57.87% 7.120%
7.322 455 458 461 rBV 3054939 3710058 51.20% 6.299%
8.042 518 521 524 rBV 2304004 2049220 28.28% 3.479%
175669 218277 3.01% 0.371%
9.127 613 616 618 rvv 5979555 7246266 100.00% 12.303%
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11 9.516 646 650 652 rBv 114329 110922 1.53% 0.188%
12 9.790 672 674 677 rBV 2011471 2070776 28.58% 3.516%
13 10.236 709 713 715 rBV 105099 105036 1.45% 0.178%
14 10.579 740 743 746 rBV2 3201629 4355506 60.11% 7.395%
15 10.705 752 754 758 rVB 130822 148688 2.05% 0.252%

16 11.276 801 804 806 rBV 2359079 2183524 30.13% 3.707%
17 12.751 930 933 935 rBV 7677736 7212089 99.53% 12.245%
18 12.865 940 943 945 rBV 6066081 6429397 88.73% 10.916%
19 13.322 981 983 988 rBvV2 76808 139465 1.92% 0.237%
20 13.676 1012 1014 1016 rBV 3527435 3129812 43.19% 5.314%

21 13.711 1016 1017 1020 rVvVv 73815 98324 1.36% 0.167%
22 13.756 1020 1021 1026 rVB 88865 149476 2.06% 0.254%

23 13.905 1031 1034 1036 rBV 1891773 1777659 24.53% 3.018%
24 15.299 1153 1156 1159 rBV 941403 1375542 18.98% 2.335%

Sum of corrected areas: 58898614
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121916\

BF091790.D

19 Dec 2016 23:10

UM/SsJ

H6011-07

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091790.D

Aca On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.92 11.30 ng 853777 1,4-Dichlorobenzene-d4 6.76
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.921 min): BF091790.D (-245) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20
SRR NMERNMBS | M7 | PSR A S — m/z 59.10 60.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L UL
59.0 460 480 500 520
m/z 101.10 22 .42%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 15.63%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.76%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091790.D

Aca On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown6.52 Concentration Rank 2

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

6.52 63.85 ng 4824000 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 388 (6.521 min): BF091790.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 o1 550 640 6b0 680
: B m/z 68.10 48.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 L L I L L
6.20 6.40 6.60 6.80
m/z 134.00 31.88%
i B I\I\I\I : "“l : Iw‘l ||H“| |‘|‘| I‘MI T ||:|I-5|8|.0||| ||]:8|9|()|
m/z--> 20 40 100 120 140 160 180
Abundance
132.0
117.0 620 640 6.60 680
5000 m/z 66.10 30.35%
91.0
39.0 65.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl- A
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.10 19.64%
5000
39.0 65.0 .0
A?q""ﬁ"'l"”l""l”""W""I'”'I"" SRR AR RN
m/z--> 20 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\BF121916\
Data File : BF091790.D

Aca On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 4 Cyclopropane, nonyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

S 9.06 2.11ng 218277  Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 cvclopropane. nonvl- 168 Cl2H24 074663-85-7 90

2 1-Undecanol 172 C11H240 000112-42-5 87
3 Cvclopropane. octvl- 154 C11H22 001472-09-9 86
4 Dichloroacetic acid. nonvl ester 254 C11H20Cl1202 083004-99-3 86
5 Cyclooctane 112 C8H16 000292-64-8 83
Abundance Scan 610 (9.059 min): BF091790.D (-608) (-) m/z 55.10 100.00%
1
5000 \
111.1 126.1 8.80 9.00 9.20 9.40

m/z 43.05 91.48%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #34735: Cyclopropane, nonyl-
43.0 55,0
69.0 \/\A_f
5000 29.0 830 TrTTp T T T
97.0 8.80 9.00 9.20 9.40
‘ m/z 41.05 87.46%
! | |

111.0
O |, 12501400 1680
T T T T R T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55.0
41.0 70.0

8.80 9.00 9.20 9.40

5000 83.0 m/z 56.10 84.12%
29.0 97.0
111.0 126.0 444 9154.0
mmmﬁmmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25836: Cyclopropane, octyl- A
43.0 58.0 8.80 9.00 9.20 9.40
m/z 69.10 75.44%
69.0
5000 29.0 83.0
97.0
b W | moazso asee 0, UL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9. 20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091790.D

Aca On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.75 81.14 ng 7212090 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 933 (12.751 min): BF091790.D (-930) (-) m/z 57.10 100.00%
57.1
5000
113.1 12.40 12.60 12.80 13.00
141.2
N 169.2 197.2 225.3 253.3 281.3 310.4 m/z 71.05 69 . 84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73964: Hexadecane
57.0
5000 AR AU AR B
85.0 nmnmnmmm
29.0 m/z 43.05 67.01%
I |, 1130 1410 1690 2260
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 360
Abundance
57.0
650 1240 12.60 12.80 13.00
5000 ‘ m/z 85.05 49 .83%
29.0 113.0
141.0 169.0 197.0 225.0 253.0  296.0
Wmmmrrmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo- R e R
57.0 12.40 12.60 12.80 13.00
m/z 41.10 27 .73%
5000 85.0
28.0
183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091790.D

Aca On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 6 Dichloroacetic acid, tetrad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 35.21 ng 3129810 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 50
2 n-Dodecvl acetate 228 C14H2802 000112-66-3 46
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 46
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 46
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 46
Abundance Scan 1014 (13.676 min): BF091790.D (-1012) (-) m/z 57.05 100.00%
51.0 201.2
5000 971
1261752 50 1560 19580 1400
o ‘-.L-.ll T l | 2412 28323113 3544 n;o74310  96.21%
m/z--> 50 100 150 200 250 300 350
Abundance #129668: Dichloroacetic acid, tetradecyl ester
43.0
5000 LI B BN S B
1110 Bmmmmmmm
m/z 201.15 81.73%
h‘ﬂlJ “\\H M M‘139016801960

m/z--> 50 200 250 300 350
Abundance
43.0
I EREEa o
13.40 13.60 13.80 14.00
5000 83.0 m/z 55.10 67.64%
111.0
140.0168.0
15.0 213.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester R R ABEEEsmmay
57.0 13.40 13.60 13.80 14.00
97.0 m/z 41.10 52.57%
5000
29.0 125.0
Ll L) L 150.0182.02100238.066,0 295.0
L I B A o B B B o B e e e
m/z--> 50 100 150 200 250 300 350 13.40 13 60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121916\
Data File : BF091790.D

Acq On : 19 Dec 2016 23:10

Operator : UM/SJ

Sample : H6011-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF121716.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]
2-Pentanone, 4-hy... 4.92 11.3 ng 853777 1 6.76 1511000 20.0
unknown6 .52 6.52 63.9 ng 4824000 1 6.76 1511000 20.0
Cyclopropane, nonyl- 9.06 2.1 ng 218277 3 9.79 2070780 20.0
Hexadecane 12.75 81.1 ng 7212090 5 13.90 1777660 20.0
Dichloroacetic ac... 13.68 35.2 ng 3129810 5 13.90 1777660 20.0
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