LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106311.D

Aca On : 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 4.101 296 300 307 rVB 54127 67980 1.83% 0.178%
2 5.201 483 487 493 rVB 321167 350082 9.41% 0.914%
3 5.589 547 553 556 rBY 3770043 3612137 97.11% 9.435%
4 6.589 717 723 726 rBVY 3631627 3719484 100.00% 9.716%
5 6.736 744 748 752 rBVY 3626231 3663524 98.50% 9.569%
6 6.972 784 788 791 rVB 1595170 1209093 32.51% 3.158%
7 7.131 810 815 818 rBVY 2962334 2759772 74.20% 7.209%
8 7.531 878 883 886 rBY 2633333 2329012 62.62% 6.084%
9 8.254 1002 1006 1009 rBV 1795216 1456105 39.15% 3.803%
10 9.325 1184 1188 1192 rBV 3879592 3642478 97 .93% 9.514%
11 9.719 1252 1255 1258 rBV 519996 405746 10.91% 1.060%
12 9.930 1284 1291 1293 rVB 61949 59878 1.61% 0.156%
13 10.013 1301 1305 1308 rBVY 1577741 1330094 35.76% 3.474%
14 10.195 1333 1336 1342 rBvV3 52758 62876 1.69% 0.164%
15 10.430 1373 1376 1379 rVB 101389 82184 2.21% 0.215%

16 10.801 1435 1439 1442 rBV 2327204 2042015 54.90% 5.334%
17 10.901 1453 1456 1462 rBV2 94924 118257 3.18% 0.309%

18 11.001 1470 1473 1477 rBV3 44382 50818 1.37% 0.133%
19 11.036 1477 1479 1482 rVVv2 48012 39797 1.07% 0.104%
20 11.089 1486 1488 1492 rBV3 49212 57438 1.54% 0.150%
21 11.148 1495 1498 1502 rVB3 48106 59036 1.59% 0.154%
22 11.189 1502 1505 1507 rBV 67000 55960 1.50% 0.146%
23 11.348 1529 1532 1535 rVB 53617 41224 1.11% 0.108%
24 11.501 1554 1558 1561 rBV 1531953 1228881 33.04% 3.210%
25 11.524 1561 1562 1566 rVB 113718 67853 1.82% 0.177%
26 11.707 1590 1593 1599 rBV2 91065 93639 2.52% 0.245%
27 12.013 1640 1645 1659 rBV2 718045 836600 22.49% 2.185%
28 12.113 1659 1662 1665 rBV2 45189 56438 1.52% 0.147%
29 12.524 1729 1732 1734 rBV 54887 44694 1.20% 0.117%

30 12.713 1760 1764 1770 rBV 239412 261876 7.04% 0.684%

31 12.801 1775 1779 1784 rBV 457091 428771 11.53% 1.120%
32 12.948 1798 1804 1806 rBV 220398 211225 5.68% 0.552%
33 13.089 1823 1828 1831 rBV 3504423 3449146 92.73% 9.009%
34 13.165 1837 1841 1847 rVB6 27454 49919 1.34% 0.130%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106311.D

Aca On : 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.271 1857 1859 1862 rVB2 45375 43684 1.17% 0.114%

36 13.612 1914 1917 1920 rBV 161566 142731 3.84% 0.373%
37 13.777 1941 1945 1950 rVB2 47915 59816 1.61% 0.156%
38 13.965 1974 1977 1984 rVB2 579371 532001 14.30% 1.390%
39 14.148 2003 2008 2011 rBV 1630397 1555343 41.82% 4._.063%

40 14.171 2011 2012 2018 rVB 136472 94076 2.53% 0.246%
41 14.295 2030 2033 2038 rBV4 42324 46007 1.24% 0.120%
42 14.536 2072 2074 2077 rVB 57166 47025 1.26% 0.123%
43 14.612 2083 2087 2093 rVB3 108724 136106 3.66% 0.356%
44 15.012 2152 2155 2161 rVB 80086 85565 2.30% 0.224%
45 15.218 2186 2190 2194 rBVY 78987 135621 3.65% 0.354%
46 15.289 2199 2202 2204 rVB2 45166 47852 1.29% 0.125%
47 15.542 2243 2245 2251 rVB 60377 84258 2.27% 0.220%
48 15.606 2253 2256 2261 rVV 59110 92872 2.50% 0.243%

49 15.677 2263 2268 2280 rVB 865644 1123521 30.21% 2.935%
50 16.206 2355 2358 2365 rVB5 61574 113366 3.05% 0.296%

Sum of corrected areas: 38283876
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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: BF106311.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 6

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

5.20 5.79 ng 350082 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 487 (5.201 min): BF106311.D (-483) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540 560
O3t 3 ee 8 T ee 60 55, 12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S SRR UL SRR
4.80 500 5.20 5.40 5.60
m/z 58.00 17 .65%
15 31 101
0 \ 25 7 37 53 83
miz--> N N A PPN
Abundance
43
- 480 500 520 540 560
5000 m/z 101.00 17.27%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T R e
509 4.80 500 5.20 5.40 5.60
m/z 40.95 8.36%
5000 41
31
| © g
O |'}§'|' "'I" 'Jllt' '|??H"|"' AR '|"'9?|""|
m/z--> 10 20 40 50 60 70 80 90 100 110 480 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 : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 60.60 ng 3663520 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-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF106311.D (-744) (-) m/z 131.95 100.00%
132
5000 68
40 % J 6.40 6.60 6.80 7.00
54 . . :
0 g8 lwewr o "h/z 68.05 40.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LA S S AR
6.40 6.60 6.80 7.00
2 51 m/z 134.00 34 .48%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 25 .35%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RAEERE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.49%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN § N | EN—
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 3
R.T. EstConc Area Relative to ISTD R.T.
12.01 13.62 ng 836600 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 1645 (12.013 min): BF106311.D (-1640) (-) m/z 73.00 100.00%
60 73
5000
, 129
0115 | tsiriies 0B e | 10 160 1500 1220 1240
0 m/z 43.00 94 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 U A AR B
11.60 11.80 12.00 12.20 12.40
m/z 60.00 89.96%
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LN SRR SR B
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 57.00 76.58%
29 a7 185 228
100115 143157171 1994
O L B AN R
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid R o e e AR
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.00 72 .54%
129
5000 29
143 157 214
0 I .‘l - ‘i"‘ ; .”l“l‘. ‘lU. :
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 : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.80 6.98 ng 428771 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1779 (12.801 min): BF106311.D (-1775) (-) m/z 43.00 100.00%

5000

12.40 12.60 12.80 13.00 13.20

(o} m/z 73.00 99.36%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 3
5000 129
97 12.40 12.60 12.80 13.00 13.20
185 241 284 m/z 59.95 88.29%
S I |
NI 171 0 O OV LT W P AU
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
P TR
12.40 12.60 12.80 13.00 13.20
5000 129 m/z 57.05 84.92%
97 199
157 242
15 180 | 223
o R e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B o B
43 12.40 12.60 12.80 13.00 13.20
m/z 55.00 79.88%
73
5000 o84
129
97
185 213 241
o Ml L 57 2R M e | o
m/z--> 50 100 150 200 250 300 350 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\BF061118\
Data File : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 6 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.84 ng 532001 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1978 (13.971 min): BF106311.D (-1974) (-) m/z 57.00 100.00%
57 83
>0 e \_A/\JL‘}L—W«N/—
NSRRI SR B
3 139 13.60 13.80 14.00 14.20
o 168 (196 216200 267 m/z 83.05  92.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol

(é)]
ol
(o]
w

111

5000 LA L L L L LB B
13.60 13.80 14.00 14.20
29 m/z 43.00 90.62%
ol 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
it
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 87.25%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol B e
55 83 13.60 13.80 14.00 14.20
m/z 69.00 80.09%
5000
29
ol \ 167 196 238 266 294
Asaanseaaesieate AL St St A
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106311.D

Aca On 11 Jun 2018 22:42

Operator : JU/SJ

Sample : J3347-01

Misc :

ALS Vial : 18 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 7 E-11-Tetradecen-1-ol triflu... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.02 ng 113366 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-11-Tetradecen-1-ol trifluoroac... 308 C16H27F302 1000130-84-1 86
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 80
3 Cvclotetradecane. 1.7.11-trimeth... 280 C20H40 001786-12-5 68
4 1-Docosene 308 C22H44 001599-67-3 50
5 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 49

Abundance Scan 2359 (16.212 min): BF106311.D (-2355) (-) m/z 55.00 100.00%

g5

83

5000
140 166 192212 247 269 95314 3 15.80 16.00 16.20 16.40 16.60
(o} m/z 57.00 95.86%
m/z--> 50 100 150 200 250 300 350
Abundance #151052: E-11-Tetradecen-1-ol trifluoroacetate
55
5000 TT T T [T T T T[T T T T[T T T T [TT

m/z 69.00 74 .60%

T I I T T
82 15.80 16.00 16.20 16.40 16.60
i

110 308
o I ‘L |"1° 138 166 104 223 250 280
— T T T T T e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIII
15.80 16.00 16.20 16.40 16.60
5000 111 m/z 83.00 64 .55%
29
o 140 182 210 255 306
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #127779: Cyclotetradecane, 1,7,11-trimethyl-4-(1-methylethyl) A Ea T o R
55 15.80 16.00 16.20 16.40 16.60
97 m/z 97.10 63.62%
5000
29 { 125 236
153
ob—1 ,...‘.H !‘JuJ:i‘.h1§{ S N — e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061118\
Data File : BF106311.D

Acq On : 11 Jun 2018 22:42

Operator : JU/SJ

Sample - J3347-01

Misc :

ALS Vial : 18 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 5.8 ng 350082 1 6.97 1209090 20.0
unknown6 .74 6.74 60.6 ng 3663520 1 6.97 1209090 20.0
n-Hexadecanoic acid 12.01 13.6 ng 836600 4 11.50 1228880 20.0
Octadecanoic acid 12.80 7.0 ng 428771 4 11.50 1228880 20.0
Behenic alcohol 13.97 6.8 ng 532001 5 14.15 1555340 20.0
E-11-Tetradecen-1... 16.21 2.0 ng 113366 6 15.68 1123520 20.0
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