LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106304.D

Aca On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample : J3377-08 2X

Misc :

ALS Vial : 11 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-BF061118.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 5.195 482 486 493 rVB 280648 286168 8.49% 0.843%
2 5.584 547 552 555 rBVY 3262727 3012920 89.39% 8.879%
3 6.584 717 722 725 rBVY 3270622 3085027 91.53% 9.092%
4 6.736 743 748 751 rBVY 3514364 3129257 92.85% 9.222%
5 6.972 784 788 791 rVB 1568776 1372661 40.73% 4 .045%
6 7.125 810 814 817 rBVY 2852553 2356173 69.91% 6.944%
7 7.531 878 883 886 rBY 2241039 2015895 59.81% 5.941%
8 8.254 1002 1006 1009 rBV 1886547 1743393 51.73% 5.138%
9 9.325 1184 1188 1191 rBV 4073552 3370396 100.00% 9.933%
10 9.713 1251 1254 1257 rBV 381501 297643 8.83% 0.877%
11 9.925 1283 1290 1293 rBvV2 57847 56642 1.68% 0.167%
12 10.013 1301 1305 1308 rBVY 2108265 1901352 56.41% 5.603%
13 10.424 1373 1375 1378 rVB 90408 76232 2.26% 0.225%
14 10.795 1434 1438 1442 rBVY 2294812 2105909 62.48% 6.206%
15 10.901 1453 1456 1462 rBvV 87806 86488 2.57% 0.255%
16 11.348 1529 1532 1535 rBvV 53237 42533 1.26% 0.125%

17 11.501 1554 1558 1561 rBV 2172979 1821163 54.03% 5.367%
18 12.013 1639 1645 1654 rBV 249388 323304 9.59% 0.953%
19 12.795 1775 1778 1784 rBV4 67885 94670 2.81% 0.279%
20 13.083 1823 1827 1830 rBV 3695007 3256869 96.63% 9.598%

21 13.965 1974 1977 1981 rBV 275946 292934 8.69% 0.863%
22 14.148 2004 2008 2011 rBV 1878608 1673008 49.64% 4 _.930%

23 15.018 2153 2156 2163 rVB 111978 132889 3.94% 0.392%
24 15.683 2264 2269 2277 rVB 1078561 1399178 41.51% 4.123%

Sum of corrected areas: 33932704
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106304.D

Aca On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample : J3377-08 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106304.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106304.D

Aca On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample : J3377-08 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.20 4_.17 ng 286168 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 487 (5.201 min): BF106304.D (-482) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540 5.60
83 : : : : :
o...,....,....,..3.6.',':...,??:.,...‘??....,....,....,|....,. m/z 59.00 56.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SRR UL SRR
59 480 5.00 520 5.40 5.60
m/z 101.00 18.04%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
480 500 520 540 5.60
5000 41 m/z 58.00 17.23%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate | BLELELEE BLELLEL L LN N
43 480 5.00 5.20 5.40 5.60
m/z 41.00 8.71%
5000
58
%5 27 37, 72 100
O B e L B R R B
m/z--> 10 20 30 4'0 50 60 70 80 90 1(')0 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106304.D

Aca On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample : J3377-08 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 45.59 ng 3129260 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 749 (6.742 min): BF106304.D (-743) (-) m/z 132.00 100.00%
5000
68
0 % J 640 6.60 680 7.00
40 54 - - - -
ol | frer | Xdus ) m/z 68.00 34.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR S S AR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .58%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 22 . 47%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e  RAEERE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 13.51%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, 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\BF061118\
Data File : BF106304.D

Aca On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample : J3377-08 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.55 ng 323304 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1645 (12.013 min): BF106304.D (-1639) (-) m/z 73.00 100.00%
60 73
5000 129 ﬁ\h_
97 213 R e
.A” LS| 43157171185 1707 256 1160 11.80 12.00 12.20 12.40
0 m/z 43.00 92.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 AR A
nmumnmnmnm
m/z 60.00 86.01%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LN AR SR B
11.60 11.80 12.00 12.20 12.40
5000 29 129 m/z 57.00 72.13%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid B A e b S
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 71.91%
5000 129
29
199
L#“ 143157171185 242
015 R EEEEEEEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106304.D

Aca On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample : J3377-08 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.50 ng 292934 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 99
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94

Abundance Scan 1978 (13.971 min): BF106304.D (-1974) (-) m/z 57.05 100.00%

o

7 83
5000 111

13.60 13.80 14.00 14.20

|19 165 189207 234 256 285 322 370

0! 4 i e m/z 55.00 97.01%
m/z--> 50 100 150 200 250 300 350
Abundance #163020: 9-Tricosene, (2)-
57 8
5000 111 LI UL L L L L L L L LB L)
13.60 13.80 14.00 14.20
29 - 220 m/z 43.00 92.81%
o L] e e oo om0 g
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
R B
13.60 13.80 14.00 14.20
5000 29 111 m/z 69.00 87.89%
9 266
167 196 238
ol — il B Wl b 4, e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R B
56 83 13.60 13.80 14.00 14.20
m/z 83.10 86.07%
B | Jg\/\
29
ol I‘ ‘ | 167 196 23 266 204
— 77 B EEEEsmaEaE RS
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061118\
Data File : BF106304.D

Acq On : 11 Jun 2018 19:35

Operator : JU/SJ

Sample - J3377-08 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.20 4.2 ng 286168 1 6.97 1372660 20.0
unknown6 .74 6.74 45.6 ng 3129260 1 6.97 1372660 20.0
n-Hexadecanoic acid 12.01 3.5 ng 323304 4 11.50 1821160 20.0
9-Tricosene, (2)- 13.97 3.5 ng 292934 5 14.15 1673010 20.0
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