LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.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 2.140 3 9 24 rVB 1309259 1744519 37.69% 4.524%
2 5.463 570 574 612 rBVY 2848706 3183349 68.77% 8.254%
3 6.475 741 746 764 rBVY 2909762 3500128 75.62% 9.076%
4 6.610 764 769 772 rBVY 3280828 3238074 69.95% 8.396%
5 6.834 803 807 817 rBV 938801 850606 18.38% 2.206%
6 6.987 829 833 851 rBVY 2616662 2706483 58.47% 7.018%
7 7.398 899 903 931 rBVY 2137695 2273044 49.11% 5.894%
8 8.110 1021 1024 1045 rBV 954828 1115164 24.09% 2.892%
9 9.192 1202 1208 1220 rBvV 3719155 3984124 86.07% 10.331%
10 9.586 1271 1275 1289 rBV 204667 238271 5.15% 0.618%

11 9.869 1319 1323 1339 rBV 1492575 1383574 29.89%% 3.588%
12 10.663 1454 1458 1474 rBV 2476686 2776009 59.97% 7.198%
13 11.357 1572 1576 1585 rBV 1532511 1599686 34.56% 4.148%
14 11.422 1585 1587 1594 rVB3 47636 64587 1.40% 0.167%
15 11.880 1661 1665 1675 rBv3 170908 254501 5.50% 0.660%

16 12.574 1780 1783 1793 rBV 197372 206824 4_.47% 0.536%
17 12.804 1816 1822 1829 rBV 162728 193356 4.18% 0.501%
18 12.945 1840 1846 1849 rBV 4265685 4628862 100.00% 12.003%
19 13.833 1991 1997 2017 rBv4 178947 535142 11.56% 1.388%
20 14.004 2021 2026 2037 rVB 1430202 1709385 36.93% 4.432%

21 14.445 2097 2101 2104 rBV3 51326 53589 1.16% 0.139%
22 14.751 2147 2153 2157 rVB 76077 83850 1.81% 0.217%
23 14.827 2162 2166 2170 rVB 112952 116629 2.52% 0.302%
24 15.051 2200 2204 2206 rBV 68774 88427 1.91% 0.229%

25 15.080 2206 2209 2215 rVB2 123040 147592 3.19% 0.383%
26 15.415 2262 2266 2269 rBV 52716 71318 1.54% 0.185%
27 15.468 2269 2275 2289 rVB 914748 1444018 31.20% 3.744%
28 15.880 2340 2345 2351 rVB 75075 115537 2.50% 0.300%
29 15.992 2356 2364 2372 rBV7 21765 74979 1.62% 0.194%
30 16.374 2423 2429 2443 rVB3 48537 108633 2.35% 0.282%

31 16.956 2523 2528 2543 rVB4 21887 74922 1.62% 0.194%

Sum of corrected areas: 38565182
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
: BF116232.D

: 13 Aug 2019 15:27

: HP/JU

: K4230-29

14 Sample Multiplier: 1

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

TIC: BF116232.D

5.46 6.47

6.61

6.99

7.40

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00

5.50 6.00 6.50 7.00

Abundance

4000000

3000000

2000000

1000000

0

9.19

9.87

8.11

TIC: BF116232.D

10.66

11.36

12 57
o wall

Time-->

8.00 8.50 9.00 9.50 10.00

10.50 11.00 11.50 12.00 12. 50

13.00

Abundance

4000000

3000000

2000000

1000000

14.00

15.47

13}{3 14, 44 141@3115@ 15,

TIC: BF116232.D

15§§99 1637

16. 96

13.50 14.00 14. 50 15. OO 15. 50

16. OO 16 50

17. OO 17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 41.02 ng 1744520 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 9 (2.140 min): BF116232.D (-3) (-) m/z 73.00 100.00%
3
5000 ]\
43 55 87 N
37 | 7 2.20 2.30 2.40 2.50 2.60
et S e M/Zz 43.00  33.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U AR A UL UL
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 86.95 25.65%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U AR A UL UL
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.36%
L 79 |97 112 129
m/z--> 20 ' J 50 ' 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.05 11.42%
5000 43
58
29 3(
L1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.61 Concentration Rank 1

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

6.61 76.14 ng 3238070 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF116232.D (-764) (-) m/z 132.00 100.00%
132
5000 68
96 SRS SRR
40 54 8 | 106 J 6.20 6.40 6.60 6.80 7.00
AN N - Y | AN m/z 68.00 39.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 T A
6.0 6.40 6.60 6.80 7.00
104 m/z 134.00 33.41%
1 27 30 51 P 7T g 115 h
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .89%
33 44 o 105
...,...‘.,..‘..6,9..‘..5,0....‘,.“.1.1.5,.. I
m/z--> 20 40 60 80 100 120 140 160 180 L
Abundance #52379: Tranylcypromine-propionyl e P
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.08%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.18 ng 254501 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1665 (11.880 min): BF116232.D (-1661) (-) m/z 73.00 100.00%
73
3 g k
5000
129
97 Trryprrrryrrrrr T T rTT
115 143157171185199213227 256 1160 11,80 12.00 12.20
m/z 43.00 81.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR SR UL RGN B
11. 60 11. 80 12. oo 12 20
m/z 60.00 76.39%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 41.00 62.82%
29
LN .‘, [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L R o B A
43 60 78 11.60 11.80 12.00 12.20
m/z 57.00 62.49%
5000 - e
“ T7 Ol115 ‘ 171185 214
S 0 .0 st N PGP SN B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.26 ng 193356 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 95
2 Fluoranthene 202 C16H10 000206-44-0 81
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 53
4 Succinic acid., di(4-cvanophenvl)... 320 C18H12N204 1000360-71-2 43
5 Succinic acid, 4-cyanophenyl 2,3... 363 C17H11CI2NO4 1000360-70-9 43
Abundance Scan 1821 (12.798 min): BF116232.D (-1816) (-) m/z 202.00 100.00%
202
5000
%ml 218 12.40 12.60 12.80 13.00 13.20
150 189 : : : : :
s 6375 8 | 123 150163174 199 m/z 200.00  21.53%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62822: Pyrene
202
5000 [rr T A‘I""I'

12.40 12.60 12.80 13.00 13.20
m/z 203.00 20.52%

101
39 51 63 75 88 7 122 134 150 163174 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #62827: Fluoranthene
202
12.40 12.60 12.80 13.00 13.20
5000 m/z 101.00 17.81%
101
39 51 63 75 88 T 122 150 163174 I
e L e B R ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62832: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e e
202 12.40 12.60 12.80 13.00 13.20
m/z 201.00 17.67%
5000
gg 101 150
28 39 51 63 75 83 10113 126137 150 163174 197 | .
T T T T e R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.26 ng 535142 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 1996 (13.827 min): BF116232.D (-1991) (-) m/z 57.00 100.00%

57 83

5000

-

13.60 13.80 14.00 14.20
m/z 43.00 91.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester
7

:

13!60 13.I80 14.I00 14!20
m/z 83.00 86.48%

5000

168 191210 238 ogp

295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
T T T
13.60 13.80 14.00 14.20
5000 m/z 55.00 85.06%
29
Ll 139 167 106 200238 266 204
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane L e A R
57 13.60 13.80 14.00 14.20
97 m/z 69.00 77.41%
41
5000
125
15 ] |, 154 180196 224 051269
e B B B m A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116232.D

Aca On : 13 Aug 2019 15:27

Operator : HP/JU

Sample : K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.04 ng 147592 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 86
Abundance Scan 2209 (15.080 min): BF116232.D (-2206) (-) m/z 57.00 100.00%
57
85
5000
127 14.80 15.00 15,20 15.40
1 155 254
N ll W (oproree s “m/z 71.00  75.91%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L L B BRI
mmmmmmmm
29 m/z 43.00 65.10%
T 8,191 169 107 25 254
m/z--> 55 160 1éo 200 250 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
14.80 15.00 15,20 15.40
5000 85 m/z 85.00 55.65%
113
~ ,3“}, L7516 o7 P 267 204 33 352
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B e o S e
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .44Y%
85
5000
29 113
] ‘ Ll [, 141 169 107 205 253 296
m/z--> 55 160 1éo 260 2éo 300 3%0 14.80 1500 1520 1540
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081319\
Data File : BF116232.D

Acq On : 13 Aug 2019 15:27

Operator : HP/JU

Sample - K4230-29

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
Quant Title : 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]
Butane, 2-methoxy... 2.14 41.0 ng 1744520 1 6.83 850606 20.0
unknown6 .61 6.61 76.1 ng 3238070 1 6.83 850606 20.0
n-Hexadecanoic acid 11.88 3.2 ng 254501 4 11.36 1599690 20.0
Benzene, 1,1"-(1,... 12.80 2.3 ng 193356 5 14.00 1709390 20.0
Dichloroacetic ac... 13.83 6.3 ng 535142 5 14.00 1709390 20.0
Octadecane 15.08 2.0 ng 147592 6 15.47 1444020 20.0
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