LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113924.D

Aca On : 23 Apr 2019 16:59

Operator : JU/SJ

Sample : K2518-05

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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 2.205 16 20 27 rVB 48776 71948 2.21% 0.245%
2 5.528 580 585 588 rBY 3146194 3037508 93.18% 10.363%
3 6.528 750 755 758 rBY 2877394 3182800 97.64% 10.859%
4 6.669 775 779 783 rBVY 3201645 3259848 100.00% 11.122%
5 6.898 815 818 822 rBV 914527 717788 22.02% 2.449%
6 7.057 841 845 848 rBVY 2978115 2504677 76.83% 8.545%
7 7.292 881 885 894 rBV 514038 487174 14.94% 1.662%
8 7.457 908 913 916 rBVY 2090019 1886954 57.88% 6.438%
9 8.181 1032 1036 1039 rBvV 1012645 835942 25.64% 2.852%
10 9.257 1214 1219 1222 rBvV 3591050 3233283 99.19% 11.031%

11 9.645 1281 1285 1290 rBV 402378 377399 11.58% 1.288%
12 9.822 1311 1315 1319 rBV 85335 81017 2.49% 0.276%
13 9.933 1330 1334 1343 rVB 1060570 899843 27.60% 3.070%
14 10.722 1463 1468 1482 rBV 2253422 2117480 64.96% 7.224%
15 10.857 1485 1491 1497 rVB2 33807 52961 1.62% 0.181%

16 11.422 1583 1587 1590 rBV 958308 871739 26.74% 2.974%
17 11.939 1672 1675 1684 rBV 151519 150706 4.62% 0.514%
18 12.633 1789 1793 1798 rBV2 20947 38772 1.19% 0.132%
19 12.727 1806 1809 1816 rBV 53571 65692 2.02% 0.224%
20 12.904 1833 1839 1851 rVB3 55584 113982 3.50% 0.389%

21 13.004 1852 1856 1859 rBV 3605403 3038993 93.22% 10.368%
22 13.757 1981 1984 1988 rBV 127051 108349 3.32% 0.370%
23 14.063 2029 2036 2039 rVB2 1098284 1163047 35.68% 3.968%
24 14.704 2142 2145 2149 rBV 94621 87971 2.70% 0.300%
25 15.204 2227 2230 2234 rVB 82474 87662 2.69% 0.299%

26 15.557 2285 2290 2294 rBV 686187 837261 25.68% 2.856%

Sum of corrected areas: 29310796
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\

BF113924.D

23 Apr 2019 16:59

JussJ

K2518-05

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113924.D

Aca On : 23 Apr 2019 16:59

Operator : JU/SJ

Sample : K2518-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.20 2.00 ng 71948 1,4-Dichlorobenzene-d4 6.90
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 43
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF113924.D (-16) (-) m/z 73.00 100.00%
73.0
5000 J\
43.0 55.0 87.0 SRR
2.20 2.30 2.40 2.50 2.60
0..,..”,...w...JH:h.,.”.,..”q.!..“..:,”..,.” m/z 87.05 25.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LR UL IUGLAE IR AR IR
43.0 2.20 2.30 2.40 2.50 2.60
: 55.0 87.0 m/z 43.05 24 .64%
29.0
0 L ] |
LS SN FLELELEL S FLNLELELES SURLELELES SURLELELS UL FURL AN FUELELELEN FLELELEL WAL
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
40 g 87.0 2.20 2.30 2.40 250 2.60
5000 ' m/z 55.05 21.17%
29.0
15\'0 H\ ‘ | ‘ L “\ \H\ ; 97.0
L L L L UL UL L UL SN SR IR W
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 40.95 10.07%
43.0
5000
27 0
15.0 “ ‘ ‘ ‘ 81.0
0"I"”I"'W""P"'I”"I'”'I"”I"'W""P"
m/z--> 10 70 80 90 100 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\BF042319\
Data File : BF113924.D

Aca On : 23 Apr 2019 16:59

Operator : JU/SJ

Sample : K2518-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.67 Concentration Rank 1

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

6.67 90.83 ng 3259850 1,4-Dichlorobenzene-d4 6.90
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 27
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 779 (6.669 min): BF113924.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBEAREE AR UL S
40.0 540 J 6.40 6.60 6.80 7.00
0 S0 N .2 | m/z 67.95 42_47%
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 IREBE AR R L S
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.85%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.81%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o AR mamE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.63%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R REREE T S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113924.D

Aca On : 23 Apr 2019 16:59

Operator : JU/SJ

Sample : K2518-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.46 ng 150706 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 30
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 25
Abundance Scan 1675 (11.939 min): BF113924.D (-1672) (-) m/z 73.00 100.00%
73.0
43.0
5000
125.0 213.1
97.0 : B REERE R e e L
o 171.0 o3 256.1 1160 1180 12.00 12.20
0 d y m/z 60.00 71.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 R AR AR R AR
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.05  66.51%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.05 57 .30%
% 4o M\/\/\/\JNAW‘A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e o A REREE R
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 51.55%
5000 129.0 wum~*h¢Awmm/mAxNWWWVJWMNNVJW
0}§?H'W'“ LA SRR U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113924.D

Aca On : 23 Apr 2019 16:59

Operator : JU/SJ

Sample : K2518-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.09 ng 87662 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2229 (15.198 min): BF113924.D (-2227) (-) m/z 57.00 100.00%
57.0
5000
%0 14,80 15.00 15.20 15.40 15.60
40.0 200 0 333.1 3821 : : : : :
oL, ..~.,I.. '| ‘l L L2)016002000 2390 2771 31, S s 7105 90.57%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AR UL BN BIURILE B
Mmmmmmmmmm
99.0 m/z 43.00 62.24%
ol 1, ] “ | 1410 1830 2250 267.0 3090  367.0
m/z--> éo 100 1%0 200 2%0 360 3éo
Abundance #175558: Tetracosane
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 52.40%
99.0
0 “‘ L &\‘J 3410 183.0 2250 267.0 300.03380
m/z--> éo 100 150 260 250 300 3éo
Abundance #141426: Heneicosane e o
57.0 14.80 15.00 15.20 15.40 15.60
m/z 41.00 19.88%
5000
99.0
. 2no‘ J J 1410 1830 2250 267.0296.0
m/z--> 50 100 150 2(')0 250 3(')0 3&'30 14. 80 15. oo 15 20 15. 40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042319\
Data File : BF113924.D

Acq On : 23 Apr 2019 16:59

Operator : JU/SJ

Sample - K2518-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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... 2.20 2.0 ng 71948 1 6.90 717788 20.0
unknown6 .67 6.67 90.8 ng 3259850 1 6.90 717788 20.0
n-Hexadecanoic acid 11.94 3.5 ng 150706 4 11.42 871739 20.0
Hexacosane 15.20 2.1 ng 87662 6 15.56 837261 20.0
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