LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 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-BF110817.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 2.228 21 24 33 rvB2 32496 53231 1.21% 0.124%
2 5.140 514 519 529 rVB 616827 889636 20.21% 2.080%
3 5.522 578 584 588 rBY 3587046 4209479 95.64% 9.840%
4 6.528 748 755 759 rBVY 3780075 4401538 100.00% 10.289%
5 6.669 774 779 783 rBVY 3766310 4210629 95.66% 9.843%
6 6.898 815 818 822 rVB 1338538 1128765 25.64% 2.639%
7 7.057 841 845 848 rVB 3450509 3128955 71.09% 7.314%
8 7.463 908 914 917 rBVY 2683849 2777689 63.11% 6.493%
9 8.180 1032 1036 1040 rBvV 1770816 1505383 34.20% 3.519%
10 8.733 1126 1130 1133 rBV 114254 87326 1.98% 0.204%

11 9.257 1213 1219 1222 rBV 4372369 4329134 98.36% 10.120%
12 9.645 1282 1285 1289 rBV 350542 293880 6.68% 0.687%
13 9.845 1314 1319 1323 rBV3 61052 67858 1.54% 0.159%
14 9.892 1323 1327 1331 rBV2 553991 917100 20.84% 2.144%
15 9.939 1331 1335 1338 rVB 1819196 1662943 37.78% 3.887%

16 10.345 1400 1404 1409 rBv4 86342 97520 2.22% 0.228%
17 10.651 1452 1456 1458 rBV 199448 169995 3.86% 0.397%
18 10.727 1463 1469 1472 rBV 2711991 2736865 62.18% 6.398%
19 10.845 1486 1489 1492 rBV 141808 142869 3.25% 0.334%
20 11.427 1584 1588 1590 rBV 1648529 1617369 36.75% 3.781%

21 11.945 1672 1676 1683 rBV 536908 563305 12.80% 1.317%
22 12.633 1791 1793 1798 rVB 182231 176142 4._00% 0.412%
23 12.727 1806 1809 1817 rVB 310101 329089 7.48% 0.769%
24 12.863 1830 1832 1837 rVB 130083 108842 2.47% 0.254%
25 13.010 1852 1857 1860 rBV 3494723 3454222 78.48% 8.075%

26 13.892 2004 2007 2013 rVB 572938 514569 11.69% 1.203%
27 14.062 2029 2036 2039 rBV 1366750 1344134 30.54% 3.142%

28 14.086 2039 2040 2046 rVB 80644 51134 1.16% 0.120%
29 14.527 2111 2115 2119 rBV5 45068 62072 1.41% 0.145%
30 14.686 2138 2142 2145 rVB 60770 63772 1.45% 0.149%
31 15.104 2209 2213 2221 rVB 83694 161188 3.66% 0.377%
32 15.409 2262 2265 2269 rBV 52810 67032 1.52% 0.157%
33 15.474 2273 2276 2280 rVvV 50409 67926 1.54% 0.159%

34 15.545 2283 2288 2298 rVB 912464 1197448 27.21% 2.799%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.015 2363 2368 2372 rBV3 33373 51954 1.18% 0.121%
36 16.062 2372 2376 2384 rVV5 51682 92884 2.11% 0.217%
37 17.021 2535 2539 2546 rBV3 21079 44530 1.01% 0.104%

Sum of corrected areas: 42778407
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100387.D

4000000 6.5%.67

5.52 706

3000000
7.46
2000000
6.90

1000000
5.14

e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100387.D

9|26

4000000 13.01

3000000 10.73

11.43

2000000 8.18 9.94

1000000

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100387.D

4000000

3000000

2000000

14.06

1000000 15.54

14.5%4.69 15.10 133, 16606 17.02
77 VT 1 T T T T T T T T e T T T T T T T T e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 15.76 ng 889636 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 519 (5.140 min): BF100387.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
toud 480 500 520 540
I RO N Y- < SN NN B -y~ - R - 9 -1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B AR R L
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.57%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 14 .93%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- E mma e R
59.0 480 5.00 5.20 5.40
m/z 41.05 8.27%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 74.61 ng 4210630 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 5-Aminoindole 132 C8H8N2 005192-03-0 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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 779 (6.669 min): BF100387.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 o1 Tk k0 6ko 760
01 : e B m/z 68.10 42 .05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.72%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 26.80%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o AR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.02%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R e R
m/z--> 20 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.04 ng 169995 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 53
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1456 (10.651 min): BF100387.D (-1452) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 ﬁ.#mﬁ#$¥gg
1521 10.40 10.60 10.80 11.00
Ol b prrthp el 220 2 Tmzz 77.00 0 58.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105.0
77.0
5000 RN UL SRR IR B
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 51.78%
o 27.0 | A | 126.0 152.0 I
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220
Abundance
105.0
77.0 183.0 " 10.40 10.60 10.80 11.00
5000 51.0 m/z 50.95 24 _71%
0 127.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34635: N-Methoxy-N-methylbenzamide R L B
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.02%
77.0
5000
51.0
0 28.0 | | 134.0  165.0
m/z--> 20 40 60 8b 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 6.97 ng 563305 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 1677 (11.951 min): BF100387.D (-1672) (-) m/z 43.10 100.00%
491 730
5000 129.1
97.1 157.1 213.2 LN B SURELRE UL SR
| ' - 1851 3422562 oo 11.60 11.80 12.00 12.20
Ol el : ' m/z 73.00 81.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN S SURELRR UL B B
11.60 11.80 12.00 12.20
TL 157.0 1g50 213.0 256.0 m/z 57.10 77.63%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
11'60 11.80 12.00 12.20
5000 129.0 m/z 59.95 69.69%
or.0 185.0
570 © o070 241.0 284.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid s e RN
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.10 65.95%
5000 129.0

15.0
R REEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.73 4_.07 ng 329089 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1809 (12.727 min): BF100387.D (-1806) (-) m/z 43.10 100.00%
43.1 73.0
5000 , ”““”J\“W*WkaJ\VNxm~va-“~w«
12.40 12.60 12.80 13.00
0 m/z 73.00 93.50%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 AU DR AR
12. 40 12. 60 12. 80 13.00
‘ 185.0 241.0 m/z 59.95 81.62%
1.
01.5'.0“. "“I ":'KTI ﬁ‘\lml jllszoj .“. |?1.3..0‘. .“ - .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
73.0 1240 12.60 12.80 13.00
5000 284.0 m/z 57.10 78.23%
129.0
1010 157.0'°>0213.0241.0 3120  372.0
e ek
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #107548: n-Hexadecanoic acid R a R mamEE L
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.00 73.22%
5000 20 MM‘J\M
129.0
157. 0185 02 130
0..“‘; ‘ ‘W%J.HIH ywllﬂll e — e —
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100387.D

Aca On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample : 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 8 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.66 ng 514569 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2007 (13.892 min): BF100387.D (-2004) (-) m/z 57.10 100.00%

5¢.1 83.1

%

5000
13.60 13.80 14.00 14.20
182.2
o 210.2236.3 280.3 3254 m/z 43.10 96_.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 LA L L L L LB
13.60 13.80 14.00 14.20
29.0 m/z 55.05 93.84%
0 “ A1 139.0 167.0 196.0 223.0 252.0 280.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
69.0 R N I o
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 86.85%

125.0
153.0 196.0 224.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T
57.0 83.0 13.60 13.80 14.00 14.20
m/z 69.10 77 .41%
5000
29.0 139.0
o 167.0 195.0222.0 250.0 280.0 308.0 336.0
I~ III|IIII|IIII|IIII|IIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\
Data File : BF100387.D

Acq On : 10 Nov 2017 13:33

Operator : SJ/JU

Sample - 16382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 15.8 ng 889636 1 6.90 1128770 20.0
unknown6 .67 6.67 74.6 ng 4210630 1 6.90 1128770 20.0
Benzophenone 10.65 2.0 ng 169995 3 9.94 1662940 20.0
n-Hexadecanoic acid 11.95 7.0 ng 563305 4 11.43 1617370 20.0
Octadecanoic acid 12.73 4.1 ng 329089 4 11.43 1617370 20.0
5-Eicosene, (E)- 13.89 7.7 ng 514569 5 14.06 1344130 20.0
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